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Preface

The 22nd International Conference on Computational Statistics, COMPSTAT 2016, is held in Oviedo,
Spain, from August 23rd to August 26th 2016. It is locally organized by members of the University
of Oviedo assisted by active Spanish researchers. The COMPSTAT is an initiative of the European
Regional Section of the International Association for Statistical Computing (TASC-ERS), a society of
the International Statistical Institute (ISI). COMPSTAT is one of the best-known world conferences in
Computational Statistics, regularly attracting hundreds of researchers and practitioners.

The first COMPSTAT conference took place in Vienna in 1974, and the last two editions took place
in Limassol in 2012 and Geneve in 2014. It has gained a reputation as an ideal forum for presenting
top quality theoretical and applied work, promoting interdisciplinary research and establishing contacts
amongst researchers with common interests.

Keynote lectures are addressed by Prof. Gerard Biau, Universit Pierre et Marie Curie, Paris, France,
Prof. Alastair Young, Imperial College, London, UK and Prof. Hans-Georg Mueller, University of
California Davis, United States.

From more than 450 submissions received for COMPSTAT, 360 have been retained for presentation
in the conference. The conference programme has 41 contributed sessions, 8 invited sessions, 3 keynote
talks, 30 organized sessions and 3 tutorials. There are approximately 430 participants.

The Proceedings are published in an electronic book comprising 34 papers. The participants can
find an electronic copy in a USB stick placed in their conference bags or download it at the conference
web page. All the papers submitted have been evaluated through a rigorous peer review process. Those
papers that have been accepted for publication in the Proceedings have been evaluated thoroughly by
at least 2 referees. This ensures a high quality proceedings volume in the main areas of computational
statistics.

The organization would like to thank the editors, authors, referees and all participants of COMPSTAT
2016 who contributed to the success of the conference. Our gratitude to sponsors, scientific programme
committee, session organizers, local universities, the city of Oviedo, and many volunteers who have
contributed substantially to the conference. We acknowledge their work and support.

The COMPSTAT 2016 organizers invite you to the next edition of the COMPSTAT, which will take
place in Iasi, Romania in 2018. We wish the best success to Cristian Gatu the Chairman of the 23rd
edition of COMPSTAT.

Ana Colubi
Organiser and Chairperson of the SPC.
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ProbitSpatial R package: fast and
accurate spatial probit estimations

Davide Martinetti, INRA Avignon, France, davide.martinetti@paca.inra.fr
Ghislain Geniaux, INRA Avignon, France, ghislain.geniaux@avignon.inra.fr

Abstract. This package meets the emerging needs of powerful and reliable models for the analysis of
spatial discrete choice data. Since the explosion of available and voluminous geospatial and location
data, older estimation techniques cannot withstand the course of dimensionality and are restricted to
samples with less than a few thousand observations. The functions contained in ProbitSpatial allow fast
and accurate estimations of Spatial Autoregressive and Spatial Error Models under Probit specification.
They are based on the full maximization of likelihood of an approximate multivariate normal distribution
function, a task that was considered as prodigious just few years ago. Extensive simulation and empirical
studies proved that these functions can readily handle sample sizes with as many as several millions of
observations, provided the spatial weight matrix is in convenient sparse form, as is typically the case of
large data sets, where each observation neighbours only a few other observations. SpatialProbit relies
amongst others on Rcpp, ReppEigen and Matrix packages to produce fast computations for large sparse
matrixes. Possible applications of spatial binary choice models include spread of diseases and pathogens,
plants distribution, technology and innovation adoption, deforestation, land use change, amongst many
others.

Keywords. Spatial Statistics, Probit, Discrete Choice model, R package

1 Introduction

ProbitSpatial library [4] contains a set of tools for estimating and testing different types of spatial
probit models. Those models belong to the growing family of econometrics methods that deals with
observations showing some kind of spatial or network dependence. In particular, these choice models are
focused on data that have a binary dependent variable, such as the choice of adopting a new farming
technology [d], increasing tax rates in a district [5], reopening of a damaged infrastructure [23], location
of suppliers plants [20] or of R&D labs [B], tree harvesting choice [T5], defoliation [I7], deforestation [G]
or plants distribution [I[1] and land use changes [R, 28, B0, B9, 42].

In spatial models, the interdependence between observations not only is viewed as a violation of the
independence hypothesis, but also as an actual feature of the problem, and its presence and intensity
is of major interest, especially in spatial econometric and social network analysis. Despite there exists
an extensive literature on continuous-dependent-variable models with spatial dependence, began three
decades ago with the seminal paper of Anselin [2], the case of spatial regression models with binary or
multinomial dependent variables has received limited attention [34], mainly due to its complexity. A



2 ProbitSpatial R package

recent and comprehensive review by Calabrese et al. [{] collects and compares through a Monte-Carlo
experiment all significant contributions in this field: the expectation-maximization (EM) algorithm by
McMillen [26], the Bayesian Gibbs sampler by LeSage [Z1], the recursive importance sampling (RIS)
algorithm by Beron and Vijverberg [5], the generalized method of moments (GMM) algorithm by Pinkse
and Slade [83] and its linearised (linearised GMM) version by Klier and McMillen [20]. Also, on the same
subject, the unpublished paper of Pace and LeSage [32] that uses Geweke-Hajivassiliou-Keene (GHK)
approximations of a multivariate normal probability with sparse variance-coavariance matrix (GHK and
RIS are basically the same) and the contribution by Diallo and Geniaux [I33] on linearised GMM. From
this review, we observed that only RIS and Gibbs sampler estimators perform reasonably well in terms of
accuracy, but they are unfeasible for large samples (n > 1000). On the other hand, GMM-type estimators
scale well w.r.t. sample size, but their accuracy is really poor, especially when the value of the spatial
dependence parameter is high.

For spatial binary-dependent variables, the most used techniques are spatial logit I3, 20] and spatial
probit [8, 21, PB, B2, 33, 40] models. ProbitSpatial package contains functions for estimating probit
models, in which the disturbances of the regression model are supposed to follow a multivariate normal
(MVN) distribution and are based on the maximisation of the corresponding likelihood, a prodigious
task according to Wang et al. [38]. In contrast with the logit specification, that assumes multivariate
logistic distribution of the error terms, the probit model is particularly attractive for the flexibility of
the MVN covariance structure. Nevertheless, this flexibility comes at a cost: there exists no closed form
expression for computing MVN probabilities, that are eventually expressed as a multiple integral. For
dealing with this problem, there exists several proposals than we can group into three main families:
numerical integration methods, simulation methods and analytical approximation methods. We propose
to use a MVN computation method that belongs to the last family and that improve the univariate
conditioning approximation method proposed by Mendell and Elston in [29], described by Kakamura in
[[R] and recently reviewed by Connors et al. in [I2]. We will show that this method allows to compute
the log-likelihood of a spatial probit model accurately and rapidly.

In Section B we will present two methods for spatial probit parameter estimations, with special
emphasis on the algorithmic implementation and the corresponding use in the ProbitSpatial R library.
In Section B we will compare the two techniques on a set of simulated Monte Carlo experiments against
existing functions in R. We will focus then on the accuracy and estimation time of the different methods.

2 ProbitSpatial library

Spatial binary-choice regression models are used to analyse sample data that are associated with specific
locations in space and that represent binary outcomes (usually actions or choices). We deal with spatial
regression models of the following form (the notations follow LeSage and Pace [22]):

y = pWy+XB+u,
u = MMMu+e,
€ ~ N(O,szn), (1)

where y represents an n x 1 vector of binary dependent variables, X an n x k matrix of independent
variables, I, is the identity matrix of size n and 3 (k x 1 vector), p and A (both scalars in [—1,1]) are
parameters to be estimated. The two n x n matrices W and M are known as spatial weight matrices
and contain the information on the spatial relationship between observations. Spatial weight matrices
are usually constructed as a function of the distance between observations or other contiguity measures
(shared borders, shared department, etc.). Typically w;; = 1 (or m,;; = 1), if observations ¢ and j
are contiguous, while w;; = 0 (or m;; = 0) otherwise (it follows immediately that both W and M are
symmetric and by convention, the diagonal is set to be zero). It is common practice to row-standardise
the spatial weight matrices, i.e. wi;/(3_; wij).

The model in Eq. (I0) is often referred as spatial autoregressive model with spatial autoregressive
disturbances (or SARAR(1, 1)), when both the parameters p, a.k.a. spatial lag parameter, and A, a.k.a.
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Davide Martinetti and Ghislain Geniaux 3

spatial error parameter, are different from zero. If A = 0, then we will speak of a spatial autoregressive
model (SAR, or SARAR(1,0)) model, while if p = 0, we will speak of a spatial error model (SEM, or
SARAR(0,1)). The SAR and SEM models are used to explain spatial dependences of different nature?.
In this work we will focus in particular on spatial autoregressive and spatial error models. In particular,
since the disturbances € in Eq. (II) follow a multivariate normal distribution, then we are in the case of
a SAR probit or SEM probit specification.

The SAR probit model can be reformulated from Eq. () as

y= (I —pW)"(XB+e), (2)

and hence the variance of the error term v = (I,, — pW) '€ can be written as
S = B(ov') = 02((In — pW) ™ (Lo — pW)~1)). (3)
Consistent and efficient estimates of the 3 and p parameters are obtained by maximising the corresponding

likelihood function, that takes the form of a multivariate normal (MVN) probability, namely an n-
dimensional integral, as follow:

L(B,p) = Cu(xeAlX) (4)
= 71 e_(%mtzilm)
(2m)n/2 |5 F /A /A . /A ’

where A = {Ai}ie{l,..<7n} and

C (o0 (I — pW)TIXB)] iy =1

The SEM probit model can be reformulated from Eq. (I) as
y=XB+ I, —AM) e, (5)
and hence the variance of the error term v = (I,, — AM )~ '€ can be written as
¥ = B(vv') = o*((I, — AM) " (I, — AM) ™ 1)) (6)

Consistent and efficient estimates of the 3 and A\ parameters are obtained by maximising the following
likelihood function, that correspond again to the n-dimensional integral

L(B, p)

(w€A|E (7)

Eerrd A A A
271' n/2|2| Ay J Ay

A = [(Xﬁ)la—i_oo) 7ifyi:07
(—OO,(X,B)Z] ) if yi = L.
As previously mentioned, MVN probabilities cannot be computed exactly, since there exists no closed

formula for solving the integrals in Eqs. (8) and (@) as long as ¥ is different from the identity matrix
(i.e. the case of independent observations). We hence resort to use a modified version of the analytic

where A = {Ai}ie{l,..qn} and

!See Chapter 1 of the book of LeSage and Pace [22] for more details on spatial autoregressive and spatial
error models.

Q@ COMPSTAT 2016



4 ProbitSpatial R package

approximation proposed by Mendell and Elston [29]. The idea is to rewrite the MVN probabilities as the
product of univariate conditional probabilities (we adopt the notation of Trinh and Genz [37]):

O, (xe{A1,...., A} |X) = Pz1€4,...;2, €A,)
= P(zx1 € Ay) P(xs € Ay | 21 € Ay)
‘P(zg € Az | {x1 € A1,20 € A2}) ...
‘Pz, € A, | {z1 € A1,20 € Aoy ..o 21 € A })

= PleyeAy)-[[Plaic Ai|{z1 € Ay, i1 € A 1)),

=2

The algorithm is based on the Cholesky decomposition of the variance-covariance matrix ¥ = CC?,
where C is a lower triangular matrix (the decomposition always exists, since ¥ is symmetric and positive
semi-definite by definition). The exponent of the integrand of Eq. (&) takes then the form
'yl =2 (CTH 0z

and we use the transformation £ = Cz (or, equivalently, 2 = C~'zx), where !X 'z = z'z, with
dx = |C|dz = /|X|dz. Taking advantage of the lower triangular structure of the Cholesky decomposition
of 3, the integral intervals A; = (a;,b;) are transformed according to @ < Cz < b. The new integral
limits (a’,b’) can be computed iteratively, while the values of z;, that cannot be computed directly, are
approximated using their truncated expected values:

' :
Gi= e tis (8)

where ¢ and ® represent the standard normal univariate density and cumulative distribution functions,
respectively. This is the key intuition beyond the Mendell-Elston approximation method, i.e. to replace
the Z; values by truncated expected values (Z; is then the average value of a random variable z; that follows
the truncated univariate distribution). The algorithm iteratively substitutes the univariate conditional
probabilities with the value of Eq. (B), starting from the first random variable and uses the obtained
approximation for computing the next step. The algorithm ends when the probability of the last random
variable is computed and the final result is given by the following approximation:

n

O (@ € {Ar,..., An} | D) = Plar € Ay, 20 € An) ~ [ (@) — ®(a))) .

i=1

The iterations of the Mendell and Elston algorithm follow the order of the variables as given by
the problem, but there exists evidence that different re-orderings can lead to better approximations
[T2, 06, B6]. If there were an exact solution to the integral, these orderings would not change the value
of the probability, as long as integration limits and rows and columns of ¥ are rearranged accordingly,
but since we are using an approximation that runs iteratively over the n observations, it is advisable
to control the propagation of the approximation error, especially during the first steps of the iteration.
For that, Gibson et al. [I6] propose to sort the observations in such a way that the outermost integrals
correspond to those observations that have the smallest expected values. A recent study by Connors et
al. [T2] corroborates this hypothesis.

This numerical approximation can be directly used to compute the likelihood associated to SAR and
SEM probit models through Eqs. (#) and (@). Nevertheless, there are a few further precautions that
we adopted in order to reduce the computation time of the algorithm and improve the quality of the
approximation:

e massive use of sparse matrices and sparse linear algebra, especially for the computations relative
to the spatial weight matrixes W and M, that have dimension n x n, but usually high sparsity (lot
of zero entries);
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e the inverse matrixes (I,, — pW)~! and (I,, — AM)~! are approximated (when n > 1000) with their
Taylor expansion (I, — pW )=t ~ I, +pW + p* W2+ p3W?3 +. .. and similarly for (I,, — AM)~!. This
is possible since W (resp. M) is row-standardised and the spatial lag parameter p (resp. spatial
error parameter A) is contained in the [—1, 1] interval, hence all of the eigenvalues of pW (resp.
AM) have absolute value smaller than 1.

e the most time-consuming part of the entire algorithm is the Cholesky decomposition of the sparse
n X n matrix 3. The length of this part depends strongly on the number of non-zero elements
of 3, that in turns depends on the sparsity of W and on the order of the Taylor approximation
of (I, — pW)~! or (I, — AM)~! detailed in the previous point. There exists several algorithms
that allow to reduce the number of non-zero elements in the Cholesky factor, based on a clever
reordering of the rows and columns of ¥.. We chosed to perform the Approximate Minimum Degree
algorithm (a.k.a. AMD, see [0]) before the Cholesky decomposition, since it has been proved to be
really fast and efficient: it slightly worsens the accuracy of the MVN probability, but busts the
computation time by several order of magnitude.

e the reordering of the observations proposed by Gibson et al. [06] should in theory be applied at
each iteration of the Mendell-Elston algorithm. This is obviously unfeasible for large samples. We
prefer instead to reorder only once, before the Cholesky decomposition.

e one may consider the use of the precision matrix P = ! instead of the variance-covariance
matrix ¥, as suggested by Pace and Barry [B1] and LeSage and Pace [22]. This proposal makes
perfectly sense, since P is usually sparser than ¥, and allows a faster Cholesky decomposition.
Obviously, the accuracy of the approximation is reduced. Further details on the implementation
of the precision-matrix version can be found in [32].

For the estimation of the parameters ([3, p) we propose two optimisation procedures:

FL Maximisation of the approximated full log-likelihood by means of a multi-dimensional optimisation
algorithm and the corresponding gradient functions (not reported here, for details see [2H]);

CL Maximisation of the log-likelihood conditional on p: at each step ¢ of the optimization, for a given
value of p;, a set of Bl parameters is estimated by means of a Standard Probit estimation?. The
corresponding log-likelihood is computed and the optimizer will try to minimize the log-likelihood
by searching the optimal p € [—1,1]. In this way, we can use one-dimensional optimization, that is

way faster than a multi-dimensional one3.

To summarise, our proposal consists of four estimators, listed her with the corresponding R com-
mands:

FLUC Full log-likelihood with univariate conditional approximation of MVN probabilities and variance-
covariance matrix;
SpatialProbitFit(f,d,W,DGP,method="full-1ik",varcov="varcov"

CLUC Conditional log-likelihood with the univariate conditional approximation of MVN probabilities
and variance-covariance matrix;
SpatialProbitFit(f,d,W,DGP,method="conditional",varcov="varcov"

FLUP Full log-likelihood with univariate conditional approximation of MVN probabilities and precision
matrix;
SpatialProbitFit(f,d,W,DGP,method="full-1ik",varcov="precision")

CLUP Conditional log-likelihood with univariate conditional approximation of MVN probabilities and
precision matrix;
SpatialProbitFit(f,d,W,DGP,method="conditional",varcov="precision")

2We perform standard probit estimations with the speedglm.wfit function in R from package speedglm [I4].
3We use the optimize function from the stats library in R, that performs golden-section search [&3)].
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6 ProbitSpatial R package

where f is the regression formula to be estimated , d is the database containing the variables, W is a spatial
weight matrix of class dgCMatrix (see [d]) and DGP indicates if the data generating process is either SAR
or SEM.

3 Comparison with existing R libraries and other methods
found in the literature

In this section we compare the performances of existing algorithms for the estimation of spatial probit
models in R. We will consider the following implementations:

M1: ProbitSpatial, our package;

M2: spatialprobit R package by Wilhelm and Godinho de Matos [€1];
M3: McSpatial R package by McMillen [27];

M4: EM estimator by McMillen [6], as coded in [];

M5: Gibbs estimator by LeSage [Z1], as coded in [7];

M6: RIS estimator by Beron and Vijverberg [5], as coded in [i];

MT7: GMM estimator by Pinkse and Slade [83], as coded in [[];

MS8: LGMM estimator by Klier and McMillen [20], as coded in [7].

An extensive comparison with multiple sets of parameters is beyond the scope of this presentation.
We will consider a simple SAR DGP as in Eq. (), with 8 = (4,—2,1), p = 0.5, W the spatial weight
matrix with the 3 first nearest neighbours of n observations randomly distributed in the unit square, X;
the intercept term, Xo ~ N(2,2) and X35 ~ N(0,1). We will look at the performances of the different
estimators in terms of both accuracy of the estimated parameters and in terms of estimation time. The
tests are performed over samples of increasing size (n € {100, 500, 1000, 5000, 10000, 50000}). Whenever
an estimator takes more than 5 minutes in average, we drop it from the comparison. In the Table @ we
report the mean bias of the estimated (1, 82, 83 and p parameters, as well as the mean estimation time
over 100 repetitions with randomly generated samples. All simulations are performed using R on a MAC
OS X 10.6.8, with a dual-core 2.66 Ghz processor and 8 GB of RAM.

The results contained in Table 0 show that the ProbitSpatial package is definitively outperforming
existing libraries in R. By looking at the first two columns we can see that ProbitSpatial does clearly
better than the functions contained in spatialprobit [A1] (they use Bayesian estimation), both in terms
of accuracy than in terms of time. In particular, it is worth noting that the spatialprobit package
tends to underestimate the spatial dependence parameter. By comparing column one and three, we can
observe that the performance in terms of accuracy of ProbitSpatial and McSpatial are similar. This is
due to the fact that both packages are based on likelihood maximisation. Nevertheless, ProbitSpatial
is more suitable for large samples.

4 Other features of the library

The function SpatialProbitFit used for the estimation of SAR probit models can also be used to fit
spatial error models (SEM). Furthermore, it allows to set the following parameters:

DGP ceither SAR or SEVM;

method either conditional or full-1ik. The first one implies a conditional estimation, the second
one corresponds to full-likelihood estimation, with gradient functions. Further details can be found
in [25)].
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Table 1. Mean bias and estimation time (in seconds) of the eight estimators for increasing
sample sizes.

n M1 M2 M3 M4 M5 M6 Y i MS8
51 1.40  -0.38 1.43 -1.15 1.44 0.76  780.87 1.73

B2 | -0.63 0.28  -0.65 0.64 -0.64 -0.35 -317.78 -0.71

100 B3 0.41  -0.08 0.42 -0.28 0.43 0.14 226.63 0.54
p| -0.02 -0.26 -0.01 -0.16 -0.10 0.00 -0.05 0.02

t| 0.10 4.79 0.13 11.17 13.46 29.94 2.32 0.01

51 0.59 -1.04 0.59 -1.56 0.18 -0.18 56.36  0.67

B2 | -0.27 0.54 -0.27 0.79 -0.07 0.12  -27.51 -0.32

500 B3 0.16 -0.26 0.16 -0.37 0.06 -0.13 14.87 0.14
p 0.00 -0.22 -0.00 -0.14 -0.08 0.01 0.00 0.13

t| 0.24 8.15 1.45 762.34 1278.48 1273.64 276.93 0.32

51 0.12 -1.18 0.12 0.18

B2 | -0.04 0.61 -0.04 -0.06

1000 B3 0.01 -0.31 0.01 0.02
p| -0.01 -0.22 -0.01 0.12

t| 0.41 11.70 10.26 3.13

By | 007 -1.20

By | -0.03  0.61

5000 B3| 0.01 -0.31
p| -0.01 -0.22

t| 2.68 44.52

By | 000 -1.29

By | 0.00  0.65

10000 @5 | 0.01 -0.33
p| 000 -0.22

t| 6.22 86.41

B | 0.01

By | 0.00

50000 B3 | 0.00
p | 0.00

t | 58.40

varcov either varcov or precision. Should the likelihood function be computed using the variance-
covariance matrix (varcov) or the precision matrix (precision)? Default is varcov.

control a list of control parameters on the order of approximation of the Taylor expansion (I,, —pW)~! ~
I, + pW + p>W?2 + p3W3 + .. ., the tolerance of the optimizer and the pruning tolerance for certain
matrices. See documentation of the function in the package.

It is worth noting that the output of the SpatialProbitFit is a model of class SpatialProbit
containing information on the estimated parameters, the value of the log-likelihood and other model
characteristics.

For the SpatialProbit class, the following methods are available

effects returns the marginal effects of the model (average direct, average indirect and average total
effects as in LeSage and Pace [27]).

Q@ COMPSTAT 2016



8 ProbitSpatial R package

fitted returns the fitted values of the model in one of the following forms:

e link: the value of the latent variable;
e response the value of the probability;

e binary 0/1 vector of probability being greater than cut (default for cut is 0.5).
predict returns in-sample predict values of a new matrix of covariates. Same available forms as fitted;
residuals returns the generalised residuals of the model;

summary returns descriptive statistics of the data and model, the estimation time, the standard errors
of the estimated parameters (computed with likelihood-ratio tests or with the variance covariance
matrix if the option covar = TRUE) and the confusion matrix with the accuracy of the estimated
model.

Finally, we also included two functions for simulation purposes: generate_W for generating a spatial
weight matrix from a set of coordinates and sim_binomial_probit for generating the data.

5 Conclusions and forthcoming versions

Comprehensive tests presented in [25] and the ones presented here confirm that the ProbitSpatial
package is, at the moment, the best option in R for fitting spatial binary choice models, under both SAR
and SEM specifications. The improvement with respect to existing libraries is both in terms of accuracy
than in terms of estimation time. It is also the only feasible option for large samples with more then a
few thousand observations.

For the forthcoming version of the package we plan to implement:

e an estimator for the SARAR(1, 1) model;
e an estimator for the spatial Durbin model, where spatial autoregression affects the covariates;

e a prediction function for out-of-sample observations (see [9] for details on best linear unbiased
prediction in spatial framework);

e fix bugs of the current version.
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Abstract. Robustness of standard regression models have been studied quite extensively. When repeated
measures are available, the methodological framework is generalized to multilevel models, for which little
is known in term of robustness, even in the simplest case of ANOVA. We present a sequential forward
search algorithm for multilevel models that allows robust and efficient parameters estimation in presence
of outliers, and it avoids masking and swamping. The influence of outliers will be monitored at each
step of the sequential procedure, which is the key element of the forward search. There are peculiar
features when the forward search is applied to multilevel models. Such features pose new computational
challenges, as some restrictions, that make the sub-models identifiable at every step, are required. The
method is illustrated by an application to real data where exports of coffee to European countries are
modeled and analyzed to identify outliers that might be linked to potential frauds. Preliminary results on
simulated data have highlighted the benefit of adopting the forward search algorithm, which can reveal
masked outliers, influential observations and show hidden structures.

Keywords. Multilevel Analysis, Outliers, Robust Methods

1 Introduction and motivation

In this paper a robust approach to the study of multilevel models is suggested. Multilevel models
are a particular case of Linear Mixed Models (LMM) which are particularly attractive when repeated
measures of variables are collected on a sample of individuals [@]. Parameters of these models are obtained
through the GLS estimator which can be strongly affected by the presence of outliers and influential
observations. It is then crucial to monitor the effect that highly influential observations could have on
the final estimates and apply robust estimators. Many influence diagnostics have been proposed to detect
outliers in longitudinal data analysis (see [[f], ch. 6, for a review), but they are all based on the leave-k-out
approach and can be strongly affected by the so called “masking” effect when the real number of outliers
is greater than k. A monitoring method, which has revealed to be particularly effective to cope with the
masking effect, is the forward search which has been originally proposed for linear regression models (see
[@]), but it has been extended to many other fields thanks to its great flexibility [3].

The out-performance of the forward search and the statistical properties under the regression model
are illustrated in the recent papers [2] and [8]. The key of the success of the forward search is that it
offers a sequential algorithm such that, at each step, an efficient maximum likelihood estimate is carried



14 Robust multilevel and Forward Search

out. In general, after fitting a parametric model with a maximum likelihood estimator, a set of residuals
is computed. Being a sequential algorithm, it suffers from heavy load of computational time and efficient
routines must be adopted to get results in short time.

In this paper we extend the forward search approach to multilevel models to monitor the influence
of outliers on estimated coefficients and to suggest a way to obtain a robust estimator. The correlation
structure of longitudinal data is more complex than that of regression models for cross-sectional data and
this opens new challenging issues we try to address in this paper. In particular, we suggest an original
method to increase the size of a basic subset which is tailored on LMM features and enables us to take
into account the identifiability problems which could arise from the application of the forward search to
longitudinal data.

The paper is structured as follows. In the next section the data used to apply the robust forward
search approach are presented. The description of the data comes before the introduction of the model,
which is specified in sections B and B together with the coefficients estimator, because the construction
of the model is conditional to the trend and seasonal pattern of the data. The extension of the forward
search to LMM and the main related issues are discussed in Section B. The application of the forward
search to simulated data and to real trade data is illustrated in section B. Section @ is devoted to the
final discussion of results and possible further extensions.

2 Data, their features and economic characteristics

Motivation of the case study

Regression models have widely been used to understand, model and predict many trade data concerning
commodities. Among others, coffee represents one of the most actively traded commodities on earth.
Existing modern robust approaches using liner models are presented in [G].

The commercial policy of the European Union (EU) is generally based on uniform principles and
common agreements with third countries. The infringement of such principles by traders operating in
the EU market can have big negative impact on the EU economy and the EU budget.

One of the most common consequences is the considerable and often systematic under/over declaration
of the invoice value which produces groups of outliers and clusters with linear structures, which are clearly
visible in scatter plots of the traded value and volume. Nevertheless, such patterns can also emerge
from perfectly regular trade, for example in presence of different product quality levels, peculiar market
conditions, or episodic meteorological events.

Additionally, since the foundation of the Economic and Monetary Union (EMU) in Europe, it was
expected to foster price transparency and convergence of goods and services among Member States. From
a theoretical point of view, this means reducing deviations from the law of one price which states that
market arbitrage should enforce broad parity in prices across individual goods. Once prices are converted
to a common currency, the same good should be sold for the same price in different countries.

For all these reasons, detecting outliers for trade data is particularly important. That might highlight
frauds or market inefficiencies. On the other hand, outlier detection has to be very accurate and it has
to minimize the number of false detection. As robust estimators are usually less efficient than non robust
estimators, tests for outlier detection based on very robust estimators usually detect a high number of
false outliers [G]. Therefore, a robust and efficient algorithm, like the forward search, must be used to
correctly identify true outliers.

Description of the data-set

Coffee production takes place mainly in developing countries. One of the biggest producers is Brazil.
Coffee’s consumption, instead, is well spread all over European countries, none of which produces it. The
coffee price is characterized by relatively low price elasticity of supply because new plants require more
than two years to become productive. Likewise demand is characterized by low price elasticity, because it
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Figure 1. Left panel: Scatterplot of the data with symbol for each destination. Largest importers
are Germany and Italy. Right panel: scatterplot of the log-log data

is quite stable and changes only if big movements in price arise independently from any income increase.
As a consequence, coffee price time series show a very high variability and outliers are very likely to
appear.

In this work we consider the coffee traded from the origin Brazil to destination of 18 countries in
Europe. For each destination country the monthly value (in Euro) and the monthly quantity (in tons)
of coffee sold from Brazil, to the specific country, are recorded. Monthly figures of sales are recorded for
approximately 5 years. We stick on the 18 countries that traded with Brazil every month in these 5 years
span. Therefore, our dataset represents a case of a balanced design in the framework of longitudinal data
analysis. However, our results and methods are not sensitive to deviations from that balanced structure,
although minor adjustments might be required to handle some missing data.

To make notation specific, we have that for each destination country (group) it is available the value
of coffee imported from Brazil, denoted as V;; with ¢ = 1,...,g and ¢t = 1,...,ng. Additionally, the
quantity imported by each country is denoted by W; ;. From the above notation, it is already considered
the option to have a different number of replicates for each country as the number of replicates ng might
be different for each country.

A snapshot of the whole set of data is given in Figure 0 where each destination country is plotted
with a different symbol. The left panel of Figure @ is the prototype of scatterplot used by [6] for their
analysis, where destinations were ignored.

To highlight the monthly time evolution of the trades, we also show, in Figure B, the logged time
series of V and W for Brazil versus Italy. A clear relationship is visible between the two series, but the
presence of a long-term trend is questionable. The seasonality is quite clear in June and December, when
the minimum and maximum yearly values happen, while it does not look particularly strong in other
months.

3 Linear Mixed Models (Multilevel) for repeated measures

We consider the unified theory of linear mixed model as multilevel models, using the notation of [9],
Chapter 4. The LMM has fixed component X and the random effect v written in the form

y=XB+ Zu+e, (1)

where Z is a kind of indicator matrix; an example of the structure of Z is postponed to Section B. The
model is well specified under a number of subsequent assumptions. Denoting with I the identity matrix
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Figure 2. Time series of relevant quantities, in log scale, for destination Italy

and with 0 either a vector or a matrix with zeros (clear from the context), the random component u and
the error term e have the following features:

E [ﬂ = {g} , Cov [ﬂ = [g ?{} with G = ¢?I and R = oL
Model () is very flexible, despite its simplicity. For instance it offers a very convenient framework
when repeated measures, which are generally dependent, have to be analyzed. For repeated measures it
can be used as a “simple” random intercept model (also called a constant correlation model) where all
components of 8, but the intercept, are common among groups. Representation (I) is appropriate even
if regression coefficients are assumed to vary among groups. Model (0) can also be used when groups are
correlated to each others, by considering a richer structure for either R or G, or both. In the sequel we
review some existing results of LMM and illustrate our robust procedure under the simplest specification
of LMM, i.e. the uniform correlation model with only a random intercept.

One way to derive an estimate of 8 is to rewrite the LMM as a linear model with correlated errors
having form

y=XB+¢ where " =Zu+e

Under this representation, denoting with 7" the transposition of a matrix, clearly we have

Cov(e*) =V = ZGZ" + R.

For the linear model with correlated errors, regression parameters can be estimated via the Generalized
Least Squares (GLS) which can be written as

B=(XTV1X)"1XTy 1y, (2)
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For y having a general distribution, (B) can be shown to be the best linear unbiased estimator for S.
Alternatively, if y is multivariate normal then the right-hand side of (B) is both the maximum likelihood
(ML) estimator and the uniformly minimum variance unbiased estimator.

When random effects are included, then a unified way to see the overall estimation problem is to
rewrite it through the notion of best linear unbiased prediction (BLUP). It turns out that (B) is also the
BLUP of g and the BLUP of u is given by

i=GZ"V 1y - Xp).

Both GLS and BLUP estimators require elements of covariance matrices. There is a large and varied
literature on estimation of covariance matrices in mixed models. In recent years, with the advent of
better computing algorithms, ML or restricted ML (REML) have become the most common strategies
for estimating the parameters in covariance matrices. An advantage in using REML compared to ML is
a better accuracy in small samples.

Whatever the method used, once parameters of V and G are estimated, they are plugged into the
BLUP yielding to estimated BLUP (EBLUP). Formally, EBLUP are given by introducing &, and &..
Subsequently, estimated covariance matrices V and G lead to estimated BLUP given by

B=(XTV1x) !XTV 1y and 4= GZTV 1 (y — XB).

EBLUPs are important to obtain the fitted values of the model given by

i =Xp+ Zi. (3)

Estimated BLUPs have two sources of variability, namely estimation of the fixed and random effects pair
B and u and estimation of covariance matrices G and V. This is somehow critical as both should be
taken into account when making inference.

All statistical results discussed so far are key elements to derive the residuals from model (@), which
are computed by taking the observed y and the fitted values from (B). Residuals are the building bricks
to set up the forward search, whose details will be discussed next.

4 Model specification for trade coffee data

Given the data and our time-varying variables, discussed in Section B, we will be using the following
notation. It is often customary to take a log-log relationship in economics, due to its connection with
elasticity. The resulting plot of such a joint transform is sketched in the right panel of Figure 0. From that
plot emerges that there is a sort of “common slope” driving the relationship between the log variables,
justifying the choice of the random intercept model.

Matching the general notation of LMM discussed in Section B, let y = logV and the X matrix
built using log W, a linear trend and a set of seasonal dummies, assuming that the seasons will begin in
January, and drop in December. So, for g Countries, if we have ng observations for the first Country, we
could sketch the X matrix as

[1 log WCountry 1,1 1 1 0 v 0
1 log WCountry 1,2 2 0 1 .- 0

X = 1 IOg WCountry 1,ng NG 0(?) 0(?) o ]_(7)
1 1Og WCountry g1 1 1 0 s 0
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The question mark associated to the last row of the first country is related to the last recording of value
and quantity, for which the occurring month is “arbitrary”.

As stated in Section B, the matrix Z is, in general, a kind of indicator matrix. Under the special case
of random intercept model, then Z has a number of columns equal to the number of groups. Specifically,
for the random intercept model we have

1,, 0,4 0
g 05y 17.19 (L
0,5 Opy 1,4

5 The forward search for LMM

The forward search is a sequential procedure which is based on a set of algorithms such that we start from
an outlier-free subset of size m* < n (the Basic Subset, BSB) and, at every step, the BSB is increased by
including units closer to the selected model. In general, inclusion is such that at every step we move from
a subset of size m to a subset of size m + 1, with iterations until all n data are included. When outliers
or other influential observations enter the subset, through the monitoring of relevant statistics, sharp
movements are recorded. For regression models, this procedure is illustrated in [] and made precise in
[&].

There are several differences from regression to LMM. We start by highlighting that it is common
to have time series even for simple random effects models, thus the selection of units belonging to m* is
made accordingly. To be specific, a sensible approach is to build the initial subset by taking contiguous
observations in each group (here represented by all destination countries). Using proper notation, tailored
to the set of available regressors (one explanatory variable, one time index for the trend and eleven
dummies for the monthly seasonality), we have that, for each destination country i, with i =1,...,¢, a
coherent set of observations is given by fixing a time index ¢(*), and then selecting contiguous observations,
the number of which is driven by k, the number of columns of the X matrix. Specifically, we select
an arbitrary set of observations for each group MG) ()41, ) 4kt 1 which ensures that the model is
identifiable. A similar choice is made for all groups but, in general, t # tU) with j = 1,...,¢ and
i # 7. An initial subset M1 given by

g
M1 = U {mt(’i),t(i>+1,.“,t(i)+k+1}7
i=1

is then used to fit the random effect model. After fitting the model the following algorithm is performed

1. Squared residuals rfyt = (Yit — :l.)z'ﬂg)z, for all units are computed (even for those that did not
contribute to the fitting). With this notation y; , and ; ; denote a single element from the vector
expressed in equations (I) and (B) respectively.

2. Squared residuals are sorted yielding to 77 ,[%;], with the argument [x;] denoting the that the sorting
is kept separated for each group.

3. The median of rit[*i] is computed for each 7 and then stored.

Steps 1 to 3 above are then repeated by changing, for each group, the time index ¢ and leading to sets
M2, M3, ..., all having the same size. This procedure is repeated 10000 times, as suggested by [B], since
choosing among all possible subsets is unfeasible for almost all practical applications.

For each group the observations that lead to the smallest median of sorted residuals are those con-
tributing to the BSB m*. Hence, not necessarily the time index to build m* is identical for all groups,
but inside each group, the contiguity of observation is at this stage guaranteed. This last restriction,
however, might be relaxed when having an X matrix with a time index as explanatory variable, since
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the sorting of the data is irrelevant in the fitting when the time dependence is explicitly modelled with
a time trend variable.

As stated above, once fitted the model, computing residuals during the forward search is quite similar
to standard regression. The fitted values (B) are obtained after getting 8, 6, and 6. from the function
lmer of library lme4 ([4]). Plugging such estimates into BLUP give estimates of @ and .

Some discussion is needed when fitted values (B) and residuals are computed for all units, i.e. also
for units that did not contribute to the estimation step. Fitted values and residuals are obtained by
considering all entries of X (similarly to the regression model) but using only units that contributed to
the fit to extract entries of Z (unlike the regression model). This last restriction is needed to ensure the
conformability of product of matrices.

The key difference with regression model, however, comes when moving from m to m + 1 because of
the presence of groups in the data (here represented by each destination). The move from m to m + 1
requires, once again, the sorting of squared residuals.

Our forward search algorithm is quite flexible and relatively general, as it does not require any group
membership balancing during the procedure. In other words, at every step of the forward search, all
groups must have only the minimum number of observations, say m;) ()41, +()4k+1, Such that the full
model is identifiable.

As stated above, the inclusion of new units, i.e. the move from size m to m + 1, is based on the
squared residuals computed for all data. As for the choice of the BSB, once residuals have been computed,
the sorting is made separately for every group. Therefore, the difference compared to the forward search
in regression, is that the sorting is not made on the whole dataset, but split by group. In practice, there
are squared residuals sorted for the first group, then squared residuals sorted for the second group, and
so forth.

The (m + 1)-th observation joining the dataset is the one for which the squared sorted residuals not
belonging to the m-th step is smallest. As a consequence, if observations belonging to the same group
are well described by the model, and consequently have all small residuals, then the units forming the
subset at steps m + 1, m + 2, ..., will belong to the same group. Therefore, at each step of the forward
search, the size of each group belonging to the subset of size m can be, potentially, very different. As
stated above, when discussing the choice of the BSB, the time index in the inclusion is not considered,
as there is an explanatory variable taking the time trend into account, so that the fit does not require,
necessarily, observations to be contiguous.

The peculiar feature of the forward search is that the inclusion of outliers or the inclusion of influential
observations is highlighted by sharp peaks moving from m to m+1. This is also true for LMM. Influential
observations, hidden structures, or outliers display similar pattern in many diagnostics summaries, like
plot of residuals and standardized estimates of random effects.

6 Forward search for simulated and trade coffee data

An example with simulated data, where two outliers were added, is reported in Figure B. The two outliers
are the two central lowest extreme observations in the log-log transform (see the right panel of Figure B)
and, for the sake of the illustration, they have been assigned to Germany (DE). The time series of the
simulated data, contaminated with two outliers is illustrated in Figure B. Their effect is visible in the
log V' variable, but less visible, in this scale, for the log W.

The structure is quite different from our example coffee data, but a similar pattern with some het-
eroschedasticity can be seen.

After running the forward search we monitor several graphical diagnostics. One of the most important
plot in this framework is the monitor of estimates of standardized random effects, which is sketched in
Figure B. There is evidence, from findings in Figure B, that toward the last steps of the forward search,
influential observations were included into the procedure, showing sharp peaks. Not all groups, in the
simulated data, were affected in the same way by the inclusion of outliers. In general the random
components is absorbing influential observations, so outliers are likely to appear in the estimated random
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Figure 5. Estimates of random effects on the simulated and contaminated data during the
forward search. Peaks toward the end of procedure shows the steps when outliers are included

components. There are peaks also in the residuals, but since the random effects are fewer, the diagnostic
plot is simpler to interpret.

For the coffee data, introduced and discussed in Section B, running the forward search lead to results
which do not show any influential observations in the data. A snapshot of such a summary is visible
by exploring the estimated standardized random effects during the forward search. Since there are 18
destination countries, it is hard to understand whether or not outliers, or hidden structures, are into the
dataset.

Robust procedures, often, tend to spot outliers even when they are not present (false signal). The
forward search does not suffer from that unappealing feature. However, in the future, we will perform
more simulations, with cleaned and contaminated data, for better understanding the false discovery rate
of the forward search, and compare it with other robust techniques.

7 Conclusions and discussion

We have introduced the forward search for LMM where correlation is induced by repeated measures.
Previous strategies were restricted mostly to uncorrelated data and regression. The benefits of the
introduced robust and efficient technique are, essentially, two-folds: when outliers are present, they are
properly highlighted and estimates are unaffected by their presence. When data are outlier-free or when no
hidden structure is inside the data, the forward search does not flag observations as outliers (false signals).
An interesting avenue for future research is to add some outliers in the real data for understanding the
effect of influential observations on the coffee data. A preliminary study on contaminated coffee data,
not reported here for conciseness, suggested to introduce a small fraction of outliers in order to have a
meaningful set of diagnostics. This is a subject that will be studied carefully in the nearest future.
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Figure 6. Estimates of random effects on the coffee trade data during the forward search. A
quite smooth behaviour is visible, denoting lack of evidence of suspicious trades

Future research is toward several directions. The first avenue is to consider more general models than
the random intercepts. In this paper, we have taken “for granted” that the explanatory variables had
always to be included, but this might be questionable, and even dependent on the step of the forward
search.

Simulations with more structured outliers must be carried out so that there might be more confidence
and support for interpretations. A key feature is to build proper “test-based” inference to create a
sequential procedure for testing for outliers, as explained by [§]. This last feature is, probably, the most
challenging from the computational point of view, as it requires many forward search run in parallel.
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Some mathematical notes on
comprehensive factor analysis
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Abstract. In the currently prevalent model of factor analysis (FA), specific factors and errors are not
dissociated, though they had been separated in the original conception of FA. Thus, an FA model with
specific factors dissociated from errors is considered here, whose least squares procedure is referred to
as comprehensive FA. The main goal includes showing that the model part of comprehensive FA and
residuals are identifiable, common and specific factors are undetermined but have some constancy, and
comprehensive FA has clear relationships with principal component analysis.

Keywords. Specific factors, Errors, Original factor analysis, Principal component analysis.

1 Introduction

The currently prevalent model of factor analysis (FA) can be expressed as
r=Af+Tu (1)

for p x 1 observed variable vector x whose expectation E[z] equals the p x 1 zero vector 0,. Here, f and
u are m X 1 and p x 1 latent variable vectors, respectively, with the elements of f called common factors
and those of u called unique factors, and m < p < n. On the other hand, A(p x m) and ¥(p x p) are
fixed parameter matrices, where A contains factor loadings, and V¥ is the diagonal matrix, the squares of
whose diagonal elements are called uniqueness [G].

According to [R] original conception of FA, Wu is decomposed into an unsystematic error and the
factor specific to the corresponding variable: Wu = As + e, with e(p x 1) an error vector, s(p X 1) the
specific factor vector, and A a p X p diagonal matrix [@, B]. The decomposition allows us to rewrite (1) as

r=Af+As+e. (2)

Each diagonal element of A2 is called specificity in that it stands for to what degree an observed variable
is explained by the corresponding specific factor in s. The expectations for f,s, and e are assumed as
E[f] = O, E[s] = Ele] = 0,, and

E[ff/] = Im; E[Ssl] = Ipa E[fs/} = Omxpa (3)
E[fe'] = Omxp, E[s€'] = Opxp, Elee’] = Q2. (4)

with Q a p x p diagonal matrix, O,,x, the m x p matrix of zeros, and I,,, the m x m identity matrix.



26 Comprehensive factor analysis

It is desirable that the specificity A2 in (2) is estimated rather than the error-perturbed uniqueness
U2 in (1). However, the model (2) has only been mentioned so far without a parameter estimation
procedure presented. In order to allow the estimation, we consider modifying (2) in this paper.

The modifications are as follows:
[1] Common and specific factors are treated as fixed parameters rather than variables;
[2] No distributional assumptions are made for errors: (4) is not assumed.
By [1], our version of (2) can be written in the matrix form

X=FN+SA+E=ZB'+FE. (5)

Here, X is the n-observations x p-variables column-centered data matrix, F' is the n x m matrix of
common factor scores, S is the n X p one of specific factor scores, and F is the n X p error matrix, with
Z =[F,S](n x (m+p)) and B = [A, A](p x (m + p)) the block matrices of parameters to be estimated.
The matrix versions of (3) can be expressed as

1 1 1 1
EF/F =1, ESIS =1, ﬁF'S = Opnxp Summarized as EZ/Z = Ipim. (6)

Owing to [2], i.e., no constraint for the errors in F, we may simply consider minimizing the squared sum
of errors

f(Z,B) =|E||* = ||X — (FA' + SA)|? = [|X — ZB'|? (7)
subject to (6). Here, Z and E being column-centered (i.e., the matrix version of E[f] = 0,, and E[s] =
Ele] = 0,) is not be considered, since it is satisfied by the solution of the minimization problem as
described later.

Indeed, the algorithms for the minimization have already been presented by [1, B, [, @, [1]. However,
it has not been recognized that the minimization is underlain by the model (5): in the above literature,
the underlying model has not been considered and (7) is rather described as f(F,A, U, ¥) = || X — (FA' +
UW)||? with U an n x p matrix of unique factor scores: the algorithms have been presented rather for
estimating the unique factors/uniqueness.

We refer to minimizing (7) subject to (6) as comprehensive FA (Comp-FA) in this paper. Its purpose
is to present new results on the Comp-FA solution as theorems with some lemmas. They includes [A]
the identifiability of A, A, ZB’, and F, [B] the identifiability of Sxr,Sxs,SrE,Ssk, and Sgp with
Sxr denoting the covariance matrix between the columns of X and those of the optimal F', [C] the
indeterminacy of F and S, and [D] the relationships to principal component analysis (PCA). Before
presenting main results, we describe the preliminary ones in the next section. Throughout the paper, we
suppose that the rank of X B equals the number of variables:

rank(X B) = p, (8)

which implies rank(X) = rank(B) = p, the existence of (X’X)~!, and BBT = I, with B* the Moore-
Penrose inverse of B.

2 Preliminary Results

The Comp-FA solution is given by the matrices Z and B that minimizes (7) subject to (6). Both ma-
trices cannot be jointly obtained in an explicit form, but if one of them is given, the solution of the
other matrix can be obtained explicitly. In this section, we first present a useful decomposition of the
loss function (7) as a theorem, which is followed by describing the properties of the solution already known.

Theorem 2.1. Under the constraint (6), the loss function (7) can be decomposed as
F(Z,B) = ||X = ZSx4|I” + nl|Sxz — BII* (9)

Here, Sxz =n"'X'Z = n 'X'[F,S] = [SxF, Sxs| with its blocks Sxr =n ' X'F and Sxs = n"'X'U
the covariance matrices of observed variables to common factors and unique ones, respectively.
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Proof. (7) can be rewritten as || X — ZS%, + ZS%, — ZB'|]? = ||X — ZS%,|| + h — 2trC with h =
|Z28%, — ZB'||> and C = (X — ZS%,)'(ZS%, — ZB'). Here, we can expand C and use (6) to have C' =
X’ZSS(Z—X’ZB’—SXZZ’ZSS(Z—i—SXZZ’ZB’ = nSXZSS(Z—nSXZB’—nSXZSS(Z +nSXzB/ = Opxp.
Further, (6) leads to h = n||Sxz — B||? . O

From (9), we can find that, for given Z, the optimal B = [A, A] is given by
B= [SxF,diag(Sxs)], ie., A=Sxrand A = diag(Sxs). (10)
The optimal Z for given Bis given by
Z =7+ Zy =0 K\ L, +n'? KoLy = XBL©O L) +n'/?K, L} (11)

with Z; = n'/2K L} = XBL1AT L} and Z, = n'/?K,L},. Here, Ki(n x p), Li((p + m) x p), and © (a
p x p diagonal matrix) is given through the singular value decomposition (SVD) of n~1/2XB:

n~2XB = K,0L,. (12)

The remaining matrices Ko(n x m) and Lo((p + m) x m) form K = [K;, Ks| and L = [Lq, Lo] satisfy
K'K =L'L =LL" = I,y In (11), we can find that Z; is uniquely determined, but Z, and Z are not
uniquely determined.

Using the fact that (12) leads to the eigenvalue decomposition (EVD) of B'Sx x B defined as

B'SxxB = 1,0L} (13)
and the transpose of (12) post-multiplied by (11) provides
Sxz =B TL,0L,, (14)

the following algorithm can provide the solution of B = [A, A] [0]:

Step 1. Initialize B so as to satisfy (8)

Step 2. Perform EVD (13) to obtain Sxz with (14)

Step 3. Update B with (10)

Step 4. Finish if convergence is reached; otherwise, back to Step 2.
In [@], it has been proved that (11) is column-centered if X is so.

3 Identifiability of Comp-FA Model

We suppose that B resulting in (10) also satisfies (8) with rank(X B) = p. This section is started with the
theorem which shows the identifiability of the loadings in A and the specificities in A2 obtained through
the four steps in the last section.

Theorem 3.1. If the diagonal elements of © in EVD (13) have distinct values, then Sxz in (14) is
uniquely determined for given Sxx and B . Further, Sxz gives the unique B with (10).

Proof. 1f © has distinct diagonal elements, then L; and © are uniquely determined for given Sxx as in
(13). Further, B satisfying (8) provides the unique B*. Those L;,©, and BT uniquely determine Sxz
as in (14). Further, it gives the unique B = [SxF, diag(Sxg)] with (10), since of Sxz = [Sxr, Sxs]. O

The following lemma and theorem show that the model part FA’+SA = ZB’ in (5) can be identified:
Lemma 3.2. The covariance matriz Sxz in (14) is also expressed as

Sxz = SxxBL,©7'L]. (15)
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Proof. Pre-multiplying the left and the right hand sides of (11) by n_lAX’ leads to Sxz = SxxBLy O~ 1L+

n~Y2X'K,L,. Here, X'K,L, is found to disappear as X'KsL, = B+B' X'KyL, = BT L' AK|K,L}, =
2 2 2 2 1248 2

Opx (m+p) using (12) and K1 K> = Opxsm- O

Theorem 3.3. The solution for ZB' = FA' + SA is expressed as
ZB' = \/nK\L}B' = XBL,®0 'L\ B = XS\ S, B = XBS% ,5%%. (16)

Proof. Pre-multiplying both sides of (12) by (X'X)~' X’ leads to nflf{B = (X'X)"'X'K,; AL}, which
implies BLo = Opx, since of L} Ly = Opyp,. This fact and (11) lead to ZB' = (n'2 K, Lj4+n'?K,L4)B' =
n'?K\I1B' = X BL,©7' Ly B'. Further, (15) leads to Sy SxzB' = BLi© ' L1 B’ and this being sym-
metric implies Sy % Sxz B’ = BS% ,Sx Y, which complete (16). O

As found in (16), FA' + SA = ZB’ is identifiable and its solution is a linear combination of the
columns in X.

4 Properties of Residuals

The properties of the resulting residuals in E = X — ZB' are considered in this section. Theorem B33
shows that E is also identifiable and a linear combination of the columns of X. It implies that E is
column-centered and its inter-variable covariance matrix is expressed as Sgpgp = nlE E, which can be
rewritten as follows:

Theorem 4.1. The p X p covariance matric Spg = n lE'E for residuals is expressed using offd(Sxs) =
SXS - diag(SXS) as

Spp = Sxx — A — offd(Sxs)A — Aoffd(Sxs) — A% (17)

Proof. Using £ = X — ZB' and (6), we have Spr = Sxx — SxzB' — BSS(Z + BB'. Here, B is
substituted by (10) to provide Sxz B’ = [Sxr, Sxs][A, A]' = AN + SxsA = AN +{A +offd(Sxs)}A =
AN +A2 +Oﬁd(st)A . Using this and BB’ = AN -|—A2 in SEE = SXX — szB/ — BS./XZ +BB/ leads
to (17). O

In general, (17) is not a diagonal matrix, which implies that the residuals are correlated between
variables.

Theorem 4.2. The p-residuals x(m + p)-factors covariance matriv, Spz = [Ser,SEs| = nlE'Z =
[n"E'F,n" E'S], is expressed as Sz = [Opxm, offd(Sxs)], i-e.,

SEF = Op><m and SES = 0ﬁd<SXs) (18)

Proof. Using (6) and (10), we have Spz = n~ (X — ZB')YZ = Sxz — B = [Sxr,Sxs] — [A, A] =
[Opxm,offd(SXs)]. O

The equation Sgr = Opxm in the theorem shows that the residuals are uncorrelated with common
factors, while Sgg = offd(Sxs) implies that the residual for each variable is uncorrelated with the specific
factor for that variable, but correlated with the specific factors for the other variables.

The following lemma and theorem concern the amount of residuals:

Lemma 4.3. The post-multiplication of the p-variables X (m+ p)-factors covariance matrix by its trans-
pose equals the sample covariance matriz:

SxzS% 7 = Sxx (19)
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Proof. Using (14), we have SxzS%, = B/+L192L’13+, which is rewritten as BY B'SxxBB* = Sxx
using (13) and BBt = I,. O

Theorem 4.4. The amount of residuals, i.e., the resulting value of loss function (7), is expressed as
1E|]> = n tr(Sxx — AX — A?) = n||offd(Sxs)|I? (20)

Proof. The first identity in (20) is given by using troffd(Sxs)A =0 in f(Z, B) = ntrSpg with (17). The
second identity follows from (9): the term ||X — ZS%gl|?, in which Z is substituted, disappears as

[| X — S}(ZH2 =ntrSxx — 2ntrSxzS% , + ||ZS}¢Z||2 =0 (21)

using (6) and (19). That is, the resulting value of (7) or (9) amounts to n||Sxz — B||> which is found to
equal n||offd(Sxs)||? using (10). O

The theorem shows that the amount of residuals is proportional to the sum of the squared covariances
of each variable to the specific factors for the other variables. It stands for the deviation of a solution
from the FA assumption that each of specific factors is specific to the corresponding variable.

5 Factor Scores as Higher Rank Approximation

The n x p matrix ZB" = FA’ 4+ SA was shown to be identified in Section 3, while Z = [F, S](n x (m +p))
cannot be identified as found in (11). Their clear difference is in the numbers of columns and their ranks
with rank(Z) = p + m > rank(ZB’) = p = rank(X): the rank of the factor score matrix Z is higher
than that of the data matrix X.

Differently from X and ZB’, the two matrices X B and Z; in (11) are n X (m + p) as is Z, and have
the following relationships to Z. First, X B is the target matrix approximated by Z, which is shown by
that Comp-FA loss function (7) can be rewritten as

f(Z.B) =1Z = XB|]? + [|X|* + || BI]* = [ XBI|* = n(p + m). (22)

In its right-side hand, only ||Z — X B||? is relevant to Z [2]. It shows that the resulting Z is a higher
rank approximation of XB with rank(Z) = p+ m > rank(XB) = p. Second, Z is equidistant from
Zy = XBL,©~'L} with )

1Z = Z1|1? = || Z2|* = |In'/2 K Ly > = nom (23)

[@]. Further, Z; can be expressed as in the next theorem:

Theorem 5.1. R
7 =X(X'X)"'X'Z. (24)

Proof. We can rewrite (15) into Sx% Sxz = BL1©7'L}. Tts use in (11), i.e., Z; = X BL;©~ 'L} implies
(24). O

This theorem shows that the columns of Z; are the projection of those of Z onto the column space
of X. Equations (23) and (24) allows us to draw the cone in Figure 1, where matrices are depicted as
arrows. This figure shows that the matrix Z = [F , 5’] containing common and specific factor scores forms
the cone whose central axis is Z; with the distance of Z to Z; being (nm)/2. In other words, Z exists
somewhere on the circumference of the circle whose center is Z; and radius is (nm)'/2.

Theorem 5.2. It holds A o A
X =278s=2(2'2)12'X (25)

Proof. Equation (21) implies X = ZS%¢ = Z(n~')Z'X. Here, we can use (6) to provide (25). O
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This theorem shows that the column space of X is included in that of Z.

Figure 1. Cone formed by common and specific factor scores

6 Comparisons to PCA

It can be considered that an established procedure should have clear relationships to a related one,
which may be principal component analysis (PCA) for FA. How PCA is similar to/different from FA is
inconclusive in the prevalent framework of FA with (1), but is clarified by Comp-FA. The difference is
simply whether specific factors are considered: the loss function of PCA can be defined as

fre(F,A) = |IX — FA'|]%, (26)

by excluding the specific factor part SA from the Comp-FA loss function (7) [I0].

We can further show clear inequalities holding between PCA and FA solutions, as shown below.
There, Fra and Apy are used for the FA solutions of F' and A, while Fpc and Apc denote the PCA
ones with 1

EFI/DCFPC =1In (27)
which can be supposed without loss of generality.

In the next theorem, the fact is used that the resulting value of the PCA loss function (26) is expressed

as
|| X — FpcNpo||? = ntr(Sxx — trApcNpe). (28)
and [I0] FA-like PCA is considered in which
9(S*, &%) = ||X — (FpcApe + S"A)|]? (29)
is minimized over S* and A* subject to
FpeS* = Opxm, n~ 18 S* = I, A* being diagonal. (30)
Theorem 6.1. The amount of residuals (28) for PCA cannot be less than that for FA (20):
tr(Sxx — trApcNpe) > tr(Sxx — Apalp,y — A?) (31)

implying trApoNpo < trApaAr , + trA2.
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Proof. As compared with PCA, EFA-like PCA has additional parameters S* and A*, which implies the
function (29) value cannot exceed (28):

ntT(SXX - t?"ApcA/PC)”X — (FPCA/PC + S*A*)||2 (32)

Further, S*, A*, and Fpc with (27) and (30) can be substituted into S, A, and F in (6), respectively:
S*, A*, and Fpc meet the Comp-FA model (5) and (6), but they are not optimal and thus the (29) value
cannot be less than the Comp-FA loss function value (20):

|X — (FpoNpe + S*A)|2 > ntr(Sxx — Apalp — A2). (33)
Inequalities (32) and (33) imply (31). O
The relationships of loadings between PCA and FA are shown next:
Theorem 6.2.

tT‘AFAA/FA < tT‘ApcA/PC (34)
Proof. Since the PCA solution minimizing (26) is known as the best lower rank approximation, the
resulting value of (26), i.e., (28) cannot exceed fpc(Fra,Ara) = || X — FpalA’ 4||?, which is rewritten
using (10) as n(trSxx — 2trSxpApy — trdpale4) = n(trSxx — trArpal’z4). It is not less than (28),
which implies (34). O

This theorem shows that the absolute values of PCA loadings tend to be larger than those of FA ones
for a data set.

7 Illustration

In order to illustrate Comp-FA and its properties discussed so far, we carried out Comp-FA for the
column-standardized version of Harman’s [4] 12-observations x 5-variables socio-economic data matrix.
The resulting loadings in A and specificities in A2 are shown in Table 1(A) together with Dgp indicating
the diagonal elements of (17), i.e., the variances of the residuals. On the other hand, Table 1(B) and
(C) present the maximum likelihood solution for the prevalent FA model (1) and the PCA solution,
respectively. Every loading matrix A has been rotated by the varimax method. The loadings are mutually
similar among the three solutions and allow the equivalent interpretation of factors/components. Let us
compare Table 1(A) against (B) for the parameters other than A. For example, in (B), the uniqueness for
the variable employment is found to be 0.040. In this value, the specificity and the amount of residuals
are compounded, while they are dissociated in (A) with their values 0.026 and 0.003, respectively. Such
a specificity for each variable is not estimated in PCA without considering specific factors: only amounts
of the residuals remaining unexplained by components are given by Dgg in (C). Comparing (A) and (C),
we can confirm that the amounts of residuals and the absolute values of loadings for Comp-FA tend to be
smaller than those for PCA, which are suggested in Theorems 6.1 and 6.2, although exceptional values
are also found in Table

Table 1. Solutions of Comp-FA, Prevalent FA, and PCA for the socio-economic data.

Variable (A) Comp-FA (B) Prevalent FA (C) PCA

A A2 Dgg A w2 A Dgg
Population 0.995 0.018 0.007 0.002 0.999 0.015 0.000 0.994 0.011  0.000
School 0.016 0.878 0.229 0.000 -0.003 0.900 0.190 -0.004 0.941 0.013
Employment 0.977 0.128 0.026  0.003 0.970 0.132  0.040 0.981 0.132  0.000
Services 0.425 0.787 0.200  0.000 0.427 0.796 0.184 0.451 0.823 0.014
House 0.002 0.983 0.033 0.001 0.008 0.960 0.078 -0.001 0.968 0.004

As shown in Theorem 3.3, the model-part ZB is identifiable, which implies that the residual matrix
E =X — ZB is also so. Table 2 presents the matrices ZB' and F resulting in Comp-FA. The former
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elements have a far larger variance than the latter ones, with ||ZB’[|?> = 59.93 and ||E||?> = 0.07 whose
sum equals || X||? = 60. It shows that the Comp-FA model is fitted very well to the data set.

Table 3 shows the matrix Sxg containing the covariances between observed variables and specific
factors. The squares of the diagonal elements in Table 3 equal to the specificities A? in Table 1(A). As
explained in Section 4, the largeness of the off-diagonal elements in Sxg stands for the deviation of the
solution from the FA assumption that a specific factor is specific to the corresponding variable: the factor
is uncorrelated to the other variables. Since both variables and factors are standardized, the covariances
in Table 3 are also correlation coefficients. It allows us to easily find that no off-diagonal element shows a
substantially large correlation. We can thus ascertain that all observed variables meet the FA assumption
fairly well.

Table 2. Observation x variables matrices of the model-part and residuals.

Obs. (A) Model-part (B) Residuals

Po Sc En Se Ho Po Sc En Se Ho
1 -0.205 0.776  0.184  1.351 1.327 | 0.040 0.018 -0.044 0.005 -0.015
2 -1.525 -0.318 -1.532 -0.996 -1.147 | -0.067 0.001  0.073 -0.011 -0.001
3 -0.896 -1.532 -1.086 -1.013 -1.323 | 0.033 -0.012 -0.036  0.005  0.010
4 -0.731  1.251 -0.544  0.176 1.322 | -0.010 0.011  0.011 -0.002 -0.010
5 -0.714  0.789 -0.581  0.169  1.317 | 0.033 0.005 -0.036  0.006 -0.005
6 0.491 -1.833 0.338 -0.570 -0.822 0.104 -0.003 -0.113 0.017 0.002
7 -1.514 -0.013 -1.645 -1.006 -0.173 | -0.017 -0.011  0.018 -0.002  0.009
8 0.914 0.034 0.764 -0.546 -0.491 | -0.046 0.000 0.049 -0.006 -0.001
9 1.159  0.649 0.845 0.544 0.138 | -0.048 -0.031  0.052 -0.006  0.027
10 1.032  1.346  1.052  2.449  1.289 | -0.012 -0.026  0.014 -0.002  0.023
11 0.986 -1.076 0.85 -0.377 -0.82 | 0.033  0.000 -0.036 0.006  0.000
12 1.003 -0.071  1.355 -0.181 -0.616 | -0.044  0.047  0.048 -0.009 -0.040

Table 3. Covariances between observed variables and specific factors (in bold).

Variable Specific Factor

Po Sc En Se Ho
Populationl 0.081 -0.045 0.000 0.002 0.015
School -0.008 0.478 0.017 -0.007  0.000
Employment 0.000 0.049 0.162 -0.002 -0.016
Services 0.000 -0.007 -0.001 0.447  0.002
House -0.007  0.000 -0.014 0.006 0.181
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8 Conclusions

In this paper, we presented some mathematical results on the least squares solution for the comprehensive
factor analysis (Comp-FA) model X = FA’ + SA 4+ E, in which the specific factors in S are separated
from the unsystematic errors in E with the columns of [F, S] standardized and mutually orthogonal.

Main results for the solutions of F, A, S, and A are as follows: the loadings in A, the specificities in
A2, and the model part FA’ + SA are identifiable and it is a linear combination of the columns in data
matrix X (Theorem B and Theorem B33), although the matrix [F,S] containing common and specific
factors is not unique: its rank is higher than the data matrix X and the column space of [F, S] includes
that of X (Theorem B2).
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The identifiability of the model part implies that of the residuals in E = X — FA’ — SA . The
results for £ are summarized as follows: residuals are correlated among variables (Theorem ET). The
residual for each variable is uncorrelated with common factors and the specific factor for that variable,
but correlated to the specific factors for the other variables (Theorem B=2). The amount of residuals is
proportional to the sum of the squares of the covariances between each variable and the specific factors
for the other variables: the amount stands for the deviation from the FA assumption that a specific factor
is specific to each variable (Theorem B4).

The Comp-FA model clarifies the relationships of FA to principal component analysis (PCA): the
incorporation of the specific factor part SA into PCA leads to FA. Owing to it, FA shows the better fit
to a data set than PCA, while PCA tend to provide the loadings of larger absolute values than FA, as
shown in Theorem B and Theorem B72.
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Abstract. While the negative binomial distribution is widely used to model catches of animals, it is
noteworthy that the parametric approach is ill-suited from an exploratory point of view. Indeed, the
“visual” distance between parameters of several distributions is misleading, since on the one hand it
depends on the chosen parametrization and on the other hand these parameters are not commensurable
(i. e. they measure quite different characteristics). Consequently, we settle the topic of comparing
abundance distributions in a well-suited framework: the Riemannian manifold NB(Dx) of negative
binomial distributions, equipped with the Fisher-Rao metrics. It is then possible to compute an intrinsic
distance between species. We focus on computational issues encountered in computing this distance
between marine species.

Keywords. Information geometry, abundance distributions, geodesic, cut point

1 Introduction

The statistical analysis of counts of living organisms brings information about the collective behavior
of species (schooling, habitat preference, etc), possibly associated with their biological characteristics
(growth rate, reproductive power, survival rate, etc). This task can be implemented in an exploratory
setting (see for instance [B, [7] and the references therein), but parametric distributions are also widely
used for modeling populations abundance. Thus, the negative binomial (NB) distribution is commonly
used to model catches of animals [2, (T, 02, d].

This distribution is especially relevant for this purpose, because [9]:

1. it arises as a Gamma-Poisson mixture, whose parameters depend on the more or less aggregative
behavior of the species, and on the efficiency of the trawl for catching it
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2. it arises as the limit distribution of the Kendall’s [6] birth-and-death model; in this setting, the
parameters depend on the demography of the species (reproductive power, mortality, immigration
rate)

3. in addition, it is a natural model for collections (of animals, for instance).

But it is noteworthy that the parametric approach is ill-suited from an exploratory point of view: the
“visual” distance between parameters of several NB distributions is misleading, because on the one hand it
depends on the chosen parametrization and, on the other hand, these parameters are not commensurable
in general (they are associated with completely different characteristics of the species, in the setting
of different statistical models). Considering the Riemannian manifold NB(Dg) of negative binomial
distributions (NB) equipped with the Fisher-Rao metrics, we can compute intrinsic distances between
species, on the basis of their counts. Then, the “visual” distance between species approximated through
Multidimensional Scaling of the table of Rao’s distances (for instance) is a sound dissimilarity measure
between species.

2 Notations

Consider a Riemannian manifold 9, and a parametric curve « : [a,b] — 9; its first derivative with
respect to “time” will be denoted &. A geodesic curve v connecting two points p and ¢ of 9t will be
alternatively denoted p ~ ¢, and p ~ ¢ ® ¢ ~ r will denote the broken geodesic [1] connecting p to r
with a “stopover” at ¢q. A probability distribution £° will be identified with its coordinates with respect
to some chosen parametrization; for instance, we will write £/ = (gzbi, /,Li).

We also consider for any z € 901 the local norm |[V'[|, (z) associated with the metrics g on the tangent

space T, :
YV e T, N, \|V||g () :=+/V'.g(x).V. (1)

Finally, the length of a curve « traced on 9t will be denoted A («).

3 The Rao’s distance

In a seminal paper, Rao [[1] noticed that, equipped with the Fisher information metrics denoted g (e),
a family of probabilities depending on p parameters can be considered as a p-dimensional Riemannian
manifold. The associated Riemannian (Rao’s) distance between the distributions with parameters 6(!)
and 0 is given by:

Dy (60,60 = / NAORICOEIGL, (2)

where v is a segment (minimal length curve) connecting 8 = ~(0) to # = v (1). As any
Riemannian distance, Dx is intrinsic (i.e. it is coordinates-free).

Riemannian geometry in a nutshell

Definition 1.
[1] Consider the differentiable manifold M, and the set X (M) of vector fields on M. A linear connection
(or covariant derivative) D on 9 is a bilinear map

D : X (M) x X (M) = X (M)
(X,Y) — DxY

which is linear in X and a derivation on Y.
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According to the fundamental theorem of Riemannian geometry [], there is a unique symmetric
connection V compatible with a fixed metrics g (the so-called Levi-Civita or Riemann connection), giving
in our case the Rao’s distance.

Definition 2.
[2, E] Let v : [0,1] — 9 be a curve traced on M, and D be a connection on M. ~ is a geodesic with

respect to D if its acceleration D) (t) is null Vt €]0,1[. In other words, a geodesic has constant
speed in the local norm (@):

151l = 115 (9)llg (v (9)) = V3" (9) -5 (7 (9)) 5 ().

Corollary 1.
Let v : [0,1] = 9 be a geodesic, and [a,b] C [0,1]. Then

b
/ VA a0 0) 5 Bdt = (b—a) 3],

Geodesics on a p-dimensional Riemannian manifold with respect to V are solutions of the Euler-
Lagrange equation [&, 0, 3]:

VI<k<p, 50+ > If3(t)4;(0) =0 (3)

i,j=1
where each coefficient of V (some “Christoffel symbol” I l"”'J) only depends on g, and is defined in
coordinates by:

b
g™ (0gm; | O9mr  Ogjk

Ik = : -2 4

i Zl 5 <aek " 00, 89m> @)

m=

where g'™ (resp. @ni) is some entry of g=! (resp. g).

To determine the shortest curve between two points of 9, one applies the following result.
Lemma 1.
[3, @] Let M be an abstract surface, and p, ¢ € M. Suppose that « : [a,b] — M is a curve of minimal
length connecting p to q. Then, o is a geodesic.

Nevertheless, building the segment connecting p to ¢ is not straightforward, since the lemma above
only shows that a segment is a geodesic. But a geodesic is not necessarily a segment...

Theorem 1.
[i] Let p = a(0) be the initial point of a geodesic. Then there is some 0 < tg < 400 such that o is a
segment from p to a(t) for every t < to and for t > to thereafter never again a segment from p to any
a (t) fort > ty. This number ty is called the cut value of o and « (tg) is called the cut point of . There
are only two possible reasons (which can occur simultaneously) for a (to) to be to be the cut point of «:
- there is a segment from p to « (to) different from «
- a(to) is the first conjugate point on a to p (i.e. to & (0) is a critical point of the exponential map,
defined hereunder).
Remark 1.
No matter the cause of the phenomenon, the main point for us is that if to is a cut value of a, Vt <
to, Dr (p,a(t)) =1t while Yt > to, Dr (a (to),a (t)) <t —to.
Definition 3.
[1] Let MM be a Riemann manifold and x € M. The exponential map of M at x is exp, : W, — M,
defined on some neighborhood W, of 0 in the tangent space T, by:

exp,, (V) == asw) (IVI)

where B (V') is the projection of V' onto the unit ball and agy is the unique geodesic in M such that
Oég(v) (0) =z and dB(V) (O) =B (V)
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Remark 2.
If a:=p ~ qis a segment and Vy := & (0), because of uniqueness of geodesics, exp,, (Vo) := apy,) (1) = ¢;
reciprocally, if Vi == & (1), exp, (V1) := apv,) (1) = p (compare Figures@ & B).

4 The geometry of NB(Dyg)

The most classical parametrization of the NB distribution is given by
) +7-1 j .
P =)= “TIT ) - iz0 )

with (¢,p) € RTx]0,1[; ¢ is the index parameter (denoted k by [2] and many other authors). Nev-
ertheless, because of its orthogonality, we chose instead the parametrization used by Chua and Ong

-
P(Xj;(¢7u))<¢+§_l> (Mj‘_qb)j (1Mf:¢>¢,jzo (6)

5 v S X 5 € 67 /l S l € 1mea ()[ l lle (hS( Ill)ll( 101. [Il l }lese C()()I(hIla l es, l lle Hl{()I ma l 0on
R R . . . . . . .
mal I'1X 1S:

a(¢,p) = ( Gg’¢ G(;)m )

with G, = while the expression of G4 is more complicated:

¢
u(pte)’
u+ o+ 9) ((furo)* = 1) v1(9)
¢ 1+ o)

where ! is the Trigamma function (first derivative of the logarithmic derivative of I'(e)). One will
find in [3] the closed-form expression of the Rao’s distance for a number of probability families. These
authors reported that when the index parameter of two NB distributions is the same the Rao’s distance
is given, in the parametrization (8), by:

(7)

Gop = —

(1=p") (1 -p?)

Of course, if pu' (resp. p? ) is the mean of £' = NB(¢,p') (resp. £%> = NB(¢,p?)), we have
necessarily:

Dyny ((6.9') 1 (6.0%)) ==2V/5 ( LoV ) )

Dr (£1,£°) < Dyp) (£1,£7). (9)
Due to the complexity of (@), Dg (21, £2) cannot be obtained in a closed-form. It must be computed

by finding the numerical solution of the Euler-Lagrange equation (B), completed in the parametrization
(B) by the boundary conditions

{7(0) = (o', 1), v(1) = (¢*. 1) } - (10)

Geodesics can be as well be computed by solving (B) under the alternative constraints

{7(0)= (", 1), 7(0) =VeR?}. (11)

This solution is associated with the exponential map at (¢1, ,ul).
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5 Approximating Dy (21, 82)

In this section, £ = (gbi, ,ui) denotes a NB distribution parametrized in the (B) system, but our purpose
could be extended to any parametric family.

Firstly, all the Christoffel symbols (B) were calculated from the expression (@) of G44, with the help
of Mathematica. Then, the differential equation (B) was numerically solved under the the boundary
conditions (M), for the estimated parameters of a number of marine organisms. In most case a solution
could be found in an acceptable time (four CPU minutes, at most), with a good numerical precision (15
digits), but was each one of the geodesics found a segment? And what about failures in computation?
We indeed had to face two different problems: a theoretical one and a computational one.

Theoretical issue

Suppose a solution v = £ ~ £2 of (B) under the boundary condition () has been found; according
to Corollary I, a straightforward approximation of Dg (£', £?) should be [7]l4- But notice that [|]|, is
only an upper bound, which is attained only when there is no cut point in « ([0, 1]) (cf. Theorem ).
That is why we need some test to detect a possible cut point on some geodesic curve (see Section H).
Suppose now a cut point (¢C(1’2), uc(m)) has been detected on 7. Then, it is natural [{] to supersede v
by the broken geodesic

(6 11) ~ (6709, u 0D ) @ (502, e 02) (62, 122)

whose length is shorter than A (), provided (4)0(1’2), uc(l’z)) ~ (gbz, ,uz) is also a segment.

Computational issues

Wet met various numerical problems in computing £! ~ £2:

(P1) no solution was found (due to time limit, singularities, etc)

(P2) an unsuitable solution was found: for some ¢ € [0,1], (¢ (¢),u(t)) € Rt x Rt
(P3) the boundary condition (M) was not fulfilled with a satisfactory precision.

Simple configurations
When none of these issues is met, we first check that there is no cut point on . Then, the canonical
solution is acceptable, and we can write:

Dr (£h,2%) =~ A(y) =14, - (12)
If a cut point (¢°1?), °1:2)) is detected on 7, and if (¢¢(1:2), pc12) ~ (¢, 4?) is free of cut point,
we adopt as an upper bound for Dy (21, 22):

A ((¢17N1) ~ (¢c(1,2)7’uc(1,2))) LA ((¢c(1,2)”uc(1,2)> ~ (¢2’H2)) .

Intricate configurations

When (P1) or (P2) is met, we consider that the best achievable solution would consist in breaking v =
£l ~ £2 by inserting a well-placed “stopover”. But since  is undetermined, how should (¢5(1:2), ;5(1:2))
be chosen? We propose two heuristics for approaching ~y:

1. compute a “rough solution” vg to the original problem, contenting ourselves with low-precision
(here: 5 digits), and substitute 7z for 7 to search for (¢5(1:2), ;5(1:2))

2. when 7 cannot be obtained, merely use instead 77, (t) :== ¢ (¢*, u') + (1 —t) (2, p?).
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In the second case, after fixing a convenient sampling rate %, the stopover naturally corresponds to the
shortest broken geodesic:

(¢S(1,2)’MS’(1,2)) =77 (%)
. — — 13
{’% =arg | min (A((0111) ~ 7L (%)) + A () ~ (6%.02))) 13)
In the first case two eventualities must be considered:
1. a cut point (¢°1?), 12} is detected on Yg ([0,1]); then (¢5(12), pS1:2)) = (ge(1:2) e(1.2))

2. if no cut point is detected, proceed like in (I3):

{(¢S(172)’H5(172)) - 7r (%R)
1

R
kri=arg min  (A((¢40t) ~ TR (5)) + A (R (§) ~ (6%.67))) -

(14)

Boundary problems
(P3) is easy to solve, since it merely corresponds to v(0) # £! or (1) # £2. We just have to add to
formulas (), (I3) or () the corrective boundary error term

BE () = ||7(0) — £1Hg (L) +|]v(1) - szug (£2) (15)
given by formula (0). Finally, we can write:

Dg (£',£%) <A(y)+BE(v) (16)

whatever the selected geodesic (broken, or not) may be.

Locating a (N, €)- cut point on some geodesic 7y

For that purpose, the unit interval is first divided into N intervals: [0, 1] = vazl & , with §; == [IE, L.
Suppose there exists a cut point v (t.) on =, such that ¢. € ¢;,. Consider the set

Cy(v) = {71 127(;[),“-7% ::'7(]]3>7"'7'7N1 IZ’Y(N]\;l)}CEm

and, for each 1 < i < N the geodesic «; := 7;—1 m 7; obtained by solving (B) under the constraints

{0; (0) = i1, a; (1) = v}
151l

Because of the uniqueness of segments, Corollary @ and Remark 0, Vi < ic, —g* = A (o) = |||,

On the contrary, when ¢ > i., the distance between ~;_1 and ~; along v is “’jy\lf‘g yet, while ||c;[|, should

be smaller. More precisely, if the resolution % is small enough (for instance, smaller than the injectivity
radius [] of M), v;—1 ~ y; is a segment and we may write:

Vi <o, e [ldilly =0
Vi > o, Loe —la]|, > 0.

Thus, after fixing e (small), we can locate possible cut points, with a precision depending on (N, ).

Definition 4.
We will say that v;, € €y (y) is a (N, €)- cut point on v if

~e)).

ic = arg min m — |lall
1<i<N-—1 N g
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6 The MEEZ data

The Mauritanian coast, situated on the Atlantic side of the northwestern African continent, embeds a
wide long continental shelf of about 750 km and 36000 km? with an Exclusive Economic Zone (MEEZ)
of 230000 km?. This study focuses on the analysis of abundance of fish and invertebrates data collected
during annual scientific trawl surveys performed by oceanographic vessels on the continental shelf (< 200
m depth), from 1987 to 2010. All the species (fish and invertebrate) captured in a given station were
identified, counted and then recorded on the database. In addition, each station has been characterized
by supplementary environmental variables: bathymetry, sedimentary type of the substrate, latitude and
longitude. The counts of species collected were then fitted by NB distributions. For that purpose, it
was necessary to determine homogeneous regions (habitats) in the MEEZ; it was found that the optimal
number of habitats is four. Then the counts of each species were separately fitted in each one of these
regions, and it was observed that in each one of the habitats, only a reduced number of species could
be satisfactorily fitted by some NB distribution; other species were discarded. For further details on the
data or estimation methods, see [9, [].

7 Results

Geodesics: a bestiary

We illustrate hereunder the diversity of cases encountered in computing Dz (A, B). From now, the
approximation parameter are fixed to (N,e) = (10,0.01). All the figures displayed will be composed
of three panels. On the left one, we superimposed the final solution to the rough geodesic (when
it could be computed). On both the other panels, we investigated the structure of broken geodesics
in the neighborhood of a stopover S, with the help of the exponential map. We determined first
m = A ~ S (resp. 72 = B ~ S) by solving equation (B) under the constraints (I0). We after-
ward considered {V; (k) := p (0k) « B(7:(0)) : ¢ = 1,2}, where the angle of the rotation p is (in degrees)
0 € {0,£0.1,£0.2,£0.3}. Equation (8) was then solved under the constraints () with V' = V; (0y),
giving rise to two bundles of seven geodesics; remember that for 6 = 0, exp4 (V1 (0)) =S = expg (V2 (0))
(see Remark B). In all these plots, the red point will be “A” and the black one will be “B”, while the
stopover is represented by the big gray point.

On Figure M, we represented the geodesic 73 := A ~ B, with A = (0.7767,11.2078) and B =
(0.7767,87.268) in the system (B). It corresponds to a simple configuration: no (N, e€)- cut point was
found, and we can see on the left panel that there is practically no difference between the segment and
the sampled rough geodesic. We stress that the stopover S is in this case quite unnecessary; it was
introduced only for illustration. On the central panel, the segment A ~ S has been extrapolated with
the exponential map, as well as the other geodesics of the bundle. On the right panel the segment B ~ S
and the corresponding bundle of geodesics have been extrapolated in the same way. We can see that there
is practically no difference between extrapolations of A ~ S and B ~ S, the segment 7, and the rough
geodesic 71 . Notice finally that in this (artificial) case, the distance Dyp(,) (8) given by [3] can be
computed. In the (B) system, A = (0.7767,0.935191), B = (0.7767,0.991178) and we have, in compliance
with (9):

On Figure B, we plotted geodesics connecting two species: Rhizoprionodon acutus, coded RIACTO,
and Anguilla sp, coded ANSP50. Even if RIAC70 ~ ANSP50 could not be determined, the rough
geodesic vi could be computed. A (N, ¢€)- cut point was detected in the second position of the sampled
curve, and used as a stopover S to compute the final broken segment. But we can see of the central and
the right panels that neither A ~ .S nor B ~ S could be extrapolated to obtain a geodesic connecting A
to B.
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44 Rao’s distance between negative binomial distributions

Figure 1. A geodesic without any cut point (57; ~1.70 ~ DR>. Left panel: the rough geodesic

(cyan suits) is superimposed to the segment; A is the red point, B the black one and the stopover
is represented by the gray point. Right panels: plot of the two bundles of geodesics issued from
A or B. Red curve: § = 0; dashed curves: 6 # 0. The header corresponds to the parameters of
the distributions.
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Figure 2. A geodesic with a cut point; 57; (RIACT0,ANSP50) ~ 3.98 and
Dr (ANSP50, RIACT0) =~ 3.90. Same graphical conventions as in Figure .
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Figure 3. A broken geodesic between two species; Dg (HISP00,SCAN40) ~ 29.62. Same
graphical conventions as in Figure .
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Figure 4. A broken geodesic between two species; Dr (HISP00, TRTR20) ~ 30.60. Same
graphical conventions as in Figure .
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Now, what about the worst cases, when linear interpolation was unavoidable? There were 4 such

Notice first that all these pairs were associated with

a particular species, of parameters (317.85,0.954874): this is Hippocampus sp, coded HISPOO, the less
aggregative species in this habitat.

Let us start with { HI.SP00, SCAN40}, whose processing is represented on Figure B (SCAN40 is the
code of Scorpaena angolensis). In this case, neither of the geodesics could be computed, and we used in
last resort linear interpolation in the space of parameters. The obtained curve is rather smooth, and one
could probably find a genuine segment close to this broken geodesic, with enough computation time.

Another example: Dg (HISP00,TRT R20), where TRTR20 is the code of Trachurus trecae. This
case, displayed on Figure B, is quite different: the structure of the geodesics near the stopover S looks
like the structure of geodesics in the neighborhood of a cut point (see Figure B). But notice S was found
by traveling across 77, (e), and one cannot claim it is a realistic first guess for HISP00 ~ T RT R20.
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Return to the exploratory setting

Remember that the MEEZ could be split into four homogeneous regions (see Section B), named {C1, - -+ ,C4}.
From the estimates of the parameters of the N}, species kept in C},, it is possible to tabulate the Rao’s dis-
tance between species and process the resulting table with methods designed for non-Euclidean distances
(Multidimensional Scaling, Isomap, etc), as proposed by Rao [[1l] himself. Because of the computational
cost of Rao’s distances, we were forced to select, for each habitat, a sub-sample of species representing
as well as possible the whole (landmark species, say). Thus, in C4 (like in other habitats), species were
first split into two categories: very aggregative and moderately aggregative. We focused on the second
category, keeping for computation the 30-species set (amongst the 121 species correctly fitted, while 301
species were observed) obtained by gathering isolated species and species constituting the vertices of the
convex envelope of non-isolated species (see Figure 6 of [4]).

Global statistics

It is interesting to tally the various configurations encountered in different habitats: simple or intricate,
and the presence of possible (IV,¢e)-cut points on the obtained geodesics. In the intricate case, it is
also interesting to tally the cases where linear interpolation was unavoidable. The obtained results are
gathered in Table M. More than 70% of the configurations (88% in C4) were simple (i.e. the canonical
solution was accepted), and (N, ¢€)- cut points were quite rare. In the intricate cases, the rough solution
was generally accepted (more than 90% of the cases). We can thus claim that the obtained upper bounds
given by Formula(IB) were mostly tight approximations of true Rao’s distance.

Table 1. Global results obtained in the four habitats of the MEEZ

Habitat Number of species Simple Intricate Cut points
(well-fitted) configurations (Rough, Linear)
C1 30 356 (75,4) 1
2 19 124 (46,1) 2
C3 2 297 (88,10) 1
C4 2 288 (33,4) 1
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Abstract. Many studies carried out in the French electricity company EDF are based on the analysis of
the total electricity consumption curves of groups of customers. These aggregated electricity consumption
curves are estimated by using samples of thousands of curves measured at a small time step and collected
according to a sampling design. Small area estimation is very usual in survey sampling. It is often
addressed by using implicit or explicit domain models between the interest variable and the auxiliary
variables. The goal here is to estimate totals of electricity consumption curves over domains or areas.
Three approaches are compared: the first one consists in modeling the functional principal scores with
linear mixed models. The second method consists in using functional linear regression models and the
third method which is mon-parametric is based on regression trees for functional data. These methods
are evaluated on a dataset of French consumption curves.

Keywords. big data, energy, functional data, functional principal component analysis, mixed models,
regression trees.

1 Introduction and context

Many studies carried out by the EDF company are based on the analysis of the total or the mean
electricity consumption of groups of clients sharing some common characteristics. In what follows, these
groups will be called domains. In particular, there is a growing need to estimate the mean electricity
consumption curves for small geographic areas such as regions, cities or districts, ... in order to create
new services for local authorities.

The individual electricity consumption is recorded by means of smart meters at a very fine time scale
(often half-hourly). In view of this new setting, the relevant variables, such as the consumption curve,
may be considered as realizations of functional variables depending on a continuous time index ¢ that is
in the [0, T rather than as multivariate vectors. Totals or means of the consumption curves are estimated
by using a sample of thousands of individuals selected from the whole population of EDF customers. The
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total or mean curve estimation under various sampling designs and estimators as well as the construction
of confidence bands have been addressed in the recent works of [6], [6] and [].

We are concerned here with the small area estimation in a functional context. Small area estimation
is very common in surveys and many authors have addressed this issue in a non-functional setting. The
very recent book of [d] gives a thorough review of the existing methods. When the domain of interest is
small, the direct estimators which are built only on the individuals belonging to the domain are not very
efficient. To improve the results, auxiliary information is used and estimators are built using an implicit
or explicit modeling of the link between quantities of interest and the auxiliary information.

Many auxiliary variables are available at the EDF company and some of them, such as the billing
information, may be known both at the unit and the domain levels. This information will be used to build
models in order to enhance the estimations and also to provide reasonable estimations for non-sampled
domains (e.g domains with no units in the sample). Note that we consider here only multivariate auxiliary
information which do not depend on time.

In this paper, we compare three methods to estimate mean curves over domains: linear mixed models
combined with principal components analysis, functional linear regression implemented using the cali-
bration algorithm according to the idea given by [I] and a non-parametric approach based on regression
trees for functional data.

The paper is organized as follows: in Section 2, we introduce some notations and hypotheses about
the survey sampling framework, definition of the domains and auxiliary information. We present, in
Section 3, three estimation methods and we compare in Section 4 the proposed estimators on a French
consumption curve dataset. Section 5 sums up our conclusions.

2 Notations and framework

In this section we introduce some notations about survey sampling framework, domains definition, aux-
iliary information and functional data.

Let U be a population of interest of known size N. To each unit i of the population a (load) curve
defined over a time interval [0, 7] is associated: for each unit ¢ we have a function of time y;(t),t € [0, T,
where the continuous index ¢ represents time. In practice, the curves are not observed continuously for
t € [0, 7] but only for a set V' of measurement instants 0 = t; < t3 < ... < t, = T which are supposed to
be the same for all units and equispaced. We also assume that there are no missing values.

The population U is decomposed into D disjointed domains Uy of known sizes Ny, d = 1,..., D. Our
goal is to estimate the mean curve pg over each domain, i.e.

1
)= — (), telo,T). 1
fra(t) Nd‘zy() €[0,7] (1)
1€Uq
Let 14,; = 1y, ;) denote the indicator equal to one if the unit i belongs to domain d and zero otherwise.
Let d(i) be the domain to which unit ¢ belongs.

Let X; denote an auxiliary information vector known for each unit ¢ € U and let Zy;) denote an
additional auxiliary information vector, known only at the domain level. In order to apply linear methods
easily, this information is grouped into a single vector X} = (X;, Z4(;)). Let X; be the mean of variables
X over the domain d. For sake of simplicity, only multivariate variables which do not vary over time
are considered.

Let us consider the following functional superpopulation model between the interest variable y and
the auxiliary variable X :

yit) = fae) (Xi5 1) +e(t), i€Us, te[0,T] (2)

where fy(;) is an unknown regression function to be estimated, which may vary from one domain to
another, and ¢;(¢) is a zero mean noise process.
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From the population U, a random sample s of size n is drawn using a probability sampling design
assumed to be non-informative, meaning that the selection of the individuals is not depending on the
values of y. Let s4 be the intersection of the domain Uy and the sample s and ngy be the size of sy. The
domain size ng can be equal to zero for one or more domains. In practice, data collection must often
respect strong technical constraints and sometimes its main purpose is non statistical (technical tests
or power grid management), so it is often hard to consider that the sample has been drawn according
to a proper sampling design. For this reason, we use model-based inference rather than design-based
inference.

In order to assess the performances of our methods, we use as a benchmark the model

Yi(t) = pa)(t) + €(t), Vie Uy, (3)

with €; a noise process with mean zero. The mean load curve estimator under this model is the mean of

the curves belonging to sq, i.e. ﬂg(t) = . Obviously, this estimator can not be calculated for

nd
non-sampled domains (i.e. ng = 0) and moreover it is extremely unstable for small domain sample sizes.

3 Estimation methods

In this section, we present three approaches for estimating the domain mean curve: linear mixed model
on principal component scores, functional linear regression models and regression trees adapted to curves.

Linear mixed model on principal component scores

In this section, we adapt the unit level linear mixed models frequently used in small area estimation.
Our solution consists in using a functional Principal Component Analysis (PCA) in order to transform
our curve estimation problem into a multivariate one. More precisely, we perform a functional principal
components analysis (see [[0]) and we decompose the curve y; into the space spanned by the first K
principal components following the Karhunen-Loeve expansion:

K
yit) = nlt) + > fraG(t) +wilt), i€ U, (4)
k=1
where (i (f) denotes the functional principal component k, k = 1,..., K, v;(t) the reminder term and f ;

the score of unit i on component k.* Using (@), the domain mean j4 can then be approximated as follows

K
pa(t) ~ p(t) + Z (]\17 Z fk,i) Cr (1)
k=1

i€Uq

The functional principal components (j () are unknown and they can be estimated by fk(t) as suggested
in [@]. Thus, to estimate pg, we need to estimate p and the mean of principal scores over the domain

d, i.e. ?k’d =N Z fr,i- Let consider for that the following unit level linear mixed model on fy ;,
i€Uqg
k=1,...,K asin [4]:
frei = BeX] + uk,ai) + €xi, Vi€ Ug,

where 3, X/ is the (functional) fixed effect of the auxiliary information, uy, 4(;) the (functional) random

effect of the domain d(7) distributed normally with mean 0 and variance Uﬁ,k and e ; the residual

“Here, the PCA is not used as a dimension reduction method but only in order to transform our problem into
uncorrelated mean of real variables estimation problems so we keep a number K of principal components as large
as possible.
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distributed normally with mean 0 and variance U?,k' This model is a parametric case of the general
model considered in (B). Using the same lines as in [8], Chapter 7, we estimate 85 by EBLUP (Empirical

Best Linear Unbiased Prediction) and deduce then the estimator f,%d of ?k,d' Finally, the mean pq is
estimated by

K
fra(t) = () + Y FraCe(®), (5)
k=1
with fi(¢) the sample mean and ék(t) the estimated principal component, £k =1,..., K.

Functional linear regression estimator

In this section, we assume that the following superpopulation model holds for the entire population:
yit) = p(t) + BO)XF +e(t), Viel, (6)

with €; a noise process with mean zero.

It is the same model as before but without random effects: it is therefore assumed that, conditionally
to the auxiliary information, the distribution of curves y(¢) is the same over all the domains (with no
area-specific effects to be taken into account). We are in the usual context of functional regression
(regression of a functional variable on real explanatory variables). This problem can easily be addressed
by projecting the curves on an adapted basis (for example the principal components basis as before or
B-splines). By discretizing the curves over the V' measurement instants and then fitting an Ordinary
Least Square estimator for each instant, we build the following estimator

fa(t) = p(t) + B(6) X, (7)

with /() and B(t) the Ordinary Least Square parameters estimated over the whole sample.

The estimation of this functional model can be computationally heavy for large datasets (many
domains or many measures for each curve) so we follow the approach proposed by [] to compute our
domain mean curve estimators: under the model-assisted framework, the author proposes to estimate
quickly many domain totals using a Generalized Regression Estimator (see [I[1]) by remarking that, as
proved in [B], this estimator is equal to the calibration estimator so we can estimate multiple totals by
only calculating an unique weight vector for each domain. In addition to that, our regression estimator
(for one principal component or one basis vector) is equal to the Generalized Regression Estimator for the
Simple Random Sampling (with modified weights). Following this idea, we can implement our estimators
by only calculating an unique weight vector for each domain and using a projection of our curves on the
basis of our choice.

Regression tree for functional data (Courbotree)

In this section, we propose to predict the curve of each non-sampled unit and then, to derive the estimator
of the domain mean curve as follows (see [I3]):

fia(t) = Nid (Z vil)+ > Qz(t)> : (8)

1€sq i€Uq—s4

In order to compute the prediction ;(t) for each unit i € Uy — s4, we use a regression tree approach. This
approach, as suggested by [B], is a nonparametric method consisting in splitting iteratively the dataset
into two parts until obtaining classes such as the dependent variable y; is as homogeneous as possible
within each class according to some criterion. In order to do that, we use the auxiliary information X;
supposed to be known for each unit ¢ from the population U and the homogeneity criterion is based on
the Euclidean norm (we use the ”courboTree” approach as in [I7]).
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Finally, the prediction g;(t) for each unit i € Uy — s4 is given by the mean of the consumption curves
for the individuals that belong to the same class as 1.

In practice, as the levels of the consumption curves are extremely various, the regression tree performs
badly on raw curves so we must pre-process the data: we divide each curve by a level proxy (for example
the consumption over the previous year) and in a post-processing step we multiply the estimated curve
by this proxy level. Moreover, we recommend to smooth the curve in the preprocessing step (using a
mobile average of order 5).

4 An illustration on a real dataset

We have applied the methods presented previously on a real load curves dataset in order to assess their
performances and to compare the ability of these methods to give good estimations.

Description of the data set

The test population consists in 1904 consumption curves of French households recorded at a daily time
step from October 2011 to March 2012 (177 points) with no missing values. This population is formed
by eight domains, corresponding to geographic areas.

For each unit of the test population, we have the following auxiliary information: contract power,
tariff option and consumption over the previous year. For each domain, we know the electric heating rate
and the mean surface of the housing.

Test protocol

In order to assess the quality of our estimators, we draw a large number B = 2000 of random samples
of consumption curves and, on each sample, we estimate the domain mean curve by using the suggested
estimators. Then we build quality indicators to compare the estimated mean curves to the real ones.

In our simulations, the 8" domain is always non-sampled (in order to assess the quality of the methods
for non-sampled domains). For each simulation, we use a simple random sampling to draw 200 units from
the 7 sampled domains.

Quality indicators

We build separate quality indicators on sampled and non-sampled domains. Let Yu(t) be the mean
curve of domain d at time ¢ and Yy(t) be its estimate for a given method. We denote by Enc[Ya(t)] =
~ b ~ ~b
+ Zle Yy (t) the Monte Carlo expectation of estimate Yy(t) with Yy (¢) the mean load curve obtained
on the sample selected in the run b, with b=1,..., B.
For given domain d and time ¢ we define the following Relative Bias indicator as

|Eyc[Ya(t)] — Ya(t)| .

RB(Yy(t)) = 100 Yalt)

Then, for a given domain d and time ¢, we define the following Mean Square Error indicator as

MSEuc(Va(t)) = 5 074" () - Ya(0))* (10)

B
b=1

This indicator is the sum of the square bias and the variance. Estimators showing the smallest MSE
are preferred. In order to facilitate the comparison between estimators, we used a derived measure, easier
to read, named Relative Efficiency, obtained by dividing the mean of the MSE of an estimator for a given
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domain by the mean of the MSE for the benchmark estimator (the sample mean for the same domain,
see Eq. (B)): °

MSEno(t)(Ya(t))
MSEnc(Ya(t)REF)

‘We consider the mean of each indicator over all the instants.

RE(Y,(t)) = 100

(11)

Results
’ | Sampled domains | Non-sampled domains \ ‘
Method RB (%) RE(%) RB (%) RE (%) time (s)

Benchmark 0.28 100 0.07

PCA + LMM 0.52 20.98 5.1 200 0.53

Discretization + LMM 0.28 25.82 5.3 409 4.16

Functional regression 0.49 29 5.5 403 0.05

Courbotree 1.47 30.22 4.1 39 0.2

Table 1. Comparison of the methods, LMM stands for Linear Mixed Model

As suggested, the linear mixed model was applied on principal component scores (PCA + LMM) or
directly on the discretized curves (Discretization + LMM). The benchmark is the sample mean for each
domain (see Eq. (B)).

These tests showed that the integration of auxiliary information in domain mean curve estimations
leads to substantial precision gains on our dataset. On sampled domains, the best results are obtained
for the linear mixed models on principal components estimator (RE: 21%) or on discretized curves (RE:
26%), followed by functional linear regression (RE: 29%) and finally ”courboTree” (regression trees for
curves). The relative bias measures of the three methods are very small (less than one percent) on sampled
domains so the proposed methods have an effect on variance reduction rather on the bias reduction. The
use of the Principal Component Analysis in combination to the linear mixed model leads to a precision
gain of a few percents.

On non-sampled domains, the most efficient technique is the courboTree followed by the linear mixed
model on Principal Components and then the functional linear regression®. The relative biases of all the
methods are moderate.

On our dataset, calculation times are very small: a few seconds for linear mixed models (ten times
less when we use a PCA), twenty times less for regression trees and a hundred times less for functional
linear regression.

5 Conclusions and perspectives

We have proposed three methods to address the problem of estimating mean load curves of small areas
by sampling using auxiliary information available at the unit and area levels. These methods have been
tested and compared to each other on real datasets and have been shown to lead to substantial precision
gains compared to simple domain means.

5For the non-sampled domain, this MSE does not exist so we divide the MSE by the mean MSE over all the
domains for the benchmark method.

Direct estimations are impossible on non-sampled domains so the RE is the ratio of the MSE for the given
estimator divided by the mean of the MSE for the benchmark estimator over sampled domains.
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This work can be continued by building more efficient estimators or by robustifying the previous
methods. Finally, regression trees modelling can be enhanced by replacing simple mean by functional
regression on area-level auxiliary information in each leaf of the tree in order to take this information
into account.

Acknowledgements: Authors wish to thank the two anonymous referees for their constructives
remarks which helped us to improve much the presentation of the paper.
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Coping with level and different type
of contamination by SW-estimator

Jan Amos Visek, Charles University in Prague, visek@fsv.cuni.cz

Abstract. A new estimator inheriting (hopefully) pros and removing cons of the S-estimator and the
least weighted squares is proposed. It allows for both, a weight function w as well as for an objective
function p which need not be bounded. The conditions for consistency and asymptotic representation are
recalled. The combination of the weight function with the objective function allows to accommodate the
estimator to the level and different type of contamination. The results of simulation studies confirm it.

Keywords. Robust regression, S-estimator, the least weighted squares, SW-estimator, consistency,
asymptotic representation, simulation results.

1 Introduction

Although Siegel’s repeated median [I3] ended the pursuit for 50% breakdown point estimator of regression
coefficients (which was launched by Bickel [[]), its complexity hampers implementation except for the
simple regression. Rousseeuw’s least median of squares (B(LMS7”’h)) [[1] and the least trimmed squares
(BLTS:nh)) (6] fortunately arrived soon after it and they fulfilled what we had expected. But the pres-
ence of order statistics of squared residuals in the definitions of both of them indicated that the study
of their asymptotics could be complicated”. The S-estimator (3(57”’9)) by Rousseeuw and Yohai [17]
have got rid of this disadvantage and in fact it allowed, by employing results from [IT], an immediate
proof of its consistency. Another advantage appeared a bit later. In 1992 Hettmansperger and Sheater’s
study of Engine Knock Data [8] revealed the switch effect caused by zero-one objective function®. Then
the utilization of a continuous objective function (as the S-estimator had done it) proved to be a step
in the proper direction, just removing the switch effect (the danger of switch effect was, all after, in-
dicated already in [d]). On the other hand, removing the order statistics of squared residuals from the
definition of S-estimator brought unfortunately also an unintended negative consequence. By focusing on
minimization of estimate of variance of error terms - it (potentially) loses some information of influential
observations, see the results of simulations at the end of paper.

The least weighted squares (p set off in the same direction as B(S’””’), employing a contin-
uous weight function® but it did not remove from the definition the order statistics of squared residuals.
Although it preserved the technical problems when carrying out the theoretical studies, it proved to be

(LWS,n,w)) [Iﬁ]

It confirmed the fact that we waited 20 years for the proof of consistency of LTS for multiple regression, [I].

8The results by Hettmansperger and Sheater were wrong (due to the use of a bad algorithm for B(LMS‘"’}L)7
see [2]) but BT can be computed exactly for this dataset and it exhibited correctly the switch effect. At the
first glance it seemed that it is a consequence of the high breakdown point of B(LTS’”’h>, for a figure indicating
it see [I¥], but as n = 16 and h = 11, the breakdown point of 375" is approximately only 30%. In fact for
these data the switch effect was implied by zero-one objective function.

9The experiences from simulations hint that the weight function w should resemble the “left wing” of Tukey’s

function p for AEWSmw),
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profitable from the efficiency point of view in the applications. The technical problems have been later
solved by the generalization of Kolmogorov-Smirnov result [20].

It is easy to learn that B(LWS’"’“’) is not a special case of B(S’”"’) and vice versa, see [Z1]. Then it is a
straightforward step to combine these two estimators and obtain an estimator - the S-weighted estima-
tor (BA(SWV"””W)) (hopefully) inheriting pros and removing cons of the both parents. The present paper
summarizes the up-to-now-reached theoretical results on 3(SW:m%:#) and it offers the simulation results
indicating that it can be adjusted not only to the level of contamination but also tailored to the different
type of contamination.

2 Framework, assumptions and estimator

Let NV denote the set of all positive integers, R the real line and RP the p-dimensional Euclidean space.
All vectors will be assumed to be column and throughout the paper we assume that all r.v.’s are defined
on a basic probability space ({2, A, P), say. For a sequence of (p+1)-dimensional random variables (r.v.’s)
{(X!,e;)}i=,, for any n € N and a fixed 8° € RP the linear regression model will be considered

Y; =X/ 4+e;, i=1,2..,n or Y =X3"4¢ (1)

where Y = (Y1,Y5,....Y,), X = (X1,Xs,..,X,) and e = (e1,eq,...,e,)". Finally, we are going to
make the following assumptions on the explanatory variables and the error terms (allowing generally for
intercept amd discrete variables).

Conditions C1 The sequence {(V;,e;)'};=, is sequence of independent p-dimensional random variables
distributed according to the distribution functions (d.f.) Fy.,(v,r) = Fy(v) - F.(o; - r), i € N where
Fy.c(v,r) is a parent d. f., IEV; = 0, the covariance matriz IE {V1V{} is reqular, IFe; = 0 and 0? = var (e;)

with 0 < s < liminf 5, <limsup o< S < co. There is l, 0 < /¢ < p and coordinates Vi1, Via, ..., Vig of

1— 00 1— 00

the vector Vi are discrete with the distribution given by {p1., = P(Vi1 =v1,Vi2 =v9,..., Vi = Ug)}{veu}
where U C T and T C R’ is a compact. Further, the d.f of the vector (Vi 41, Viesa, ooy Vip-1)'
is absolutely continuous, the density fv, , .\ Vi y10,...v1,,_, (V) is bounded by B.. Similarly, the parent
d.f. F.(r) is absolutely continuous with density f.(r) bounded by U.. Moreover, there is ¢ > 1 so that
E||Vi|*? < co. Finally, consider the sequence {(X], €)' }=, where X;1 =1 and X;5 = Vi j_1, j =
2,3,...,p for all i € N'. This sequence will be considered as the sequence of explanatory variables and of
error term.

Conditions C2

e w : [0,1] — [0,1] is a continuous, non-increasing weight function with w(0) = 1. Moreover,
w is Lipschitz in absolute value, i.e. there is L such that for any pair ui,us € [0,1] we have
lw(ur) = w(uz)| < L - fuy —usl.

e p:(0,00) — (0,00), p(0) =0, non-decreasing on (0,00), symmetric and differentiable (denote
the derivative by ).

e ¢(r)/r is non-increasing for r > 0 with lim, o,

W(r) =1.

T

Definition 2.1. Let w : [0,1] — [0,1] and p : [0,00] — [0,00] be a weight function and an objective
function, respectively. Then

B(SW,n,w,p) _ a;gerlg,jn {o’(ﬂ) c Rt . %Zw <Z ; 1) p <7’(iij_(ﬂ)) _ } (2)

=1

where b = IE {w (F (;—0)) p(j—z)} with F being the parent distribution function, is called the S-weighted
0
estimator, see Visek (2015a).

COMPSTAT 2016 Proceedings



Jan Amos Visek 61

Remark. It is clear that LMS, LTS, LWS and S-estimators are special cases of the S-weighted
estimator. |

Following Rousseeuw & Yohai [[9] we can argue that the S-weighted estimator is given by 5 € RP such
that o(3) in (B) is minimal, i.e. §(FEWnwe)) = ﬁrrenRr% o(B) and hence for all 5 € RP

72 (zl) (r@éﬁ))zb. 3)

If the opposite sharp inequality takes place for some 3 € R, the continuity of weight function w and
of objective function p allows to decrease value of ¢ so that the required equality still holds. On the
other hand, the left-hand-side in (B) attains value b for 8 = B(SW’"’“’”)) and it is the minimum for this
expression. Hence all partial derivative have to be zero, i.e. the normal equations

S () e (55 -

i=1

have to be fulfilled (where ¢ = p’) and j; is a such index that 7“]2-i (B) = T(QZ-) (8). Putting

n(B,5) =i€{l1,2,...n} <& r3(8) = 1y (B) (5)
and we arrive at . . y X’
3 (T s (B ©)

(notice that 7(3,j) depends also on w € Q). Denoting the indicator of the set A as I {A}, the empirical
distribution of the absolute values of residuals is given as

ZI{IH )| <r} (7)

and one easy verifies that (see [9])

MBI B 8.

Finally, the normal equations (B) can be written as'?

> (D) xew (B2 ) <0 ®)

As ¢(0) is antisymmetric and ¢(0) = 0, the normal equation (8) can be handled as follows

> w (o) xe (BL)
{i: (vi=X/B)#0}
= (| (Y- XiBY, o .
_{i:m%m;}(% >(In(6)|)) X; [w( 3 ) Y;A—Xgﬂ] (Y — X/B)
- > w(rnon) x o (B2 2 wexm—n o

10Tt may seem strange to speak about an empirical distribution function under heteroscedasticity. But it is

not - see Lemma B of Appendix.
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Then denoting v(r, o) = ¥ (%)%, we finally have

S w (ES(1(B)) - v (1(8)],6) X: (Vi - X[B) = 0. (10)
i=1
As the function v is continuous and non-increasing on the interval [0, 00), v(r, o) = v(|r|, o), v(0) = 0 and
v:[0,1] — [0,1]. Now, we are going to employ the idea of Frank Hampel (see [6]) that the information
given by observations z1, 22, ..., 2, (say) is the same as the information represented by the corresponding

empirical distribution function. Let us define the inverse function to F B(n) (r) as follows

Fm _(v) = inf,ep {r €ER : F[gn)(r) > v}.

inv,B3,6

Fi) o (S (ri(8)D) = Ira() (11)

Then we have

- (m)
and putting ¥z (2) = ¢ (W) we have

b (D) e (Fg”%m(mw) = (") g ke 2

Finally, let us put @(z) = w(z) - v(z,6) = w(z) - s (2) - ﬁ
inv,B,6
(M) and (), the normal equation (B) attained the form

> (F(ra(B))) Xi (v - X18) = 0. (13)

i=1
Notice please, that w is well defined and it fulfill C2.

Then, taking into account (H), (D),

3 Consistency and asymptotic representation of the estimator

We will need the following identification condition.
Conditions C3 For any fixred 6 > 0 and any n € N there is only one solution of

(6 8V E lz (Fivated ) X es - 165 - 60))] 0
i=1
namely B = B° where

Fns(Ir] ZFﬂo (r) with Fai(|r)) = P(Y; — X8| <r) (14)

andV(BER) [ {Z? B (F; f,(m( )|)> Xl-ei] —0.

~ (oo}
Theorem 3.1. Let Conditions C1, C2 and C38 be fulfilled. Then any sequence {ﬁ(SW’”aw,p)} of the
1

n=

solutions of sequence of normal equations (B) for n =1,2, ..., is weakly consistent.

For the proof see [Z1] and the discussion given there.

Conditions NC1 The derivative f.(r) exists and is bounded in absolute value by B.. The derivative
w'(«) exists and is Lipschitz of the first order (with the corresponding constant J,, ). Moreover, for any

ieEN , ~—=(n)

B [ Fs () (£ = ol ) -] =
Finally, for any j, k,0=1,2,...p IE|X1; - X1x - X1¢| < 00 (as Fx(x) does not depend on i, the sequence
{Xi}fil is sequence of independent and identically distributed p-dimensional r.v.’s).
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[e.9]

Theorem 3.2. Let Conditions C1, C2, C3 and NC1 hold. Then any sequence {B(SW’”’W’P)} of
n=1
solutions of the normal equations (I3) is weakly \/n-consistent, i. e.

V(e >0) F(K.<o0) V(neN)

P ({w eN : \/EHB(LWS’”””) — 6°)H < K€}> >1—c¢.

For the proof see [22] and again the discussion given there.

Conditions AC1
Let G(v) be the d.f. of €% (for definiton of r.v. e see Conditions C1), i.e. G(v) = F(y/v) — F(—/v)
and g(v) its density. Then for any a € RT there is A(a) > 0 and L, > 0 so that

inf z)> Ly, > 0.
2€(0,a+A(a)) 9(2) 9>

Remark. Notice please that Conditions AC1 hold for any d. f. having positive density in a neighborhood
of 0. O

Theorem 3.3. Let Conditions C1, C2, €3, NC1 and AC1 hold and let Q = IE {w(Fgo(le])) X1 X} be
positive definite. Then

Vi (W) g0y = 1. % S w (Fao(leal)) - Xiei + 0p(1). (15)
=1

For the proof see [23].

4 Patterns of results of simulation study

We offer here some small portion of results of simulations - for S(OLSm)  3(Sm.p)  f(Wn.p) (see [d]'1) and
fEWnw.p)  Data were generated by the model

Y;:1+2X12—3X23+4X14—5X15+€“ Z:].,Q,,TL (16)

The explanatory variables X;’s were generated by standard normal d.f., independent each from other,
independent from error terms e;’s which were normally distributed with zero mean and heteroscedastic
variances which were uniformly distributed on [0.5, a] (a is specified at the captions of tables). Algorithms
from [@] (employing [(@] and [8]) and from [I5] (which basically coinside with [[7]) were used for S-, W-
and SW-estimators, respectively (MATLAB codes are available on request). Tukey’s function

1’2 4 6 2

pe(z) = 5 = ;7 + 6. for |z|<c¢ and pe(z) = % otherwise,

(see e.g. [B], the constant ¢ is specified at the captions of tables) and the quadratic function were
utilized as the objective functions p for S-, W- and SW-estimators, respectively. The value b =

E {w (F (e—;)) p(j—z)} was for given ¢ computed as (p is dimension of model, i.e. p =5)
0

[ox

X127+6(02) c 2

2 2
Xptale) Xprale) . 11 2(2
b=p= p-(p+2)=5 5= +p (p+2)- o+ 4= 5 + 5 (L= x5 (),

see again [B]. Finally, the weight function w(r) = 1 for r € [0,h], w(r) = 0 for r € [g,0] (h < g) and
on [h,g] it has the shape of the “left-wing” of Tukey’s function, decreasing from 1 to 0. Due to rather

. X;,2;+2 (02)

Ny _estimator B(W’"”’) is to represent an improvement of S-estimator just taking into account the Mahalanobis
distances of observations from the center of gravity.
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good PC!? all the constants ¢, h, g and W-level'® were assigned to minimize an “aggregated” (over
the coordinates of B(emm‘”w)) MSE, see below. We have generated 100 datasets'#, each contained 500
observations and we computed the estimates of regression coefficients

100

{B(estimator,k) _ (A§estimat0r,k)’ Aéestimatar,k)’ Agestimator,k)’ Aiestimator,k)’ Aéestimatm’,k))/}

k=1

The abbreviations OLS, S, W and SW at the position of “estimator” indicate the method employed for
the computation. Finally, we report values (for j = 1,2, 3,4 and 5)

100 0

Alestimator) 1 A(estimator,k) Sra [ Alestimator)\ 1 5(estimator,k) 0 2

b =100 2% and 3SE (4 )= 105 2= |2 -8 an
k=1 k=1

12 {IP Elite 7500 with Intel Core i7-3770 Processor (3.4 GHz, 8MB cache).

13Explanation for W-level: If the Mahalanobis distance from the center of gravity for given observation over-
comes the y?-upper quantile for the value 1 - W-level, the observation is deleted from the dataset and then the
S-estimator is computed.

14%We experimented with various numbers of repetitions - smaller than 100 exhibited some instability in MSE, in
the sense that repeated simulations (yielding one particular table - see below) gave (rather) different information
about the dispersion of the estimates for individual datasets, - the larger gave a lower information about the
preciseness of estimation by B;emmatw) (see (ICA)) just resulting in exact “true values of coefficients”, see (IH).
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Contamination level = 1%,

h = 0.970,

g = 0.985,

c=9.,

W-level = 0.999

ﬁ((%ia) 0.9780.084) 1.421 1 568) —1.907 2.065) 2.505(3.340) —3.047(5.155)
5(M5E) 1.0040.006) 1.9990.005) —3.002(9.004) 3.992(0.005) —95.009(0.005)
BEX;)SE) 1.0030.006) 2.0010.007) —3.0040.006) 3.9950.006) —5.005(0.005)
ggzvgg) 1.003(0.006) 1.9950.006) —3.000(0.004) 3.991(0.005) —5.011(0.005)
Contamination level = 2%, h =0.960, ¢g=0.975, c¢=285,  W-level =0.98
Béﬁﬁ)) 0.950(0.121) |  0.858(2.571) —1.067(5.154) 1.483(7 435 ~1.952(10.970)
5(MSE) 0.993(0.004) 1.997 0.005) —3.0040.005) 4.0110.007) —5.012(9.005)
551\‘/;;}3) 0.993(0.004) 1.9960.005) —3.003(0.006) 4.0140.008) —5.012(9.005)
Bf%g) 0.9920.004) 1.992(9.005) —3.0080.006) 4.009(0.007) —5.0070.005)
Contamination level = 3%, h=0.950, ¢g=0.960, c=7.6, W-level = 0.95
B((I?[I:q?) 0.987(0.189) 0.396(3.3091) —0.476(7.713) 0.847(11.062) —0.898(18.278)
ﬁ(MSE) 0.994(0'005) 2-005(0.006) _2-995(0.006) 4.015(0,003) —5.006(0'004)
5(MSE) 0.994 0.005) 2.0110.007) —2.9990.006) 4.012(.004) —5.014(0.006)
BE]SV,V;?E) 0.992(0.005) 2.0060.006) —2.996(0.005) 4.013(0.004) —5.007(0.005)
Contamination level = 5%, h=0.920, ¢g=0.945, c=6.4, W-level =0.94

5&%5%) 0.9219.282) —0.0574.827) 0.254(11.390) —0.268(19.055) 0.455(30.643)
ﬁéi}gE) 1.016(0.005) 1.995(0.004) —2.997(0.006) 4.0090.004) —4.9940.006)
BéLV)SE) 1.016(0.005) 1.997 0.006) —2.996/0.007) 4.010(0.006) —4.9950.006)
ﬁ(MngE) 1.0130.005) 1.9960.006) —2.996(9.008) 4.0119.005) —4.995(0.006)
Contamination level = 10%, h =0.970, ¢=0.985, c¢=6.2, W-level =0.93

(OLS)

BOED | 093300 | 1272061 | —188Teaos) | 274700 —3.382(3.513)
5(MSE) 0.9990.005) 2.015(0.007) —3.0080.006) 4.0129.005) —95.012(9.005)
551?;3;};) 0.9990.005) 2.0160.008) —3.006(0.007) 4.014(9.007) —5.012(9.007)
/;gf;gg) 1.0010.005) 2.014(0.006) —3.011(0.007) 4.010(0 005 —5.007(0.006)

Table 1. Contamination by bad leverage points: For randomly selected observations we put

65

X, =5x% Xf”gmal, then we put Y; = —X;8° +e; (for 8% = (1,
observations in each dataset = 500,

2,-3,4,—
a=2.

5)" see (@) ). Number of
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Contamination level = 1%, h =0.968, ¢=0.980, c¢=28.3, W-level=0.994

Biary | 0.948(0.005) | 1.638(0505) | —2.3011132) | 29150035 | —3.903(2.003)
Bistsey | 096802 | 1.9940.021) | —2:9990.017) | 40230015 | —4.9790.015)
BEAVZ)SE) 0.968(0.023) | 1.9900.03) | —2.992(0.021) | 4.0250.002) | —4978(0.021)
Bgf;gg) 0.964(0.028) | 2.0010012) | —3.002(0.014y | 4.0030.013) | —4996(0.012)
Contamination level = 2%, h=0.958, ¢g=0.971, c¢=7.2, W-level=0.98
B((A%i)) 0.947(0.107) | 14970sa5) | —1.905(1855) | 2.753(2322) | —3-447(5.407)
Bivtsey | 1004.010) | 20080022 | —3.008(0.021) | 4.018(0.020) | —5.016(p.023)
Bivep) | 10030010) | 2.0060.026) | —3-011(0.025) | 40300027 | —5.017(0.025)
Biyeky | 1005002 | 20070010 | —3.0090.013 | 39990000 | —5-013(0.010)
Contamination level = 3%, h =0.950, ¢ =0.960, c¢=06.8, W-level = 0.965
B((A%i)) 10030267y | 12091085 | —1.830(773) | 2:671a4ss) | —3-313(3.663)
Bintse) | 10050001 | 1.9880.005) | —2:9900.015) | 3.998(0.025) | —4-993(0.023)
B((LV)SE) 1.0050021) | 19930.007) | —2:9930.026) | 3997(0.028) | —5.018(0.027)
Biaeky | 10060.022) | 20020005 | —3.007(0.007) | 3-998(0.008) | —5-00500.008)

Contamination level = 5%, h =0.920, g¢=0.945, c¢=06.2, W-level=0.94

Biamy | 10070602 | 1344081 | —1.9320.60) | 264202300 | —3.140(3.960)
Bistsey | 10020006 | 1.9830.02) | —3.0200.022) | 3.991(0.023 | —5.030(0.021)
Bivepy | 1001002 | 20020080 | —3:0210.027) | 3-982(0026) | —5.040.024)
Biveky | 10090.050) | 1.9920.000 | —3.0050.000) | 3-997(0.000) | —4-993(0.000)
Biverky | 10090.050) | 1.9920.000 | —3.0050.000) | 3-997(0.000) | —4-993(0.00)

Contamination level = 10%, h =0.820, g¢g=0.865 ¢=26.0, W-level=0.93

Biviem | 08590065 | 1.253(076s) | —1.817(1s0) | 250Larn) | —2:970(502)
Bissey | 098l | 1.9900.023) | —2:976(0.032) | 3-996(0.020) | —4.962.02s)
Biwkey | 09780.050) | 1.987(002) | —2977(0.032) | 40060037 | —4.981(0.035)
Bivisky | 0983002 | 20090002 | —3.0000.002) | 3993003 | —4997(0.002)

Table 2. Contamination by bad leverage points as desccribed in Table 1 but data
contained also good leverage points X; = 10 * X riginal the same amount as of bad
leverage points. Number of observations in each dataset = 500, a = 5.
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Contamination level = 1%,

h = 0.970,

g = 0.985,

c=238.9,

W-level = 0.998

B((A%i)) 0.9280.057) | 1.960(0.023) | —2:933(0.022) | 3:908(0.034) | —4-890(0.034)
Bintsey | 096802y | 20030022 | —3.0090.022) | 3.997(0.015) | —4.988(0.020)
BEAVZ)SE) 0.9680.021) | 2:013(0.031) | —3-011(0.008) | 4.004(0.024) | —4.998(0.025)
Bivaky | 0970022) | 20100013 | —2:9990.010) | 3-993(0.010) | —4.996(0.012)
Contamination level = 2%, h=0.960, g¢=0.975 c¢=7.7, W-level=10.96
B((Aof,j;) 0.890(0.100) | 1.966(0.010) | —2:9440.010) | 3:9290.010) | —4898(0.018)
Bgf}SE) 0.9950.026) | 1.9790.022) | —2.989%0.022) | 39750019 | —4988(0.023)
Bivikey | 09950026 | 19790028 | —2:984(0.028) | 398000023 | —4.993(0.021)
BE%}E) 0.9930.025) | 19950000 | —2:9990.000) | 40000005 | —4-996(0.003)

Contamination level = 3%,

h = 0.950,

g = 0.960,

c=8.2,

W-level = 0.945

B((]\%?) 0.830(0.148) 1.959(0.009) —2.949(0.008) 3.925(0.015) —4.924(0.014)
B((AS}SE) 1.000(0.020y | 1.9920.018) | —3.031(0.020) | 3:981(0.023) | —5-004(0.015)
Bivepy | 09990020) | 20190027 | —3:028(0.020) | 399200027 | —5.016.03)
Bitery | 09900.020) | 20030002 | —2.9930.003 | 39930004 | —5.012(0.003)
Contamination level = 5%, h =0.920, g¢g=0.945, ¢=28.35, W-level =0.93
Bivsm | 07420500 | 1.9590.000) | —2:9490.006) | 39340008 | —4.90900.011)
Bff}s};) 1001024y | 1.984(0.025) | —29620.032) | 3.958(0.026) | —4-956(0.027)
Bivikpy | 10020000 | 1.984(0.027) | —2.983(0.030) | 3-992(0.030) | —4.984(0.021)
Bivteky | 10040015 | 199700 | —2:9990.001) | 40020001 | —4.993(0.001)
Contamination level = 10%, h =0.820, ¢g=0.865, c¢=09.1, W-level = 0.928
Bivism | 03650730 | 1.9730.002 | —2.9520.003 | 3-948(0.000) | —4.930(0.006)
Bintse) | 09570sm) | 1.91000.0as) | —2878(0.0m0) | 38660060 | —4751(0.120)
Biwkey | 09590055 | 19800055 | —3.0000.03s) | 40120020 | —49490.030)
5((1%2) 1.010(0.025) 1.995(0.001) —2.998(0.001) 3.9990.001) —5.003(0.001)
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Table 3. Contamination by outliers: For randomly selected observations we put Y; = 5 % Yiomgi"“l and

data contained also good leverage points X; = 10 * X f”gm“l.
Number of observations in each dataset = 500,
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5 Conclusions

The robust estimators try to depress the influence of atypical points in data by various tools - by an
appropriate shape of the objective function p, by the weights which are assigned utilizing an external
rule or by employing the order statistics of (squared) residuals, by finding a minimal volume containing
a priori given percentage of data, by minimization of an estimate of variance of error term, by minimal
distance estimation, etc. In the situation which is presented in Figure 1 below, all robust estimators
correctly recognize that the group of 5 points under the main cloud of data in are outliers and they try
to depress their influence. The estimators which try to do it by minimizing estimated variance of error
terms or by finding a minimal volume containing a priori given portion of observations or relying on
minimal distance principle, very likely lose the information represented by the group of good leverage
points in the right-upper corner of Figure 1. And the results exhibited in the above given tables confirm
it by comparing the mean square error of S-weighted estimators with two other robust estimators, S-
and W-estimators. Taking into account some previous experiences we can conjecture that the attempts
to cope with contamination only by weighting down the (squared) residuals or by selecting hopefully the
appropriate objective function p need not be sufficient. So, in a somewhat more general point of view,
the results of simulations support the recommendation given already in [G] that we should employ all
estimators we have at our disposal, compare the results and find the reason(s) of significant differences
among them, if any.

+

+

Figure 1. An example of data when outliers can cause problem if the estimator is of type of minimal
volume or it is minimizing the spread of error terms - just decreasing the efficiency of estimation.
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Appendix

Lemma 5.1. Let Conditions C1 hold. Recalling that e;’s have different variances 62, let us denote
F; 3(v) = P(|Y; — X|B| < v) and put

Fus(®) = =3 Fualv). (18)
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Then for any e > 0 there is a constant K. and n. € N so that for all n > n,

P <{w €Q: sup sup v/n F/g")(v)—fnﬂ(v)‘ <KE}> >1—c.

veERtT BERP

For F én) (v) see (@) and for the proof see [P].

1. T T T T T T 1.
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Figure 2. Examples of the weight function of Tukey’s shape for SW-estimator.

There is not a theoretical result but the experiences from simulation hint that under a (serious)

heteroscedasticity the left version of weight function gives better results. Noticeable results were also
obtained when the heteroscedsaticity was estimated in a robust way, for the hint of classical way see

[#4] and robustify it.
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Sequential importance sampling for
online Bayesian changepoint
detection

Lida Mavrogonatou, University of Glasgow, 1ida.mavrogonatou@gmail . com
Vladislav Vyshemirsky, University of Glasgow, Vladislav.Vyshemirsky@glasgow.ac.uk

Abstract. Online detection of abrupt changes in the parameters of a generative model for a time series
is useful when modelling data in areas of application such as finance, robotics, and biometrics. We
present an algorithm based on Sequential Importance Sampling which allows this problem to be solved
in an online setting without relying on conjugate priors. Our results are exact and unbiased as we avoid
using posterior approximations, and only rely on Monte Carlo integration when computing predictive
probabilities. We apply the proposed algorithm to three example data sets. In two of the examples we
compare our results to previously published analyses which used conjugate priors. In the third example
we demonstrate an application where conjugate priors are not available. Avoiding conjugate priors allows
a wider range of models to be considered with Bayesian changepoint detection, and additionally allows
the use of arbitrary informative priors to quantify the uncertainty more flexibly.

Keywords. Changepoint Detection, Bayesian Inference, Sequential Importance Sampling, Sequential
Monte Carlo, Online Problems

1 Introduction

Identifying abrupt changes in the parameters of a generative model for a time series {xt}tT:I is a problem
widely known as changepoint detection. A wide spectrum of changepoint detection methods has been
developed with a Bayesian perspective [19, B, 20, 8, B, [, IR, 21]. Some of these methods are retrospec-
tive, and require complete observation of a time series. In this paper we focus on problems where the
data are obtained incrementally over time, so called online problems. In an online context, inferences
about changepoints need to be updated each time an observation is made. An effective online Bayesian
changepoint detection method was developed using conjugate priors to the exponential family of models
by [1].

[Z1] proposed using variational approximations to expand this approach to a wider class of models.
Similarly, approximations using Gaussian processes were employed by [I8] to expand the utility of the
online Bayesian changepoint detection algorithm. However, these two modifications are approximate,
and exact inference is often desirable in critical fields. [6] developed an approach very similar to [1]
which was published the same year. Although [B] extended the algorithm with direct simulation from
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the posterior of the number and position of the changepoints using Sequential Monte Carlo, they are still
using conjugate priors.

In this paper, we extend the method developed by [1] and [6] to a wider range of models by removing
the requirement for conjugate priors, and perform inference using Sequential Importance Sampling [I5].
Unlike the approach of [G], we consider a sequence of filtering distributions along posteriors of generative
model parameters. This choice of filtering distributions allows us to completely avoid the conjugacy
requirement, which, as aforementioned, limits model choice. Our method, in contrast to approaches of
[21] and [IR], performs exact inference, while sampling errors can be easily monitored and controlled. The
complexity of the proposed algorithm grows linearly with new data, similarly to the methods proposed
by [0] and [G].

The outline of the paper is as follows: in Section B we introduce the changepoint model for the
proposed approach. Section B defines a Sequential Importance Sampling scheme for the online Bayesian
changepoint detection algorithm. Experimental results from applying the proposed algorithm to a variety
of changepoint detection problems are given in Section B. The paper concludes with a discussion. The
source code for the proposed algorithm and all our experiments are provided in the supplementary
material.

2 Changepoint Model

We begin by adopting the changepoint model proposed by [1]. Assuming that a series of observations x1,
Za,...xr may be divided into non-overlapping product partitions [2], data within each partition p are
considered i.i.d. and follow a distribution P(x;|6,). A prior m(6,) is assigned to the model parameters.
The parameters ¢, are considered i.i.d. between partitions. We will use the following notation for a
sequence of observations from time point a to time point b:

Tap ={xt:t=a,...,b}.

Our goal is to estimate the posterior probability of current run lengths that correspond to the time
since the last changepoint, given the data so far observed. The length of the current run at time point ¢
is denoted 7. We will use the notation z;,, for a set of data corresponding to a run length r;:

T _ xtfrt+1:t; 1f Tt > 07
bt 0, if r, = 0.

As run length is unknown, the predictive density for the next coming datum can be calculated as the
following:

P(xiq1|z) = ZP Tpg1|Ter, ) P(re|T1), (1)

re=0
where
Plapalzen,) = / (12116, P (0, 1.0,)d6),

and the posterior run length probability is defined as

P(Tt,fﬂlzt)

P(r|zy,) = P(x1.4)

The joint distribution P(r, z1.¢) is defined recursively

P(ry,x1.4) Z P(ri|ri—1)Pai|zi—1,r, ) P(ri—1, ®14-1), (3)
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where P(xt|®i—1,,_,) is the predictive probability based on the current run, and the changepoint prior
P(r¢|r¢—1) is defined by a hazard function H(r;):

H(ri—1+1) if r, =0,
P(T‘t"f't_l) = 1-— H(’I“t,1 =+ 1) lf Tt = Ti—1 + 1, (4)
0 otherwise.

The marginal probability P(z1.+) in (B) is calculated as

t

P(z1.) = Z P(re, 21.4). (5)

re=0

Two possible options may be considered for the current run length at the beginning of observations
ro. If it is appropriate to say that the first observation x is the very first observation of the first partition
of the data, we assume P(rg = 0) = 1. In a more complex scenario, when we need to consider that the
process may have been running for some time before x1, the prior for ry can be defined using a survival

function: .
P(TO = T) = EF(T)v

where Z is an appropriate normalisation constant, and
o0
F(r)= Z P(run length is t).
t=74+1

(] as well as [G] rely on conjugate priors to calculate the predictive probability P(z¢|zi—1,, ,) in (8).
We propose estimating these probabilities with Monte-Carlo integration based on weighted samples from
a generative model posterior:

P(ai|tio1r, ) = / P(ao|0,)PByl1-1.r, )6, (6)
M

~ ZwiP(mt\Sﬁill), (7)
=1

where Sﬁill are sampled from P(6p|z—1,, ,) with weights w;, such that Zf\il w; = 1.

This estimator is known to be unbiased with variance decreasing asymptotically to zero at the rate
1/M when w; are approximately equal [i7]. At time ¢, this approach requires ¢ samples S,.,_, corresponding
to all possible previous run lengths from zero to t-1.

With every new datum z; becoming available, the Online Bayesian Changepoint Detection algorithm
updates a vector of probabilities P(r¢|z1.t),r: = 0, ...t according to (B). The recursive nature of () allows
us to evolve samples S,. from one stage of the algorithm to the next using importance sampling, estab-
lishing a Sequential Importance Sampling scheme [I5] along a sequence of generative model parameter
posteriors as explained in Section B.

3 Changepoint Detection Algorithm

In Algorithm B we modify the Online Bayesian Changepoint Detection algorithm proposed by [l] and [G]
using the Monte-Carlo estimation of the predictive probabilities (B).

Calculating the predictive probabilities in Step 3 of the algorithm requires a sample S,, , from
the posterior of the generative model parameters P(6p|z:,, ,). We propose obtaining such a sample
with importance sampling procedure. A success of such approach relies on selection of the proposal
distribution in importance sampling that is relatively close to the target distribution. The structure of
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Online Bayesian Changepoint Detection Algorithm based on Sequential Importance Sampling.

Step 1 Initialise sample Sy containing M samples from the prior of the generative model pa-
rameters with equal weights

S ~m(0,), W) =1/M, i=1,...,M,
and assign
P(ro=0)=1, or P(ro=1)=—=F(7).
Step 2 Observe new datum xy.

Step 3 For every possible value of ri_1 from 0 to t — 1, evaluate predictive probabilities
M
P(ailai1r, ) =Y wi? Pz ST ).
i=1

Step 4 Calculate growth probabilities for values of ry from 1 tot

P(ri=mr—1+1,214) = P(ri—1, 1:0—1) P(@¢|xi—1,0_ ) (1 — H(14-1))-

Step 5 Calculate changepoint probability
t—1
P(ry =0,214) = P(ri1,x1:0—1)P(xe|zi—10, ) H (1¢-1)-
T't71:0
Step 6 Calculate marginal probability

t

P(a14) = Z P(ry, x1.4).

=0
Step 7 Determine run length distribution
P(ri|z1:) = P(re, 21:0) / P(21:4)-

Step 8 Update samples S; and corresponding weights w;, for i from t down to 1, using impor-
tance sampling

(Si,wi) = IS(Si-1,Wi—1, T(t—it1):t)-

The importance sampling procedure IS is described in Algorithm B.

Step 9 Sample Sy from the prior of generative model parameters
S ~m(6,), W) =1/M, i=1,...,M.

Step 10 Go to Step 2.
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Procedure IS(Sod,Wold, 1) takes a sample Syq weighted with wgg, and a non empty subset
of data x;, as arguments and produces a new sample S from the generative model parameter
posterior for data z;, weighted with new weights w.

Step 1 Sample with replacement a population of M particles S* from sample Syq according to
weights weiqg.

Step 2 Set a new sample S to S* perturbed with a Gaussian perturbation kernel
SO~ N(S* O - Var(Sya)),
where a > 0 is a variance scaling parameter.

Step 3 Calculate new weights

L0 — P2, |SD)m(SW)
ZjM:l wgu)lj\f (S(i); S({U)l, - Var(Sold)>

]

Step 4 Calculate the Effective Sample Size of the new population according to [12]

v
S (@)

1=

ESS =

Step 5 If the Effective Sample Size is smaller than M /2, resample S with replacement according
to weights w, and assign new particles equal weights W) = 1/M.

Step 6 Return the obtained sample and corresponding weights (S,w).

Algorithm B utilises the posterior conditioned on the data {z;_,...,z;—1} as the proposal distribution
when sampling from the posterior conditioned on data {x;—,,...,z;—1,z:}. The latter data set includes
only one new datum, x;. This relationship establishes a typical Sequential Importance Sampling scheme
along a sequence of generative model parameter posteriors for datasets {x1}, {z1, 22}, {21, 22,23} and
SO on.

To minimise the effect of population degeneration issues, we use a Gaussian mixture approximation
to the previous posterior as the proposal distribution. This mixture model prevents direct reusing of old
samples from one generation to the next one. The variance scaling parameter « in Algorithm B controls
the scale of the kernel for a smoothing approximation of the proposal distribution with a Gaussian mixture
model. It is usually chosen in the range of 0.1 — 1 and can be tuned individually to every application to
obtain more effective proposal. We also measure the Effective Sample Size [[7] of the obtained sample,
and force resampling with replacement of the population when this metric drops below an arbitrarily
selected threshold of M /2. This resampling allows us to drop low weight particles in the tails of the
posterior, and focus more on high posterior density regions.

In practice we observed that the largest divergence between the proposal and the target distributions
is frequently observed when sampling for the very first datum in the sequence using a prior sample as
the proposal. In our case studies the resulting Effective Sample Size in such cases drops to about 20%
of the Effective Sample Sizes observed later along the sequence of posteriors. We found it was better to
use larger sample size M when the target posterior is conditioned on only one datum. In more complex
cases a partial rejection control strategy [I4] may be implemented to address the issues of large mismatch
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Figure 1. Changepoint detection results for the Well Log data. (A) A subset of data analysed
with Online Bayesian Changepoint Detection algorithm. (B) The results obtained with our
proposed method based on Sequential Importance Sampling. (C) The results obtained with [I]
and [6] algorithms using conjugate priors. Both (B) and (C) depict the posterior run length over
data observed so far, P(ryz1.). Darker points suggest run lengths with higher probability.

between the proposal and the target distributions.

4 Experimental Results

We apply the proposed algorithm to three data sets. In the first two examples, we replicate results of [0
and analyse the data sets with our method for comparison. In the third example, our method is applied
to a new data set to demonstrate how it performs with models without conjugate priors.

Well Log Data

A sequence of measurements of nuclear magnetic response was taken during the drilling of a well. The
data are used to interpret geophysical structure of the rock surrounding the well. The variations in mean
reflect the stratification of the earth’s crust. These data were earlier considered by [I6] and [5].

A normal model with fixed variance 02 = 40007 is used as an underlying generative model for the data.
The model is parametrised by single parameter p that corresponds to the mean of the normal distribution.
To compare our results to those of [l] we use the same normal prior for p, with hyperparameters po =
1.15x 105, and 02 = 1 x10%. A memoryless changepoint prior was chosen using the geometric distribution
and corresponding hazard function H(r;) = 1/\, where A = 250.
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Figure 2. Changepoint detection results for the Coal Mining Disasters data. (A) The cumulative
number of significant coal mining accidents between 1851 and 1962. (B) The results obtained
with our proposed method based on Sequential Importance Sampling. (C) The results obtained
with [ll] and [6] algorithms using conjugate priors. Both (B) and (C) depict the posterior run
length over data observed so far, P(ri|x14). Darker points suggest run lengths with higher
probability.

A subset of the data is depicted in Figure 0. Panel A shows the original data values. Panel B shows
the results obtained using the Sequential Importance Sampling approach proposed in this paper. Panel
C shows the results obtained with the original Online Bayesian Changepoint Detection algorithm using
conjugate priors. Notice that the drops to zero run length correspond well with the abrupt changes of
the mean of the data. The differences between the results in Panel B and Panel C are very small and
correspond to Monte-Carlo approximations in Sequential Importance Sampling and evaluation of the
predictive distributions in (B), the mean square error between these results is 1.14 x 1076, Samples of
1024 particles were used in this example for larger data sets, while samples of 4096 particles were used
for samples from the prior and samples for the run lengths of 1. The smallest Effective Sample Size [T7]
is 351, which demonstrates that there were no population degeneracy problems in the sampler. Slightly
lower effective sample sizes are observed immediately after a sudden change in the mean of the data, as
these cases correspond to significant updates of the parameter posteriors.

Coal Mining Disasters
To demonstrate how our method works with count data and large data sets, we applied it to a data

set containing the dates of coal mining explosions that killed ten or more men between March 15, 1851
and March 22, 1962 [I1]. Following [l], the data were modelled with a Poisson process by weeks, with
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Gamma(1,1) prior on the rate. A geometric prior on the frequency of changepoints was selected with
corresponding hazard function H(r;) = 1/1000.

The results are plotted in Figure B. The top panel shows the cumulative number of accidents.
The middle panel shows the results obtained with the proposed algorithm using Sequential Importance
Sampling. The bottom panel shows the results with the original Online Bayesian Changepoint Detection
algorithm using conjugate priors. The results are again very similar, with only minor differences caused
by Monte-Carlo estimation of predictive probabilities, the mean square error between the two results is
3.02x 1078, A significant changepoint in the rate of coal mining disasters is usually attributed to the Coal
Mines Regulations Act 1887 [I7] that commenced as law on January 15!, 1888. This date corresponds to
week 1930 in our data set and is marked in the plots with a dashed line.

As the data set contains 6000 time points, 6000 run length updates need to be performed in an online
setting, and importance sampling procedure had to be performed N(N — 1)/2 = 17,997,000 times. To
keep the algorithm execution time reasonable, we were using small sample sizes of only 256 particles. The
smallest effective sample size in these populations was 47, this demonstrates that we avoided population
degeneracy problems [IZ].

Gold Prices

To demonstrate how our proposed method works with models without conjugate priors, we applied it to
a new data set containing the closing prices of gold measured in USD/oz from 16th July 2014 to 16th
July 2015. The data are available in the supplementary material to this paper. The data were modelled
with a stochastic differential equation,

dG = puGdt + cGdW,

where G is the price of gold, u and o2 are the drift and stochastic volatility parameters respectively, and
W is a Wiener process. This equation is often used in financial modelling to describe asset prices under
the assumption that prices only depend on the present and not on the past states of the market. This
model belongs to a class of stochastic processes known as Itd processes [[0]. A significant result for such
processes, known as the Ité lemma [9], allows us to derive an expression for the functions of G(t). Using
this lemma, logarithms of G(t) are given as

o2
dlogG = (u 2) dt + odW.

Integrating this equation over the interval [¢,¢ + 1] gives
2

log G(t + 1) —log G(t) = (,u - 02) + o7,

where Z; ~ N(0,1). Using the properties of the normal distribution we can write

2

logG(t+1) —log G(t) ~ N(p — %,02),
G(t+1 2
tog S o N - )

Hence, we can model daily returns using a lognormal distribution with location u — 02/2 and scale o.
The parameters p and o2 were considered unknown random variables, and were assigned weakly
informative prior distributions based on previous knowledge of gold prices. Using data for gold prices
from 1968 to 2013, it was concluded that the rate of daily returns changes slightly from day to day at
a maximum of +0.7%. The mean rate of returns is expected to have higher density closer to zero, and
lower density for larger deviations. As a result, we assigned a normal prior to u with mean o = 0 and
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Figure 3. Changepoint analysis of the gold prices during 2014-2015. The closing market price
of gold in USD/oz is plotted in the top panel. The lower panel depicts posterior run length
probabilities at different dates.

variance 02 = 0.005%2 = 2.5 x 1075. Based on the observed volatility of the historic prices, we selected
an exponential prior for the volatility parameter o2 with mean 2.5 x 107°. A memoryless changepoint
prior was chosen using the geometric distribution and corresponding hazard function H(t) = 1/A, where
A = 100.

Figure B shows the result of changepoint analysis performed using the proposed algorithm. The most
likely outcome is that the observations begin in a state with negative drift and a relatively low volatility
of the prices, then some time between 8 October 2014 and 5 November 2014 the market switches to
approximately zero drift with high volatility, finally, in the second half of May 2015 the market goes back
to a negative drift and low volatility regime.

Significant changes in the distribution of parameter posteriors with more data becoming available
required using larger populations in Sequential Importance Sampling to tackle population degeneracy
problems. After a few trials with smaller populations and observing low effective sample sizes, we ended
up using a population of 32768 particles for the posteriors corresponding to run length from 0 to 30, and
populations of 2048 particles for posteriors corresponding to longer run lengths. The minimal effective
sample size achieved with this configuration is 426, which shows no evidence of population degeneracy
problems.

5 Discussion

The main structure of the proposed algorithm is similar to the one published by [0] and [G]. Sampling
from the posterior of model parameters with Sequential Importance Sampling, instead of using conjugate
prior updates, enables our method to perform changepoint detection with models that do not have
conjugate priors. Avoiding conjugate priors also allows informative priors based on existing knowledge
or observations of similar data to be used for changepoint detection in a truly Bayesian way.

[6] suggested the idea of numerical integration, and earlier gave an example of such approach using
MCMC in [@]. The proposed Sequential Importance Sampling approach provides a different sampling
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scheme to aid such numerical integration which does not suffer from common MCMC convergence prob-
lems and can be easily implemented in high performance computing environment.

The computational complexity of processing one more data point grows linearly as new data arrive,
as with every datum one more run length needs to be considered. The requirements for data storage in
computer memory also grow linearly. The computational complexity of the proposed algorithm is on the
same order as for the algorithms of ] and [B]. It must be noted that performing importance sampling is
more computationally expensive in comparison to updating conjugate parametrisation. Updating conju-
gate parametrisation typically takes just a small constant number of arithmetic operations. Resampling
the parameter posterior with SMC for a sample size M takes O(M?) operations and therefore produces
large complexity scaling constants. Therefore the proposed algorithm is slower than the one that uses con-
jugate priors with a constant complexity proportion. For example, performing the last round of updates
in the Well Log example takes the original Online Bayesian Changepoint Detection algorithm 0.000155
seconds, while our algorithm requires 5.64293 seconds. This shows that our algorithm is almost 40,000
times slower. However, Sequential Monte Carlo methods are well suited for parallel implementation using
high performance computational resources, as all of the particles in the population are sampled indepen-
dently and therefore can be processed at the same time. The source code provided in the supplementary
material implements Sequential Importance Sampling for the three examples described in this paper us-
ing three approaches: a traditional sequential implementation, a multiprocessor parallel algorithm using
OpenMP framework, and a massively parallel implementation running on a graphics processor via CUDA
framework.

The examples considered in this paper use models with a small number of parameters. Unfortunately,
it is well known that importance sampling is usually inefficient in high-dimensional spaces [[7]. So, as the
number of model parameters increases, the problem with arise in this setting. However, the number of
parameters needed to observe these problems is quite high, and in many practical applications medium
sized models will still be feasible.

In real world applications some heuristic simplifications can be made to limit the computational
complexity of the problem. Only limited run lengths may need to be considered when monitoring some
data. For example, processing the Well Log data set, we could have limited the maximal run length
time to the order of a few hundred as we expect changepoints to occur on average every 250 time points.
Another example would be monitoring fast changing financial markets, where the possibility of a run
that goes over several years is practically zero.

select particles satisfying a desired criteria, those particles not satisfying the criteria receive zero
weight. It is possible to formulate conditions under which the algorithm is guaranteed to require a finite
number of attempts Mg, < oo to obtain exactly M non-zero weighted particles [[3].
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Detection of space—time clusters for
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Abstract. On March 11, 2011, a massive amount of radioactive material was released into the environ-
ment because of the Fukushima Daiichi Nuclear Power Station (NPS) accident. Surveys on the amount of
radioactive materials are very important for assessing the state of the surrounding environment and plan-
ning future countermeasures. The authors attempted to detect a high-contaminant cluster accompanied
by a time change for the area of evacuation in the Fukushima Prefecture from January 10-19, 2013. The
data were air dose rate measured by monitoring post. As a priori analysis, the authors applied a spatial
interpolation using ordinary kriging, because the observations obtained were very sparsely scattered and
had extremely large dispersion and bias. The result of applying a spatial scan statistic based on echelon
analysis was the detection of a significant space—time cluster that decreased with the passing of time.
Moreover, the detected cluster was located in the direction of northwest from the NPS.

Keywords. Echelon analysis, Space—time cluster, Spatial scan statistic, Spatial interpolation

1 Introduction

The detection of problems such as the generation status of infective diseases or hazard maps of natural
disasters is very basic and important. Some powerful and useful tools such as geographical information
systems (GISs) are available, but it is very difficult to determine the location of space—time clusters
for various types of spatial data in large quantities or with large time series. The aim of this study is
to identify a high-contaminant cluster for the area of evacuation in the Fukushima Prefecture and to
understand its temporal progress.

On March 11, 2011, a massive amount of radioactive material leaked from Tokyo Electric Power
Company’s Fukushima Daiichi Nuclear Power Station (NPS). This accident caused serious damage to
both economic and social development, causing a wide range of problems in the environment and in food
production as well. Although five years have passed since the accident, there is still intense concern
about the influence of radioactive contamination, and high air dose rates and high concentrations of
radionuclides are still found in some areas around the NPS [IZ]. Surveys on the amount of radioactive
materials are very important for assessing the state of the surrounding environment and planning future
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countermeasures. The Nuclear Regulation Authority (NRA) of Japan inaugurated the Comprehensive
Radiation Monitoring Plan on August 2, 2011 [0]. Monitoring posts are equipped with air radiation
dose-rate-measuring devices at fixed locations, with data obtained at 1 m above the ground. A unit of
measurement is microsieverts per hour (uSv/h). Approximately 4,400 monitors were installed in Japan
as of April 1, 2016, and the Fukushima Prefecture accounts for over 85% of these. Data is logged every
10 min and stored continuously. The data are openly available at http://radioactivity.nsr.go.jp/map/ja/.

The study on cluster detection using spatial scan statistics [§] is being applied in such fields as
epidemiology, astronomy, biosurveillance, and forestry, etc. Several studies on effective scan techniques
for using such scan statistics have been published [2, 04, [®, [7]. However, some of them limit the shape
of the detected clusters or require an unrealistic computational time if the data set is too large. To solve
these problems, we proposed using an echelon spatial scan statistic [, 5]. This method enables a cluster
of an arbitrary shape to be detected even when large amounts of data are targeted. Moreover, we need
to take account of both space and time because the monitoring data, measured every 10 min, provide
not only the geographical location but also time series information. In this study, we applied a technique
of spatial interpolation for compensating for the small number of observations of air dose rate and then
detected a flexible space— time cluster by incorporating a temporal scale into an echelon spatial scan
statistic. By including a temporal dimension, we could allow tracking of a time-series change of the shape
of the high-contaminant radioactive cluster.

2 Materials

The study area chosen has the highest level of radiation contamination in Fukushima Prefecture. We
used regularly arranged 10 km x 10 km meshes designed by the administrative organ covering the range
within 37.333 degrees north latitude, 140.625 degrees east longitude, 37.667 degrees north latitude, and
141.050 degrees east longitude, containing most of the three levels of the evacuation area that the Japanese
government has recognized. In addition, we set ten days as the study period, i.e., from January 10 to
19, 2013. In this period, the air dose rate remarkably decreased temporarily because of the heavy snow
that fell on Japan. In such a situation, the detected cluster’s size was expected to decrease with lapse of
time. Figure M shows the study area divided into meshes. It also shows the location of the Fukushima
Daiichi NPS and the monitoring posts on January 10. The total number of monitoring posts was 212 at
that time.

Mean daily air dose rates with 10-min data aggregated into daily intervals were used as the analysis
object in this study. The air dose rates for each monitoring post are summarized in the boxplot shown
in Figure B. We removed some false data caused by instrument anomalies, as announced on the NRA
website. In Figure D, the lines labeled from A to E were measured at the corresponding measurement
points on the map of Figure 0. These points indicated remarkably higher doses than the others. Figure
@ also shows that the air dose rate decreased from January 14 to 15 as a whole. At that time, record-
breaking heavy snow had fallen in the study area.

3 Spatial interpolation

Cluster detection is very difficult under these conditions, because the monitoring posts of the study area
are very sparsely scattered. Accordingly, we attempted to increase the location of the analysis object by
using the spatial interpolation, i.e., ordinary kriging. We describe the analysis execution for the data of
January 10 here. First, we redivided the study area into smaller 500 m x 500 m meshes and assigned an
air dose rate value to each of the mesh based on the corresponding post location. If two or more posts
were installed in one mesh, the mesh was assigned their mean value. Figure B shows the division of data
into the 5,440 meshes and the assigned values of air dose rate.

As is evident from the Figure B, the dispersion and the bias of the data are extremely large. Therefore,
to improve kriging precision, the observations were normalized using a Box-cox transformation (A =
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Figure 1. Study area divided most of the three levels of the evacuation area into 10 km x 10 km
meshes, with the Fukushima Daiichi NPS and the location of each monitoring post on January
10.
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Figure 2. Time series variation of air dose rates for each monitoring post.

—0.18), and we used a model based on an anisotropic variogram. That is, by assuming a geometric
anisotropy, we constructed isotropic spatial processes by performing coordinate conversion based on the
rotation angle (6 = 150°) of the coordinates and the anisotropy ratio (r = 3.5). The varigoram cloud for
the transformed data is shown in Figure B. The horizontal axis represents the intercentral distance |/h||
of each mesh. The vertical axis represents the dissimilarity 7;; of two points x; and x;, which can be
computed as half of the squared difference between the sample data z(x;) and z(x;), i.e.,

(=(0x0) — 205,))”

/ij = 2

This contains information regarding the spatial structure of the sample and provides a first idea of the
relationship between two points. Further, the dissimilarity v* depends only on the h value of the sample
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area on January 10, 2013.

points x; and x; + h, hence

(2(x; +h) — Z(Xi))z_

7 (h) = 5

Subsequently, there could exist more than one dissimilarity value for some distance ||h||. On the
other hand, most h values will be without any observation and thus still without dissimilarity value
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~v*(h). To estimate a distance between two arbitrary points without directly measuring the distances
between the points, the experimental variogram is assumed, and the theoretical variogram is applied to
it. The experimental variogram is defined as

2 (h) = m S (o) — #(x7)%.

N(h)

where N(h) = {(x;,x;) : x;, —x; = h for 4,5 = 1,2,...,n} is the set of all pairs of points with h and
|N(h)| is the number of pairs in N (h).

Fitting the variogram models

The experimental variogram v*(h) provides a first estimate of the assumed underlying theoretical vari-
ogram v(h), which can be used to characterize the spatial structure and is needed for our future kriging
methods. We must fit a variogram function to an empirical variogram, i.e., replace an empirical variogram
with a theoretical variogram that is a suitable valid function. In this study, we attempted to apply the
following well-known parametric variogram models. The three common parameters, 6y, 61, and 65 relate
to nugget, sill and range, respectively, i.e., the nugget 6y is defined by v(h) as ||h| = 0, the sill 8y + 6,
is the value y(0co) = lim|jp— o y(h), and the range 6 is the distance at which the y(h) exceeds the sill
value for the first time.

e Exponential model

h
y(Blfo, 01, 02) = B + 0, (1 e (_ H{TII ))
2

- _ L
v(h|0o, 01,02) = 6o + 61 ( 1 —exp =
2

_ 1 A
v(h|6y, 01,02) = 0y + 0, <1 — I < 5 Ky 5

with the smoothness parameter k varying from 0 to oo, gamma function I'(-), and modified Bessel
function Kj(+).

e (Gaussian model

e Matérn model

Next, we need to choose the most suitable variogram model for the given empirical variogram, and
the parameters 6y, 61, and 62 of each model must be estimated. In this study, we used likelihood-
based parameter estimation methods, viz., maximum likelihood (ML) and restricted maximum likelihood
(REML). These methods can be used with Gaussian random fields, and we normalized our data using
the Box-cox transformation. ML and REML are available as an R-package geoR [IH] from the statistical
software R. Table 0 shows the estimated parameters and AIC values for each model. Hence, taking the
models with the lowest AIC yields the Matérn model, whose parameters, estimated using the REML
method, have the “best” fit.

Spatial prediction

In this study, we implemented an ordinary kriging based on intrinsically stationary and isotropy assump-
tions, which is often used as the kriging method, to predict each air dose rate value for 500 m x 500 m
meshes. The ordinary kriging predictor Z*(xg) of the value at xg is given by the linear combination of
Z(x) evaluated at each sample x;,i = 1,2, ...,n.

Z*(x¢) = ZwiZ(xi),
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fo 01 0o k AIC

Exponential  0.09 2.28 39.96 - 215.2

ML Gaussian 0.21 1.82 14.49 - 222.4
Matérn 0.13 2.09 16.75 0.85 212.3
Exponential  0.09 8.44  150.80 - 207.4

REML Gaussian 0.20 2.02 14.86 - 216.4
Matérn 0.13 3.46 26.78 0.78 204.9

Table 1. Estimated parameters using ML or REML, and their respective AICs.

where w;, i = 1,2, ..., n provides the unknown weights corresponding to the influence of the variable Z(x).
We can obtain the dissimilarity value between the point x¢ and the i¢th observed point by using the
estimated variogram model. Under the restriction conditions of " | w; = 1, the computation of Z*(x)
is conducted using the Lagrange multiplier. The predicted map is shown in the Figure B.
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Figure 5. The predicted map of air dose rate obtained by ordinary kriging at January 10, 2013.

Similarly, we applied ordinary kriging to the data from January 11 to 19, 2013. In all cases, Mattern
model of REML was chosen as the suitable variogram function by the AIC criterion. The estimated
parameters of each day are shown in Table B. In addition, Figure B shows the predicted maps of air dose
rate for each day, computed using ordinary kriging.

4 Echelon spatial scan statistic

Spatial scan statistic based on normal model

The spatial scan statistic is a popular method used in disease surveillance for the detection of disease
clusters [8]. This statistical approach can detect clusters of any size located anywhere. It is commonly
used to evaluate the statistical significance of temporal and geographical clusters without requiring any
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0o 01 02 k
Jan. 11 0.13 3.47 26.72 0.79
Jan. 12 0.13 3.39 25.36 0.81
Jan. 13 0.12 3.39 26.13 0.79
Jan. 14 0.14 3.64 21.68 0.90
Jan. 15 0.14 3.72 20.74 0.89
Jan. 16  0.14 3.57 21.07 0.88
Jan. 17 0.14 3.47 20.56 0.89
Jan. 18  0.15 3.73 20.41 0.90
Jan. 19  0.15 3.55 19.66 0.90

Table 2. Estimated parameters for Matérn model based on REML each day.
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Figure 6. Predicted map of air dose rate from January 11 to 19, 2013.

prior assumptions about their location, time period, or size. The precise model to be used depends on the
nature and the probability distribution of data [B, B, @, @, IT]. In this study, we selected a scan statistic
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appropriate for continuous data with a normal distribution.

The spatial scan statistic is defined through a large number of overlapping windows called Z. For
each window Z, a log likelihood ratio (LLR) is calculated. Then, the test statistic is defined as the
maximum LLR over all windows. Here, z;,7 = 1,2,..., N is an observation value for the locations i
at the fixed latitude and longitude. The notation n, is used to denote the number of observations
within window Z. xz, = Zie 4 x; denotes the sum of observed values within window Z. Under the
null hypothesis, all observations come from the same distribution, with mean p and variance o2. AThe
maximum likelihood estimates of mean and variance are then estimated as jigp = Y, x;/N and of =
>i(m; — f19)? /N, respectively. We can therefore write the log likelihood function as

[~ N
InLo=—-—NInv2r — Nln 03—?

Under the alternative hypothesis, there is one cluster that has a larger mean than areas outside the
cluster. We need to obtain the maximum likelihood estimators that are specific to each window Z in this
case. Means inside and outside the window are obtained by setting fi, = 2z,/n, and fi,e = Tyc/Nye =
(>, wi—x.)/(IN —n.), respectively. The maximum likelihood estimate for the common variance is defined
by 62 = (3 ,cp (@i — 1) + > i¢z(®i — fize))/N. We can therefore express the log likelihood for window
Z by

InL(Z) = —NInv2r— Nln /42— 12 (Z(jSﬂz)JrZ(xiﬂzc))

262 \ 4
1€EZ ¢z

N
—Nlnv2r — Nln+/62 — 5

As the test statistic, we use the maximum log likelihood ratio.
LLR(Z) In L(Z)/1In Ly
= NInVvs2— Nln+/62

The window with the maximum likelihood ratio constitutes the most likely cluster (MLC), or the cluster
least likely to have occurred by chance. A P-value is estimated using Monte Carlo hypothesis testing by
generating a large set of random data by randomly permuting the observed value. With randomization
conducted in this way, the correct « level will be maintained even if the observations do not come from a
truly normal distribution. We next must find a window Z whose LLR(Z) is high. An important problem
is how to scan the study area effectively and efficiently, because we cannot realistically calculate LLR(Z)
for all patterns of window Z consisting of spatially linked subsets of .

Echelon scanning method

Echelon analysis [, @3] provides an objective description of regions using spatial structures based on
vertical intervals in each region. Regional data have real referenced values h; within a spatial region
i € G,i =1,2,...,m for an entire area G consisting of m regions. Then, the data are expressed in the
form of (i, h). Figure @ (left) shows an example of nine regions labeled A to I and their values h. This
regional data are divided into the same structured area, as shown in Figure @ (center). These parts are
called echelons. The first, second, third, and fourth echelons are peaks; the fifth echelon is a foundation
of peaks; and the sixth and seventh echelons are foundations of peaks and foundations, respectively. Each
region belongs to a specific echelon. For example, the first peak consists of region {A} and the third
peak consists of the regions {H, E}. Finally, the spatial structure of this regional data is provided by the
echelon dendrogram shown in Figure @ (right).

Each mesh assigned the predicted air dose rate has spatial and temporal information. To apply the
echelon technique to our mesh data, we needed to define two kinds of spatial neighboring information.
The first involved geographically adjacent relationships. Here, we defined a mesh to have contiguity rela-
tionships with all upper and lower and right and left adjacent meshes: a so-called rook-type neighborhood.
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Figure 7. Regional data (left), division to the same echelon (center), and echelon dendrogram
(right).

The second challenge was in defining the time series variation. Here, we assumed a three-dimensional
structure obtained by adding the axis of time on geographic two-dimensional data, which then defined a
continuous relationship over three days, in which each mesh connected the same mesh in the preceding
and following days. This is based on the idea that the state of one place is most affected by the preceding
or the following state of the same place. The echelon scanning process was performed using the following
steps.

1. Represent a topological hierarchy for spatial data by an echelon dendrogram.
2. Scan a region and add it to the window Z, from the upper to the bottom echelons.

3. Consider the window Z with max; LLR(Z) as a cluster.

5 Results

Figure B shows the echelon dendrogram that describes the hierarchical structure of the predicted daily
mean air dose rate from January 10 to 19, 2013 in the study area. The MLC under the constraint of
presetting a maximum cluster size at 5,000 meshes is drawn on the dendrogram. There was a single
significant space—time cluster with LLR(Z) of 34,235.01. To test for statistical significance, 99 replica-
tions of Monte Carlo hypothesis testing were performed. This yielded a value of p < 0.01. The detected
area has geographical and time information, and we can describe the maps of the MLC as in Figure
b. The cluster detected by our study can be considered from two perspectives. From the geographical
perspective, the locations identified were not in around the NPS, but were in the direction of northwest
from the NPS. From the temporal perspective, the cluster had a decreasing number of cluster locations
as time advanced. In particular, it was greatly reduced after January 14. These changes might be due to
the influence of weather conditions.

6 Conclusions

This study identified a significant space-time cluster of air radiation dose rates in the area of the highest
level of radiation contamination in the Fukushima Prefecture during the period from January 10 to 19,
2013. Before detecting the cluster, we attempted to use the spatial interpolation technique to increase
the amount of information that could be analyzed. In this study, we assumed the intrinsically stationary,
and performed coordinate transformation for the isotropic spatial processes. However, the around of
extremely high rate mesh might be estimated lower than actual rate as a possible influence. About a
strict validation of the stationary in our situation needs more discussion.
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Figure 8. Echelon dendrogram for the daily mean of air dose rates from January 10 to 19, 2013
in the study area.

The echelon scan statistic enables detection of clusters having various shapes and high likelihood
ratios, because the scanning process is based on the core spatial structure of the data. Our method
considerably reduces the number of scanned windows Z by converting the data to a simple tree structure.
It is therefore superior to other scanning methods when large amounts of data are to be handled. In
addition, with the appropriate adjacency information provided, we could also detect the time-space
cluster. In the future, we aim to apply this method to various environments or large amount data.
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Figure 9. Geographical location of simultaneous space-time cluster from January 10 to 19, 2013.
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Abstract. Very recently, a new degradation process, namely the transformed gamma (TG) process,
has been proposed in the literature to describe Markovian degradation processes whose increments over
disjoint intervals are not independent, so that the degradation growth over a future time interval can
depend both on the current age and the current state (degradation level) of the unit. This paper proposes
a Bayesian estimation approach for such a process, that is based on prior information relative to the sign
(positive or negative) of the correlation between the degradation increment and the current state or
age of the unit. Several different prior distributions are then proposed, reflecting the knowledge of the
analyst. A Markov Chain Monte Carlo technique, based on the adaptive Metropolis algorithm, is used
for estimating the TG parameters and some functions thereof, such as the residual reliability of a unit,
as well as for predicting future degradation growth. Finally, the proposed approach is applied to a real
dataset consisting of wear measures of the liners of the 8-cylinder engine which equips a cargo ship.

Keywords. Degradation process, Transformed gamma process, Bayesian estimation, degradation growth
prediction, Markov Chain Monte Carlo.

1 Introduction

A large body of literature has addressed the problem of developing stochastic process models able to
provide an effective description of real degradation phenomena. Very recently, a number of stochastic
processes have been proposed to describe degradation phenomena where the degradation increment over
a future time interval is no longer independent of the observed history, but can depend on the current
state of the unit (as well as on its current age), so that the degradation increments over disjoint time
intervals are not independent random variables [, [2], [8] and [4].

Within these (Markovian) state-dependent degradation process models, the transformed gamma (TG)
process [d] seems to be very attractive due to its mathematical tractability. For example, unlike the
other Markovian state-dependent processes proposed in the literature, the conditional distribution of the
degradation growth under the TG process is available in closed form. In addition, since the TG process
can be viewed as a non-linear transformation of the gamma process [H], it constitutes a natural choice for
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modelling degradation phenomena when degradation growth takes place gradually over time in a sequence
of tiny increments. Thus, the TG process seems to be suitable to describe degradation phenomena caused
by continuous use, such as wear, chemical corrosion, fatigue, and so on.

Estimation procedures of the TG process parameters based on the maximum likelihood method have
been discussed in [@], while the Bayesian approach has been not yet considered. In this paper, in order
to fill in this gap, a Bayesian procedure is proposed that allows prior information based on knowledge
of the physics of the observed degradation phenomenon to be introduced in the inferential procedure.
In this way, more accurate estimates of the model parameters and functions thereof can be achieved.
Moreover, the Bayesian approach allows interval estimates and predictions to be easily obtained, whereas
classical approaches, such as the maximum likelihood one, generally involve asymptotic approximation
of the distribution of the estimators. In particular, the prior information is formulated in terms of the
sign (positive or negative) of the correlation between the degradation growth in a future time interval
and the degradation level reached by the unit at the current age or the time required to reach the current
degradation level.

Posterior inference is made on the process parameters and on several functions thereof, such as
the residual reliability, by using Markov Chain Monte Carlo (MCMC) techniques. Prediction of the
degradation increment over a future time interval is also provided. Finally, the proposed procedure is
applied to a real dataset given in [B], that consists of the wear measures of the liners of the eight-cylinder
engine equipping a cargo ship of the Grimaldi Lines.

2 The transformed gamma process

Let n(t) be a non-negative, monotone increasing function of time ¢, hereinafter called “age function”,
with 7(0) = 0, and let g(w) be a non-negative, monotone increasing and differentiable function of the
degradation level w, hereinafter called “state function”, with g(0) = 0. An increasing degradation process
{W(t);t > 0} is said to be a TG process with age function 7(¢) and state function g(w) if it possesses
the following properties:

1. the degradation increments over disjoint time intervals are (possibly) not independent;

2. the degradation increment AW (t,t + At) = W(t + At) — W(t) over the time interval (¢, + At)
depends on the process history up to ¢ through the current time ¢ and the current state (degradation
level) wy = W (t), only, being independent on the past;

3. the (conditional) distribution of AW (¢,t 4+ At) is given by:

g('lUt7'LUt + 5)n(t,t+At)—1

Tttt an  o®lgwswit+dl, 0>0, (1)

fawtitar) (Olwe) = ¢’ (w; +9)

where ¢’ (w; 4 8) is the derivative of the state function g(w) evaluated at w; + §, g (w¢, wy + 0)
=g (we+9) —g(w), n(t,t+ At) = n(t + At) — n(t), and T'(+) is the complete gamma function.

If n(t) is linear with ¢, the (conditional) distribution of AW (¢,¢+ At) depends on the interval width
At and not on the current age t, so that the TG process is said to be age-independent. On the other side,
if g(w) is linear with w, the distribution of AW (¢, ¢ + At) does not depend on the current degradation
level wy, and the TG process reduces to a (state-independent) gamma process.

From (M), the probability density function (pdf) and the cumulative distribution function (Cdf) of
the degradation level W (¢) at the time t of a new (unused) unit are given, respectively, by

w)"—1
fwio(w) = gxw)% exp [g(w)], 2)
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where IG (y; s) is the (lower) incomplete gamma function.
Several functional forms for the age and state functions can be chosen, such as the power-law and the
exponential function suggested in [d] and [6]. Following [G], in this paper a power-law function is used

both for 7(t) and for g(w):
n(t) = (t/a)’  and  g(w) = (w/a)’. (4)

Under such formulation, the TG process becomes age-independent when b = 1, and is state-independent
when 8 = 1. The mean and variance of the degradation level W(t) are in closed form, and given by:

Ll +1/5) i) Clr i)

B et
E{W(0)} = ooy and V{W“)}—a( Pl D2 [/a)]

The (conditional) residual reliability R (7|w:), that is, the probability that, given the current degra-
dation level W (t) = wy, the level W(t + 7) reached at the future time ¢t + 7 does not exceed a given
threshold level w4, is given by:

Ry (t|we) = Pr{W(t + 7) < Wmaz|wi} = Pr{AW (t,t + 7) < Wpaz — we|w;}
16 {wnar/@)” = (wife)s [(E4+7) fal” — (t/a)"} "
r{l(t+7) /o’ = (t/a)'} |

From (B), since Pr{W(t) < w} = Pr{T(w) > t}, the distribution of the age T'(w) at which a given
degradation level w is reached is given by:

t d IG[g(w);nt)]  d G [(w/a)ﬁ’(t/a) }
fT(w)( ) = T T [n(t)) T r [(t/a)b] .

(7)

By using arguments in [@], the pdf in (@) can be given in a more tractable form that does not involve
a numerical derivation:

)b_l % (16 [(w/)” : (/)] (v](¢/a)"] ~ nl(w/a)?))

t/a)]
oo w/Ol) [ t/a) +k] }
+ 5 ; (8)
kz:o [(t/a)b + k]” k!

a

where 1(-) denotes the digamma function. If w is set equal to the threshold value w4z, then the pdf
(B) provides the distribution of the lifetime 7' = T (wyqs) of the unit.

It can be empirically showed that the behavior of the age and state function affects the correlation
between the degradation growth AW (¢, t + At) during the future time interval (¢, + At) and the degra-
dation level reached at the current age or the time required to reach the current degradation level. In
particular, if the state function is concave downwards, as occurs when the shape parameter § in (@) is
less than 1, the degradation increment is positively correlated to the degradation level W (t) reached at
the current age ¢, given At. It means that the larger the degradation W (t) reached at the age ¢, the more
rapidly the degradation grows in the future. On the contrary, if g(w) is convex downwards, AW (¢, t+ At)
and W(t), given ¢t and At, are negatively correlated. As mentioned before, if g(w) o< w, the process is
state-independent and AW (t,t + At) and W (t) are uncorrelated.

Likewise, if the age function is concave downwards, as occurs when the shape parameter b in (@) is
less than 1, the variables AW [T'(w), T'(w) + At] and T'(w), given w and At, are negatively correlated,
where T'(w) is the age at which the degradation level w is reached. On the contrary, if n(¢) is convex
downwards, AW [T'(w),T(w) + At] and T(w), given w and At¢, are positively correlated. Finally, if
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Figure 1. Plots of pseudo-random samples of W (t) and AW (¢, ¢+ At), given t = 5, with At = 2,
£ =0.7 or 2.0, and b = 0.7 or 2.0.

n(t) < t, AW [T(w), T(w) + At] and T(w) are uncorrelated. In this latter case, as previously noted, the
process is age-independent, because the conditional distribution of the increment AW (¢, t+ At), given the
current state, does not depend functionally on the current age. Note that the sign of these correlations is

independent on the value of ¢, At, w, and Aw, respectively, as well as on the value of the scale parameters
a and .

For illustrative purpose, Figure 0 shows some pseudo-random samples (of size 1000) drawn from the
joint distribution of W (t) and AW (¢t,t + At), with t = 5, At = 2.0, 8 = 0.7 or 2.0, and b = 0.7 or 2.
The effect of the parameter 8 on the correlation sign is evident, as well as we can see that the shape
parameter b of the age function has no effect on the sign of the correlation.
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Similar plots are obtained when sampling from the joint distribution of AW [T'(w), T'(w) + At] and
T(w). In this case the correlation is negative when b < 1 and positive when b > 1.

3 The Bayesian inferential procedure

Let us suppose that m units operate under identical conditions, and that each unit is inspected n; times
at possibly not equal ages ¢; , (k=1,...,n;). Let w; , = W (t; 1) denote the degradation level of the unit
i measured at the k-th inspection time ¢; ;. Then, under the assumption that the degradation processes
are TG with 7(¢t) = (t/a)? and g(w) = (w/a)?, the likelihood function relative to the observed data
W= (W11, s WingseosWmly---Wnmn,, ) IS given by:

5} (ti/a)’—(ti—1/a)’~1

5)N S L w)ﬁfl [(wi,k/a)ﬁ — (W k—1/c)

oo (2) 11

i=1 | k=1 r {(tuk/a)b - (ti,kfl/a)b}

X exp { (“’a"ﬂ , 9)

where N = """ | n; is the total number of observations, ¢; o = 0 and w; o = 0 for all i, and 6 = (a, b, a, 3)
denotes the vector of the TG parameters.

We now assume that the analyst possesses prior information on the sign of the (possible) correlation
between AW [T'(w), T(w) + At] and T(w), given generic values of w and At, and on the sign of the
correlation between AW (¢,t+ At) and W (t), given generic values of ¢ and At. Thus, taking into account
the relationship between the correlation sign and the behavior of the age and state functions, the analyst
is able to formulate a prior information on the shape parameters b and . In particular, referring to 3,
the analyst can pick one of the following assumptions:

1. no information is available on 3, and then the vague prior g(3) < 1/ is used;

2. the correlation between AW (t,t + At) and W (t) is known to be positive, and then the following
Beta prior is used:

prta—-prt
9(B) = #,

B(p.q)
whose parameters can be obtained once a prior mean and variance on 3, say E{8} = p/(p + q)
and V{8} = pq/ [(p +q)2p+q+ 1)}, are formulated. If the only prior information is that 8 < 1,
then the hyper-parameters p and ¢ can be both set equal to 0.5;

0<B<1; pg>0, (10)

3. the correlation is assumed to be null or weak, and hence the following gamma prior with mean
equal to 1 is used:

o0 =B

whose parameter p is determined on the basis of the prior variance V{8} = 1/p;

exp(—pB), B>0; p>0, (11)

4. the correlation is known to be negative, and then the following 3-parameter gamma distribution,
with unit location parameter, is used:

9(B) = Wexp [—¢(B-=1)], B>1; p,g>0, (12)

whose parameters can be obtained once a prior mean and variance on 3, say E{8} = p/q¢+ 1
and V{B} = p/q?, are formulated. If the only prior information is that 8 > 1, then the hyper-
parameters of (I2) can be set equal to p = ¢ = 0, so that g(8) < 1/(8 — 1).

Q@ COMPSTAT 2016
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The same distributions can be used as prior pdf on b, by denoting the prior hyper-parameters of g(b)
by r and s, in place of p and ¢, respectively, taking however into account that b < 1 implies a negative
correlation between AW [T'(w), T(w) + At] and T'(w), and b > 1 implies a positive correlation. Thus,
the Beta prior () has to be used when the correlation between AW [T'(w),T(w) + At] and T(w) is
known to be negative, and the 3-parameter gamma prior (I2) has to be used when the above correlation
is positive.

Finally, we assume that no prior information is available on the scale parameters, so that the vague
priors g(a) «x 1/a and g(a)  1/a are used. Thus, the joint posterior pdf of the TG parameters is then
given by:

7 (a,b, o, Blw) o L (w]6) g(b)g(8)/(a - o), (13)
from which the posterior pdf of any process parameter or function thereof can be derived. Note that the
posterior pdf (33) is always proper even if some of the prior pdf are improper.

The posterior predictive distribution of the degradation increment AW; = W (¢, ,,, + At) — W (t;n,)
of unit ¢ during the future time interval (¢; n,,tin, + At) given W(t; n,) = Wi n,, can be formulated as:

Faw. (5|w) = /5 / /b / 7 (@, b, 0, B1w) faw, (Slwin,) da db da B, (14)

yielding from (I):

s }n(ti,ni i +AE)—1

(07

win, + 532 { [, +8)/0)” + (win, /)
) r [77 (ti»ni ) ti,ni + At)]

xexp{— <wi’n&+6)ﬂ+ <w;n)5} (15)

Similarly, by using (B) with w = w4, instead of faw, (8|w; ;) in (), we can obtain the posterior
predictive distribution of the lifetime T of new units, say fr(t|w).

Faw Blu) = 2

4 The Markov Chain Monte Carlo procedure

The Bayesian inferential procedure presented in Section B could be implemented, in line of principle, by
adopting numerical multivariate integration that, however, is often unfeasible or highly time consuming
in the practice. Thus, in this paper we adopt an MCMC technique in order to reduce the computational
burden and thus the execution time of the computer code.

In particular, we use the software package OpenBUGS [], that implements different families of
MCMC algorithms, such as Gibbs, Metropolis and slice sampling. The adaptive Metropolis algorithm
[8] is here adopted because it typically provides good convergence characteristics in OpenBUGS also in
the presence of distributions not included in the software like the distribution of AW (¢t + At) in ().
We draw a four-dimensional vector sample of size M, say 0; = (a;,bj,0;5,05;), 5 = 1,..., M, from the
posterior pdf 7(a, b, o, Blw) in (I3), generated after a sufficiently large burn-in period performed to make
negligible the influence of the starting point of the numerical procedure. Convergence to the stationary
(target) distribution 7(a, b, o, Blw) of the Markov Chain is also monitored and assessed.

From the vector sample 8, the posterior mean and the (1—) highest posterior density (HPD) interval
of each parameter can be estimated: the former is given by the mean of the corresponding elements of the
posterior sample, for instance E{a|w} = [[* a - m(ajw) do = Z;Vil a; /M, while the latter is obtained
by ordering the posterior sample and selecting the shortest interval containing the fraction (1 — ) of the
sample.

The posterior sample of any function h(€) of the TG parameters, such as the residual reliability
Ry(T|wy) in (B) or the mean degradation E{W (t)} in (B), is simply given by h; = h(6;), j =1,..., M,
from which the posterior pdf, the mean and the HPD interval of such a quantity are easily obtained [d].
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By using the conditional distribution (@) of the degradation increment AW (t,¢ + At), given the
current degradation level w;, a posterior sample of the degradation increment is obtained. In particular,
by applying the method of composition (see, e.g., []), the conditional increment d,|wy, j =1,..., M,
given wy, is obtained by firstly generating a sample of size M, say z;jlw;, j = 1,..., M, from a gamma
distribution with unit scale parameter and shape parameter 7;(t,t+ At) = [(t+ At)/a;]% — (t/a;)b, and
then by transforming each element z;|w; of the pseudo-random sample by

03wy = o [z5]wn + (wi /)] — w,. (16)

From the posterior sample obtained from (I@), the posterior predictive pdf faw (¢,¢+as) (05|we), the
posterior mean, and the (1 — ) HPD interval of the conditional increment are easily derived.

Likewise, a posterior sample of the lifetime 7', say ¢;, j = 1,..., M, is obtained by first generating
a sample of size M, say u;, j = 1,..., M, from a Uniform standard distribution, and then by searching
the value of t; such that

IG [(wmaz/%’)ﬁj ;(tj/aj)bj]
T ((t;/a;)b]

—U; = 0. (17)

5 Numerical application

Let now consider the wear measures, given in Table [, of the liners of the 8-cylinder engine which equips
a cargo ship of the Grimaldi Lines. A total of 23 inspections were carried out during a total operating
time of 185,000 hours. Due to the caliper sensitivity, all of the wear measures are rounded up to the
nearest multiple of 0.05 mm. In Figure B, the observed paths are depicted, where the measured points
are linearly connected for graphical display.

This wear dataset was initially analyzed in [[1] under a pure age-dependent Markov degradation
model, thus assuming that the degradation growth during a future time interval depends only on the
current age of the unit, and not on the current state (the wear level). In Figure B (b) the empirical
point estimates of the process variance, for ten different values of ¢, are plotted. This plot clearly shows
that the variance of the observed process does not monotonically increase with the age t, as it should
occur in case of any pure age-dependent degradation process whose variance increases monotonically
with the age. Thus, a degradation model, which is not purely age-dependent, is required to adequately
describe the observed process. Note that, since the inspection times can vary from unit to unit, and
hence the wear measures generally refer to different operating time of the liners, the empirical estimate
of the variance is obtained by using an interpolation procedure at selected equispaced times as suggested
in [M. Afterwards, this wear dataset was analyzed within the TG process in [6] in order to illustrate

{ i1 w; 1 ti2 Wi 2 i3 Wi 3 i Wi 4
1 11,300 0.90 14,680 1.30 31,270 2.85

2 11,300 1.50 21,970 2.00

3 12,300 1.00 16,300 1.35

4 14,810 1.90 18,700 2.25 28,000 2.75

5 10,000 1.20 30,450 2.75 37,310 3.05
6
7
8

6,860 0.50 17,200 1.45 24,710 2.15
2,040 040 12,580 2.00 16,620 2.35
7,540 0.50 8840 1.10 9,770 1.15 16,300 2.10

Table 1. Wear w; ;, [mm] accumulated by liner ¢ up to the inspection time t; 5 [hours].
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a condition-based maintenance policy for deteriorating units. Maximum likelihood estimates were then
obtained.

In order to perform the Bayesian estimation and prediction procedure, we have to formulate the prior
information.

We then assume that the analyst, on the basis of similar wear processes that he has previously
observed, knows that the wear increment AW (¢, t+At) during a future time interval is strongly negatively
correlated to the current level W () , and that the wear process is age-independent (i.e., AW [T'(w), T'(w)
+At and T'(w) are uncorrelated). Thus, he chooses the 3-parameter gamma pdf (I2) with prior mean
E{p} = 3.0 and prior variance V{3} = 1.0 as prior distribution on 3, so that p = 4 and ¢ = 2, and
the gamma prior () with unit mean and variance equal to 0.5 as prior information on b, so that the
hyper-parameter of the gamma prior is r = 2.0.

The inferential procedure is based on N = 5 - 10° samples obtained by the adaptive Metropolis
algorithm implemented in the OpenBUGS software, with a burn-in period of 10° iterations and a thinning
interval equal to 100. The execution time of the OpenBUGS routine is about 1 hour and 15 minutes on a
notebook based on an Intel® Core™ i7 CPU@2.60GHz, showing the feasibility of the proposed Bayesian
MCMC procedure.

The posterior means of the process parameters are E{a|w} = 5092 hours, E{blw} = 1.611, E{a|w} =
0.764 mm and E{8|w} = 2.265, while the corresponding 90% HPD intervals are (1819 h, 8243 h), (1.110,
2.090), (0.330 mm, 1.182 mm), and (1.425, 3.053). For a comparative purpose, the ML estimates given
in [6] are @ = 5107 hours, b = 1.701, & = 0.750 mm, and 3 = 2.31, whereas the approximate 90%
confidence intervals based on the log-normal approximation for the distribution of the ML estimators of
the (positive) parameter are, respectively (1985 h, 13138 h), (1.077, 2.686), (0.322 mm, 1.746 mm), and
(1.305, 4.099). It should be noted that the HPD intervals of both b and S do not include the value 1, and
the lower limits are both greater than 1. This implies that the wear increment is negatively correlated
to the current wear level, but positively correlated to the current age. In addition, we note that all the
HPD intervals are narrower than the corresponding confidence intervals, thus showing how the Bayes
procedure based on informative priors provide more accurate estimates.

In Figure B the posterior mean and the 90% HPD interval of the mean and variance of the wear level
W (t) are depicted, and compared to the empirical estimates. We have that the posterior mean of the
mean wear E{W (t)} is very close to the empirical estimate, and the 90% HPD interval is very narrow
and includes all the empirical estimates. The posterior mean of the wear variance is able to describe the
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Figure 2. Observed paths of the liner wear (the measured points are linearly connected for
graphical opportunity).
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Figure 3. Empirical and Bayesian estimates of mean (a) and variance (b) of the wear process.
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Figure 4. Posterior mean of the residual reliability of liners #1, 5, and 6.

non-monotone behavior of the empirical estimates, but increases initially more quickly than the empirical
estimates and decreases quite more slowly. However, it should be considered that the empirical estimates
of the variance are based on a few number of “points”, and that the “points” are not observed but
obtained through linear interpolation of the observations.

Figure @ gives the posterior mean of the residual reliability (B) of the liners #1, 5, and 6, by setting
Wmaer = 4 mm. As it might be expected, the larger the current degradation level of a liner, the lower the
residual reliability of that liner.

In Figure B the posterior predictive distribution (IA) of the wear increment AW (¢; n,,tin, + At)
during the future time interval of width At = 20,000 hours, relative to the liners #3, 6, and 8, is
depicted. The dependence of the current age and current wear level on the growth of the wear process
is there highlighted. In particular, the wear increment relative to the liner #3 is much larger than the
increment of liner #8 because, although their current age is the same, the current wear level of liner
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Figure 5. Posterior predictive distribution of the wear increment during the future interval of
20,000 hours process of liners #3, 6, and 8.

#3, say w3 o = 1.35 mm, is smaller than the current wear level of liner #8, say ws4 = 2.10 mm, and
the wear increment is negatively correlated to the current wear level (the shape parameter 3 is larger
than 1). Likewise, the wear increment relative to the liner #6 is much larger than the increment of liner
#8 because, although their current wear level is about the same, the current age of liner #6, say tg 3 =
24,710 hours, is larger than the current age of liner #8, say ts 4 = 16,300 hours, and the wear increment
is positively correlated to the current age (the shape parameter b is larger than 1).

We have also predicted the lifetime of a new liner; the posterior mean is equal to 51,132 hours and
the 90% HPD interval is (39,189 h, 63,028 h).

6 Conclusions

In this paper, a Bayesian estimation procedure of the parameters of the transformed gamma (TG) degra-
dation process has been proposed, when physical /technological prior information on the correlation be-
tween the future degradation increment and the current state or age is available. Different types of prior
information, reflecting different information of the degradation process under study, have been considered
and briefly discussed. The posterior distribution of the parameters of the TG process, as well as of other
quantities of interest such as the residual reliability, has been derived based on a Markov Chain Monte
Carlo technique implemented in OpenBUGS. From these posterior distributions, point and interval es-
timates have been obtained. Prediction on the liner lifetime and on the degradation increment over a
future time interval has been also discussed. The proposed Bayesian approach and estimation procedure
have been applied to a real case study consisting of the wear process of the liners of the 8- cylinder engine
which equip a cargo ship of the Grimaldi Lines, thus showing the feasibility of the suggested Bayesian
MCMC procedure.
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Time series forecasting with a
learning algorithm: an approximate
dynamic programming approach
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Abstract. We consider the basic problem of re-fitting a time series over a finite period of time and
formulate it as a stochastic dynamic program. By changing the underlying Markov decision process we
are able to obtain a model that at optimality considers historical data as well as forecasts of future
outcomes. We design lookahead dynamic methods for the solution of our Markov decision process. By
recursively applying this idea over a range of future time periods, look-ahead dynamic programming
methods effectively react to changes in the data and consider the stream of future outcomes obtained
from our model decisions. These techniques give rise to models calibrated to historical data which at any
point in time would be optimally positioned to react to possible future data stream.

Keywords. Computational finance, machine learning, dynamic programming, time series

1 Introduction

Energy markets and their design are central to a broad social issue: providing efficient energy to sustain
economic growth around the world. Similarly, financial markets support economic growth of our expand-
ing global market economy. Debates on costs and remedies can improve if we could better predict pricing
of such markets.

From a different perspective, energy and financial market data present measurable outputs of complex
systems, and are valuable datasets to test algorithms that seek to predict social behavior. Market prices
respond to changes in the availability of raw materials and downstream refinement processes. They also
respond to geopolitical events and speculative behavior in markets. Thus, predicting such markets calls
for a variety of different techniques. In this paper we propose techniques similar to ensemble methods to
predict energy and financial market values. Such methods were used to solve the Netflix challenge and
achieved an unprecedented prediction rate of customer movie preferences on a massive dataset. Ensem-
ble methods, however, often involve combining and switching algorithms at random, or based on past
performance. We strive to find an informed way to choose methods, or combinations of methods, at a
particular point in time by understanding more about context. This may be accomplished by looking at
multiple intersecting, high frequency time series and better understanding the text surrounding a partic-
ular moment, as text reflects geopolitical events, overall sentiment, and broader trends in populations. It
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may also involve making predictions about the future using a model, letting a view of the future inform
the choice of method in the present.

Time series analysis and external forces.

Historical data is used in time series analysis to model their stochastic mechanism and predict their
future value [T2]. The complex and chaotic nature of the forces acting on energy and financial markets
tend to defeat the predictive time series systems at critical or extreme events. For example, during the
past 120 years we have faced a steady stream of financial and banking crises, stock market bubble bursts,
and credit crunches that seem to happen ever more often [I6, 26]. Likewise, electricity markets exhibit
random spikes in spot prices with potential disastrous results to those involved who are not properly
protected |9, MM]. The effects of these catastrophic events are exacerbated by the fact that our time
series analysis tools often fail to anticipate sudden changes in data, leaving participants exposed to huge
losses. The ramifications of these losses have enormous economic and social impact [IR, [1].

On the one hand, current theories for financial crises are based on behavioral considerations such as
herd behavior [I3, B, positive feedback in multiple Nash equilibria from coordination games [2Z], and
on models that analyze the economy as a complex adaptive system with a network structure governing
the interaction of its players [20, 2, B] On the other hand, energy market prices are influenced not only
by seasonal fluctuations but by local weather, temperature, wind, local cost and availability of fuel, war,
competition, regulation, and other socio-economic factors [d, IH, [d]. These developments give strong
indication that in order to obtain better forecasts for energy and financial markets we should consider
alternative data sources with social and text based information.

Our goal is to develop context-based, dynamic stochastic systems capable of fitting time series to data
by combining time series methods with forecasting data obtained from social and text based datasets. In
this paper we focus on the dynamics and develop stochastic dynamic programming algorithms that fit
time series model (or combination of models) to an energy dataset by relying on the use of an external
forecast for future values. This external forecast function relies on exogenous information capable of giving
a good forecast with some accuracy. In future research we plan to consider external forecast functions
based on sparse data obtained from text and sentiment analysis of energy-related (more generally, time
series-related) datasets.

2 Time series approximation as a stochastic dynamic program.

Time series methods commonly used to fit financial prices and electricity futures regress structural models
on historical data with the goal of obtaining functions capable of forecasting future values with some
performance guarantees [, B, Z1]. By relying solely on historical data these techniques fail to consider
possible future outcomes generated by the model and its implications on the model itself. From the
point of view of dynamic programming, these time series model selection processes form myopic policies
that lack the forecasting power attained by looking ahead into future outcomes [24, B]. In general, these
myopic policies do not easily adapt to extreme changes in the new data, requiring constant calibration
in order to fit the model properly.

In the following we describe a controlled Markov decision process and show how the common method
of fitting time series is a suboptimal policy solution for this.

A controlled Markov decision process.

We define a controlled Markov decision process and introduce our notation based on the presentation of
[iC7, 7). Let (S, Bs) and (A, B.4) be Borel spaces. We call S the state space and A the action space. To
each state s € S we associate a set of admissible actions A(s) C A in such a way that the map s — A(s)
defines a measurable multifunction. We call the multifunction A(-) an action set and define its graph as

graph(A) = {(s,a) e S x A|a € A(s)}.
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Let P denote the set of probability measures on (S, Bs) endowed with the usual weak topology. A
controlled kernel is a measurable function @ : graph(A) — P. So, for every state s € S and action
a € A(s) the value of (s, a) is a probability measure on the state space (S,B4). This can be interpreted
as the probability of reaching a state given that we are in state s and take action a € A(s), which for a
Borel set B C S is denoted by Q(B|s,a). A cost function is a measurable function ¢ : graph(A4) — R.

Our controlled Markov model has a state pace S, an action space A and sequences of action sets Ay,
controlled kernels @, and cost functions ¢;, t = 0,1,2,.... A Markov policy (or simply a policy) is a
sequence of measurable functions 7, : S — A, such that m(s) € Ai(s), foralls € S;and allt =0,1,2....
A Markov policy is stationary if m = mg, for all t =1,2,....

In this paper we assume that the initial state sq is fixed.

Let IT be the set of all policies. Each policy results in a cost sequence that we could optimize. The
classical finite horizon expected value problem looks for the policy 7* = {x{,...,mn_,} that minimizes
the expected sums of cost:

T—1
min B ; ct (se,me(s1)) + er(sr)| (1)
where m = (7, ...,mr—1) and ¢y : S — R is a measurable function of final cost.

Under some reasonable assumptions problem () has an optimal Markov policy that can be described
by the famous Bellman’s dynamic programming equations, see [Z5].

Traditional time series approximation.

In this section we state the traditional method of time series forecasting as a controlled Markov decision
process.

Let (92, F, P) be a probability space with o-algebra F and probability measure P and consider a real-
valued stochastic process {X; |t =0,...,T} of which we know its initial value, i.e. Xo = {¢o}, where ¢
denotes the constant function with value ¢o. Our objective is to forecast {X;} with a time series model
(9, P), where P = {Py : § € O} is parameterized by © C R%. For example, P could be the set of all
autoregressive models of order p given by 7y = ¢o + ¢171—1 + - - - + dpri—p + €, where {¢;} is a Gaussian
noise series of mean p = 0 and variance o2. In this case © = {(¢1,...,¢p) | ¢1,...,0, € R} = RP, since
¢o, i, and o? are fixed.

We define a dynamic programming problem based on the natural sample filtration Fy C --- Fp C F
on (). This standard construction is detailed below.

Define the set of admissible states at time k = 0,...,T as the set Sy of all sample sequences xg, . .., Tk
of the stochastic process {X;}. Let & = Utho S: be the state space and A.(s) = O,Vs € §,t =
0,...,7 — 1. Our intention is that at any state and time our action selects a time series model from

O to approximate the observations. For ¢t = 0,...,T — 1 and a state-action pair (s,a) € graph(A;) we
define the controlled kernel Q:(s,a) as the probability measure induced on S by random variable X; 1.
Notice that kernel Q;(s,a) does not depend on the selection of model a = (¢1,...,¢p). In other words,
our current approximation does not have any influence on the observed random process.

At time t = 0,...,T — 1, for (s,a) € graph.4; we define the cost function ¢;(s,a) as the result
of a (predetermined) goodness of fit test for the observations s = (zo,...,2;) and the model selection
a=(¢1,...,¢Pp). At time T the cost function does not depend on actions so it is denoted as a function
of S, er(s), Our method prefer smaller values and this should be reflected in the choice of cost function,
so smaller values of ¢;(s,a) should reflect a “better” fitting model. For example ¢;(s,a) could be the
result of the Akaike information criterion on (s, a). Alternatively, we could use the Kolmogorov-Smirnov
statistic against the proposed model a or a truncated mean squared error of (s,a) (truncation is necessary
to satisfy the optimality requirements for Bellman’s equations). The choice of cost function depends on
the application at hand.

Q@ COMPSTAT 2016
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Conditions for optimality and Bellman’s equation.

With these definitions we consider the corresponding finite horizon expected value problem described by
eq. (M). In order to guarantee a solution we require the following conditions to be satisfied for every
t=0,...,T—1:

(i) For every s € S, the set A;(s) is compact;

(ii) For all s € S, the cost function ¢ (s, -) is lower semicontinuous;

(iii) Let Py be a fixed probability measure on (S, Bs), where Bs denotes the usual Borel o-algebra on
S. For every measurable selection a;(-) € Ai(-), the functions s — ¢;(s,a:(s)) and cp(-) are elements of
L1(S,Bs, Py);

(iv) The stochastic kernel function Q:(s,-) is continuous.

Under these conditions eq. () has an optimal solution in the form of a Markov policy »* [25, d].
Moreover, the Principle of Optimality states that there exists a policy that is optimal for every state
[5, p. 87]. Such an optimal policy 7* for (II) minimizes the time aggregated error (as measured by our
goodness of fit test) over the time horizon [0,7] but also stays optimal at every time ¢. This means that
at time t and state s, the optimal policy 7* will pick the model given by the parameters a = (¢1,...,¢p)
that fits the observed samples better (according to the criterion stated by the cost function) but also fits
optimally the future stream of possible observations. We can see this by analyzing the optimal policy 7*
obtained from the set of Bellman’s equations stated below.

Consider the value functions v; : S = R, t =1,...,T, given recursively by:
vr(s) = er(s), s €S, (2)
ve(s) = II:‘iI(l ){ct(s,a) +Evit1|s,al},seS, t=T-1,...,0, (3)
acA¢(s

where E[ - | s,a] is the expected value subject to the probability measure given by the kernel Q(s,a).

Then an optimal Markov policy 7* = {n{,...,7}._;} exists and satisfies the equations:
7 (s) € argmin{ci(s,a) + E[viy1]s,a]}, s€ S, t=T-1,...,0. 4)
a€A(s)

Conversely, any measurable solution of egs. () to (d) is an optimal Markov policy 7*.
Looking closely at the expectation terms in eqs. (#) and (B), we realize that E[v|s,a] = E[v]s,a’],
for any value function v and any (s,a), (s,a’) € graph(.A). This means that eq. (d) can be rewritten as

7 (s) € argmin{c(s,a)}, s€ S, t=T—-1,...,0. (5)
a€A(s)

This implies that optimal policy 7* is purely myopic in the sense that it completely disregards any
information about future outcomes and bases its decision entirely on historical data. This policy is the
customary method of fitting time series models and it leads to the loss of any meaningful information
about the future time series. In the next section we propose a new time series fitting scheme that
eliminates this problem.

3 Lookahead policies for time series approximation.

To overcome limitations imposed by myopic policies, we propose look-ahead dynamic programming meth-
ods for time series model selection and updating process. Under this paradigm we leverage dynamic
programming methods that rely on historical and future outcomes to obtain model selection policies.
Unlike traditional time series methods, solutions obtained from dynamic programs are not simple model
parameter solutions but policies that describe each action to take (or in our case which time series model
to consider) under possible data outcomes. By recursively applying this idea over a range of future time
periods, look-ahead methods effectively react to changes in the data and consider the stream of future
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outcomes obtained from our model decisions. These techniques give rise models calibrated to historical
data which at any point in time would be optimally positioned to react to possible future data stream.

In order to design our look-ahead dynamic programs, we need to describe the Markov decision process
we intent to follow as well as describe the means to evaluate and measure future contributions of current
model decisions. We do this in the following subsections.

A controlled Markov decision process for lookahead time series
approximation.

We consider an extension to the Markov decision process described in Section B. Consider the same
(Q, F, P) probability space, real-valued stochastic process {X; |t =0,...,T}, and natural sample filtra-
tion Fo C -+ Fp C F on . As before, we aim to forecast {X;} with a time series model (2, P), where
P = {Py : § € O} is parameterized by © C R9.

Let Sy = {(z0,0,0)} and define the set of states admissible at time ¢t =1,...,7T by

x; is an observation from X; obtained at time ¢,

St =< (x4, he—1,0t-1) | hy =x0,...,x4—1 is a sample sequence of {Xk}f;:lo,

Oi—1 = (¢1,...,¢p) is a parameter from ©

At time 0 < ¢ < T, we interpret the state s; = (x¢,hi—1,0,—1) € S; as being the current observation
x; at time t together with the history h;—; of previous observations. Coordinate 6;_; describes an
approximation to X; from parameterized space P. As before, let S = Uf:o S; be the state space and let
A(s) =0,Vs € S, t =0,...,T — 1. This means that at any state and time we are allowed to select a
time series model from © to approximate our current and past observations.

Fort=0,...,T—1 and a state-action pair (s, a) € graph(A4;) we define a controlled kernel Q;(s, a) as
the probability measure induced on S|, := {(z,h,0) € S | § = a} by random variable X, and extended
this the whole space S. Notice that kernel Q(s,a), where s = (x4, h;—1) only “adds weight” for the
measure to elements of the form (z41, ht,0¢) € S such that hy = hy—1, 2, and 6; = a.

Let s; = (x4, ht—1,0;—1) and hy—q = 20, ..., 2¢—1. At time t =0,...,T — 1, for (st 6;) € graph A; we
have a cost function c¢;(s, 8;) = v(s¢,0¢) + 1 d(st, 0i—1,0;), where v(s¢, 0;) is the result of a goodness of fit
test for the observations zg,...,z¢_1,z; and the model selection given by parameter 6, € ©. We define

0(st,0i—-1,0) :=1—exp {f/\ |IEI[P9t | Zo, ..., @1, 2¢] — E [Pgt_1 | o, .. ,wt_l,:ct] |}, (6)

where Py, denotes the random variable given at time k by the time series model obtained from parameter
0r. The constants r, A\ > 0 are scaling factors used to balance the penalty imposed by § on the cost
function. Basically, § adds a penalty for changing “too much” our previous model selection. An example
of a cost function is given by:

cl(@e, hie1,0i-1), ;) = AIC (0 | hy—1, 1) + 7 (1 —exp {=A |E [P, | he—1, 2] —E [Po,_, | hee1,24]|}),
7

where 7, A > 0.

Bellman’s equations and the need to look ahead.

Under the conditions stated in section B the finite horizon expected value problem from eq. (O) is
guaranteed to have a solution via the corresponding the Bellman’s optimality equations. Of these, the
continuity and boundness properties of the cost functions depend on the time series model parametrized
space. In general, we can say that these conditions are not to stringent and should be met by a wide
range of applications.

Applying Bellman’s optimality equations eqgs. (B) to () gives an optimal policy 7*. Unfortunately, the
dependance on future streams of data imposed by the changes in the cost function renders it impossible
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to be able to obtain the value functions necessary for the definition of the optimal policy. For this reason
we resource to look-ahead policies that “capture the effect of decisions now by explicitly optimizing in
the future using some approximation of information that is not known now” [24, p. 222]. In order to
design our look-ahead dynamic programs, we need to describe the means to evaluate and measure future
contributions of current model decisions. We do this by defining contribution functions that evaluate
time-marginal contributions of each decision against its impact on some data forecast.

Selecting the data forecast is a crucial step to our methods. It is clear that our forecast must consider
historical data; but relying solely on this would give rise to dynamic “look-ahead” methods that effectively
fail to look into the future. In order for our methods to succeed, we need forecasts that rely not only
on historical data but on alternative data sources with observed predictive qualities to our selected data.
The purpose of this paper is the initial exploration of these ideas and as such we rely on a simple forecast
obtained by adding white noise to the actual data. Future contributions will be tailored to develop the
necessary theory and methods to use forecasts obtained from external sources such as text and sentiment
analysis of related data. This is particularly appealing when dealing with applications to financial and
energy markets due to the large volume of data easily available and ready to mine for sentiment.

The lookahead method.

Assume that at time ¢ we have access to forecast random variables
XttH, ceey Xf+h, which are discrete approximations to X;11, ..., Xi1n, respectively. Each of the forecasts
induces a discrete probability measure on S. In practice we expect the forecasts to be finite random
variables with very few atoms. This has the effect of significantly reducing our calculations, but at
the expense of having coarse results. The idea of the lookahead policy is to make a decision at time
t by solving an approximation (given by the forecast functions) of the whole problem over the time
window t,t+1,...,t+ h. At time t after solving the approximation problem, we obtain a value function
approximation 7; : S — R which we use at the end of the algorithm to define a suboptimal policy.
Suppose we are at time 0 < ¢ < T — 1 and let 9;(s) denote the approximation to the value function
at state s. We obtain 9;(s) by solving

Vy(s¢) = . ef{lqif(ls ){Ct(stvat) +E 041 ] 56, ae]} (8)

where ¥4 is the random variable of the total value accrued over the next h stages as given by the forecast

~ ~

random variables X/, ,,..., X} ,. That is,

E [0t 41| 5¢, 4] =

Es min Ct+1(8t+1, at+1) +E¢ min {Ct+2 (St+2, (lt+2) + -
Xt at+1€A41(Se+1) Kot at42€AL42(5t4+2) (9)
Tt Egt N min {ct4n(Stths @tyn)} | St4n—1,014n-1 | St Gt Sty At |
tholaryn €At n(Sttn)

where E}?Hi is the expectation taken with respect the random variable approximation XtJrQ. This is
a multistage stochastic optimization problem and its solution depends on the properties of the random
variables, cost functions, and approximations. In the best case we could obtain a convex optimization
problem which can be solved solve via specialized methods.

We could further simplify our method by keeping the model selection (action a; € A(s:)) over the
whole approximation time window. This would remove the penalty for changing models d;+i,i = 1,...,h
during the approximation, but the penalty remains in effect at the time of selecting a next model for the
calculation of 9;y1. Doing this simplification seems natural since we would be considering the stream of
cost attained in future times in case we do not change the model selected at time t. To do this we replace
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eq. (8) by
E 0441 ] 5¢,ae) = Eg .. [Ct+1(5t+17at) +Eg,., [ceg1(Sea2,ar) + -+

-I-E)?Hh [cern(Stvn,ae) | Sepn—1]--- ‘ 5t+1] ’ 3t:| . (10)

This allow us to obtain a scenario formulation of eq. (8) via the use of nonanticipativity constraints:

h
min Eg - § :Ct (Soai s
lltEAt(st) Xttt Xetn ll_o +1( +1 )

(11)

s.t. St44 = E |:St+i Xt+ii| 5 1= 1, ey h.

There are many specialized methods that we can leverage to solve eq. (), particularly if this is a convex
optimization problem.

In this way for every t = 0,...,T — 1 we obtain 9:(s), Vs € ;. This can easily be done if the state
space is finite or if we are willing to consider a discretization of the state space. In case the state space is
infinite, we need to use more sophisticated methods to obtain our value function approximations. These
methods include the use of basis functions, kernel regression, radial basis, and Dirichlet clouds (see [24]
for a in-depth treatment of many of these techniques).

Monte Carlo method.

The Monte Carlo algorithm runs iteratively a prefixed N number of times and on each iteration it cycles
over time periods ¢ = 0,...,7. The output of the Monte Carlo algorithm are functions V; : S — R,
each approximating its corresponding value function v;. At each iteration we obtain a new value function
approximation 0;',¢t = 1...,T where we use a sample path of observations and the old value approximation
0y 1. We do this by selecting a convex combination of the old value approximation and the new one.

The convergence of algorithm B depends on the properties of forecasts )A(Hl, ceey XHh and on stepsizes
{an}gzo. In general it’s extremely difficult to obtain bounds or guarantees of convergence for a small
number of Monte Carlo samples. If we allow infinitely many iterations of algorithm B, then we consider
nonnegative stepsizes {a,}ro, such that > 02 a, = oo and Y oo ((ay)? < oo [24, p. 437]. These are
basic requirements for the convergence of many different Monte Carlo algorithms with step sizes and it
is only natural to require it.

Other methods.

The core of our method lies in selecting suitable value function approximations and forecast functions
capable of capturing time series “intent” in our applications.

The selection of approximation method is critical due to the large volume and high frequency of our
data. As is common in other applications with big amounts of data, any approximation method requiring
more than linear time and space might prove to be infeasible for very large problems. For this reason
it makes sense to focus on approximation schemes of linear nature such as finite look-ahead, linear basis
function, and piecewise linear approximations.

The methods described so far are tailored to combine data from alternative data sources with financial
and economic historical data-driven time series models. We expect these methods to give rise to historical
data fitted models capable of following trends and reacting to changes outlined by the alternative data.

This leads to the creation of new time series methods obtained through the combination of multiple
time series models via dynamic programming. Another way to combine time series is using an expert
weighting algorithm which selects the most appropriate combined algorithm in every time period based
on the performance of each method. This algorithm has its roots in the weighted majority algorithm
introduced by Littlestone and Warmuth [23], and applied to the financial domain by Creamer and Freund

(o).
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Monte Carlo Algorithm
Step 0 Initialize vY(s), Vt, s, select an initial state s} and set n = 1.
Step 1 Fort=0,...,T do:

1. Update the state variable: Observe a value z of the stochastic process, let s} be

obtained from z}, and model selection at ¢t — 1, and get forecasts X7 ,..., X/ ,.
2. Solve
of = min  {e(sy, ar) + E 041 | 87, ae) }
at€A¢(s}?)

as described by eq. (). Let a} be the obtained optimal solution to the minimization
problem.

3. Update the value function approximation 17?_1‘

50 (s) (1 — 1) H(8) + 107, if s = s7,
S) =
o 1(s), otherwise.

Step 2 Let n=n+1. If n < N, go to Step 1.

Step 3 Return the value functions {T){V ‘ t=20,1,... ,T}.

4 Numerical results

We applied our methods to a dataset of natural gas prices. On this dataset we ran a series of experiments
with different time series models. The models considered are ARIMA, suppor vector machine (SVM),
and random forest (RF). We compared these against a logistic regression benchmark. We also considered
an application of the expert weighting algorithm applied to the financial market by [IT].

In order to evaluate our experiments we made a number of simplifications. The forecast functions
were obtained by adding white noise to the actual “future” values. In this way we are able to test our
models in the case where the forecast is consistent with the forecasted data. The other simplification we
made was to consider only the path generated by the data we had (so we didn’t need to generate policies
for all the state space).

Figure M-a shows comparisons between benchmark traditional (static) time series methods and our
dynamic programming approach for RF, SVM, and ARIMA. Figure I-a also includes a logistic regression
benchmark (traditional time series) and the expert weighting algorithm where the “experts” are the
dynamic versions of RF, SVM, and ARIMA. The expert weighted forecast shows an improvement in
relation to ARIMA, and have similar results to SVM. However, RF outperforms it. The dynamic version
of ARIMA is only slightly better than its benchmark. Figure O-b shows the evolution of the weights
obtained from the expert weighting algorithm at every time step.

In our experiments we significantly beat the non-dynamic benchmarks consistently. These results
show that dynamically combining historical methods with data forecasts have a huge potential of giving
improved methods of forecast and approximation of time series. Based on these encouraging results
we plan to continue further research in this direction. Future work focus on studying the statistical
properties of our dynamic methods. We also plan to develop better approximation methods to solve the
time-consuming dynamic optimization process that we obtain from our dynamic modeling.
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[A. Mean square error (MSE) of dynamic and static (benchmark) methods]
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Figure 1. Mean square error (MSE) of the dynamic and static (benchmark) methods (A) and
weights from the expert weighting algorithm of the dynamic methods (B). RF and SVM stand
for random forest and support vector machine respectively.
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Abstract. In regression analysis, stochastic models are often constructed to model relationships between
outcomes and explanatory variables, and we derive statistical interpretations for data based on these
models. However, if we use only linear regression models, constructing a true model reflecting actual
characteristics can be difficult. A tree-structured approach is recommended, such as classification and
regression trees (CART), which develops a tree and provides an interpretation of the data based on the
fundamental model derived from the tree. Random Forest (RF) involves an ensemble learning method
based on the trees and can predict outcomes more precisely. However, RF cannot provide a tree-structured
model for interpreting the data. Here, a nonnegative garrote (NNG), a shrinkage estimator, is examined,
and trees garrote (TG) is proposed as an adjustment of RF based on NNG. Some shrinkage estimators
for ensemble learning are reported to yield better predictive performance. In addition, TG can lead
to tree-structured models that are useful for interpretation of data. Simulation studies show that the
proposed method is highly accurate predictively. Finally, two case studies of diabetes and prostate cancer
data illustrate descriptive features of tree-structured models based on TG.

Keywords. Tree-structured approaches, Ensemble learning, CART, Random Forest, Nonnegative gar-
rote

1 Introduction

In a regression analysis, a stochastic model is often constructed to the relationship between an outcome
and explanatory variables, and we derive statistical interpretations for data based on this model, but
when there is one response variable with multiple explanatory variables, it is rarely possible to describe
real phenomena with linear regression models. If we use only such models, then formulating an accurate
model reflecting particular characteristics can be difficult. In general, mechanisms of events occurring
behind real data are often non-linear. To say that the non-linear so that there is a variety of non-
linear model, considering this circumstance, we must depart from the traditional paradigm of linearity
in creating models. In addition, an approach that is easy to interpret and flexible to construct a model
based on the data is required not only to predict a response variable but also to identify factors that is
useful for interpretations.

As alternative methods for fulfilling these requirements, we recommend tree-structured approaches
that develop a tree structure and derive interpretations of the data based on the fundamental model
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derived from the tree. A typical useful method for the tree-structured model is classification and re-
gression trees (CART) [M]. A tree-structured model was constructed using the subspace of outcomes
divided by some cut-off value of explanatory variables within the sample space together with estimates of
corresponding parameters on each subspace. Moreover, this model can be expressed as a tree containing
nodes with child nodes determined by values of selected explanatory variable and terminal nodes that
express the subspace of outcomes. Based on the graphical interpretation of the potential relationship
between outcomes and explanatory variables for given data, we can derive insights related to the factors
and their interactions affecting the outcome.

Noteworthy, ensemble learning methods, studied primarily in connection with machine learning, have
been incorporated into the tree-structured model. Random Forest (RF) [2] involves an ensemble learning
method based on trees and can predict outcomes precisely. On the other hand, RF cannot suggest one or
a few trees for exploratory interpretation of data. Especially, in terms of the interpretability viewpoint,
RF is often criticized on the grounds that hundreds of trees with many nodes are involved in the regression
model, resulting in regression relationships that are difficult to visualize [8].

From that viewpoint, rule ensembles that use shrinkage estimators have been proposed [@]. This
method uses a least absolute shrinkage and selection operator (LASSO)-type penalty [H] on the coefficients
of each rule in RF, rendering RF more interpretable by reducing the very large number of rules in the
hundreds of trees that RF requires. However, we cannot obtain more detailed information concerning
the relationship between an outcome and explanatory variables based on trees such as CART. Hence,
we want to select one or a few representative trees from the hundreds of trees in RF for interpreting the
data.

To attain both predictive accuracy and interpretability, we propose trees garrote (TG) as a new
tree-structured model with high predictive accuracy and that is interpretable through one or a few
representative trees. We examine nonnegative garrote (NNG) [6], a shrinkage estimator, and formulate
TG as an adjustment of RF based on NNG. In our technique, entire trees are removed or weighted by
penalty, and a prediction is represented as a weighted average of predicted outcomes of remaining trees.
An adjustment of RF based on LASSO is reported to yield better predictive performance [[@]. In addition,
for interpreting data, TG can lead to useful trees selected from RF by the NNG-type penalty. We consider
a few trees with high-order weights as representative trees and can visualize these trees for interpretation.

We describe the notation and algorithm of TG in Section 2. We evaluate the predictive accuracy of
our proposed method through simulation in Section 3, and we examine case studies using our proposed
method in Section 4. We summarize our conclusions and futher discussion in Section 5.

2 Trees Garrote method

In this section, we examine RF, NNG, TG notation, and the procedure for creating trees.

Random Forest method

[?] formalized the concept of an RF with hundreds of trees as a predictor consisting of an ensemble
of classifiers {h(x;0,),b = 1,...,B}, where « is the P -dimensional explanatory variable vector and
60 = 0y,...,0p are independent and identically distributed (i.i.d.) probability vectors with information
involving split-rules of each classifier. h(x;0p)’s are CART-like structures. Denote the data as (y,x),
and assume n samples are obtained as (y1, 1), ..., (Yn, Tn), where y is a one-dimensional outcome (real
number).

The tree-structured model of RF ensembles the classifiers as the average of ﬁ(a:, 0y) constructed by
B times bootstrapping from the given data, described as follows:

1 o
fre =5 h(x:6). (1)
b=1
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For decreasing the prediction error (i.e., improving prediction accuracy), the RF procedure has two
important aspects, as follows:

1. To reduce prediction error of each classifier, each classifier is larger than original CART, and these
classifiers are not pruning of some nodes because of constructing them more adaptively for each
bootstrap sample.

2. To obtain the lower correlation between classifiers, the classifiers are constructed using different
procedures by adding two random selections as follows:

a) Each classifier is constructed from a bootstrap sample from the given data

b) Each node of the classifier is divided by a best split value among the explanatory variables
selected at random.

Non Negative Garrote method

The NNG estimator was introduced by [B] as a shrinkage estimator that both shrinks and zeroes coefli-
cients estimated with regression analysis. Ridge regression is a traditional shrinkage estimator in terms
of reducing variance and/or resolving multicollinearity [g].

NNG estimators are intended to obtain a more robust estimator. When we get the original estimated
coefficients {,6’1,}6D with explanatory variables @ = z1,...,zp based on a regression model, these are
optimized by the NNG estimator {c,}{’, estimated under the following conditions:

N P 2 P
(e} = arg {mi}r}) Z (yn — BB — Z%B;ﬂﬁnp) subjet to Z cp<sandc,>0,p=1,.., P, (2)

PI1 n=1 p=1 p=1

where s is the shrinkage parameter. Comparing NNG with ridge regression, the differences are c, >
0,p = 1,..., P and replacing the sum of the absolute value of parameter distance (I; norm) penalty with
the sum of the square value of parameter distance (l2 norm) penalty. However, the transition of each
coeflicient dependent on the shrinkage parameter is decidedly different; in other words, many coefficients
are estimated as zero, and many variables are removed from the model. Generalized cross-validation or
k-fold cross-validation is used to estimate s.

There are other methods used as shrinkage estimators. [6] proposed the LASSO, which puts no limit
on the values of parameters, and [i0] proposed the elastic net, which uses a linear combination of the Iy
and lo norm as the penalty. [[7] proposed an adjustment of RF based on the LASSO.

Notation of Trees Garrote

TG makes an adjustment by adding NNG to ensemble trees in RF. The explanatory variables x,), in (2)
are replaced with the tree-structured classifiers h(x; @) created by RF. The coefficients of each classifier
are estimated using the following equation:

N B 2 B
{Eb}lB = arg {1211}1}3 Z (yn - Zcbh(x,Hb)> subjet to Z cp=1landc, >0,b=1,...,B.
bIT =1 b=1

b=1

Here, let the coefficients {B\b}g in (B) to be defined as B\o =0, B\b =1,b=1,..., B, because the ensemble
procedure in RF is constructed based on the equally weighted mean value of all classifiers outcomes. As
an additional assumption, in the case of the ensemble procedure in TG, the shrinkage parameter s in (2)
is fixed at one; hence, the optimized value of s is not estimated because sufficient accuracy for prediction
can be maintained even with s = 1 and there are disadvantages in implementing this estimation in terms
of the computer load. [B] offers the same recommendation from a different viewpoint.
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The tree-structured TG model is constructed as follows:

B

fra =Y Gh(x,0) (3)

b=1

Figure 1 shows a flow chart for constructing a TG model.

Random Forest

Bootstrap sample
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i oftrees
i Felling
Bootstrap
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Random selection 0 stepwiss
back-forward 3
Nt=10 /4

of variables for

Trees Garrote

separating sample
M = int(Vp)

Figure 1. A flow chart of Trees Garrote

Algorithm of Trees Garrote. The details of the TG algorithm are as follows:

1. According to random sampling with replacement from all sample L = {(y,,x,);n=1,..., N} (i.e.,
bootstrap-resampling), bootstrap-samples {Ll()?ot, b=1,...,B} of sample size N are created.

2. Based on the B bootstrap samples, B trees constructed as CART-like structures {h(x,8s),b =
1,..., B} are created based on RF methods. Here, we set up the RF parameters as follows:

a) Let the number of randomly selected variables M from explanatory variables {x,,p=1,..., P}
intended to search for the best split value for branching off the nodes (separating sample)
be defined as the maximum integer that does not exceed v/P. A best split variable is de-
cided from M explanatory variables and this value is selected from observed values of M
explanatory variables.

b) Set the maximum sample size in each terminal node N; to ten, that is, if the sample size in

a node is less than ten, this node is treated as a terminal node and not be further divided.

TG3. Finally, the ensemble trees (B) are constructed using TG such that all classifiers {h(x,8p),b =
1,..., B} are weighted (i.e., & > 0) or felled (i.e. ¢, = 0) by NNG.

Discription Procedure of Tree-Creating.

TG can lead to useful trees for data interpretation. We regard a few trees from TG as representative
trees and visualize these trees for interpretation.
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Selection of the representative trees. We can ecasily assume that a few trees with the largest
weights ¢, in (B) contribute most to the prediction. Therefore, in TG, we regard such trees with high-
order weights as representative trees and can visualize the trees as CART-like structures. This can be
seen as a proposal to rank the trees in RF by their contribution to the predictive performance. If we use
other shrinkage estimators in place of NNG, for example, the LASSO or the elastic net, then negative
¢p’s are included, and ranking the trees becomes difficult. Actually, [[@] can not show the representative
trees based on LASSO-RF because it is difficult to use LASSO’s coeflicients including negative value for
selecting the representative trees.

Pruning a tree for interpretation. When a tree is selected from RF, it is usually too big for
data interpretation. The tree requires pruning of some nodes and reconstruction to a smaller tree with
improved data interpretability. This pruning procedure is performed after selection of the representative
trees. we also consider to select the representative trees after all trees is pruned, however don’t do that
because the trees is not represent from TG model, that is, all pruned trees is not contained in the TG.

Let a measure of the non-uniformity in a node be defined as the standard deviation (SD) and standard
error (SE) of the sample included in the node. The SD and SF in a node are estimated using out-of-bag
samples as follow:

where nyop is the number of data included in the node. A bootstrap-sample is used in RF to construct
a tree. On the other hand, in the original sample, there are leftover samples, called out-of-bag samples,
from the bootstrap sample. Such out-of-bag samples are not used for creating the tree; hence, we can
use them to estimate SD and SE values in each tree node.

Let the pooled SD of two child nodes as terminal nodes are defined as SDjo01cq, and let the SD and
SFE of a parent node of these two child nodes be SDp and SEp, respectively. Two child nodes are pruned
and the parent node is designated a terminal node, when SDp, SEp and SDpeicq satisfy the condition

SDp — SEp < SDpooled~

When there are no out-of-bag in two terminal node, then they are pruned. However, the out-of-bag
sample contain around 30% of all sample, therefore the estimation of SD and SE by using out-of-bag
sample is more evaluable than using 5 or 10 fold cross-validation (when 5 or 10 cross-validation is used
to estimate SD and SE, 20% or 10% of all sample are evaluated, respectively).

Number of representative trees. It is important to decide how many representative trees we
need to interpret the data. In this paper, we determine those trees by comparison with the CART model,
because CART is the most popular method for constructing a tree for interpretation. The one standard
error (1 SE) rule are used for selecting the optimal CART model. The SE is estimated by ten-fold
cross-validation. We take the mean squared error (MSE) between the original and predicted outcomes as
a measure of the predictive accuracy of the model. Let the predicted value of the representative trees be
the mean of the predicted values from all representative trees, and when the trees are increased one by
one according to the order ¢, the number of representative trees is defined when the following condition
regarding MSE is satisfied for the first time:

MSE(CART) > MSE(mean(Representativelrees)).
This inequality has an aim that Representative Trees has predictive accuracy which is not inferior or

at least the same accuracy than CART, and therefore we can compared representative trees with CART
about interpretability for data.
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3 Simulations for Predictive Accuracy

We evaluate the performance of TG and RF in terms of predictive accuracy via a numerical experiment
from three models as follows:

Model 1: Simple interaction model (See [I]).

y = 3rix9 + 323+ 1.524 + 22475 + €.
e : N(0,1)
L1y..-y L6 : U?’LZ(O,l)
Model 2: Non-linear model T (See [I7]).
y = 10sin(Ilzizs) + 20(z3 — 0.5)% + 1024 + Sxs + €.
€ N(0,1)

T1,..x5 :  Uni(—V3,V3)

Model 3: Non-linear model IT (See [I7]).

3

y = 9 H exp{—3(1 — x;)?} — 0.8 exp{—2(z4 — 5)} + 2sin?(n26) — 2.5(x7 — x5) + €.
j=1
e : N(0,0%)[c?/Var[f(z)] = 0.5]
L1y.--y L8 : Um(O,l)

A training sample (N = 500) generated from each simulation model is used to create RF and TG
models. The number of bootstrap samples is 300 (B = 300). A test sample (N = 100) is used for
calculating MSEs between observed values and estimated values, as follows:

100

1 N 2
MSE = mZ(yz’ - f(xi)”

=1

Results. To compare the predictive accuracy of TG and RF, we simulate 1,000 training samples for
each model and show box plots of MSE(TG)/MSE(RF) for all simulated datasets for each simulation
model (Figure 2).

In nearly all of the simulated datasets, the ratio of MSE is less than one regardless of the model,
and it is shown that TG predicts the outcomes much more accurately than RF. the one of the reason
for getting more accurately is that TG implicate RF, that is, when all TG’s coefficient are the same, RF
equal TG.

Let the removal rate be defined as the number of weights estimated to be zero divided by the number
of bootstrap samples B. The mean removal rates for each model are 79.9% (Model 1), 75.4% (Model 2),
and 76.1% (Model 3). Although the remaining trees ranged from approximately 20% to 256% for NNG, ,
TG still provides an effective adjustment of RF.
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MSE_TG / MSE_RF

T T T
Model1 Model2 Model3

Figure 2. Box plots of MSE(TG)/MSE(RF)

4 Case Studies for tree creation

Diabetes Study (See [13])

Ten baseline variables, age, sex, body mass index (BMI), average blood pressure (BP), and six blood
serum measurements (TC: total cholesterol, LDL: LDL cholesterol, HDL: HDL cholesterol, US: urinary
sugar, Hb: HbAlc, GLU: glucose) were obtained for each diabetes patients (n = 442), along with the
response of interest, a quantitative measure of disease progression one year after baseline.

All samples were used in creating the TG model. The number of bootstrap samples was 300 (B =
300). Tree-structured models were created using both CART and TG methods. CART and TG trees
with the highest weight cb are shown in the left and right panels, respectively, of Figure 3. Both trees
have nodes divided by Hb and BMI, but the TG tree has a leading node dividing at Age = 57. This
information provides a new insight regarding the relationship between outcome and age.

n=171|| n=47 n=116(| n=108 n=53 n=53
9 160 163 226 134 220

Figure 3. Trees created by CART (left) and trees garrote (right) methods

Selection of multiple representative trees. We consider selecting multiple trees based on TG.
TG involves constructing many trees, and we can select multiple trees for data interpretation. In this
situation, we expect that a few trees will be selected that have higher values of coefficients Cy’s.

We compared the predictive accuracy between multiple trees and CART. A training sample (N =
398 [90% of all samples]) was used to create TG and CART models. The training sample was selected
randomly from all samples. The number of bootstrap samples for TG was 300 (B = 300). The remaining
test sample (N = 44 [10% of all samples]) was used for calculating MSE values between observed and
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estimated values. The MSE values for one to ten trees of highest weights were calculated and compared
with the MSE of the CART tree. This process was repeated 100 times, and the mean MSE was calculated.

The mean MSE values for one to ten trees of highest weight were calculated and compared with the
mean MSE of the CART tree (Figure 4).

The mean MSE values of representative trees decreases as the number of trees increases, and when
the number of multiple trees is three, the mean MSE of multiple trees became smaller than the mean
MSE of CART. Hence, we selected three trees from those with the highest-valued coefficients ¢, for data
interpretation.

The three representative trees are shown in Figure 5. The values of the coefficients ¢, of each tree are
0.092, 0.084, and 0.076, respectively. The second tree is nearly the same as the CART tree, but the third
tree dividing LDL and SEX, instead of Hb, is different from the CART tree. This information provides
an additional insight.

MSE & |
—: CART

o -—-: Trees Garrote

T T T T T

4 6
Number of trees

Figure 4. Comparison of mean MSE values of CART and representative trees of trees garrote

1t tree 31 tree

n=92 n=28
166 262

Figure 5. Multiple representative trees for diabetes study

Prostate Cancer Data (See [5])

The prostate cancer data (n = 97) come from a study that examined the correlation between the level
of prostate specific antigen (PSA) and a number of clinical measures in men who were about to receive
a radical prostatectomy. We fit a tree-structure model to log(PSA). The eight baseline variables were
cancer volume (VOL), prostate weight (WT), age, benign prostatic hyperplasia amount (LBPH), seminal
vesicle invasion (SVI), capsular penetration (LCP), Gleason score (GS), and percentage Gleason scores
four or five (GS45).
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All samples were used for creating the TG model. The number of bootstrap samples was 80 (B =
80). A tree-structured model was created using both methods, CART and TG. CART and TG trees with
the highest weight cb are shown in the left and right panels, respectively, of Figure 6. The CART tree is
divided only by VOL, but the TG tree is divided additionally by GS and GS45.

n=9 n=46 n=31 n=11
0.6 2.1 2.9 4.2

Figure 6. CART (left) and trees garrote(right) trees

Select multiple representative trees. We compared the predictive accuracy of multiple trees
and CART. A training sample (N = 88 [90% of all samples]) was used to create TG and CART models.
The number of TG bootstrap samples was 80 (B = 80). The remaining test samples (N = 9 [10% of all
samples]) were used to calculate MSE values between observed values and estimated values. The MSE
values for one to ten trees of highest weight were calculated and compared with the MSE values of the
CART tree. This process was repeated 100 times and the mean MSE was calculated.

The mean MSE values for one to ten trees of highest weight were calculated and compared with the
mean MSE of the CART tree (Figure 7). When the number of multiple trees is four, the mean MSE
of multiple trees becomes smaller than the mean MSE of CART. Hence, we selected four trees from the
highest values of the coefficients ¢, for data interpretation.

The four representative trees are shown in Figure 8. The values of the coefficients cb of individual
trees are 0.112, 0.097, 0.097, and 0.095, respectively. The first, second, and third trees are divided by GS
and have the same split value (eight) as GS. The third and fourth trees are divided by SVI, rather than
VOL. This information cannot be obtained from the CART tree.

[=]
g
g
MSE ---: CART
--- : Trees Garrote
8
2
8 4
<
—_—
8 4
3 T T T T T
2 4 6 8 10
Number of trees

Figure 7. Comparison of mean MSE values of CART and representative trees of trees garrote
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Figure 8. Multiple representative trees for Prostate Cancer Data

5 Conclusions

In regression analysis, we often face a tradeoff between predictive accuracy and interpretability. Many
ensemble techniques have strong predictive power, but they are often criticized for difficulty with regard
to interpretation of the specific regression relationship, since hundreds of trees with many nodes are
involved in the regression model. In contrast, linear regression models are more interpretable, but suffer
from unimpressive predictive accuracy.

To retain both predictive accuracy and interpretability, we proposed TG, which has high predictive
accuracy and can be interpreted through representative trees. Some trees are removed by zero coefficients
of NNG, and the prediction is represented as a weighted average of the remaining trees. We can surmise
that trees having the highest weight contribute most to the prediction. Therefore, in TG, we regard
a few trees that have high-order weights as representative trees, and can visualize the data using the
representative CART-like structure trees. Furthermore, a simulation and case studies elucidated the
merits of this technique, finding that TG has better performance with regard to prediction error and can
visualize one or a few trees, potentially providing new meaningful insights regarding the data.

Discussion

TG make an ensemble of classifiers based on RF, that is, the ensemble are made by using bootstrap
sampling and random selection of variables dividing nodes. Boosting and Importance sample learning
ensemble (ISLE) [d@] adopt other procedures to make an ensemble, that is, the ensemble are made by
fitting residual of the given ensemble. For the TG ensemble we chose RF based approach because we
considered that selection of representative trees should be made by the same criteria from the data.
On the other hands, in terms of the structure of models, the methods of integrating the rules which
indicate how to move sample from top node to each node are suggested, such as Rule Ensemble [d4] and
Forest Garrote [3], unlike ours of integrating weighted trees. These methods can provide the interesting
interpretation of data, but cannot show the trees for the data. We focus on the trees type representation
that can describe the procedure how all sample reach each subgroup divided by values of explanatory
variables. Meanwhile, regarding predictive accuracy, some papers have been reported the superiorlity
of predictive accuracy of the methods of making an ensemble by fitting residual or integrating rules for
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the model. In this paper, the predictive accuracy of TG is evaluated by comparing with RF, and the
predictive accuracy of RF has already been compared with various methods mentioned above including,
LASSO-RF [1], original CART [}, and some linear or non-linear regression models in several papers. It
may be possible to compare the predictive accuracy of TG indirectly with other methods via those results,
however, we understand the importance of directly compare with many methods. Hence, we prepare the
data analysis and simulations. In addition, for evaluation of T'G, three small simulations and two case
studies presented here, and we are currently undertaking simulation studies to evaluate the extent that
TG can recapture true structure via adaptation of representative trees.

Q@ COMPSTAT 2016






Bibliography

Breiman, L., Friedman, J. H., Olshen, R. A. and Stone, C. J. (1984). Classification and Regression
Trees. Belmont, CA: Wadsworth.

Breiman, L. (2001). Random forests. Machine Learning, 45, 5-32.
Meinshausen, N. (2009). Forest Garrote. Electronic Journal of Statistics, 3, 1288-1304.

Friedman, J. H. and Popescu, B. E. (2008). Predictive learning via rule ensembles. Annals of Applied
Statistics. 2(3), 916-954.

Tibshirani, R. (1996). Regression shrinkage and selection via the Lasso. journal of the royal statistical
society, 58(1), 267-288.

Breiman, L. (1995). Better subset regression using the nonnegative garrote. Technometrics, 37,373-
384.

Nakamura, M., Shimokawa, T., Sakamoto, W. and Goto, M. (2013). Regression Analysis Using Lasso
Random Forest Computational Statistics of Japan, 26, 1-15.

Hoerl, E. and Kennard, R. W. (1970) Ridge Regression: Biased Estimation for Nonorthogonal Prob-
lems. Technometrics, 12(1), 55-67.

Craven, P. and Wahba, G. (1979). Smoothing Noisy Data with Spline Functions. Numerische Math-
ematik. 31, 377-403.

Zou, H. and Trevor H. (2005). Regularization and Variable Selection via the Elastic Net. Journal of
the Royal Statistical Society. 67(2), 301-320.

Sugimoto, T., Simokawa, T. and Goto, M. (2005). Tree-structured approaches and recent advances.
Computational Statistics of Japan, 18, 123-164.

Friedman, J. H. (1991). Multivariate adaptive regression splines. The annals of statistics, 19(1), 1-67.

Efron, B., Hastie, T., Johnstone, I. and Tibshirani, R. (2004). Least angle regression. The Annals of
Statistis, 32, 407-499.

135






On mixture modelling with
multivariate skew distributions

Sharon X. Lee, Department of Mathematics, University of Queensland, Brisbane QLD 4072, Australia,
s.leell@uq.edu.au

Geoffrey J. McLachlan, Department of Mathematics, University of Queensland, Brisbane QLD 4072,
Australia, g.mclachlan@uqg.edu.au

Abstract. In recent years, there has been increasing use of non-normal distributions in the modelling and
analysis of heterogeneous data. Attention here is focussed on the use of skew symmetric distributions with
multivariate skewing functions that allow for the modelling of skewness in p arbitrary directions in the
feature space, where p is the number of variables. In particular, various multivariate skew normal and skew
t-distributions are considered corresponding to some commonly used characterizations in the literature.
Parameter estimation for these distributions and mixtures of them can be obtained via the Expectation-
Maximization (EM) algorithm. However, the E-step for such models typically involves the calculation of
multidimensional integrals that are computationally expensive to evaluate. Some approaches are therefore
considered to reduce the computation time required for the fitting of these models. In addition to methods
that are directly applicable to single-threaded implementation, an approach is developed to utilize the
processing resources available from machines with multiple cores. An example on a real dataset will be
given to illustrate the approach.

Keywords. mixture models, skew distributions, EM algorithm, model-based clustering

1 Introduction

Non-normal distributions have attracted increasing attention in recent times due to their usefulness in
modelling and analyzing data that exhibit non-normal features. Following the seminal paper on the
classical skew normal distribution [6] and its subsequent generalization to the multivariate case [I1],
a substantial body of research has focussed on the development of flexible distributions that can take
asymmetric distributional shapes. Among the many non-normal distributions proposed in the literature,
the skew normal and skew t-distributions are gaining popularity. They have been studied extensively in
the model-based clustering literature (see, for example, [R, 26, BT, B2, BY, 49] and the references therein).
Their usefulness have also been demonstrated in many applications from a range of related fields including
astrophysics [A5], financial risk analysis and modelling [0, @2, PR, B3, GY]|, fisheries science [[4], flow
cytometry |18, 21, 22, B4, 35, 37, By, 42, @4, A3, 46], image segmentation [27], pharmaceutical science [&7],
and the social sciences [B, @0). Among other non-normal distributions considered in the literature, there
are mixtures of normal-inverse-Gaussian distributions [24] and mixtures of multiple-scaled distributions

[T5, bO], but the focus of this paper is on skew normal and skew t-distributions.
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There exists various characterizations of the skew normal and skew t-distributions that produce
different versions with varying degrees of flexibility. This is related to how the latent skewing variable is
formulated in the stochastic representations of these distributions. They also have implications on the
type of skewness that can be modelled by the density. We discuss these issues in Section B. A survey of
some of the more commonly used characterizations can be found in [2, B, [7] and the recent monograph
[[0]. For finite mixtures of these distributions, see |26, 27, 29, B2).

Parameter estimation for these mixture models via the EM algorithm can be difficult and time
consuming. In Section B, we consider some strategies to reduce the computation time required for the
fitting of these models. In particular, we outline some procedures for generating starting values for the
EM algorithm and the incorporation of trimming into each iteration. Furthermore, to take advantage
of the computing resources of modern multicore machines, we describe in Section B an implementation
developed for such operating environment. These approaches are illustrated on a flow cytometric dataset
in Section B.

2 Skew distributions

In this paper, we focus on a fairly general characterization of a skew symmetric distribution known as the
canonical fundamental skew distribution [d]. This characterization has an arbitrary matrix of skewness
parameters, thus allowing for the modelling of skewness in different directions simultaneously. Some
of the more commonly used skew normal and skew t¢-distributions correspond to special cases of this
characterization.

We begin with the definition of the canonical fundamental skew normal (CFUSN) distribution. Let
U, and U, be independent random vectors that follow the central normal distribution with covariance
matrix 3 and I, respectively. Here X is a p x p positive definite matrix and I, denotes the ¢g-dimensional
identity matrix. Then the p-dimensional random vector Y defined as a convolution of Uy and U},

Y:/J,+A|U()|+U1, (1)

follows the CFUSN distribution. In (@), w is a p-dimensional location vector and A is a general p X ¢
matrix. It can be shown that the density of Y is given by

fCFUSNp,q (y’ 122 Ea 6) = 2q¢p(y; 22 ﬂ) (I)q (ATQ_I(?J - ll/)a 0, Iq - ATQ_lQ) ) (2)

where Q@ = ¥ + AAT, &p(.; 1, ) is the density of the p-variate normal distribution with mean vector p
and covariance matrix ©, and ®,(.; u, Q) is the corresponding distribution function. The matrix A in (B)
contains the skewness parameters, which regulate the skewness in the CFUSN density. If Y follows the
CFUSN distribution (B), we write Y ~ CFUSN, ,(p, 3, A). It can be observed that when the skewness
matrix is zero, that is, A = 0, the CFUSN density (B) reduces to the multivariate normal distribution.
An equivalent generalization of the t-distribution can be formulated using the stochastic representa-
tion in (@) with the joint distribution of U and Uy replaced by a multivariate ¢-distribution. The resulting
density is known as the canonical fundamental skew ¢ (CFUST) distribution, and can be expressed as

ferust,,, (i, B, A,v) = 294, (y; 1, Q,v) T, <C(y) Z%;O,A,V+p>, (3)
where
Q = T+AAT,
cy) = ATQ ' (y—p),
A = I,-ATQ7'A,
dy) = (y—p)' Q' (y—p).
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In (B), the scalar parameter v is a scalar degrees of freedom that regulate the tails of the distribution.
Here we let t, (y; p, Q,v) denote the p-dimensional ¢-distribution with location parameter p, scale matrix
Q, and degrees of freedom v, and T, (.) is the g-dimensional (cumulative) ¢-distribution function. We write
Y ~ CFUST, ,(p, 3, A,v) if Y follows the CFUST distribution (B). If A = 0, the CFUST density
reduces to the multivariate ¢t-distribution. Some properties of the CFUST distribution are described in
[@]. In addition, it should be noted that the CFUSN and CFUST distributions suffer an identifiability
issue [32]. Their densities are invariant under permutations of the columns of the skewness matrix, which
implies the number of free parameters in A reduces to pg — (g — 1)2.

Imposing constraints on the skewness matrix

As mentioned previously, the CFUST distribution encompasses as special and/or limiting cases some of
the more commonly used skew normal and skew t-distributions. This includes the classical skew normal
distribution [I] and the skew normal and skew ¢ distributions [#2]. They were referred to as the restricted
and unrestricted skew distributions in the terminology in |78, P9, respectively. The unrestricted skew
normal and skew t-distributions are obtained by constraining A to be a diagonal matrix in (#) and (B),
respectively. For the classical skew normal and skew ¢-distributions [0], they are equivalent to the CFUSN
and the CFUST distributions by letting ¢ = 1 or taking A to be a matrix of zeros except for one column
[32]. This formulation of the skew normal and skew t-distribution can be shown to be equivalent to that
considered in (I3, 1, PA, A7); see [29] for details.

Some of the implications of the constraints on A as imposed by the restricted and unrestricted char-
acterizations are discussed in the recent paper [89]. Briefly, the dimension of latent skewing variable
Uy, denoted by g, is related to the number of directions in which the skewness of the density is concen-
trated. On the other hand, the matrix of skewness parameters A regulates the orientation or direction
of skewness.

For the restricted skew distribution, the constraint ¢ = 1 implies that Uy in (IO) is a scalar random
variable. Thus the realizations of this latent skewing variable Uy are confined to lie on a line in the
p-dimensional feature space. This essentially means that skewness is concentrated in a single direction
regardless of the dimension of the feature space. Hence the restricted skew distributions are limited to
modelling skewing that is concentrated in a single direction.

In the case of the unrestricted skew distribution, Uy is a p-dimensional random vector but A is a pxp
diagonal matrix. Thus it allows for the modelling of skewness along p directions that are uncorrelated.
This effectively means that skewness is concentrated along the directions that are parallel to the axes
of the feature space. Hence the unrestricted skew distributions are best suited to modelling data with
skewness along the the directions of the axes of the feature space.

The CFUSN and CFUST distributions have an arbitrary p x ¢ matrix of skewness of parameters and
the latent skewing variable has dimension g. Note that ¢ is not necessary smaller than p. Thus these
two distributions are fairly flexible and can model skewness along ¢ different directions. There is no
restriction on the correlation between these directions of skewness. Some examples demonstrating the
difference between these three characterizations of the skew t-distribution on simulated and real datasets
have been presented in [37]. For further discussion on this topic, the reader is to referred to [B9].

3 Parameter estimation for finite mixtures of skew normal and
t-mixture models

For model-based clustering applications, we are interested in the fitting of finite mixtures of CFUSN and
CFUST distributions. The density of a g-component finite mixture model is defined as a convex linear
combination of g densities, given by

Fly; ®) =Y mnf(y; 0n), (4)
h=1
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where 6, contains the unknown parameters of the hth component density which includes the elements of
py, and Ay, (and v; for the CFUST case), and the distinct elements of 3. ¥ = (71,...,m4_1, 01T, e Bg)T
is the vector of all unknown parameters of the mixture model. The mixing proportions 7; are non-negative
and sum to one. When component densities f(y;8;) in () take the form of (2) and (B), we obtain a finite
mixture of CFUSN (FM-CFUSN) distributions and of CFUST (FM-CFUST) distributions, respectively.
Their densities are given by

g g
[ly: ¥) = ZﬂthFUSNp,q(y;Mh, 3n, Ap) and f(y; ) = ZﬂthFUSTp,q(y;uh, 3n, A, ),  (5)
h=1 h=1

respectively. We write Y ~ FM-CFUSN,, ,(¥) and Y ~ FM-CFUST, ,(¥) to denote that ¥ has a
FM-CFUSN and FM-CFUST distribution, respectively.

EM algorithm

The EM algorithm for the fitting of the FM-CFUSN and FM-CFUST models can be implemented by
noting the hierarchical representation of the CFUSN and CFUST distributions. For brevity, we focus
here on the FM-CFUST model, but the corresponding expressions for the FM-CFUSN model can be
obtained in a similar manner (see [B6] for technical details). The derivations of the E and M-steps are
given in [87] and are not repeated here. It was shown that on the (k + 1)th iteration, the E-step requires
the following five conditional expectations to be calculated,

k k k k
o mfim 2080 ) "
hj - 9
! f(ij‘I’(k))

N0
(k) T, (e (y) ) ia2 0, A v 4 p+2
w® = v, tp vy (Y ) o
" v+ dP(y;) (k) Va0 AR (R) ’
h h J Tq Ch (y]) y;lk)d;k)(y)707Ah sV, D
. J

(k) (k) k k
P log w _ M + 1 Vf(t : tp (8)
1h) hj 2 v +di (y,) 2 ,
k k
eg,l)zj = wl(zj)E\Il(k)[uhj | y;l, (9)
k k
e:(3h)j = w;(zj)E\pw)[uhj“fj | y;l; (10)

where Up; | y; has a g-dimensional truncated ¢-distribution given by

(k)
v (v +dn(yy) k) (k
Ui, |yj ~ 1t céj)a 7}1@) J AEI ),l/}(L ) +p+2;R+ .
v +p+2

It should be noted that (@), (d), and () need to be evaluated numerically. Expressions and routines
for calculating the truncated moments (8) and (I0) are discussed in [Z6]. Also, it should be noted that
eg};?j can be evaluated using different approaches, two of which are described in the above reference. The
use of the approximate OSL approach to calculate egl,?j can result in the incomplete-data likelihood not
increasing monotonically. This conditional expectation can be calculated more accurately by a power

series derived in [30, B2] for which monotonicity of the likelihood is preserved.
On the (k + 1)th iteration of the the M-step, the estimates of the parameters of the FM-CFUST
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model are updated by the following expressions:

n

k1 1 k
AR - 28, (11)
j=1
n (k) (k) 5 (F) o (F)
(k+1) Z; 1 Zhj Wy Y5 — Ay Z; 1%hj €2h; (12)
i B A <k> ® ’
Jj=1n Zhj th
-1
n
k+1 k k+1 k)T (k) (k)
AEL )= sz(u') (yj_lvbgz )) e;h)j Zzhj)ei(’)h] ) (13)
j=1
n T T
k41 k k k+1 k41 k41 k41
== 13 a [wﬁu) (9, ~ mi50) (wy = ) = Al (y, - i)
j=1
-1
k+1 k)T A (k+1 k+1) (k)T A (k+1 k
—(yj—uﬁﬁ)) elt) AT +AF M A<+>]} Zz() . (14)

An update of the degrees of freedom v}, is obtained by solving the following equation for V}(Lkﬂ),

(k+1) (k1)
= () o () e () |- S ).

where 1(-) denotes the digamma function.

4 Speeding up the fitting of skew mixture models

The EM algorithm described in the previous section is quite computationally intensive. In particular,
the evaluation of (4) and (I) relies on routines that involve multiple calculations of the multivariate
t-distribution function. The latter is an intractable multidimensional integral that is computationally
expensive to evaluate using numerical methods. To reduce the computation time required to perform the
EM algorithm in Section B, we may consider strategies such as finding good starting values, incorporating
the trimming approach, and scaling the algorithm to run on multiple core machines.

Generating good starting values

As the log likelihood function for mixture distributions may exhibit a complicated profile with many local
maxima and the EM algorithm is sensitive to its initial values, it is important to choose good starting
values. Three strategies for generating valid initial values for the EM algorithm for the FM-CFUST
model are described in [B1]. The first approach is to start the EM algorithm with the solution given
by one of the nested models of a CFUST distribution, for example, the results from fitting a normal or
t-mixture model. The second approach is based on the moments of an unrestricted multivariate skew
normal (uMSN) distribution. It has mean and covariance matrix given by

E(Y;)=p+ \Fé and cov(Y;) =2+ (1 — %)AQ, (16)

respectively. On rearranging the above expressions, an expression for g and ¥ in terms of § (note that
by definition A = diag(d) for the uMSN distribution). To obtain an initial value for 5 we scale
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the diagonal elements of »© by an arbitrary proportion (1 — a) where a € [0,1]. This leads a set of
expressions given by

m(l—a) ,

2
60 =+ 5 55 2O =8+ (a—1)diag(s*), and p® =g — \/>5(0), (17)
T— m

where the sign of each element of 6O is given by the sign of the corresponding element of the sample
skewness measure. In (I[7), s* is a p-dimensional vector containing the diagonal elements of the sample
covariance matrix S, and y denotes the sample mean. The initial degrees of freedom is set (initially) to
a large number to reflect a uMSN distribution.

A third approach is based on the transformation X; = CY;, where C is an orthogonal matrix
such that the covariance matrix of X ;, cov(X ), is diagonal. A uMST distribution is then fitted to the
transformed vectors X ;. It follows that an initial value for g and for A can be given by C'T i and CTA,
respectively, where 1 and A are the estimates of p and A obtained by fitting the unrestricted skew
t-distribution to the X ;.

The above strategies are described for a single component distribution. In the case where a mixture
of CFUST distributions is to be fitted, we first cluster the Y; into g clusters and apply the methods
described above separately within each cluster.

Trimming and constrained estimation

Recently, Garcia-Escudero et al. [T9] applied the trimming approach [['4, IR, &1] and constrained estima-
tion [23] to the FM-CFUSN model. The concept of trimming is to tentatively discard a small proportion
of observations in the data that are deemed as least plausible to occur under the (current) estimated
model. Note that the observations that are ‘trimmed’ can be different in each iteration. Although not
specifically designed to speed up the EM algorithm, incorporating trimming into the EM iterations is
effectively skipping the calculation of the conditional expectations in the E-step for the specified propor-
tion of observations in the data. Hence one can expect that the overall computation time can potentially
be reduced by approximately the same proportion.

Implementation for machines with multiple processing units

With the widespread availability of multicore machines, building multithreaded implementations of soft-
ware to utilize available resources is gaining popularity. Algorithms such as the model fitting procedure
described in Section B can benefit substantially if they can be reformulated to support machines with
multiple cores and processors. We briefly describe one possible approach. It can be observed that the
expressions in the E- and M-steps of the EM algorithm have the same form for each component. With
the exception of (B), the evaluation of the remaining four conditional expectations in the E-step for
component h does not require knowledge about the other ¢ — 1 components. Similarly, for the M-step,
evaluation of () to (IH) can be performed independently for each component. Hence a straightforward
implementation is to schedule these components to run in parallel, that is, each component of the E-
and M-steps is to be executed on a separate thread. At the end of each iteration, the results from these
individual threads are collected and combined for the calculation of the log likelihood and other measures.
Concerning (B), as the denominator is the sum of the numerators across all g components, the latter can
be evaluated separately for each component as part of the E-step and then combined later to obtain z}(L];)
Technical details of the approach will appear in a forthcoming paper.

5 Clustering of stem cells

We consider a dataset collected by the British Columbia Cancer Agency consisting of measurements of
single cells in a blood sample obtained from a patient of a hematopoietic stem cell transplant (HSCT)
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Figure 1. Bivariate contour plots of the fitted FM-CFUST model to the stem cells dataset.
Top row: scatter plots of the data, where the colours corresponds to different cell populations.
Bottom row: a scatter plot of the data in 3D is shown in the left panel and the density contours
of each component of the fitted FM-CFUSN and FM-CFUST models are shown in the middle
and right panels, respectively.

experiment. The four variables correspond to four different protein markers used by experts to discrim-
inate between four cell populations in the sample. There were 6,143 cells in the sample, each belonging
to one of four distinct cell types. Pairwise plots of the markers for this dataset are displayed in the top
row of Figure M, where the colours of the cells correspond to the labels given by the expert analyst.

The FM-CFUST model was fitted to this dataset using the algorithm described in Section B. The
same model was fitted again using the multicore implementation described in Section B. For comparison,
the FM-CFUSN model was also fitted to the dataset, using the same initialization strategy as for the FM-
CFUST model. The contours of the densities of the fitted FM-CFUSN and the FM-CFUST models are
depicted in the second row of Figure . The FM-CFUSN model attained a misclassification rate (MCR)
of 0.00407 for this dataset, whereas the FM-CFUST model reduced it by around 32% (MCR = 0.00277).
Concerning the computation time, it was observed that by running the multithreaded implementation
of the EM algorithm we achieved a reduction in the total computation time of approximately three
hours (equivalent to approximately 60%) on a typical quad-core machine. Note that it is expected that
the actual percentage of reduction in computation time would be less than the theoretical speed up of
75%, since the latter ignores the overhead costs associated with the setting up of the multi-threaded
implementation. In addition, we consider also the fitting of the FM-CFUSN model using the trimming
approach. In this case, it was observed that incorporating a trimming of 10% for the FM-CFUSN model
reduces the computation time by around five minutes, which is equivalent to approximately 12% of the
total computation time.
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6 Conclusions

We have discussed some of the commonly used characterizations of the various versions of the multivariate
skew ¢ (MST) distribution in the model-based literature. These different versions of the MST distribution
correspond to different constraints placed on the latent skewing variables in the stochastic representation
of the MST distribution. In practice, these constraints can affect the flexibility of these skew densities
in modelling skewness in arbitrary directions in the feature space. Here the focus is on the CFUST
distribution that contains the other restricted versions as special cases and provides a very flexible basis
for modelling skewness and long-tailedness.

We have also discussed an EM algorithm for the fitting of the CFUST and CFUSN mixture mod-
els, including different strategies for generating starting values and the incorporation of the trimming
approach. In addition, we have outlined a multithreaded implementation of the algorithm for use on
multicore machines. For the real dataset considered in this paper (with n = 6,143, p = 3, and g = 4), the
latter implementation reduced the computation time by approximately 60% compared to the traditional
implementation.
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Abstract. The modified control charts are used for monitoring and control of the manufacturing pro-
cesses which are considered as six-sigma process, ensuring a probability of out-of-specification product
acceptably small. The use of these charts is based on the idea that the cost of identifying and correct-
ing special causes is much higher than the cost of off-target products. Therefore, the process mean is
essentially acceptable as long as it is anywhere within the specification limits. These concepts have been
applied to the packaging process in multihead weighers. The weight of the packed product, seen as the
quality characteristic to be monitored, must be as close to a specified target weight and comply with
applicable regulations. In order to design the modified control chart and comply with requirements for its
implementation, the packaging process has been previously optimised and improved through a packaging
strategy. The strategy seeks to reduce the variability in the selection of the total weight of the package
and it is evaluated through a proposed packing algorithm. In this way, a set of numerical experiments
were conducted to examine the solutions generated and which are subsequently monitored.

Keywords. Quality control, Modified control chart, Reduction of variability, Combinatorial optimiza-
tion, Packaging process, Multihead weighing process.

1 Introduction

The usual control charts use the three-sigma control limits to monitor the quality characteristics of
a process. These charts are designed to distinguish between common and special causes of variation.
However, when the process capability (C),) is equal to or greater than 2 and the cost of identifying and
correcting special causes is very large the three-sigma control limits are uneconomical. In these cases,
the use of modified control charts are a good option for the monitoring of process. The modified control
limits of a modified control chart allow to the process mean to vary over an interval, as far as 1.5 times
its standard deviation (0,,) from the desired target while ensuring that no out-of-specification product is
produced [2, 9].

The interval at which the process mean can vary usually is represented by w; and py, which are
the smallest and largest permissible values of the mean, respectively. This ensures that the fraction
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nonconforming will be less than a threshold known as §. Therefore, to establish this interval, the § value
must be established in advance, normally the lowest possible.

In this paper, we have designed a modified X chart to the multihead weighing process. This process is
a packaging process in which machines of high technology, known as multihead weighers, are used. Prior
to the application of the modified control limits, the packing process has been optimised and improved
through a packaging strategy seeking to reduce the variability in the weight of the packed product and
at the same time, the increase of the process capability (see later sections 3 and 4).

To specify the modified control limits of a modified X chart, it will be assumed that the packing
process output is normally distributed (as we will see in the section 2). The modified limits are established
taking as input the pur and py values. Furthermore, due to their conceptual basis, these limits are wider
than the usual three-sigma limits. For the calculation of p; and py both the specification limits and the
standard deviation of the process are considered. As shown below:

wur, = LSL + Zso, (1)
nwy =USL — Zso, (2)

Where LSL and USL are the lower and upper specification limits and Zs is the upper 100(1 - §)
percentage point of the standard normal distribution [4, 9]. In this way, the lower and upper control
limits can be calculated by using the following equations:

Ze Lo
LCL = py, — \/%p:LSL—i—(Z(;—\/N) o (3)

ZaUp Za
UCL =y + N =USL (25 W) Op (4)
Notice that the modified control limits are designed to monitor whether the process mean is between
pr and pg.
The present document is structured in the following way: In section 2 the multihead weighing process
is introduced. In Section 3 the proposed approach of optimization is presented. Section 4 shows the results
and analysis of the numerical experiments. Section 5 offers the conclusions of this work.

2 Multihead weighing process

To illustrate the packing process, in this section we will present both the components of multihead weigher
and a brief explanation of the multihead packing process.

The multihead weigher

Multihead weighers or combinational weighers are used to provide accurate weights at high packing
speed and are currently the most used dosing method for many kinds of products, also including those
with heterogeneous characteristics [8]. The control of the actual content of the packaged is regulated
by the directive 76/211/EC and must be implemented by factories, plants of packaging and importers.
The regulations state that consumers be informed about the quantity and be protected against short
measures, while allowing businesses the flexibility to control quantity on the production line within
specific tolerances [10].

The combinational weighers, designed in the mid 1980s, uses combination weighing techniques to
achieve dispensed weighments that are closer to the desired target weight than with conventional weighing
techniques. They have a number of weighing heads that statically weigh the product; these weight data
are fed to a computer, which calculates all of the possible combinations of product weights in order to
dispense the best combination (closest match to target weight) to a packaging machine.
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The weighing system consists of three elements, namely: A system to automate product feed to the
weighing stations (depending on the layout of the machine, the feed system is configured either in a
radial or in line construction), a system to collect product and feed it into a weighing hopper (this system
consists of a set of hoppers which commonly known as feed hoppers) and a set of weighing hoppers.
As stated above, the weight data contained in the weighing hoppers is fed to an electronic system to
combine the data from the other weighing hoppers on the machine to determine which hoppers should
be discharged to the downstream process (weight hoppers combination) [7, 11]. Figure 1 presents the
schematic of the basic combinational weigher components.

Feeding conveyor

— Top cone

_ — = Linear vibrators

\

m!-\.-_.,
Weight hooper
combination
l ﬂ‘ +

I Multihead Weigher Dlsciarge
—JI AN 7 i_J :
Package

v

Packaging machine

Figure 1. Arrangement of feeders and hoppers of a radial multihead weigher.

Packing process

The multihead packing process starts when a quantity of food is placed into each weighing hopper i, (i
=1, 2,...,n) [6] and the weight signal is transmitted to the built-in computer. The computer calculates
the combinations of weights that come closest to the desired weight T, and the combination of the closest
weights is ejected from the corresponding hoppers. The resulting empty hoppers are supplied with new
quantities of food. The computer continuously repeats this process until it obtains the number of packages
(@) needed one by one. The goal is to choose a subset H’ from the set H of the current n weighing
hoppers to produce a goods package. It needs to be mentioned that the number of possible different
hopper subsets H’ depends on the number k of hoppers to be combined each packing operation. This
causes the optimization problem that focuses on minimizing the difference between the actual and the
target package weight is seen as a NP-complete subset-sum combinatorial problem [3] when k is neither
previously fixed nor constant [5]. This paper deals with the case in which the number of hoppers & to
be combined at each packing operation is constant and fixed in advance. If we assume that the weights
X; in the hoppers follow a normal probability distribution and all the hoppers were independently filled
according to the same distribution N (u,0) and the & hoppers were randomly selected in each packing
operation, then the weight of packages would be known to follow a normal distribution N (ku, vko)
where the average package mean weight ku is expected to equal the target T. The value of vko (the
standard deviation if hoppers were selected at random) is considered to be an index of quality in the
packaging process. However, the subset of hoppers to be discharged H’ is actually not selected at random
but in a driven way, usually such that the total weight W = >~ X is as close as T as possible. Therefore,
ieH’

O—gackage =VAR ( Z Xl) [17 12]

ieH'’
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3 The approach of optimization

The proposed approach of optimization include both the packaging strategy and algorithm. The strategy
is based on study the filling setting of weighing hoppers while the algorithm seeks to evaluates the strategy
through of a procedure to carry out the packing operation.

Packaging strategy

As has been mentioned in section 2, in this work is assumed that the number of hoppers & to be combined
at each packing operation is constant and fixed in advance. This cause that the supply of product to
the weighing hoppers must be set at u = T'/k. However, the packaging strategy proposed considers the
general case in which each hopper i is expected to be filled with a different average quantity of food
(instead of a common value p). In this paper we will explore the case in which several hoppers weights
are set in such a way that share the same average quantity of food, as this has been proven to be an
efficient strategy to reduce package variability [1, 8].

In our particular case, we propose to divide the n weighing hoppers into five subgroups (ni, na, ng, ng

5
and ns with n = )" n;) and provide with an unequal amount of product to each subgroup, on average
j=1

(1, po, ps, pa and ps, respectively). During the packing operation the filling setting is establish in the
following way: p1 = p—1.50, po = p—1o, pg = p, pa = p+1o and ps = p+1.50. As an example in the
calculation of the p; values, suppose 17" = 1000 gr., k = 2, o0 = 7.07 gr. In these conditions the p; values
would be: p7 = 500 - 1.5(7.07) = 489.39 gr., pue = 500 - 1(7.07) = 492.93 gr., uz = 1000/2 = 500 gr., 4
= 500 + 1(7.07) = 507.07 gr. and us = 500 + 1.5(7.07) = 510.61 gr. In this way some hoppers would
share the same value for p; depending on which subgroup (n1, na, n3, n4 and ns) the hopper belongs to.

Packing algorithm

The procedure proposed to carry out the packing operation is explained in this section. This enumerative
procedure is made for each packed product and can be implemented in software systems installed in control
unit of the multihead weigher. The packing algorithm consists in 4 steps, namely:

e Step 1. Feed the n weighing hoppers according their respective setting (i1, pio, u3, pa and ps).

e Step 2. The weights in hoppers are used to calculate the k£ weight combinations say, C; = ﬁlk),
combinations. The closest one to target weight (7T) is chosen if is within a confidence level (1 -
«) of 99.73%, i.e., T + ZQ/Q\/EU. Where Z,/; represents the critical value of the standard normal
probability distribution N (0, 1) for a significance level o. Then, the optimal combination is packed
and we go to step 4.

e Step 3. If all the total weights (as result of all the combinations C; of k hoppers) are outside the
confidence level all hoppers are discharged. The hoppers are supplied with new weights according
their respective setting and we go back to step 2.

e Step 4. If the required total number of packages (@) is not completed, then the empty hoppers
are supplied with the next new weights according their respective setting and we go back to step
2. Otherwise, the packing process ends.

The step 3 of the algorithm describes a situation in which all hoppers should be discharged in order to
avoid producing packages that would not meet the quality requirements for the final product in terms of
weight. When that happens, all this discharged product could be taken and reused in the process again,
for instance. Figure 2 shows the flowchart for the proposed packing procedure.

The packing algorithm was implemented in Pascal and run on a personal computer with Windows
7 Home Premium (64bit), Intel Core i5-3317U CPU (1.7 GHz) and 4 GB memory. Figure 3 shows the
user interface of this prototype for the case in which the number of hoppers k£ to be combined is equal
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Figure 2. Flowchart for the packing procedure

to 5. The software outputs are: The proportion of iterations each hopper has been used, the average
weight of the number total of packages produced (fpackage), the standard deviation of the number total
of packages produced (opgckage) and percentage of discharge for confidence level (DCL). The results are
shown in Table 1.

4 Results and analysis

The packing strategy has been evaluated through the packing algorithm for & values between 2 and 7.
The numerical experiments were realized for a target weight T = 1000 gr and a number total of hoppers
n =38, withny =1, no =2, n3 =2, ng =2 and n; = 1. Besides, we use the expected coefficient
of variation (CV) of the final package — say, if the hoppers were selected at random — for calculation
of the standard deviation of weights in every hopper (¢) as an input in the packaging process. e.g., if
CV = (Vko)/T-100 = 1%, T = 1000 gr and k = 2. Theoretically we have to vko = 10 gr and therefore
o = 7.07 gr. However, as explained in subsection 2, does not mean that v/ko will be the actual variability
obtained in the package produced through our packing strategy. During the simulation 10000 packages
were produced in the packing operations for each k value. The directive 76/211/EEC states that the
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Monoobjective Algorithm for Optimization of the Multihead Weighing Process. Alexander Pulido-Rojano and J. Carlos Garcia-Diaz (2016) x

INPUTS: MONOOBJECTIVE APPROACH
Hoppers Out-of-Control

Mean(n1) | 193.29 Mean(n2) 195.53 Mean(n3) 200 Mean(nd) | 204.47 Mean(n5) 206.71 Mean 0
Sigma(n1) | *47 Sigma(m2)| +47 Sigma(n3) +47 Sigma(nd) +47 Sigma(ns) ++7 Sigma 0
Shift(n1)(Units) | 0 Shift(n2)(Units) | 0 Shift(n3)(Units) 0 Shift(n4)(Units) 0 Shift(n5)(Units) © Shift(Units) | 0
No. of Hoppers(n1) | ! No. of Hoppers(n2) | 2 No. of Hoppers(n3) | 2 No. of Hoppers(nd) 2 No. of Hoppers(ns) | No. of hoppers | 0
RESULTS
Total Weight (W) Deviation (W - T) Fraction of use Hoppers Process parameters
1000.32007721259 0.320077212592878 Hopper 1 =0.6214 u_package = 999.991716394655
) 1000 999.621354926536 -0.378645073463986 Haopper 2 = 0.6195 a_package = 1.22101474657097
Target Weight (T) 999.926381573338 -0.0736184266615965 | Hopper 3 = 0.6204 % Discharge for confidence level =0
i s 999.591529234437 -0.408470765562925 Hopper 4 = 0.627
No. Total of Hoppers (n) 1000.29244651019 0.292446510190075 Hopper 5 = 0.6295

999.883674907946 -0.116325092053557 | Hopper 6 = 0.6229
¢ : 10000
Rlolofifackaes(Q) 1000.27051233199 0.270512331992904 Hopper 7= 0.6368
No. of hoppers combined: k=5 | 999.666782544504 -0.333217455495515 | Hopper 8 = 0.6225

Calculate Close

Figure 3. User interface of the prototype software developed

maximum permissible error to a 7' = 1000 gr is 15 gr. Therefore, from the point of view of the products
and the consumers, the lower and upper specification limits would be 985 gr and 1015 gr, respectively.
Table 1 presents the results of the average weight of the number total of packages produced (tpackage)s
the standard deviation of the number total of packages produced (0package), the process capability index
(Cp) and percentage of discharge for confidence level (DCL) for CV values of 1%, 2.5% and 5%.

The results show that with the use of the packaging strategy the mean process is not affected by an
increase in the CV values. Note that no discharges of product from hoppers were presented; ensuring that
at least one of the total weights, as a result of all combinations, was within the confidence level for each
packing operation. Also it is observed that the opgckage values increase when the expected coeflicient of
variation of the final weight (CV) also increases, as expected. The numerical experiments show that the
lowest variability and the highest values of C), are achieved when three weighing hoppers are combined
for a CV value of 1%. Furthermore, it is interesting to see that combinations of three and four hoppers
don’t have the same effect on opgerage when CV = 1%, even though combinations of four hoppers result
in the highest total number of combinations to choose from. The results confirm that the packing process
can be considered as a process with six-sigma capacity if three or four hoppers are combined and the CV
takes values of 1% and 2.5%. Based on the above analysis, it is proceed to calculate the modified control
limits for a value of k¥ = 3 and a CV = 1%. This is the optimum operating condition which allows to
minimize the variability in the weight of the package. We used egs. (1), (2), (3) and (4) with Zs and
Z,, replaced by 3.7 and 3.0, respectively. In this particular case, the Zs value corresponds to a fraction
nonconforming of at most § = 0.0001. The values of uy and py have been obtained assuming that the
mean may drift as much as 1.50pqckage from target weight, as already mentioned. Furthermore, it is
important to note that o, is replaced by opackage. All these values are presented in Table 2 for a sample
size of N = 1.

Figure 4 is the modified control chart in the monitoring of the total weight (W) for 200, 500, 1000
and 5000 packed products. Graphs show the process behaviour after establishing the modified control
limits through the standard deviation (opeckage) estimated by simulation of our packing algorithm. In
this regard, the process does not present an untypical behaviour and therefore the modified control chart
is established for monitoring the packing process.
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Inputs Outputs
\/%0' k G H o Mpackage  Opackage DCL Cp
2 28 500.00 7.07  999.99 2.34 0.00 2.13
3 56 333.33 5.77  999.99 0.74 0.00 6.79
4 70 250.00 5.00 999.99 0.77 0.00 6.52
10 5 56 200.00 4.47  999.95 1.24 0.00 4.05
6 28 166.67 4.08 1000.00 2.41 0.00 2.08
7 8 142.86 3.78 999.92 4.71 0.00 1.06
2 28 500.00 17.68 1000.08 6.08 0.00 0.82
3 56 333.33 14.43 1000.02 1.88 0.00 2.66
4 70 250.00 12.50 1000.03 1.65 0.00 3.02
25 5 56 200.00 11.18 1000.03 3.06 0.00 1.64
6 28 166.67 10.21 1000.06 5.86 0.00 0.85
7 8 142.86 9.45 999.73 11.76 0.00 0.43
2 28 500.00 35.36 999.97 11.96 0.00 0.42
3 56 333.33 28.87 1000.05 3.76 0.00 1.33
4 70 250.00 25.00 1000.01 3.60 0.00 1.39
50 5 56 200.00 22.36 999.93 6.53 0.00 0.77
6 28 167.67 20.41 999.90 12.38 0.00 0.40
7 8 142.86 18.90 999.87 23.70 0.00 0.21

Table 1. Simulation results from the packing algorithm for different values of the number of
hoppers to be combined and the expected coefficient of variation of the final package.

CV(%) Vko k  pp MU LSL USL LCL  UCL
1 10 3 998.90 1001.10 985.00 1015.00 985.53 1014.47

Table 2. Parameters of the modified X chart for the multihead weighing process

5 Conclusions

We have designed a modified X chart for monitoring and control of the multihead weighing process. The
modified control limits have been established to ensure a fraction nonconforming of at most 0.0001. Prior
to this, the process was optimised and improved through a packing strategy which seeks to reduce the
variability in the selection of the total weight of the package with respect to a desired target weight. The
strategy has been evaluated through a proposed packing algorithm which simulated the packing process
for different values of the number of hoppers combined in a multihead weigher with eight weighing
hoppers. In this sense, exact algorithms were developed to evaluate the several values of the number of
combined hoppers. The results indicate that both the packaging strategy and algorithm can resolve the
packing problem in an efficient way, to the point where the process can be considered as a process with
six-sigma capacity. It was concluded that combinations of three weighing hoppers reduce the variability
in the package when the expected coefficient of variation of the final weight is minimal, even though
combinations of three hoppers not result in the highest total number of combinations. We recommended,
for future research, make deeper studies for determine the relationship between the number of combined
hoppers and the total number of hoppers in the multihead weigher.
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Figure 4. Modified X chart for the multihead weighing process simulating different values for
the number of needed packages.

COMPSTAT 2016 Proceedings



Bibliography

NS

I

[11]

[12]

Barreiro, J.J., Gonzdlez, C. and Salicri, M. (1998) Optimization of Multiweighing Packing Proceed-
ing. Top, 6(1), 37-44.

Duncan, A.J. (1986) Quality control and industrial statistics. Illinois: Irwin.

Garey, M.R. and Johnson, D.S. (1979) Computers and Intractability: A guide to the Theory of
NP-Completeness. New York: WH Freeman and Company.

Grant, E.L. and Leavenworth, R. (1996) Statistical Quality Control. New York: McGraw-Hill.

Imahori, S., Karuno, Y., Nagamochi, H. and Wang, X. (2011) Kansei engineering humans and
computers: Efficient dynamic programming algorithms for combinatorial food packing problems.
International Journal of Biometrics, 3(3), 228-245.

Karuno, Y., Nagamochi, H. and Wang, X. (2007) Bi-criteria food packing by dynamic programming.
Journal of the Operations Research Society of Japan, 50(8), 376-389.

Keraita, J.N. and Kim, K.H. (2006) A Study on the optimum scheme for Determination of Opera-
tion time of Line Feeders in Automatic Combination Weighers. Journal of Mechanical Science and
Technology, 20(10), 1567-1575.

Keraita, J.N. and Kim, K.H. (2007) A Weighing Algorithm for Multihead Weighers. International
Journal of Precision Engineering and Manufacturing, 8(1), 21-26.

Montgomery, D.C. (2009) Statistical Quality Control. New York: John Wiley & Sons.
Pulido-Rojano, A. and Garcia-Diaz, J.C. (2014) Optimization of multihead weighing process using
the Taguchi loss function. Proceedings of IIE International 8th International Conference on Industrial
Engineering and Industrial Management and XX International Conference on Industrial Engineering
and Operations Management, Mélaga, Spain, 305-312.

Pulido-Rojano, A., Garcia-Diaz, J.C. and Giner-Bosch, V. (2015) A multiobjective approach for
optimization of the multihead weighing process. Proceedings of the International Conference on
Industrial Engineering and Systems Management, Seville, Spain, 426-434.

Salicra, M., Gonzalez, C. and Barreiro, J.J. (1996) Variability Reduction with Multiweighing Pro-
ceedings. Top, 4(2), 319-329.

157






On multivariate extensions of the
Mixed Tempered Stable distribution

Asmerilda Hitaj, University of Milano-Bicocca, asmerilda.hitajl@unimib.it
Friedrich Hubalek, Vienna University of Technology, fThubalek@fam.tuwien.ac.at
Lorenzo Mercuri, University of Milan, lorenzo.mercuri@unimi.it

Edit Rroji, University of Trieste, errojiGunits.it.

Abstract. We consider a generalization of Normal Variance Mean Mixtures and name it multivariate
Mixed Tempered Stable distribution. Properties of this distribution and its capacity in capturing fat
tails are discussed supported by simulation analysis. We point out that this distribution is suitable in
reproducing stylized facts and different dependence structures of asset returns.

Keywords. Mixed Tempered Stable, Infinitely divisible, Heavy tails, Dependence structure

1 Introduction

The Mixed Tempered Stable (MixedTS from now on) distribution has been introduced in [d] and used
for portfolio selection in [d]. It is a generalization of the Normal Variance Mean Mixtures [[] since the
structure is similar but its definition generates a dependence of higher moments on the parameters of the
Tempered Stable [[@] that replaces the Normal distribution.

In these notes we present the multivariate MixedTS distribution and discuss its main features. The
dependence between components in the mixing random variable controls the dependence structure in the
new distribution. In literature, a similar approach has been used by Semeraro in [[] for the construction
of the multivariate Variance Gamma distribution. However, the Semeraro model that considers as mixing
random variable a Gamma distribution, i.e. semi-heavy tailed, seems to be too restrictive for describing
the joint distribution of asset returns as observed in [3]. In particular, the signs of the skewness of the
marginal distributions determine the sign of the covariance. We show that we overcome these limitations
due to the presence of the additional parameters coming from the Tempered Stable random variable in
the multivariate definition of the MixedTS.

We review the main results of the univariate MixedTS and extend them in the multivariate context.
Analytical formulas for higher moments and a simulation study are the backbones of the comparison of
our approach with the Semeraro model.
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2 Univariate Mixed Tempered Stable

Let us recall the definition of the univariate Mixed Tempered Stable distribution.
Definition 2.1. A random variable (r.v.) Y is Mized Tempered Stable distributed if:

Y = po+pV +VVX (1)
where, conditioned on the positive r.v. V, the r.v. X follows a classical Tempered Stable distribution with
parameters (a,/\+\/V, )\,\/V> i.e.:

X|V ~ stdCTS(c, \y VV, A_VV) (2)
with parameters po, p € R, a € (0,2] and A, \_ € RT.

It is possible to calculate the first four moments of this distribution, which are reported in the following
Proposition.

Proposition 2.1.
Under the assumption that E [Vﬂ < 00, the first four moments of the MizedTS are:

E[Y] = o+ pnE[V]
Var Y] = p?Var(V)+ E[V]

my (V) = pbms (V) + 3uVar(V) + (2 - o) S
ma (Y) =
+(B—a)(2—a)

)\a 3 Aa 3)
AT 2 )\(x 2)
pma(V) + 652 [(V = E(V))* V] + 402 - a)
(gt
(377072

E[V
[] (3)

/\ A
WV&T(V)

EV],

where ms3 and my are respectively the third and fourth central moments.

We observe that ms and my4 depend on the mixing r.v. V and the tempering parameters A_ and
At+. Indeed we can have asymmetric distributions even if = 0. It is worth to note that parameters g
and g may have an economic interpretation. In particular, pg can be thought to represent the risk free
rate and p the risk premium for each unit of the variance process V. Through Normal Variance Mean
Mixtures is not possible to have negatively skewed distributions with ¢ > 0. From an economic point
of view this means that it is not possible to have a positive risk premium for each unit of variance when
the asset distribution is negatively skewed as usually observed in the market.

Proposition 2.2.
The characteristic function of the MizedTS, obtained by applying the law of iterated expectation, is:

E [eiuY] - E {E [eiu(uo-&-uV-i-\/VX)‘ V:H
_ eiuug+<1>v(iuu+LstdCTs(u; a, Ay, A))

(4)

where the Lggors (w; a, Ay, A_) is the characteristic exponent of a Classical Tempered Stable r.v. defined
as:

Ay — i) = AT + (A= +iu)* = A2 du (A=A
a(a—1) (AT2+ 2272 (a—1) (A2 + 2272

Lgacrs (u; o, Ay, A) =

The MixedTS has as special cases some well known distributions used in literature for modeling
financial return time series. In particular, if we assume that V ~ T'(a,0?) we get the Variance Gamma
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introduced in |
constraint o =

for @« = 2 and the Standardized Classical Tempered Stable (see [H]) if we add the
and let a go to infinity. By choosing:

—
%,d._.

a

)\+ =

a =

(5)

and computing the limit for A — 0" we obtain the Geometric Stable distribution (see [A]).

It is worth noting that, if V' is gamma distributed, the characteristic function in (@) identifies the
distribution associated to a time-changed Lévy process [?]. The time-changed Lévy process gives rise
to an infinitely divisible distribution (see, theorems 7.10 and 30.1 in [00]). Using the infinite divisibility
property we have that:

{® (y)}t — etunott+dv, (iuptLsacrs(w,aA0-)) — (Y;) (6)

where V; ~ T (at, 02) and Y; is a MixedTS (,uot, w02, at, o, Ay, )\,) from where we are able to introduce
a MixedTS Lévy process defined as follows:

Definition 2.2. Let (Q,f, {.7-",5}t2 ,P) be a filtered probability space, we define a MizedTS Lévy process
(Yt);5q such that:

e Yy =0.

e The increments are independent and stationary.

o Y, =Y, — Y, is MizedTS distributed with parameters (,uo (t—s),p0%a(t—s), A\, )\,).

In Figures 0 and B we plot the sample paths of a MixedTS process for fixed values of parameter «
and different combinations of tempering parameters A; and A_. We observe from Figure B that A, and
A_ control the asymmetry in the distribution of the increments. For Ay > A_ the distribution of the
increments is negatively skewed while, for Ay < A_ is positively skewed.
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3 Multivariate Mixed Tempered Stable distribution; definition
and properties

In this section we define the multivariate MixedTS and discuss its properties.

Definition 3.1. A random vector Y € RN follows a multivariate MizedTS distribution if its i*" compo-
nent is defined as:

Y = poi + Vi + Vi X, (7)

where X;|V; ~ stdCTS (i, A+.iv/Vi, A\— i/ Vi) and V; is the it component of a multivariate random vector
V', defined as:

Vi=Gi+a; Z, a; > 0. (8)

G; and Z are infinitely divisible random variables with positive support, where {Gi}ivzl and Z independent.

From (B) we have that the distribution V; is infinitely divisible and the components in (@) are MixedT'S
distributed. In this short note, Y; is assumed to be MixedTS distributed with Gamma mixing density.
For this reason we need either G; ~ I'(l;, m;) and a; = 0 or G; ~ I'(l;,m;), Z ~ I'(n, k) and

k
g = — lZNF 5 7). 9
a . = a (n,m;) (9)

The first requirement implies that the it component is independent from the others. In the remaining
part of this work, we study the case where the condition (H) holds, i.e. we consider dependent components.
From Proposition P11 it follows that:

e The mean of the general i*" element Y; is given by:

li+n

%

EYi] = po,i + pi (10)

e The variance (02) of the i'" element Y; is given by:

o = (1 + ”2> titn) (11)

m; m;
e The skewness of the i*" component is given by:
Siii = B [(Yz - K (Yz))g}
= | v - B ) + Vx|

)\aifS _ /\aifB M2 14
2 — ) 4 (3+21> el
(2= ) A A i) mi

(i+n)

* (12)

After straightforward calculations, the covariance (o;;) between the i'" (¥;) and the j* (Y;) element is:

i g
R . 13
Ti.g mg;m; " ( )
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Level curves and comparison with Multivariate Variance Gamma

The multivariate Mixed TS inherits from its univariate version the same level of flexibility. For instance
choosing all ; = 2 fori = 1, .., N we obtain as a special case the multivariate Variance Gamma introduced
by Semeraro in [I1]. The Semeraro model has the same structure as in ([@) but instead of each X; we have
W; where W1, ..,Wyx are independent Standard Normals. We recall the definition of the multivariate
Variance Gamma introduced in [I1].

Definition 3.2. A random vector Y° € RY is a Multivariate Variance Gamma if its components are
defined as:

Y = poi + wiVi + 0/ ViW;.

fori=1,...,N; the W;’s are independent standard normals and the V;’s are random variables each defined
as:

Vi=G;+a;Z fori=1,....,N and a; > 0,

with G; ~ T (l;,m;), Z ~T(n,k); for fized i we have that G;, Z and W; are independent.

The moments of the multivariate Variance Gamma can be easily calculated. In particular, the i
component of the mean vector is:

B(YS) = poa+ £ (i + ).

(2

The components of the covariance matrix are given by

2 2
Var(Y;%) = (7’;—% + 2 ) (li+n) fori=j

m;

14
C’ov(Yl-S,YjS) = L —:jn for i # j. (14)
The skewness of each component is:
3 2
Hi 5 Hi
i = | 25 +3— li : 15
y ( m3 + m? ) (i +n) (15)

As remarked in [3], this model is not able to capture some aspects often observed in the behavior of
financial time series. For instance, it is not able to reproduce negative correlation between assets with
negatively skewed marginal distributions. Let us consider two components ¢ and j and assume that their
skewnesses have discordant signs. From equation (Id) we can observe that p; and p; must also have
discordant signs, which leads to a negative covariance in (@), i.e. we can not have two components
with discordant skewness signs and positive correlation. Following the same reasoning we deduce that we
can not have two components with the same skewness sign and negative correlation. These limitations
become problematic in portfolio selection where time series of asset returns are assumed to be multivariate
Variance Gamma distributed.

In the multivariate MixedTS, the sign of the skewness of the marginals may differ and have positive
covariance. This is obvious from equation (I2), since the skewness sign does not depend only on the sign
of p; but also on the signs of A ; and A_ ;.

In Figures B and @ we plot the level curves of joint densities of bivariate MixedTS which can not be
reproduced with the multivariate Variance Gamma proposed in [[1]. In Figure B we have the case
where the marginal distributions have discordant skewness signs and positive correlation. In Figure @ the
marginals are negatively skewed distributions with negative correlation.
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Figure 3. Level curves, marginal distributions and joint density of a bivariate MixedTS. In this
case skew(Y1) = 7.37, skew(Y2) = —19.11 and correlation is positive.

—— 05
iEnziEfisis SE ] o HO:[(),O]
& cE :/3/ 1 3 :}\ ::\\.\ il o8 H= [1’ _012]
\:::A\ AV IR B -1 m=[1,1]
N Nixezlt S ,‘,\ 1 -15 I=[1.5,1.5]
R ///,/"/ | 5 a=[1.2,1.2]
RN A, =120, 10]
et T 1 25 A_=1[0.02, 0.01]
- 1 -3
| s S =[-3.0,-19.3]
: corr = [-0.077]
, -4
g -45
15 20 2 30 S0 02 04 06

Figure 4. Level curves, marginal distributions and joint density of a bivariate MixedTS. In this
case skew(Y1) = —3, skew(Y2) = —19.3 and correlation is negative.

4 Conclusion

In these notes we presented an infinitely divisible multivariate distribution that is a generalization of the
Normal Variance Mean Mixtures. This new multivariate model is characterized by a high flexibility in
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terms of ability in reproducing different sign combinations of higher moments. These features are quite
important for financial time series as the multivariate Variance Gamma distribution is able to capture
different dependence structures. The results here reported are discussed through a direct comparison of
the proposed model with the Multivariate Variance Gamma constructed in a similar way.
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Abstract. We address the component-based regularisation of a multivariate Generalized Linear Mixed
Model (GLMM). A set of random responses Y is modelled by a GLMM, using a set X of explanatory
variables, a set T of additional covariates, and random effects used to introduce the dependence be-
tween statistical units. Variables in X are assumed many and redundant, so that regression demands
regularisation. By contrast, variables in T' are assumed few and selected so as to require no regularisa-
tion. Regularisation is performed building an appropriate number of orthogonal components that both
contribute to model Y and capture relevant structural information in X. To estimate the model, we
propose to maximise a criterion specific to the Supervised Component-based Generalised Linear Regres-
sion (SCGLR) within an adaptation of Schall’s algorithm. This extension of SCGLR is tested on both
simulated and real data, and compared to Ridge- and Lasso-based regularisations.

Keywords. Component-model, Multivariate GLMM, Random effect, Structural Relevance, Regularisa-
tion, SCGLR.

1 Data, Model and Problem

A set of ¢ random responses Y = {yl, e ,yq} is assumed explained by two different sets of covariates
X ={z',...,2P} and T = {t',...,¢"}, and a random effect £ = {¢*,...,£7}. Explanatory variables
in X are assumed many and redundant while additional covariates in T are assumed selected so as to
preclude redundancy. Explanatory variables in T' are thus kept as such in the model. By contrast, X may
contain several unknow structurally relevant dimensions K < p important to model and predict Y, how
many we do not know. X is thus to be searched for an appropriate number of orthogonal components
that both capture relevant structural information in X and contribute to model Y.

Each y* is modelled through a Generalised Linear Mixed Model (GLMM) [i@] assuming conditional
distributions from the exponential family. More specifically in this work, the n statistical units are not
considered independent but partitioned into N groups. The random effects included in the GLMM aim
at modelling the dependence of units within each group.
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Over the last decades, component-based regularisation methods for Generalised Linear Models (GLM)
have been developped. In the univariate framework, i.e. when Y = {y}, Bastien et al. [l] proposed an
extension to GLM of the classical Partial Least Square (PLS) regression, combining generalised linear
regressions of the dependent variable on each of the regressors considered separately. However, doing so,
this method does not take into account the variance structure of the overall model when building a com-
ponent. Still in the univariate framework, Marx [6] proposed a more appropriate Iteratively Reweighted
Partial Least Squares (IRPLS) estimation that builds PLS components using the weighting matrix derived
from the GLM. More recently, Bry et al. [?] extended the work by Marx [B] to the multivariate frame-
work with a technique named Supervised Component-based Generalised Linear Regression (SCGLR).
The basic principle of SCGLR is to build optimal components common to all the dependent variables.
To achieve it, SCGLR introduces a new criterion which is maximised at each step of the Fisher Scoring
Algorithm (FSA).

Besides, regularisation methods have already been developped for GLMM, in which the random
effects allow to model complex dependence structure. Eliot et al. [B] proposed to extend the classical
ridge regression to Linear Mixed Models (LMM). The Expectation-Maximisation algorithm they suggest
includes a new step to find the best shrinkage parameter - in the Generalised Cross-Validation (GCV)
sense - at each iteration. More recently, Groll and Tutz [d] proposed an L;-penalised algorithm for fitting
a high-dimensional GLMM, using Laplace approximation and efficient coordinate gradient descent.

Instead of using a penalty on the norm of the coefficient vector, we propose to base the regularisation
of the GLMM estimation on SCGLR-type components.

2 Reminder on SCGLR with additional covariates

In this section, we consider the simplified situation where each 3* is modelled through a GLM (without
random effect) and only one component is calculated (K = 1). Moreover, let us use the following
notations:

H% : orthogonal projector on space F, with respect to some metric M.

(X)) : space spanned by the column-vectors of X.

M’ : transpose of any matrix (or vector) M.

The first conceptual basis of SCGLR consists in searching for an optimal component f = Xu common
to all the y’s. Therefore, SCGLR adapts the classical FSA to predictors having colinear X-parts. To be
precise, for each k € {1,...,q}, the linear predictor writes:

= (Xu)’yk + Ty

where 7, and J; are the parameters associated with component f = Xw and covariates T respectively. For
identification, we impose v’ Au = 1, where A may be any symmetric definite positive matrix. Assuming
that both the y’s and the n statistical units are independent, the likelihood function L can be written:

L(yln) = HHLk yi|n?)
1=1k=1

where Lj, is the likelihood function relative to *. Owing to the product vy,u, the “linearised model”
(LM) on each step of the associated FSA for the GLM estimation is not indeed linear: an alternated least
squares step was designed. Denoting z* the classical working variables on each FSA’s step and Wy ! their
variance-covariance matrix, the least squares on the LM consists in the following optimisation (see [2]):

4 2
. Wi k
i kZlHZ ~HiXur? HW s ZHHWH H
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which is also equivalent to :

ﬂixl wT( )a with wT ZHZkHw COSWk( k,<X’U,,T>) (1)

The second conceptual basis of SCGLR consists in introducing a closeness measure of the component
f = Xu to the strongest structures in X. Indeed, 17 is a mere goodness-of-fit measure, and must be
combined with a structural relevance measure to get regularisation. Consider a given weight-matrix W
-eg W = %In - reflecting the a priori relative importance of units, the most structurally relevant
component would be the solution of:

-

P

P
max ¢(u), with ¢(u ZXU\:EJ = Z(U’X'ijxj/WXu)l (2)

u Au=1 c
J=1

Tuning parameter [ allows to draw components towards more (greater ) or less (smaller ) local variable
bundles as depicted on Figure .

Figure 1. Polar representation of ¢!(u) according to the value of I, in the elementary case of
four coplanar variables.

To sum things up, s being a parameter that tunes the importance of the structural relevance relative
to the goodness-of-fit, SCGLR attempts a trade-off between () and (B), solving:

max  [¢(u)]” [r(u)]' " (3)

u Au=1

3 Adapting SCGLR to grouped data

We propose to adapt SCGLR to grouped data, for which the independence assumption of the statistical
units is no longer valid (e.g. longitudinal or spatial correlated data). The whithin-group dependence is
modelled by a random effect. Consequently, each of the y* is ultimately modelled through a GLMM. We
call this adaptation “Mixed-SCGLR”.

Single component model estimation

We first present the method’s principle. Then we give a Bayesian justification of the involved Henderson
systems. Finally, we present our algorithm’s steps.
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Principle We maintain predictors colinear in their X-parts. Introducing a random effect in each
predictor and still imposing u’ Au = 1, the linear predictors now write:

Vke{l,....q}, nf = (Xu)y + Ty, + UE* (4)

The random group effect is assumed different accross responses, yielding ¢ random effects &1, ..., £9.
These are assumed independent and normally distributed: Ny (0, Dy = 07Ay), where N is the number
of groups and Ay a known matrix (A = Iy in general).

Owing to the GLMM dependence structure, the FSA was adapted by Schall [9]. We, in turn, adapt
Schall’s algorithm to our component-based predictor (@), by introducing the following alternated proce-
dure at each step:

e Given v, 0k, £F and o2, we build the component f = Xu by solving a (B)-type program, which
attempts a compromise between goodness-of-fit and structural relevance criterions.

e Given u, zg being the classical working variables of the Schall’s algorithm and ngl their condi-

tional variance-covariance matrix, parameters 7y, d;, and £* are estimated by solving the following
Henderson system, which, subsequently, allows us to estimate o7} :

(Xu) We o (Xu)  (Xu)We T (Xu)We U Vi (Xu)' We g 2§
T/W&k(XU) T/W&kT TIW&]CU 5k = T/Wg,k Zg (5)
U'We ik (Xu) UWerT  UWepU+Dt) \&F U'We i 2¢

We chose Henderson’s method [5] since it is quicker than EM, for instance.

A Bayesian justification of the Henderson systems The conditional distribution of the data,
given the random effects, is supposed to belong to the exponential family, i.e. for each k € {1,...,q}, the
conditional density of Y}* | €¥ may be written:

kpk k
k pky _ yiei_bk@) k

Linearisation step : Denoting Gy the link function of variable y*, gy its first derivative and py the
conditional expectation (i.e. u* :=E(Y*|&F)), the working variables are obtained as:

k_ _k k k_ o/ k k k
ze =n¢ +ev, where e = (y; — p;)gr(1;)
Their conditional variance-covariance matrices are:

ngl — Var (zf |¢F) = Diag ([gk (Mf)]2 Var (Y;* |fk))i:1 o

Estimation step : Our estimation step is based on the following lemma about normal hierarchy:

Lemma 3.1. Given

Y10 ~ N (M0, R)
0 ~N(a, Q)

the posterior distribution is 8|y ~ N (0, C), where C = (M'R™'M + Q_l)_l and 0 satisfies:

C'9=MRy+Q 'a. (6)
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Given u, we just apply Schall’s method [d] with our regularised linear predictors (@), which is equiv-
alent to consider the following modelling:

7 Bl 0 0
(Ve 0 ) ~ N [ 6O, [ O By 0
0 0 0 Dy

We suggest to choose a noninformative prior distribution for parameters -y, et 5 (as inspired by Stiratelli
et al. [0]) imposing B,Zil = B,‘g_l = 0. Current estimates of parameters 7y, 8 and £* are thus obtained
solving (B), which is equivalent to the Henderson system (B).

Finally, as mentioned in [d], given estimate EAk for €%, we have the following updates for the maximum
likelihood estimation of the variance parameters o, k € {1,...,q}:

~1 ~
L S5
N — Ltr (A, 'Cy)
k

where Cy = (U'We U + D)™

The algorithm Component f = Xwu is still found solving a (B)-type program, adapting the expression
of ¢¥p. Indeed, conditional on the random effects ¥, the working variables z? are assumed normally
distributed according to (). We thus modify the previous goodness-of-fit measure, taking into account
the variance of zg conditional on &*. In case of grouped data,

vr(u) =" ||z§||§m cosly, (25, (Xu,T)) (8)
k=1

Extracting higher rank components

Let F* = {fl, .. .,fh} be the set of the first & components. An extra component ™' must best
complement the existing ones plus T, i.e. 7% := F* UT. So f"*! must be calculated using 7" as
additional covariates. Moreover, we must impose that f**! be orthogonal to F", i.e.:

FMW fhl =0
Component i+ := Xu"*! is thus obtained solving:

{max [B()]® [ ()]

subject to: w/Au=1and D"'u=0

q
where Ypn(u) = Z ||z§||ivg . cos%,VM (zg, (Xu,T")) and D" = X'WF".
k=1 ’

In Appendix, we give an algorithm to maximise, at least locally, any criterion on the unit sphere: the
Projected Iterated Normed Gradient (PING) algorithm. Varying the initialisation allows us to increase
confidence that the maximum reached is global. It allows us to build components of rank 4 > 1 by solving
programs () and also component of rank h = 1 if we impose T" = T and D" = 0 in the aforementioned
program.
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Current iteration of the single component Mixed-SCGLR

Step 1 Computation of the component
Set:

ulh = arg max [p(w)]® [Wr(w)]'™*  where ¥ is defined by (8)
u’ Au=1

= xql

Step 2 Henderson systems
For each k € {1,...,q}, solve the following system:

/ t / t / t
FAwWas fwhr o Mw i v\ [
t t t t
Twh it rwiT TwiU o | = | Twl 2
-1 k
vwlist vwlhr vwlu+ Y ¢ owl
Call 'y,[f], 5,[;] and §km the solutions.
Step 3 Updating variance parameters
For each k € {1,...,q}, compute:
kI 41 cklt]
a,%[tﬂ] = ¢ 3 and D,[:H] = a,%[tH]Ak

N — ggl[ﬂ tr (A,;lc,[f])

Step 4 Updating working variables and weighting matrices
For each k € {1,...,q}, compute:

N L [ e
_ t .
/‘Ez‘:le (nf“), i=1,....n

zf[HH _ nk[t] I (yf _ Mg]l) o (ug]i) i=1,....n

w1« i ([ ()] e (016)7) )

Step 1-4 are repeated until stability of © and parameters =, 6 and 013 is reached.

i=1,...,n
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4 Simulation study in the canonical Gaussian case

A simple simulation study is conducted to characterise the relative performances of Mixed-SCGLR, and
Ridge- and Lasso-based regularisations in the LMM framework [B, &]. We focus on the multivariate case,
i.e. several y's, with many redundant explanatory variables. To do so, two random responses Y = {y17 y2}
are generated, and explanatory variables X are simulated so as to contain three independent bundles of
variables: X7, X5 and X3. Each explanatory variable is assumed normally distributed with mean 0 and
variance 1. The level of redundancy within each bundle is tuned with parameter 7 € {0.1,0.3,0.5,0.7,0.9}.
To be precise, correlations among explanatory variables whithin bundle X are:

corr(X;) =711+ (1 —7)I

Besides, bundle X; (15 variables) models and predicts only y', bundle X5 (10 variables) only y?, while

bundle X3 (5 variables) is designed to be a bundle of noise. Considering no additional covariates (T = 0),
we thus simulate Y as :

1 _ X U 1 1

{y pr+UE +¢ (10)

Y= XpBy +UE +&°
We consider the case of N = 10 groups and R = 10 units per group. Consequently, the random-effect

design matrix can be written: U = Iy ® 1. All variables whithin each bundle are assumed to contribute
homogeneously to predict Y. Then our choice of the fixed parameters are:

Br=(03,...,0.3,04,...,04,0.5,...,0.5,0, . ccc0eeeieeiii, 0
5 times 5 times 5 times 15 times
B = (0, ,0,0.3,..,0.3,0.4,..,0.4,0.5,..,0.5,0,...,0 )/
%/—’ a,_/ —— N —
15 times 3 times 4 times 3 times 5 times

Finally, residual variability and within groups Variability are fixed to O’k = 1. We thus simulate random
effects and noise respectively as: €% ~ Ny (0,021y) and e¥ ~ N, (0,021,,), where k € {1,2} and n = NR.

On the whole, M = 500 simulations are conducted for each value of 7, according to model (I0). Simu-
lation m provides two fixed-effects estimations: B%m) and Bém). Unlike Mixed-SCGLR, both LMM-Ridge
and (G)LMM-Lasso are not designed for multivariate responses: estimations are computed separately in
these cases. Consequently, for each method, we decide to retain only the one which provides the lower
relative error. Their mean over M simulations (MLRE) is defined as:

[

MLRE = min
2 ) 2
Z 181l [ B2l

In table M, we summarise the optimal regularisation parameters selected via cross-validation. Corre-
sponding MLRE’s are presented in Table B to which we added the results provided without regularisation.
As expected, in both Ridge and Lasso regularisations, the shrinkage parameter value increases with 7. On
the other hand, the greater 7, the more Mixed-SCGLR (with | = 4 as recommended in [R]) focuses on the
main structures in X that contribute to model Y. The average value of s is approximatively 0.5, which
means that there is no significant preference between goodness-of-fit and structural relevance. Except for
7 = 0.1, Mixed-SCGLR provides the most precise fixed effect estimates despite the sophistication of the
dependence structure and the high level of correlation among explanatory variables. Indeed, if there are
no actual bundles in X (7 ~ 0), looking for structures in X may lead Mixed-SCGLR to be slightly less
accurate. Conversely, the stronger the structures (high 7), the more efficient our method.
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(G)LMM-Lasso LMM-Ridge Mixed-SC(G)LR
Optimal shrinkage = Optimal shrinkage = Optimal number Optimal tuning
parameter parameter of components K parameter s
7=0.1 63.4 24.1 25 0.53
T=0.3 111.2 53.7 5 0.53
T=0.5 171.3 73.2 3 0.51
T=0.7 220.6 78.2 2 0.51
7=0.9 254.9 84.9 2 0.52

Table 1. Optimal regularisation parameter values obtained by cross-validation over 500 simula-
tions

LMM (G)LMM-Lasso LMM-Ridge Mixed-SC(G)LR

7=0.1 0.141 0.083 0.090 0.094
7=0.3 0.340 0.180 0.124 0.105
T=05 0.686 0.413 0.150 0.059
T=07 1571 0.913 0.189 0.061
7=0.9 5.022 2.431 0.261 0.050

Table 2. Mean Lower Relative Errors (MLRE’s) associated with the optimal parameter values

In order to highlight the power of Mixed-SCGLR for model interpretation, we represent on Figure O
the correlation scatterplots obtained for 7 = 0.5, [ = 4, s = 0.51, and K = 3. It clearly appears that y'
is explained by the first bundle and y? by the second. The third component calculated catches the third
bundle, which appears to play no explanatory role.

Correlation plot Correlation plot

ser2 (18.46 %)
sera (1015 %)

scrl (27.29 %) ' C socrl(2729%)

Figure 2. Correlation scatterplots given by Mixed-SCGLR method on the simulated data. The
left hand side and the right hand side plots respectively show component planes (1,2) and (1, 3).
Both X-part linear predictors related to y! and y? are considered supplementary variables.
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5 Real data example in the canonical Poisson case

Genus is a dataset built from the “CoForChange” study, which was conducted on n = 2600 developped
plots divided into N = 22 forest concessions. It gives the abundance of ¢ = 94 common tree genera in
the tropical moist forest of the Congo-Basin, p = 56 geo-referenced environmental variables, and r = 2
other covariates which describe geology and anthropogenic interference. Geo-referenced environmental
variables are used to represent:

e 29 physical factors linked to topography, rainfall, or soil moisture,

e 25 photosynthesis activity indicators obtained by remote sensing: EVI (Enhanced Vegetation In-
dex), NIR (Near InfraRed channel index) and MIR (Mid-InfraRed channel index)),

e 2 indicators which describe stand of trees height.

Physical factors are many and redundant (monthly rainfalls are highly correlated, for instance, and
related to the geographic location). So are all photosynthesis activity indicators. Therefore, all these
variables are put in X. By contrast, as geology and anthropogenic interference are weakly correlated and
interesting per se, we put them in the set T of additional covariates.

It must be noted that the abundances of species given in Genus are count data. For each random
response 4, ...,y? we thus choose a Poisson regression with log link:

K
VEe{l,....q}t, v ~P|exp|> (Xu!)v;+T6 +UE
j=1

Among a series of parameter choices, values [ = 4 and s = 0.5 prove to yield components very close to
interpretable variable bundles. We therefore keep these parameter values in order to find - through a
cross-validation procedure - the number of components K which minimises the Average Normalised Root
Mean Square Error (AveNRMSE) defined as:

Tn | sy —m°
AveNRMSE:5Z nz<>

ik
k=1 i=1 Yy

On Figure B, we plot the AveNRMSE’s for K € {0,1,...,25}. As one can see, the best models are the
ones with 12, 14 and 16 components. We retain the most parcimonious of them, i.e the one with 12
components. Two examples of correlation scatterplots we obtain are given on Figure B, in which the
X-parts of linear predictors are considered supplementary variables.

6 Conclusion

Mixed-SCGLR is a powerful trade-off between multivariate GLMM estimation (which cannot afford
many and redundant explanatory variables) and PCA-like methods (which take no account of responses
in building components). While preserving the qualities of the plain version of SCGLR, the mixed one
performs well on grouped data, and provides robust predictive models based on interpretable components.
Compared to penalty-based approaches as Ridge or Lasso, the orthogonal components built by Mixed-
SCGLR reveal the multidimensional explanatory and predictive structures, and greatly facilitate the
interpretation of the model.
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Figure 3. AveNRMSE’s as a function of the number of components, obtained by a cross-
validation procedure. The “null model” does not include any explanatory variables in X, but
only additional covariates in T
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Appendix

The Projected Iterated Normed Gradient (PING) is an extension of the iterated power algorithm, solving
any program which has the form:
max h(u) (11)

to program (I2):
max g(v) (12)

'v=1
Cc’v=0

In our framework, the particular case C' = 0 (no extra-orthogonality contrain) allows us to find the first
rank component. Denoting o1 := I — (C'C)~'C” and T (v) := V g(v), a Lagrange multiplier- based
v

reasoning gives the basic iteration of the PING algorithm:

. T (v)

I Il G
[T ()]

(13)

Despite the fact that iteration (I3) follows a direction of ascent, it does not guarantee that g actually
increases on every step. Algorithm PING therefore repeats the following steps until convergence of v is
reached:

oo (vlf)

el = ¢ A )
Step 1 Set: & HHOLP (v[t])H
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Correlation plot Correlation plot
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e
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Figure 4. Two examples of correlations scatterplots on data Genus. The left hand side plot
displays only variables having cosine greater than 0.8 with component plane (1,2). It reveal two
patterns: a “rain-wind”-pattern driven by the Pluvio’s and Wd’s variables and a photosynthesis-
pattern driven by the Evi’s. On the right hand side, we plot variables having cosine greater than
0.7 with component plane (2,3). Component 3 reveals a bundle driven by variables Altitude,
MIR and PluviolO, which prove important to model and predict several y’s.

Step 2 A Newton-Raphson unidimensional maximisation procedure is used to find the maximum of g(v)
on the arc (vl k) and take it as olt+1].
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Abstract. Outliers often reveal crucial information about the underlying data such as the presence of
unusual observations that require for in-depth analysis. The detection of outliers is especially challenging
in real-world application scenarios dealing with high-dimensional and flat data bearing different subpop-
ulations of potentially varying data distributions. In the context of high-dimensional data, PCA-based
methods are commonly applied to reduce dimensionality and to reveal outliers. Thus, a thorough empir-
ical evaluation of various PCA-based methods for the detection of outliers in a challenging audio data
set is provided. The various experimental data settings are motivated by the requirements of real-world
scenarios, such as varying number of outliers, available training data, and data characteristics in terms
of potential subpopulations.

Keywords. Outlier detection, Robust PCA, Audio data, Experiments

1 Introduction

Outlier identification is an essential data mining task. Outliers do not only contaminate distributions
and, thus, estimations based on the distributions, moreover, they often are the prime focus of attention.
In many fields outliers carry significant, even crucial information for applications such as fraud detection,
surveillance, and medical imaging. In this paper, we employ outlier detection in an automated highlight
detection application for audio data. This is a first step towards the identification of key scenes in videos,
where the audio is a fundamental component.

Outlier detection gets considerably more difficult in a high-dimensional space or when there are less
observations than variables available (flat data). In a high-dimensional space, data becomes sparse and
distances between observations differ very little. To justify the application of distance-based similarity
measures in such a situation, the reduction of dimensionality is an inevitable course of action. A well-
established approach for this purpose is the use of principal component analysis (PCA), which transforms
the original variables to a smaller set of uncorrelated variables keeping as much of the total variance as
possible [8]. This step removes the curse of high dimensionality for this subspace. Nevertheless, it has been
shown, that even though in theory distance functions loose their meaningfulness in high dimensionality,
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the orthogonal complement of the principal component (PC) space might still hold crucial differences in
the distance and, thus, important information for outlier detection [P1].

The focus of this paper is the thorough empirical comparison of PCA-based methods for high-
dimensional and flat data, that are suitable for outlier detection in audio data. We compare classical
PCA with its robust versions in terms of sensitivity regarding changes in the setup such as the percentage
of outliers and the size or the distribution of the data sets. A crucial aspect in this context is the proper
choice of number of components used for the construction of the PC space. We propose to manually label
a small number of observations and to use those labels to estimate the best possible number of PCs with-
out any prior knowledge of the data structure. This concept creates a reasonable situation for real-world
applications. Thus, an estimation for the optimal number of components is performed throughout all the
experiments including an analysis regarding the number of pre-labeled observations itself. Furthermore,
we outline an approach for the optimization of critical values used for outlier detection by employing the
additional information from the labeled observations, which can greatly increase the robustness of the
outlier detection towards the number of chosen components.

2 Related work

Several authors perform simulation studies to explore the performance of the classical and various robust
PCA-based methods in different scenarios in the context of outlier detection, such as varying degree of data
contamination, data dimensionality, and missing data, e.g. [I2][I5][I6][T9]. For example, Pascoal et al. [Z]
compare the classical PCA approach [8] with five robust methods: spherical PCA [00], two projections
pursuit techniques [0][2], and the ROBPCA approach [6] in different contamination schemes. The results
show that ROBPCA outperforms the compared methods in terms of estimated recall. Similarly, Sapra [T5]
shows that a robust PCA approach based on projection pursuit [d] outperforms the classical PCA even
for data sets with more variables than observations. In a recent simulation study, Xu et al. [9] show
that for the generated data settings the performance of ROBPCA and techniques based on projection
pursuit degrades substantially in terms of expressed variance as the dimensionality of the data increases.
However, the authors only consider the first few principal components and focus on a data setting where
the observations and the variables are of the same magnitude. Usually, simulation studies are performed
for very specific data settings, e.g. all observations/variables follow a predefined distribution. However,
real data have more complex data structures than synthetic data and, thus, outlier detection on real
data is even more challenging. Current evaluations on real data sets are often limited by the number of
available data. As a result, a thorough investigation of different outlier detection methods for various
data settings is barely feasible. For example, Sapra [[5] performs an evaluation on a small set of financial
data with 120 observations. Hubert et al. [] report evaluations on three low-sampled real data sets with
varying dimensionality. While evaluations on multiple data sets provide an estimation of the robustness
of the investigated approaches, no general conclusions about the sensitivity to specific data aspects
can be made. Experiments with larger real data sets are commonly tailored to the evaluation of the
performance of outlier detection methods for a particular data without any variation of the experimental
settings, e.g. [B][7]. In contrast, we employ a large real data set in the simulation of different experimental
settings and perform a thorough evaluation of the sensitivity of the explored approaches with respect to
varying data aspects.

3 Evaluation setup

Compared approaches

In general, algorithms for estimating the PC space are based on either eigenvector decomposition of the
empirical covariance matrix, singular value decomposition (SVD) of the (mean-centered) data matrix,
or on projection-pursuit (PP) technique. We compare several approaches including both classically and

COMPSTAT 2016 Proceedings



Brodinova et al. 185

robustly estimated PCs which are suitable for high-dimensional flat data. PCA-based outlier detection
can be employed using two different distances for each observation derived from the PC space [G]: score
distance, SD, and orthogonal distance, OD:

where t; = (¢;1, . .. ,tik)T are the score vectors in the PC space, x; is the ith observation of the data matrix
X, and the index k refers to the number of PCs. While SD represents the distance of observations in the
estimated subspace to the center of data, OD measures the distance of the observations to the subspace.
Two thresholds are used to detect outliers. For the SD, the 97.5% quantile of the x? distribution with
k degrees of freedom, i.e. cg% = (xi’0.975)1/2, and for the OD, 97.5% quantile of the standard normal

distribution, cg% = (i + 620.975)%%, can be taken as the critical values. The estimation of /i (resp. &)

can be obtained using the median (resp. MAD) of the values of OD?/ 8 (see [B] for more details). If either
threshold is exceeded, the respective observation is classified as an outlier.

cIPCA: Classical (non-robust) PCA [R] for flat data is performed by means of SVD which is
directly related to eigenvalue decomposition of the classical empirical covariance [IR]. The columns of
the loading matrix P are the right singular vectors and the variance I; corresponding to the j-th singular

value. However, the classical covariance is sensitive to outliers [B] and the resulting PCs do not describe
the true data structure.

OGK PCA [11] is a PCA-based approach using robust covariance matrix estimation. The method
starts by robustly scaling the data, Y = XD™! where D = diag{6(X1)...6(X,)} is the robustly
estimated univariate dispersion of each column X; of the data matrix X, and ¢ is computed by using
T-estimation of univariate dispersion. Next, the Gnanadesikan-Kettenring estimator [5] is computed for
all variable pairs of Y resulting in a robust correlation matrix, U, where Uj;, = cov(Y},Yy), j,k=1,...,p.
The eigenvector decomposition of the correlation matrix U = EAE T allows for the projection of the data
onto the directions of the eigenvectors, Z = YE. Finally, the covariance matrix is transformed back to
the original space, Sx = DELE"D", where L = diag{6(Z1)...6(Z,)} and DE is the loading matrix of
p orthogonal eigenvectors of dimension k and corresponds to the direction of the principal components.

GRID PCA [0] is a robust PCA approach using the GRID search algorithm. It employs the
PP method to project the data on a direction which maximizes the robust variance of the projected
data [8]. GRID first sorts the variables in decreasing order according to the robust dispersion. The first
projection direction is found in the plane spanned by the first two sorted variables and it passes through
the robust center and a grid point. The remaining variables successively enter the search plane to obtain
the first optimal direction. The algorithm searches the subsequent directions in a similar way by imposing
orthogonality until there is no improvement in maximizing the robust variance.

ROBPCA [6] combines robust PP techniques [d] with robust covariance estimation. First, the data
space is reduced to an affine subspace using a SVD [[7]. In the next step the least outlying observations
are identified using the univariate Minimum Covariance Determinant (MCD) location and scale estima-
tor [I3]. The covariance matrix, Sy, of the least outlying points is subsequently used to select a number of
components k and to project the data on the subspace determined by the first k eigenvectors of Sy. The
FAST-MCD algorithm [I4] is employed to obtain a robust scatter matrix, S = PLP ', where P is the
loading matrix of p orthogonal eigenvectors of dimension k and L the diagonal matrix of k eigenvalues.

PCOut [3] is a method already comprising an outlier detection algorithm, in contrast to the pre-
viously described approaches. First, the observations being far away from the center of the main body
of the data are identified, i.e. location outliers. Then, the detection of scatter outliers generated from a
model with the same location as the main data but with a different covariance structure is conducted.
Outlier detection is performed in the subspace using the robustly scaled PCs which contribute to about
99% of the total variance.
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Figure 1. ROC gurve construction.

Performance measures

We evaluate the performance of the compared approaches in terms of true positive rate, TPR, and false
positive rate, FPR: TPR = TP/(TP + FN),FPR = FP/(FP + TN), where TP refers to the true
positives (correctly identified outliers), F'N to the false negatives (outliers declared as normal observa-
tions), F'P to the false positives (normal observations declared as outliers), and T'N to the true negatives
(correctly identified normal observations). Additionally, we calculate the area under the Receiver Oper-
ating Characteristics (ROC) curve (AUC) representing the trade-off between TPR and F'PR by a single
value. Figure 0 illustrates the construction of a ROC curve for an example evaluation A. The estimation
of the corresponding AUC of A is obtained in such way that the area is divided into regular shapes
and summed up which results in AUC = 1/2 (1 +TPR — FPR). Note that when the algorithm does
not detect any outlier (i.e. both TPR and FPR are zero) the AUC according to the above formula is
equal to 0.5. Although the two extreme scenarios (no outlier detected and random prediction) are not
identical, they are both not desired output in terms of effectiveness of outlier detection approaches. It
should also be noted that the number of regular observations is much higher than the number of outliers.
Thus, the defined AUC measure is much more sensitive towards changes in the total number of positively
identified than towards negatively identified outliers. While this looks disproportional at first, the focus
of the performed evaluations is the successful detection of outliers. Therefore, in this concept the high
sensitivity towards single changes in TP is a welcome side effect.

Data set

We employ a high-dimensional, real-world audio data set of approximately 8, 700 observations to construct
different challenging experimental settings, i.e. flat data, varying number of outliers and available training
data, etc. The data set covers the three fundamental audio types: music, speech, and environmental
sounds. Each observation is represented by a set of 50 (partially) multi-dimensional features, i.e. each
feature consists of one or more variables, resulting in a feature vector of 679 dimensions in total. Features
were selected in order to capture a wide range of audio properties and to represent the particular qualities
of the three audio types equally well. The feature set comprises features that operate in the temporal and
frequency domains, e.g. features for zero crossings, amplitude or brightness, features from the MPEG7
standard, perceptional features, and various cepstral coefficients.

The observations are approximately equally distributed across the three audio types. However, the
underlying data structures are strongly varying due to present subpopulations of different sizes, e.g.
different genres in the music samples and different voices in the speech samples. When constructing the
data sets for the experiments and for the performance evaluation of the investigated approaches for outlier
detection, we exploit the available labels, e.g. we define TV speech data, the largest subpopulation, as
main group and select observations from environmental sounds as ”outliers”. This is a very challenging
approach: While, usually, speech and music recordings can be easily separated by the employment of
suitable features, this does not hold for environmental sounds. Environmental sounds cover a wide range
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of noises that sometimes have great similarities with speech data, sometimes with music and often they
are just different.

The outlier detection approaches based on the two distance measures (OD and SD) employ three
data sets: training, validation, and test set. The PC space spanned by k components is constructed with
the observations coming from the training set. Additionally, we calculate the two critical values for the
orthogonal distance, cg p» and for the score distance, c’g p- These measures are exclusively derived from
loadings and scores of the training data. Next, the observations from the validation set are projected
onto the constructed PC space spanned by £ PCs. An observation having an orthogonal or score distance
larger than the respective critical value is declared as an outlier. This procedure is conducted with varying
number of components k to select the optimal number of components, kqp¢, in terms of maximizing AUC.
The use of validation set in this context prevents potential overfitting of the estimated parameter, kop, to
the characteristics of the training data. Finally, we perform an evaluation on the test data with respect
to the optimal number of components k,,: from the validation set and the PC space spanned by kop:
determined by observations from the training set. Finally, we perform the evaluation on the test set using
the parameters estimated on the training set.

We rescale the data to make variables comparable using the mean and standard deviation of the
variables in the training set. The reason for applying a non-robust scaling is the presence of many
variables which are almost constant but a small proportion of values has huge deviations. The robust
MAD for such variables would be very small and this would artificially increase the whole data range
during the scaling. As a consequence, many of the regular observations would be made indistinguishable
from real outliers. The assignment of the observations to training, validation, and test sets is done
randomly and all evaluations are based on 100 replications. Since we have a larger pool of available data,
independent training and validation data were constructed repeatedly. We think this is preferable over
cross-validation, which would typically be used in situations where independent validation data are not
available.

4 Experimental results

In this section we present the performed experiments which focus on the sensitivity of the investigated
approaches with respect to the percentage of outliers, size of training and validation sets, and data
characteristics. We report results in terms of AUC, TPR, FPR, number of PCs, and the corresponding
standard errors (SE) over the 100 randomly initialized replications for each experiment.

Sensitivity to the percentage of outliers

For this evaluation we consider TV recordings (the biggest speech subgroup) as regular observations and
we randomly select observations from both environmental and music samples as outliers. We split the data
equally into training, validation, and test sets, corresponding to approximately 360 regular observations
per set.

In a first experiment, we calculate the PC space using only the regular observations from the training
set and we consider different percentage of outliers for the validation and test sets: 2%, 5%, and 10% of
the main observations (see Table M). The results show that cIPCA performs similar or better than the
robust PCA methods, while PCOut is capable of finding only approximately half of the outliers (indicated
by the low TPR). Although the performance of cIPCA and its robust counterparts degrades slightly by
decreasing the percentage of outliers, ROBPCA does not indicate such dependency. SE remains at a very
low level during the experiments for all methods.

In a second experiment, we consider that the training set is not free of outliers in order to explore their
impact on the constructed PC space. The results show that the robust PCA methods clearly outperform
cIPCA. PCOut performs as poorly as in the first experiment. While the number of outliers does not show
any clear dependency on the resulting AUC, this is not the case for the number of PCs. GRID PCA
reduces the number of selected PCs with decreasing contamination in contrast to the remaining methods.
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% Method Pure training set Training set with outliers
AUC (SEauc) | k (SEx) | TPR (SEtpr) | FPR (SErpr ) || AUC (SEauc) | k (SEx) | TPR (SErpr) | FPR (SEppR)

cIPCA 0.948 (0.002) 122 (1) | 0.953 (0.005) 0.058 (0.003) 0.531 (0.005) 152 (16) | 0.067 (0.011) 0.004 (0.001)
GRID PCA 0.943 (0.002) 144 (2) | 0.943 (0.004) 0.056 (0 002) 0.921 (0.003) 140 (1) | 0.896 (0.006) 0.053 (0.001)
10 | ROBPCA 0.907 (0.002) 57 (2) | 0.918 (0.007) 0.103 (0.004) 0.891 (0.004) 75 (3) | 0.887 (0.007) 0.106 (0.005)
OGK PCA 0.936 (0.002) 191 (4) | 0.946 (0.005) 0.074 (0.003) 0.929 (0.003) 281 (4) | 0.926 (0.006) 0.068 (0.002)
PCOut 0.602 (0.006) -(-)| 0.516 (0.060) 0.311 (0.002) 0.624 (0.004) - (-) | 0.351 (0.007) 0.103 (0.002)
cIPCA 0.946 (0.003) 136 (2) | 0.949 (0.007) 0.057 (0.003) 0.557 (0.007) 205 (15) | 0.124 (0.015) 0.009 (0.002)
GRID PCA 0.942 (0.003) 163 (2) | 0.937 (0.007) 0.054 (0.002) 0.933 (0.003) 152 (2) | 0.923 (0.007) 0.057 (0.002)
5 | ROBPCA 0.916 (0.003) 51 (2) | 0.929 (0.006) 0.097 (0.004) 0.918 (0.004) 54 (3) | 0.928 (0.008) 0.092 (0.004)
OGK PCA 0.931 (0.003) 168 (5) | 0.931 (0.008) 0.070 (0.003) 0.925 (0.003) 203 (6) | 0.918 (0.008) 0.067 (0.004)
PCOut 0.609 (0.007) -(-)| 0.538 (0.016) 0.320 (0.006) 0.621 (0.006) - (-) | 0.359 (0.012) 0.118 (0.005)
cIPCA 0.912 (0.007) 164 (4) | 0.865 (0.016) 0.040 (0.003) 0.565 (0.009) 173 (15) | 0.141 (0.019) 0.011 (0.002)
GRID PCA 0.937 (0.007) 190 (4) | 0.860 (0.015) 0.039 (0.003) 0.914 (0.006) 174 (4) | 0.872 (0.013) 0.044 (0.002)
2 | ROBPCA 0.913 (0.005) 39 (3) | 0.911 (0.010) 0.085 (0.005) 0.918 (0.005) 39 (3) | 0.916 (0.011) 0.081 (0.005)
OGK PCA 0.905 (0.007) 129 (6) | 0.862 (0.015) 0.052 (0.004) 0.908 (0.007) 139 (7) | 0.865 (0.016) 0.050 (0.004)
PCOut 0.604 (0.009) -(-) | 0.531 (0.021) 0.323 (0.006) 0.615 (0.009) - (-) | 0.420 (0.022) 0.191 (0.011)

Table 1. Evaluation results for different percentage of outliers (%).
px

ROBPCA tends to select a considerably lower number of PCs than its counterparts. The achieved results
in terms of AUC suggest that the use of robust PCA methods is recommended when there is no guarantee
that the training set is free of outliers. In a real-world scenario this can not always be satisfied. Therefore,
we take this into account and all further experiments consider training set containing outliers.

Sensitivity to the size of training, validation, and test sets

In this experiment, we investigate whether varying the size of training, validation, and test sets consid-
erably influences the performance of the compared approaches. Again, we consider the biggest speech
subgroup as main observations and we add 5% from the instances from music and environmental sounds
as outliers. We divide the data into training, validation, and test sets according to different partitions
ranging from 0.33/0.33/0.33 to 0.05/0.05/0.90 corresponding to the size of sets from 378/378/380 to
57/57/1022 observations. Note that the percentage of outliers is the same in each data set.
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Figure 4. Evaluation results for varying size of training, validation, and test sets.
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Figure @ shows the results of the evaluation in terms of AUC and number of PCs necessary to
distinguish outliers from main observations. clPCA fails since the training set contains outliers. The
performance of the robust PCA methods decreases with the reduction of the size of training and validation
sets. GRID PCA achieves a high AUC and outperforms the remaining methods even if the size of the
available training set is reduced to 170 instances. AUC falls rapidly when considering smaller data size.
In contrast, ROBPCA yields still a reasonable AUC in the most extreme setting (57 observations). For a
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Figure 5. Detailed investigation of the resulting AUC during the replications for different par-
titions of training, validation, and test set (training/validation/test set) corresponding to the
following size of sets: 1: 378/378/380, 2: 283/283/570, 3: 170/170/796, 4: 113/113/910, and
5: 57/57/1022 observations.
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more detailed investigation, we visualize the distribution of the resulting AUC during the 100 replications
for each method. Figure B illustrates that PCOut and cIPCA perform similar in each situation since the
distribution of observed intervals is almost identical. This does not hold for the other three methods.
The proportion of AUC ranging from 0.9 to 1 representing the results of ROBPCA decreases with the
size reduction of training and validation sets. Considering the performance of OGK PCA, we observe
that the largest proportion of AUC between 0.9 and 1 is attained when the sample size of training set is
283, and subsequently reduced size to 57 instances causes that the majority of AUC achieves the values
between 0.5 and 0.8. The results of GRID PCA reveal very large proportion of AUC from the interval
(0.9,1] in the first three situations. However, when the size of training and validation sets is reduced from
113 to 57, almost half of the AUC values are in the interval (0.7,0.4]. Figure B shows that the number
of PCs selected by ROBPCA is independent from the size of the sets and it tends to choose fewer PCs
while the number of components in case of the other methods is affected by decreasing the number of
observations in the training and validation sets. This is given by the method itself but also by the size of
the employed training set. Moreover, the number of PCs selected by cIPCA deviates considerably during
the replications in the first three situations. In contrast, GRID PCA indicates small SE of the selected
numbers of components.

Sensitivity to the size of the validation set

Our last experiment employed a training set containing outliers to construct the PC space and calculate
two critical values. That means, the available information about labels is required only for the validation
set to select the optimal number of PCs. Additionally, the results from the experiment indicated that
some of the compared approaches perform well even if the size of validation set is reduced to 170 or 57
instances. These findings motivated us to explore how many observations in the validation set need to
be labeled to achieve satisfying results. We fix training and test sets to the same size, 378 observations,
and vary the number of observation in the validation set from 21 up to 378 instances. We simulate the
biggest speech subgroup as the main observations and we add 5% from the other two audio groups as
outliers. PCOut is not included to this experiment since it does not use a validation set.

Figure B shows that both GRID PCA and OGK PCA are sensitive to the size of the validation
set. Additionally, the AUC deviates considerably with decreasing size of the validation set. In contrast,
ROBPCA performs well independently from the number of instances in the validation set and achieves
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a high AUC even if the size of the validation set is small in comparison to the training and test set. In
general, the number of PCs (see Figure @) decreases with reducing the size of validation set and deviates
during the replications. ROBPCA indicates both small SE and slight decline in the selected number of
PCs. To stress our conclusion that available labeled validation data set can be small to achieve reasonable
results, we change the main group to music and perform the same experiment. The size of training and
test set is fixed to 168 instances. Figure B and Figure B indicate very similar performance and ROBPCA
outperforms the remaining methods in all investigated situations.
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Figure 10. Evaluation results for varying sizes of the validation set. Top row: main observations

from speech data. Bottom row: music.
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Sensitivity to the data characteristics

In this experiment we explore the sensitivity of the compared approaches to the underlying data char-
acteristics with respect to varying data structures given by the different subpopulations in the audio
dataset. We simulate the main observations consisting of three randomly selected audio subgroups with
different sample size and the percentage of outliers is fixed to 5% of the corresponding main observations.
We investigate the case of one majority subgroup present in the main observations and, in a next step,
several subgroups. Figure I3 shows that the performance is slightly better when a single majority group
is considered. Although ROBPCA and GRID PCA achieve a higher AUC, the results indicate that these
two methods face difficulties in coping with multi-group data structures. clPca completely fails with AUC
of 0.5. Additionally, the values for the the SE of AUC are considerably higher than in the previous exper-
iments. Overall, there is no clear dependency between the number of PCs and the different multi-group
data structure.
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5 Discussion on critical values

The critical values are given by the quantiles of a x? distribution for the SDs and the quantiles of the
unknown distribution for the ODs which can be estimated by a robust Wilson-Hilferty approximation.
Both critical values are based on the assumption of multivariate, normally distributed main observa-
tions. Those critical values are always an approximation since the distribution itself is estimated from
the given observations. The central y? distribution of the SDs and the non-central x? distribution of
ODs get distorted if the assumptions of normality are violated. In our experiments, we clearly observed
data structures, which do not follow a normal distribution. We partly absorb this effect by using robust
estimations. Therefore, the majority of observations can be properly modeled based on a normal distri-
bution. To cope with the distorted distributions of the distances in addition to using robust estimations,
we suggest to take advantage of the availability of validation data and to adjust the critical values. For
this purpose, we can maximize the AUC performance for each fixed number of components, varying the
critical values for SDs and ODs. Note, that the only meaningful critical values are the distances given by
pre-labeled outliers. All other possible values will increase the FPR, without affecting the TPR. Thus,
the necessary computational effort is very acceptable.
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Figure 14. Comparison of AUC values depending on the number of components. While the
quality of the classification for the classical critical values is highly depending on the chosen
number of components, the adjusted critical vglues remains at an almost constant level.

The main benefit of this procedure is the resulting robustness towards the number of chosen PCs.
Figure @ shows this effect for ROBPCA for one example of speech main observations with 5% outliers.
The experiment indicates that performing the outlier detection for a low number of PCs is sufficient. Thus,
even though the adjustment needs computation time, the total computational effort decreases, since it is
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no longer necessary to calculate a whole range of different numbers of PCs. At the same time, the risk
of choosing an inappropriate number of PCs vanishes with increasing number of observations. It can be
easily shown that the adjustment will asymptotically always perform at least as good as the theoretical
critical values with increasing numbers of validation observations. If the theoretical assumptions of
multivariate normal distribution holds where observations with large Mahalanobis distance are classified
as outliers, the adjustment converges to the provided theoretical critical value due to the law of large
numbers. For any non-normal distribution it converges to the respective true critical value and, therefore,
it outperforms the theoretical critical values, derived from false assumptions. However, for large number
of observations, especially outlying observations, the adjustment converges. Thus, the method should
only be used to analyze setups where enough outlying observations allow for a proper estimation of the
ROC curve.

6 Conclusion

In this paper we compared different PCA-based algorithms for outlier detection in the context of a
high-dimensional audio data set. Since the classical PCA [R] is sensitive to the presence of outliers in
the training data, we employed several, well-established robust PCA methods, such as GRID PCA [,
ROBPCA [6], OGK [I1], and PCOUT [B], to better reveal outlying samples. We performed a thorough
investigation of the sensitivity of the employed approaches with respect to different data properties,
percentage of outliers, and size of the available training data. In all of those settings, ROBPCA performed
at the same level as the GRID and OGK algorithms. However, ROBPCA showed much lower sensitivity
towards changes in the number of available training and validation observations. The reason for this
property is the fewer necessary number of PCs to properly model the data structure. If the number of
available observations is too low to create the necessary PCA space or to properly evaluate the used PCA
space, the quality of the outcome decreases. We therefore recommend the usage of ROBPCA for outlier
detection in similar setups where few pre-labeled observations allow for the individual estimation of a
proper number of PCs. Further utilization of pre-labeled observations is possible by adjusting the critical
values for outlier detection if the observations do not follow a normal distribution. In such a situation, if
the number of observations, especially outliers, is big enough, the adjustment can significantly improve
the quality of the proposed procedures, providing a more robust set of critical values, which are able to
cope with skewed distributions.
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Abstract. In survival analysis with high-dimensional regressors, the Cox Proportional Hazard Model
(CPHM) encounters instability problems owing to regressor-collinearity. Its regularisation is therefore
needed. Two family of methods currently perform regularisation of regression models: penalty-based
methods such as Ridge and Lasso, and component-based models such as PLS-type regression models.
Only the latter enable exploratory analysis of predictive structures by making components lean on the
regressors’ strong correlation structures. We propose a new way to take into account the structural
relevance of components within the estimation procedure of the Cox Model. Our algorithm, called
SCCoxR (for Supervised-Component based Cox Regression), is tested on simulated data, and then,
applied to life-history data of HIV-positive Thai subjects, in order to model the age at disclosure of their
serologic status.

Keywords. Component, Cox Regression, Proportional Hazard Model, PLS Cox Regression, Regulari-
sation, SCGLR, Survival analysis, THEME.

1 Introduction

We consider a survival time Y, depending on a block of covariates X, plus a set of extra-covariates Z.
X and Z can be time-dependent. There may be non-informative right-censoring on Y. Variables in Z
are few and exhibit low or no correlation. By contrast, variables in X are many and possibly redundant,
so that the CPHM demands regularisation with respect to X. Now, there are several approaches to
regularisation. One is through penalising the norm of the coefficient vector (in the Ridge and Lasso
ways) [0, [1]. Another is using components that maximise, at some point, a trade-off between the model’s
goodness-of-fit and a measure of the component’s structural strength (e.g. its variance, for PLS-related
Component-based techniques [d, 2, 8]). Only component-based methods enable a full exploration of the
regressor-space in terms of interpretable predictive structures. [I] proposed a practical PLS-extension
of Cox’s regression. This extension consists in applying the Cox regression on each regressor separately
and then building the first component by summing the corresponding linear predictors. Each further
component is built likewise after deflating the regressors on the former components. By contrast, we
propose to redesign the CPHM estimation algorithm, basing it on a component to be calculated so as
to be both structurally strong and predictive. Recently, [8] have proposed a flexible notion of Structural
Relevance (SR) of a component, extending its variance. This work proposes a way to combine it with the
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likelihood of the model in a new CPHM estimation procedure: SCCoxR, yielding a regularised estimation
based on a sequence of supervised components.

2 Cox’s Proportional Hazard Model

Notations:
e 3, is the survival-time or censoring-time of unit i.
e z;; and z;; are the vectors of covariates X and Z respectively for unit ¢ at time ¢.

e Censoring-indicator ¢ is defined through: Vi, d; = 1 if the event occurs for ¢ at time y; , and d; =0
if ¢ is censored at time y;.

e R(t) denotes the set of all individuals at risk at time t.

The model

Here, Cox’s PHM is thus based on the following formulation of the hazard function of unit ¢ at time
t: h(t;wit, 2it) = ho(t)e® TietY %t where ho(t) is the baseline hazard function. The survival function
having hazard function hg(t) is the baseline survival function (BSF).

The classical estimation of 5 and ~

The partial likelihood (PL) defined by [G] is, when there are no simultaneous events:

5.
m 65/1“’1’ JF’Y,Zi,yi ¢

LB X, 2) =]]
Pl ZjER(yi) eﬁ doyi T Zi,y;

The PL can, under some assumptions, be interpreted as a marginal likelihood of events’ ranks [G]. It

involves only (8,+), which can be estimated by (3,%) maximising log,(5,7v; X, Z) through a Newton-

Raphson algorithm. Then, [, B], among others, proposed an estimation of the BSF, based on (B, ).

3 Structural relevance

Structural Relevance (SR) has been introduced by [6]. Let weight-matrix W = n~'I,, reflect the a priori
uniform importance of units. Let X be a nm X p matrix associated with a variable block, and M an
associated p X p symmetric positive definite (s.p.d.) matrix, the purpose of which is to “weight” X’s
variables appropriately. M may take various forms according to the types of variables, as well as the type
of structures one would like the components to align on. Basically, one may choose M such that PCA of
X with metric matrix M and weight-matrix W is relevant. But indeed, the choice of M is flexible and
can adapt a wider range of situations (see section “Particular instances of SR measures” for examples).
Finally consider component f = Xu, where u is constrained by: |ul|3,-, = 1.

General formula of structural relevance

Given a set of J “reference” s.p.d. matrices N = {N;,j = 1,...,J} encoding types of structures of
interest (“target”-spaces, e.g. variables in X), a weight system Q = {w;,j =1,...,J}, and a scalar [ > 1,
the associated Structural Relevance (SR) measure is defined as the following function of u:

2

J
ona(u) == Z%‘(U'Nju)l (1)
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In (W), the value of [ tunes the locality of the bundles of structures coded in N. The larger the value of
[, the more local the bundle.

Particular instances of SR measures

e Component Variance:
¢(u) = V(Xu) = || Xulfy = ' (X"WX)u

This is the inertia of units along direction (u), and is maximised by the first (direct) eigenvector
in the PCA of (X, M,W).

In practice, explanatory variables are often a mixture of numeric and nominal variables. Assume
that X = [xl, A S ,XL}, where: z!',... 2% are column-vectors coding the numeric
regressors, and X!, ..., X" are blocks of centred indicator variables, each block coding a nominal
regressor (X! has ¢; — 1 columns if the corresponding variable has g; levels, the removed level being
taken as “reference level”). We should then consider the following M, which bridges ordinary PCA
of numeric variables with Multiple Correspondence Analysis of nominal variables:

M := diag { (xl’ le)_l . ((xK’ Wch)_1 , ((Xl’ WXl)_l o ((XL’ WXL)_l}

e Variable Powered Inertia (VPI):

We impose ||f||3 = 1 through M = (X’WX)~!. For a block X consisting of p standardised
numeric variables 27, the VPI is defined as:

P ! P
P(u) = ZWjPQZ(XUJ«"j) = ij(u’X’W:cja:j/WXu)l
=1

j=1

~l=

For a block X consisting of p categorical variables X7, each of which is coded through the set of
its centred indicator variables less one, the VPI is:

[ 1

du) = [ D wjcos™ (Xu, (X7)) | = | Y w;(Xulllx, Xu)ly

j=1 j=1

where: Ily; = X7(X3'WX3)~-1X3'W

4 The Supervised-Component-based Cox Regression

The component-model

The idea is to replace regressor-block X with a block F' = XU of R structurally relevant orthogonal
components, in the CPHM. The regressors being time-dependent, so will the components be. Let X be
the matrix whose columns are the X-regressors and whose N rows are the individuals-at-risk-at-time-
points: (¢,t). Orthogonality of the f’s will be taken with respect to matrix Q = %Id. The hazard
function of a unit ¢ at time ¢ will thus be:

h(t; 2, 2it) = ho(t)eélfi’ﬁvlz“t = ho(t)eélU/wi’ﬁvlzi’t

Components will be calculated hierarchically, starting with one, and each extra- component being con-
strained to be orthogonal to the former ones.

Once the R components have been calculated, a standard Cox-regression is performed on [F, Z],
where FE := [f! ..., ff], yielding linear predictor:
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n=p+FS+2Zy = p+XURS+Zy = u+ XB+ Zv , where 3 = UF§
If X denotes the original uncentered-variable matrix, then: X = X — 14,QX, so:

n=oa+XB+Zy, withB=UE5and a =p— 140Xz (2)

Combining the partial-likelihood with the SR

When we look for rank- r-component f” = Xu", we consider former components F"~! known, and we
impose the following orthogonality constraint:

Fr=Y'Qfr =0 & D" =0 with D, = X'Q'F"!
We combine [, with the SR ¢x (u") into the following criterion:
S(uss) = by(u”,8,7)' ¢ (u)
We then solve the program:

P rglaxt [(]‘ - S) IOg ZP(U’T7 57 ’Y) + SlOg ¢X (u”‘)]
u”,0,7y s.t.:

wt! M—lyr=1; D/ u”=0

by iteratively maximising the criterion with respect to u” and to (4,7), in turn.

e Maximisation with respect to u”: given (d,7), the criterion is maximised on u” through the PING
algorithm given in appendix.

e Maximisation with respect to (J,v): given u”, the criterion is maximised on (J,~) exactly as in the
classical Cox-Regression on covariates {f", Z}.

The SCCoxR algorithm
A number R of components to be calculated is chosen. Let D; = null-matrix and F° = (). Then:
Step 1 For r =1 to R:
e (Calculate u" as the solution of P
e Set F" =[F"" L fr]and D, ; = X'QVF"
Step 2 Perform Cox-regression on regressors [F'¥, Z].

Step 3 Calculate the coefficients of the original variables through (1)

Model-assessment

There are three tuning-parameters in our method: s (importance of SR-based regularisation), ! (bundle-
locality), and number R of components. These are not independent, e.g.: s = 0 meaning no regularisation
should lead to a single component (the predictor of the classical Cox regression). The higher s is, the
higher R should be. Therefore, s should never be too high.

For a given (s, [, R), the cross-validation “error” coefficient (CV) is calculated according to the technique
proposed for the CPHM in [I0]: the sample is split into K parts, and for each part k, we calculate:
CVk;(S, la R) = Z(G—k(87 la R)) - l—k(a—k(sa l7 R))

where 0 = (a,,7) , I_ is the log-partial likelihood excluding part k of the data, and 0_k(s, !, R)
is the optimal 6(s,l, R) obtained on the non-left out data. The overall CV (s,l,r) is the average of
{CVi(s,l, R);k=1,...,K}.
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Parameter [ is more of a fine-tuning one with respect to s. So, we propose to first consider the minimum
value [ = 1, and tune s by trying a sequence of values from s = .5 downwards, calculating for each s the
R:l that yields the highest CV. Thus, we get the optimal (s*,R:*l) for I = 1. Then, keeping s = s,
tune the structure-locality by trying a sequence of values from [ = 1 upwards, calculating for each [ the

R:* , that yields the highest CV. Hence the best (Z:*,R:* . Of course, we can consider iterating the

.
U
s

procedure starting with [ = ZZ* if the cost is not too high.

5 A short simulation study

Simulation scheme

We consider n = 100 independent individuals. Let ¢*, k € {1,2, 3} be three independent standard normal
variables simulated in R'%°. We first calculate the following three latent variables:

2 . 27
fl=9" > =¢" cos (5> + ¢ sin (5) S A

Then, we simulate three regressor-bundles about the f*’s: B; = {xj, 7=1,..., 10}7 By = {CEj, g =11,...
and Bs = {ncj7 7 =21,.. .,35}7 as follows. Let {Ej, j=1,.. .735} be i.i.d. variables with distribution
N(0,0%), 0 = 0.2 ; we define:

Val € By : 2l = fF 4+ ¢l

Within each bundle, regressors are thus highly correlated. An exponentially-distributed survival time T'
is then simulated for each individual:

Vi€ {1,...,100} : T; ~ (1, \;), with \; = exp(0.7f} — 0.4f7)
Note that Bz contains more regressors than B; and By do, and that its central direction f2 plays no role
in T’s model: Bj is the strongest structure in X, but as far as T is concerned, it is a nuisance. Finally,

we simulate an independent exponentially-distributed censoring variable: Vi, C; ~ I'(1,0.2), and put:
Vi, Y; = T; A C;. In the simulated sample, 5 observations happen to be censored.

Model estimation

Classical Cox-regression of Y on f1, f2, f3 yields:

Estimated coefficient in predictor P-value

11 0.691 1.9e-07
f2 -0.242 2.5-02
13 0.017 8.8e-01

Now, in practice, only the x’s are known, and because of their high number and collinearities, Cox’s
regression cannot identify the explanatory dimensions. SCCoxR was carried out on X with integer values
of [ ranging from 1 to 10, and s = 0.5. Components 1 and 2 proved, in all cases, to be the only ones having
a highly significant effect on the hazard. The correlation-scatterplots of Figure [ show that, whatever [,
the first explanatory plane is that of B; and By, B3 being cast behind it. When [ = 1, the first component
lies in-between B; and Bs. Increasing [ to 5 causes the first component to better align on B, which has
the greatest explanatory power, and the second component on Bs.

Q@ COMPSTAT 2016
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Figure 1. Simulated data ; correlation-scatterplots of the regressors on the first two components,
with [ = 1 (left hand side) and [ = 5 (right hand side).

6 Application

Our algorithm is now applied to life-histories of 453 HIV-positive Thai subjects investigated in a ret-
rospective survey. The aim is to find out the main explanatory dimensions that can model the age
at which their serologic status was disclosed. The datafile contains 75 variables. 269 status-disclosure
events have been observed. The date of the survey is a non-informative right-censoring time, since all
subjects do not know their status at that time. The high number of variables and their redundancy
preclude direct Cox Regression. SCCoxR was carried out with integer values of [ ranging from 1 to 10,
and s € {0.1,0.2,...,0.9}. Components 1 and 2 proved, in all cases, to be the only ones having a highly
significant effect on the disclosure risk. The best results (components 1 and 2 both close to observed vari-
ables and with a very significant effect) were obtained for s = 0.8 and [ = 8. The correlation-scatterplots
of Figure B show that increasing ! helps better focus component 2 on an observed variable bundle.
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Appendix

The Projected Iterated Normed Gradient (PING) algorithm Notation: the current
value of any quantity @ on iteration ¢ is denoted: all. Consider program:
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Figure 2. Real data ; correlation-scatterplots of the regressors on the first two components, with

I =1 (left hand side) and | = 8 (right hand side).

max h(u)
u€RP ' M~1u=1
D’ u=0

Putting v = M~'/2u, g(x) = h(M'/?z) and C = M'/2D, this is strictly equivalent to:

Rc @ max v
vERP v/'v=1 g( )
Clv=0

The corresponding lagrangian is:
L(”? )‘7 :U/) = g(’l}) - )\(U/’U - 1) - ,U/C/’U
e VL, \p) =0s
A

v
Cv = 0

o VL(v,A\,pu) =0

T —22w-Cu=0

Sv= %(F(v) —op)

with I'(v) := Vg(v)

v

Note that
C'(B) with () = C'T'(v) =C'Cu & pu=(C'C)~'C'T(v)
Put back into (4), this yields:

_ L

= 2/\Hcm(u) where M. =1 —C(C'C)~'C’

v
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Note that in the particular case where C' = 0, we shall take: IIo. = I. Finally, (8) and (@) imply:
_ e T(v)
7 Mo
This gives the basic iteration of the PING algorithm:

S HCLF(U[ ])
ML T ()]

Let us show that this iteration follows a direction of ascent Since, by construction:
Vs :oll 1L C, we have:

Vs: ol =Touol = @t — o0 l)) = (Moo (ol — o) D (o))
= (It — I, T (o)
which has the sign of:
<U[t+1] _ v[t]|v[t+1]> -1 <v[t]‘v[t+1]> -1 Cos(v[t],v[tﬂ]) >0

Picking a point on a direction of ascent does not guarantee that g actually increases, since we may
I, T(v!*)
T Tt
point on the arc (v[ ]mm) guarantees that g increases. Indeed, let @ be the plane tangent to the sphere
on vl and let w denote the vector tangent to arc (vi*,y[)) on v (cf. Figure (8)). Then:

“go too far” in this direction. Let v := Staying “close enough” to the current starting

Ir > 0,w =1 A = (wy") = 7T A1) = 7cos?(v1¥, ) > 0

Figure 3. PING vectors.

Yet, staying “too close” to the current starting point on the arc (v[t],v[t]) may make the algorithm
too slow to reach the maximum. To avoid that, we propose to use a Gauss-Newton unidimensional
maximization to find the maximum of g(v) on the arc (v!, 41), and take it as v[**1. The fixed point of
the resulting algorithm is a critical point of (B), hence a local maximum of g s.t. C'v = 0.
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Test of mean difference in
longitudinal data based on block
resampling approaches
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Abstract. In this paper, we focus on a two-sample problem, and propose two block resampling testing
methods with permutation analogy for comparing the difference of two means in longitudinal data when
the data of two groups are not paired. In order to detect mean difference of two samples, we consider the
following four types of test statistics: (i) sum of absolute values of difference between two mean sequences,
(ii) sum of squares of difference between two mean sequences, (iii) estimator of area-difference between
two mean curves, and (iv) difference of kernel estimators based on two mean sequences. The block
resampling techniques considered in our paper include circular block bootstrap and stationary bootstrap,
and are used to approximate the null distributions of the above test statistics. Monte Carlo simulations
are conducted to examine the size and power of the testing methods.

Keywords. Circular block bootstrap, Stationary bootstrap, Moving block bootstrap, Two-sample prob-
lem, Size and power of test.

1 Introduction

Comparison of two means or regression curves of two samples is one of the important topics in statistics
and related fields. Suppose that there are two samples given by {Y;(¢)}7, and { X (¢) ;1-2:1 fort=1,...,n,
and assume that they are mutually independent, where ¢; and g are numbers of subjects, and n is the
number of observed points. We also assume that, for fixed ¢, Y;(t) and X;(¢) are independent over ¢; and
g2 subjects, respectively. Then we consider the model

K(t):pl(t)+€l(t)v Z:Laqla (1)
X;@) =p2(t) +n;(t), j=1,.... ¢,

where p;(t) and py(t) are unknown regression functions, and ¢;(¢) and n;(t) are the error terms having
means 0 and finite variances, respectively. Then, we are interested in a testing problem

Ho :pi(t) = pa(t) for all t  vs. Hy:pi(t) # p2(t) for some ¢, (2)

where Hy and H; denote the null and alternative hypotheses.
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An example of () is wind velocity data shown in Figure M. The data are measured by an artificial
satellite (left panel) and a radar on the earth (right panel), and are obtained at altitudes from 80 km
to 90 km every 1 km ((q1 = g2 =)11 subjects) during 13 days (¢t = 1,...,13). From Figure [, we want
to know whether the mean behavior of the two devices in measuring wind velocity is equal or not. The
problem of our interest is then formulated as (B).

120
1

120
1

80 100
1
Wind Velocity (m/s)
60 80 100
1 1

40

Wind Velocity (m/s)
40 60
1

20
L

20
L

Figure 1. Wind velocity data (left: satellite, right: radar)

There are several ways to address the problem (B). If we cannot assume the normality of the error
terms in (), nonparametric methods are available. For example, graphical method by [?] could be a
possible choice. Another approach would be an application of nonparametric bootstrap. In the case of
time series analysis, block resampling could be applicable; see, for example, [d], and references therein.
Block resampling techniques used for the problem (B) can be found in [§], [00], 1], and [9]. The papers
[¥], [I0] and [TT] examine the cases where block resampling is done with replacement, and refer to moving
block bootstrap, circular block bootstrap and stationary bootstrap, respectively. On the other hand,
[d] considers the case where block resampling is done without replacement, and refers to moving block
bootstrap. However, in the case where resampling is done without replacement, the behaviors of testing
methods using circular block bootstrap and stationary bootstrap are not examined.

In this paper, we focus on a two-sample problem when longitudinal data from two groups are given,
and propose two testing methods for detecting the difference of two means in longitudinal data based
on block resampling approach. Our methods generate blocks of observations similar to circular block
bootstrap [G] and stationary bootstrap [[7], and resampling is done without replacement. As seen in the
numerical studies given below, our testing methods are superior to [2] in power. Further, we carry out
comparison of level and power properties of the above methods including the testing method proposed
by [9] in order to clarify the mutual relationships of the level and power properties among the tests using
circular block bootstrap, stationary bootstrap and moving block bootstrap.

The rest of the paper is organized as follows. In Section B, we review the testing method using moving
block bootstrap [d], and propose two testing methods using circular block bootstrap and stationary
bootstrap, for which p-values (achieved significance levels) are calculated. In order to investigate the
properties of size and power of the above three methods, Monte Carlo simulations are conducted in
Section B, and some concluding remarks and results of the above data analysis are summarized in Section
a.

2 Testing methods using block resampling

In order to detect the difference between two means, p1(t) and pa(t), in (0), we focus on the behavior of
four types of test statistics given below. First, for the testing problem (B), the following statistic proposed
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by [8] is available:

n=1 [ j+g 2 n—1 D -1
Sn=8u(D1,....D0) = |3 | 3 D, [nz t“ ] : (3)

j=0 \t=j+1 t=1

where Dt V,—Xyfort=1,....noc Dy =Y, — Xy_pfort=n+1,....,n4+9 Y, =32, Y(t)/aq1,
X, = ] 1 X;(t)/q2, g = [np] is the integer part of np, and p is a tuning constant satisfying 0 < p < 1
which is determined by the fully data-driven approach; the second approach described in [3, pp.1043—
1044]. The statistic (B) is essentially based on kernel estimators of p;(¢) and pa(t). As another type of
test statistics, we can also consider

I
NE

Tln:Tln(D17"‘7Dn) |Dt|’ (4)
t=1
Tgn:T2n(D17~-'7DTL):ZDt2’ (5)
t=1
n—1 n—1
1 1 |D¢|* + [Deya]?
Tyn = Ton(Di,. . Do) = = S (Dol + DI + 5 30 120 £ Dot 6
5 3 ( 1 ) B t:1<‘ t| | t+1|) + 2; |Dt|+|Dt+1| ( )

where Iy = I{D;Dy+1 > 0}, I_ = I{D¢D;y; < 0}, and I{-} is the indicator function, respectively. The
expression of (B) seems to have a complicated form, however it is a naive estimator of area-difference A =
J Ip1(t) — p2(t)| dt constructed by the trapezoidal rule with linear interpolations of adjacent observation
values. The values (B), (@), (H) and (B) will be small when Hj is true, while they are large when Hj is
false. Therefore, these statistics enable us to measure difference between p;(t) and po(t). Since A is 0
under Hy and positive under Hy, the hypothesis of our interest reduces to testing

Hy:A=0 vs. H;:A>0. (7)

We now briefly explain the testing method for (B) or (@) using the moving block bootstrap with
permutation analogy proposed by [d]. The main ideas of [d] are to generate blocks of observations in each
sample similar to moving block bootstrap [8], and to draw resamples without replacement from the mixed
blocks which are generated by two samples. The latter is motivated from the technique that can reflect
the null hypothesis by resampling from a combined sample. Combining observations of two samples and
drawing resamples with replacement from the combined sample are previously considered in [I] for test
of homogeneity of scale, and in [I7] for test of equality of two means.

For simplicity, let T" be a generic notation for T1,,7T5,, T3, or S,. For a given significance level «,
the testing method, which we call “Mixed Moving Block Resampling test” (for short, Mixed MBR test)
in this paper, is summarized in Algorithm B.

Next we propose a testing algorithm using the idea of circular block bootstrap [6] with permutation
analogy. We call it “Mixed Circular Block Resampling test” (Mixed CBR test). In this procedure, blocks
of observations in each sample are generated similar to [B], and Steps 2 and 3 of Algorithm B are changed
as follows.

Further, we propose a testing algorithm using blocks similar to stationary bootstrap [@] with permu-
tation analogy. We call it “Mixed Stationary Resampling test” (Mixed SR test). In this method, blocks
of observations in each sample are generated similar to [7], and Steps 2 and 3 of Algorithm B are changed
as follows.

3 Numerical study

In this section, in order to investigate the finite-sample behavior of the proposed testing methods, we
calculate size and power of Mixed CBR and SR tests based on Algorithms @ and B via Monte Carlo
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Step 1 Calculate tops = T'(D1, ..., Dyp).

Step 2 Divide centered samples, {Cy1,...,Cyn} and {Cy1,...,Cpp}, into k(= n — £+ 1)
successive overlapping blocks with each length ¢, and put the collection of blocks §, =

{1, &kt and & = {&1,..., &k}, where Oy = Y; - Y, Cor = X4 — X, Y =
Y Y,kJ ) Yy

Yo Ye/n, X =370 Xy/n, & = {Cyuy. .., Cypqp1} and &y = {Copy. .., Copro1}
(t=1,...,k), respectively. The combined blocks are denoted by

gpooled = {fy,la R 7£y,k7 518,17 v a{x,k}'

Step 3 Draw 2m blocks, &7 = {&%,..., &0 } and &0 = {&h, ..., &7, }, without replacement
from &pooled to Obtain resamples Y*0 = {Y** ... V) and X*0 = {X70 ... XY (b =
1,...,B), where m = [n/¢] (if n/{¢ is an integer) or m = [n/¢] + 1 (otherwise), and [n//¢] is

the integer part of a real n/¢.
Step 4 Calculate t** = (D3, ..., D), where D;® = Y;** — X;°.
Step 5 Repeating Steps 3 and 4 an appropriate number of times B, calculate t*1, ... t*B.

Step 6 From Steps 1 and 5, approximate the achieved significance level by ASL = Zszl I{t >
tops } /B, and reject Hy when ASL < a.

Step 2 Divide centered samples, {Cy1,...,Cyn} and {Cy1,...,Cyp}, into n collections of
blocks, & = {&y1,---,&yn} and & = {&1,. .., &}, where & and & are blocks of
length ¢, obtained in the manner of circular block bootstrap [6]. The combined blocks are
denoted by

Epooled = {&y,15-- - &ynats - S}

Step 3 Draw f;b = ;f’l, ce ;bm} and £ = {f;f’l, ...,&h,} randomly without replacement

from &pooled to obtain resamples Y*0 = {Y* ... V;*¥} and X*0 = {X7b ... X’} where
m is defined in Algorithm B.

simulations. For comparison, we also examine those of Mixed MBR test based on Algorithm B. Further,
our numerical study includes the comparison with the test [?] for unpaired data (hereafter termed “BY”
for short) as a preceding testing method.

All our results are based on independent 2000 pairs of two samples, {Y;(¢)} and {X;(¢)}, where
B = 2000 replications of resampling in our tests are applied to every two samples, and the nominal
level of test is o = 0.05. We generate initial two samples according to (II) whose means are specified by
p1(t) = 0 and pa(t) = ¢, where ¢ = 0,0.2,0.4,0.6,0.8,1.0; ¢ = 0 or ¢ # 0 corresponds to the null hypothesis
or the alternative hypothesis being true. As for the error terms, ¢;(¢) and n;(¢), we consider the following
Gaussian AR(1) errors: €;(t) = ¢e;(t — 1) + 2z;(t) and n;(t) = ¢n;(t — 1) + z;(¢), where z(t) s N(0,73),
2;(t) "K' N(0,72), ¢ = 0,£0.1,20.2, 72 = 72 = (1 — ¢*)V(g;(t)), and V(g;(t)) = 1,3,5. For n = 10
points, the cases of (¢1,¢2) = (10,10), (10, 20), (10, 30), (20,20), (20, 30), (30,30) are examined. Due to
limitations of space, however, we restrict ourselves to discussing the case of V(g;(t)) = 3 in this paper.

Since it is preferable that the empirical level is nearly equal to the nominal level «, our choice of ¢
in Mixed MBR, CBR and SR tests is made so that the empirical level is close to «. If there are some
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Step 2 Divide {Cy1,...,Cyn} and {Cy1,...,Cs,} into n collections of blocks as follows:

gy = {gy(17L1)7 s afy(nan)}7 ftﬂ = {€$<17M1)7 s 7€$(n7 Mn)}7

where &,(t,¢) and &,(t,¢) are the blocks starting from C,; and C,; with length ¢(> 1),
Li,...,L,, My,..., M, are independent and identically distributed to a geometric distri-
bution with parameter 1/¢. The combined blocks are denoted by

fpooled = {éy(]‘aLl)a e 7§y(n7Ln)7 sz’(LMl)v e 7€.Z’(n7M’I’L)}

Step 3 Resamples corresponding to two samples are generated as follows.
(a) Draw K, ; and K, blocks randomly without replacement from &,o0led, and put

& ={&I L), €U L )Y, & = {8 M), (TR MR L)),

where £(t,0) = &t 0) (G 1 < t < n), &t = &(tl) (otherwise),
Iy L ,I}k}’y ) Jy b, J}}bz , are independent and identically distributed to a discrete uni-
form distribution on {1,...,n, n+1,...,2n}. A pair of random variables, (I;*, L:*) or

(J3°, M), is one of {(1,L1),...,(n, Ly),

(1,M),...,(n,My)}, and Ky = min{k : 30 L® > n}, Kpp = min{k : Y5 M >
n}, respectively.

(b) Construct resamples, Y** = {Y;** ... | V**} and X** = {X;° ... X*}, by putting the
first n elements of §;b and £:°, respectively.

candidates which have the same level error, we make the conservative choice, viz., we choose £ such that
the empirical level is less than the nominal level. Further, if there are some candidates whose empirical
levels are equal, we select £ to maximize the empirical power among them. The resulting choices of such
¢ are given in Table M. It is worth noting that S,, does not need longer ¢ than T, (r = 1,2,3) to keep
the nominal level as is shown in Table .

We first summarize the results of the level studies in Table B. The table shows that the empirical
levels of Mixed MBR, CBR and SR tests with T}.,, (r = 1,2,3) and S,, tend to keep the nominal level «
when ¢ < 0, however it is not true for most cases of ¢ = 0.2. When ¢ > 0, the level error of Ty, Ts, and
T3, seems to be slightly larger. From a viewpoint of our level studies, there is no significant difference
among Mixed MBR, CBR and SR tests on the whole. On the other hand, BY test shows a tendency to
underestimate the nominal level for most cases except for (¢1,¢2) = (10, 10).

Next, we present the results of the power studies in Figures B and B to compare the behaviors of the
proposed tests with those of Mixed MBR and BY tests. The vertical and horizontal axes of Figures B and
B are the empirical power and ¢ (0 < ¢ < 1) defined above, respectively. Since we found similar tendencies
among the six cases of (g1, g2), we show the results for (1, g2) = (10, 30), (20, 20) with ¢ = +0.2. Figures O
and B compare the empirical power corresponding to T1,, 1oy, T35, Sn, and BY when the block resampling
testing method is fixed. We can observe that the empirical power of T3, in Mixed MBR, MCR and SR
tests is the largest of these five statistics, and that the overall relationship of power in each test together
with BY test is given by T3, > T5,, > T1, > S, > BY. This indicates the numerical superiority of Mixed
MBR, CBR and SR tests using T,,, (r = 1,2,3) and S,, in power. The superiority of T3, in power is
especially confirmed from Figures B and B. As the number of subjects increases, the empirical power is
improved. For 0 < ¢ < 1, the empirical power of T7,, is nearly equal to that of T5,, however the latter is
slightly higher than the former for most cases. Figures @l and B show the comparison of empirical power
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Mixed MBR Mixed CBR Mixed SR
Q1 g2 ¢ | T Ton Tsn Ton,  Tiy Tin Ton Tin
10 10 -0.2
—0.1

0

0.1

0.2

10 20 —-0.2
—0.1

0

0.1

0.2

10 30 -—-0.2
—0.1

0

0.1

0.2

20 20 -0.2
—0.1

0

0.1

0.2

20 30 -0.2
—0.1

0

0.1

0.2

30 30 —-0.2
—0.1

0

0.1

0.2

Table 1. Optimum ¢ in Mixed MBR, CBR and SR tests for o = 0.05 and V(g;(t)) = 3
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corresponding to Mixed MBR, CBR and SR tests when the test statistic is fixed. From these figures, we
can observe that there are some cases where the empirical power of Mixed SR test is superior to that of
Mixed MBR and CBR tests, however there is little difference or no significant difference on the whole
among the three block resampling tests for most cases.

4 Data analysis and some concluding remarks

In this paper we have proposed two testing methods for detecting the difference of two means in longitudi-
nal data, in which blocks of observations are generated similar to circular block bootstrap and stationary
bootstrap with permutation analogy. Further, we have compared these methods with that whose blocks
of observations are generated similar to moving block bootstrap. Our simulation results indicate the
applicability of Mixed MBR, CBR and SR tests for weakly dependent data even when the sample size is
very small.

Applying Mixed MBR, CBR and SR tests with every possible (mean) block length and BY test to
the data given in Figure 0, we obtain the results that Hy is rejected by the following tests when o = 0.05:
Mixed MBR with S,, for £ = 4,...,9,11,12; Mixed CBR with S, for / = 4,...,12; and Mixed SR
with S, for £ = 6,...,12. BY test also rejects Hy. Therefore, there is a possibility of the significant
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q1

q2

Tl n

Mixed MBR

T2 n

T3n

Sn

Tl n

Mixed CBR

T2 n

T3n

Sn

Tl n

Mixed SR

T2n

T3n

Sn

BY

10

-0.2
—0.1

0.1
0.2

0.051
0.048
0.049
0.066
0.086

0.050
0.051
0.064
0.079
0.106

0.042
0.052
0.064
0.087
0.118

0.047
0.054
0.049
0.057
0.065

0.030
0.041
0.051
0.048
0.059

0.034
0.047
0.049
0.049
0.071

0.050
0.051
0.058
0.080
0.107

0.045
0.051
0.046
0.058
0.066

0.046
0.049
0.050
0.053
0.075

0.060
0.049
0.051
0.062
0.086

0.049
0.054
0.074
0.102
0.129

0.050
0.054
0.056
0.040
0.044

0.066
0.067
0.060
0.063
0.063

10

20

—0.2
—0.1

0.1
0.2

0.043
0.049
0.053
0.068
0.088

0.046
0.050
0.058
0.075
0.101

0.052
0.051
0.074
0.102
0.133

0.054
0.060
0.051
0.064
0.066

0.027
0.034
0.043
0.050
0.051

0.026
0.034
0.046
0.050
0.064

0.051
0.050
0.059
0.076
0.098

0.049
0.057
0.049
0.060
0.067

0.064
0.040
0.051
0.060
0.078

0.038
0.046
0.049
0.062
0.086

0.051
0.058
0.076
0.098
0.127

0.047
0.045
0.060
0.041
0.050

0.040
0.040
0.041
0.041
0.041

10

30

—0.2
—0.1

0.1
0.2

0.049
0.056
0.050
0.069
0.089

0.048
0.046
0.051
0.071
0.086

0.049
0.051
0.070
0.091
0.119

0.052
0.043
0.059
0.065
0.070

0.026
0.035
0.045
0.045
0.051

0.023
0.030
0.044
0.049
0.053

0.042
0.049
0.050
0.066
0.088

0.047
0.044
0.059
0.065
0.070

0.036
0.047
0.056
0.054
0.072

0.059
0.044
0.048
0.053
0.076

0.050
0.057
0.071
0.092
0.121

0.052
0.042
0.050
0.045
0.057

0.045
0.046
0.045
0.045
0.046

20

20

-0.2
—0.1

0.1
0.2

0.046
0.050
0.050
0.067
0.086

0.050
0.048
0.059
0.075
0.102

0.050
0.051
0.068
0.094
0.118

0.057
0.059
0.050
0.061
0.076

0.037
0.043
0.051
0.049
0.064

0.033
0.043
0.051
0.053
0.079

0.051
0.052
0.058
0.083
0.108

0.057
0.056
0.049
0.061
0.077

0.053
0.054
0.048
0.056
0.077

0.049
0.046
0.050
0.067
0.090

0.049
0.052
0.074
0.101
0.127

0.045
0.050
0.058
0.040
0.052

0.024
0.027
0.027
0.026
0.024

20

30

—0.2
—0.1

0.1
0.2

0.050
0.051
0.047
0.072
0.088

0.052
0.051
0.051
0.074
0.100

0.053
0.053
0.070
0.098
0.137

0.059
0.048
0.053
0.062
0.080

0.025
0.032
0.043
0.047
0.059

0.027
0.035
0.049
0.048
0.070

0.042
0.050
0.060
0.082
0.101

0.051
0.046
0.051
0.061
0.080

0.049
0.058
0.051
0.057
0.073

0.050
0.044
0.055
0.061
0.082

0.049
0.047
0.067
0.091
0.125

0.049
0.048
0.037
0.044
0.051

0.027
0.026
0.025
0.026
0.026

30

30

—0.2
-0.1

0.1
0.2

0.043
0.051
0.058
0.071
0.091

0.052
0.055
0.070
0.087
0.112

0.051
0.056
0.078
0.101
0.127

0.050
0.056
0.052
0.070
0.077

0.035
0.043
0.051
0.051
0.065

0.035
0.049
0.050
0.057
0.074

0.050
0.048
0.062
0.080
0.097

0.047
0.053
0.053
0.072
0.077

0.044
0.050
0.050
0.059
0.073

0.040
0.051
0.051
0.067
0.084

0.050
0.052
0.066
0.090
0.113

0.048
0.059
0.054
0.048
0.053

0.025
0.024
0.023
0.022
0.021

Table

2. Empirical levels for a = 0.05 and V(g;(t)) =3

difference between the satellite and radar in measuring wind velocity. However, the problem on block
length selection in the block resampling is very important, and the development of a fully data-driven
approach to selecting (mean) block length in the above tests will be needed for practical data analyses.
Further, extending the testing methods to several curves and/or grouped data problems would be required
in the future.
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for matrix factorization and
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Abstract. We propose a general technique for improving alternating optimization (AO) of nonconvex
functions. Starting from the solution given by AO, we conduct another sequence of searches over subspaces
that are both meaningful to the optimization problem at hand and different from those used by AO. To
demonstrate the utility of our approach, we apply it to the matrix factorization (MF) algorithm for
recommender systems and the coordinate descent algorithm for penalized regression (PR), and show
meaningful improvements using both real-world (for MF) and simulated (for PR) data sets. Moreover,
we demonstrate for MF that, by constructing search spaces customized to the given data set, we can
significantly increase the convergence rate of our technique.

Keywords. Coordinate descent, MC+ penalty, Recommender system, Saddle points, SparseNet

1 Introduction

Alternating optimization (AO) is a commonly used technique for finding the extremum of a multivariate
function, f(z), where z € R%. In this approach, one breaks up the (multi-dimensional) input variable z
into a few blocks, say, z1, 29, ..., 25, and successively optimizes the objective function over each block of
variables while holding all other blocks fixed. That is, one solves

H;in f(ZhZQ,...,ZB) (1)

successively over b = 1,2,..., B, 1,2, ..., B, ... until convergence is achieved. This is an especially natural
approach when each individual optimization problem (D) over z;, is relatively easy to solve. Two well-
known examples in statistics are: matrix factorization and penalized regression, but there are many
others.

The Netflix contest drew much attention to the matrix factorization problem [G, [4]. Given a user-
item rating matrix R, whose element r,; is the rating of item ¢ by user u, the goal is to find low-rank
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matrices P and @, such that

R~PQ"=| " ||[@¢ @ - an].
T Kxm

——
nxK

The vector p, can be viewed as the coordinate of user v in a K-dimensional map and the vector g;, the
coordinate of item 7. With these coordinates, it is then possible to recommend item ¢ to user w if q; and
P, are closely aligned. Since we don’t know every user’s preferences on every item, many entries of R
are missing. Let

T ={(u,4) : 1y is known}

be the set of observed ratings. In order to estimate these user- and item-coordinates, we can solve the
following optimization problem:

m

win LP,Q)= 37 (ru—plha) + X [ X Ipull® +0 3 llail® @)

(u,3)€T u=1 i=1

where the bracketed terms being multiplied by A > 0 are penalties on the parameters being estimated,
introduced to avoid over-fitting, because n and m are typically quite large relative to the number of
known ratings (or the size of the set T'). Here, we follow the work of Nguyen and Zhu [i0] and use an
extra factor 7 = n/m to balance the penalties imposed on the two matrices, P and Q. It is natural to
use AO for solving (2). With both p, and g; being unknown, (B) is not a convex problem, but once we
fix all p,, (v # u) and g;, the individual problem of minimizing L(P, Q) over p,, is convex and hence easy
to solve.

During the last decade, penalized regression techniques have attracted much attention in the statistics
literature [0, 2, ©3]. Suppose that y,x1,...,zq € R™ are all properly standardized to have mean zero

1Ty =0, 1Tz, = 0) and variance one (||y|| = 1, ||z;|| = 1). The prototypical problem can be expressed
J J Yy
as follows:
d
min LB) = ly — (Bus + o+ -+ Bawa) P+ 3 I6), (3)
j=1

where J(-) is a penalty function. Many different penalty functions have been proposed. A widely used
class of penalty functions is J(8;) = A|;]|*. The case of & = 2 is known as the ridge penalty [6], and
that of & = 1 is known as the LASSO [1Z]. In both of these cases, the function J(-) is convex. In recent
years, nonconvex penalty functions have started to garner the attention of the research community, e.g.,
the SCAD [?], and the MC+ [3]:

1851 . \B | — /ﬁ | <o
J(ﬁj):/\/ (1—)\) de = 1|BJL 2y |B]|7’V ; )
0 A+ 37, 18j] > YA,

We will focus on the MC+ in this paper; hence, details of the SCAD are omitted, and we refer the readers
to the original papers [?, T3] for explanations of for why these particular types of penalty functions
are interesting. Currently, the preferred algorithm for fitting these penalized regression models is the
coordinate descent algorithm [B]. One can view the coordinate descent algorithm as the “ultimate” AO
strategy. For given A > 0, the coordinate descent algorithm minimizes L(3) over 8; while fixing all 3
(k # j), successively over j = 1,2,...,d,1,2,...d, ... until convergence. In fact, sometimes the general AO
algorithm, with which we started this article, is dubbed the “blockwise coordinate descent” algorithm.
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For the ridge penalty and the LASSO, the penalty function J(-) is convex, so the coordinate descent
algorithm behaves “well”. But for nonconvex penalty functions such as the SCAD and the MC+, there
is no guarantee that the coordinate descent algorithm can reach the global solution of (B). Exactly the
same point can be made about the AO algorithm for solving (B). In fact, for these nonconvex problems,
not only can the AO strategy get stuck at inferior local solutions, but it also can be trapped at saddle
points. Dauphin et al. [Il] found that getting stuck at a saddle point can be a far more serious problem
than getting trapped at a local minimum. Tayal et al. [IT] proposed an intriguing method to improve
AO by facilitating AO algorithms to escape saddle points. They introduced the concept of a shared
“perspective variable” (more details in Section B), but lacked intuition for why this was a good idea.

In this article, we begin by interpreting the approach of 1] geometrically — in particular, sharing a
“perspective variable” results in an expanded search space at each step. However, searching over a slightly
larger space at each step comes with a higher computational cost, which should be avoided if possible.
Thus, our proposal is as follows: first, run the faster AO iterations until convergence; then, try to escape
being trapped at an undesirable location by searching over a different space. Of critical importance is
the choice of the search space. To this end, we introduce the important idea of defining search spaces
that depend upon the particular data observed, as opposed to traditional techniques, including AO and
those in [[1], that fix the search spaces a priori. We apply these ideas to improve the AO algorithm for
solving () as well as the coordinate descent algorithm for solving (B), with a focus on the MC+ penalty.
However, we stress that this is a general algorithm that can be applied to other AO problems as well.

2 Main idea
It is convenient for us to motivate our key ideas with a very simple example. Consider the function,
fla,y) = (z —y)? = 2%y

Suppose that we attempt to minimize f(x,y) with AO, and that, at iteration ¢, we have reached the
point (z¢,y:) = (0,0). While fixing z; = 0, f(0,y) = %? is minimized at y = 0. Similarly, z = 0 is the
optimal point when y; is fixed at 0. Thus, the AO algorithm is stuck at f(0,0) = 0. However, it is easy
to see that f(x,y) is actually unbounded below, and that (0,0) is a saddle point. At (x¢,y:) = (0,0), the
search space defined by AO is

8§ = {(zy):z=0}U{(z,y):y =0}

In this case, we can see that being restricted to this particular search space is the very reason why we are
trapped at the saddle point. Therefore, if we could use a slightly different search space, we might be able
to escape this saddle point. For example, Figure 0 shows that it would suffice to use the search space,

Spe = {(@y):x=y}.

The main lesson from the simple example above is that the restricted search space defined by the
AO strategy, Sao, may cause the search to be trapped at undesirable locations such as saddle points,
and that we may escape such traps by conducting the search in a slightly different space, Sescape- This
observation naturally leads us to propose the following strategy.

First, we run standard AQO, i.e., search in 81(4%, ng, ... until convergence, say, at 81(42. Then,
we continue searching in a different sequence of spaces, i.e., Sg;;?e, Se(;',ﬁ,)e, ... until convergence. If

we see a sufficient amount of improvement in the objective function — an indication that the escaping
strategy “worked”, then we repeat the entire process using the improved result as the new starting point;
otherwise, the algorithm terminates.

Needless to say, the key to the strategy we outlined above lies in the definition of the escaping
sequence, Séi)cape. We now describe in more detail how these different search spaces can be specified. We
will use the notation z_; to denote all other components except those in block b.

Q@ COMPSTAT 2016



220

St (xuy)=(0,0)

15

1.0 A

0.5

0.0

—~0.5 4

~1.0 4

T
IN

T
N

T
o

F-2

t-4

Expanded alternating optimization

IS (t) .

escape’

(%uy)=(0,0)

15

1.0

0.5

0.0 9

~0.54

~1.04

-15

T
IS

T
N

T
o

T
0
N

-4

15 -15 -10 -05 0.0 0.5 1.0 15

Figure 1. Different search spaces,
plot of f(x,y) = (z —y)* — 2%y°.
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Scaling

The proposal by [[1] of sharing a “perspective variable”, which we alluded to earlier in Section M, essen-
tially amounts to the following. At each alternating step, rather than solving (I), they proposed that we
solve

min
Zb,Vb

f(’szl,...,Ube_l, Zp, ’L}bzb+1,...,’(}sz) (5)
instead, where v, € R is the so-called “perspective variable”. That is, we no longer just search for the
optimal z; while keeping z_; fixed. When searching for the optimal component z;, we are free to scale
all other components as well. Suppose the optimal scaling variable coming out of solving (B) is v}. The
component z_ is then adjusted accordingly, i.e.,

zZ_p — U;Z_b,

before the next alternating step (for optimizing over 2,41 and scaling z_ ;1)) begins. When so described,
it is somewhat mysterious why it helps to scale z_; when solving for z;. However, when viewed in terms
of their respective search spaces, we can interpret this proposal as one particular way to define the search
space Sescape- As illustrated in Figure B(a), at iteration ¢, the search space defined by AO is

S,(:)o ={(zp,2-0) 1 26 = Zgb_l)} =2 4 span{z};

whereas, if we are free to scale z_; at the same time, the search space becomes

S {(2zp,2z-p) : 3 v € R such that z_, = vng_l)}

escape

= {)\z(_tgl) + x|\ € R,x € span{zp}}.

Clearly, Sé?cape is larger than SX)O (but still much smaller than the entire space Rd). Thus, one way

to understand the idea of freely scaling z_; while optimizing over z; is that it allows us to search in a
slightly larger subspace, thereby improving the chance of finding a better solution.

Restricted joint search

This particular point of view immediately suggests that there are many other ways to expand, or simply
alter, the search space. For example, once the AO steps have converged, we can try to escape by solving
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(a) Scaling (b) Restricted Joint Search

Figure 2. (a) Hlustration of SX)O VS. SéQ;ape as implied by the idea of sharing a “perspective

variable” — equation (H). (b) Illustration of SS)O vS. Sé?cape as implied by the restricted joint

search problem (B). The three shaded areas denote three different subspaces of R?. The ellipsis
(--+) denotes the fact that many other subspaces are not shown. One of these subspaces would

correspond to SS)O, e.g., z"1 4 span{z;,}. In this illustration, I, = I, =1 and I, = 0 for all
b # b;, b;, including by,.

a restricted joint optimization problem such as

amira [ (z1 +qwi Iy, 2o + agwsly, ..., zp +apwgplp), (6)
15--&B

where wy, € span{z,} (b =1,..., B) are some pre-chosen directions (more about these later), and

7 1, if component b is chosen to participate in this restricted joint optimization step;
b= .
0, otherwise.

The kind of search spaces generated by (B) can be described as
ng?cape = Z(til) + Span{wb : Ib 7& O}a

see Figure B(b) for an illustration. The restricted joint search problem (B) can be viewed as a compromise

between using a different search space — i.e., Se(?cape rather than 81(4% — and avoiding a full-scale,
simultaneous search over the entire space R?.

3 Improved AO for matrix factorization

In this section, we apply our escaping strategies to the matrix factorization problem.

Scaling

As we described in Section B, introducing a shared variable allows us to search over a slightly expanded
space. For fixed @, this strategy minimizes

L(Pv)= Y [ru—phva)]” + A lepull2+nZ||vqill2 (7)

u, €T
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over P and v simultaneously, which we solve using a quasi-Newton algorithm with BFGS updates, e.g.,
[@]. Analogously, for fixed P, we also numerically optimize over Q and a scaling variable u for P.

Restricted joint search

As the loss function for matrix factorization is generally quite high-dimensional, we expect that only
increasing the dimensionality of the search space by one can have only a limited effect. In addition,
expanding the search space by introducing a scaling variable also limits the types of subspaces we can
search over. These are the reasons why we proposed the restricted joint search problem (B) in Section B.
For the matrix factorization problem, this proposal amounts to constructing a family of search vectors
{w;}?zl U {wfz ™ ., each corresponding to a user- or item-vector, and searching over all of these directions
simultaneously. Mathematically, this corresponds to solving

12
win L) = Y [ (pu+ o)) (g + paw))| +
! u €T

n m
MY Ipu+ awwpl® +n0 " llgs + Biwil* |, (8)

u=1 i=1

over a« € R™ and B8 € R™. To make this approach computationally feasible for larger problems, we
generally require that 'wfl,w;j = 0 for all but a relatively small number of indices u,7. To do so, we
sample each u with probability s/n and each ¢ with probability s/m, for some s < n,m. That is,
on average, we randomly choose s user-vectors and item-vectors to participate in the restricted joint
optimization (B). The important remaining question is: how to choose our search vectors 'wfz, wy? This
requires a notion of what an informative subspace is to search over. Below, we describe two different

approaches.

Random choices of w" and ’wfl Trying to determine what set of vectors w}, w;, will produce the
largest decrease in the loss function (B) is a challenging task. As such, it is a good idea to establish a
simple baseline against which to measure more sophisticated spaces. Having such a baseline space will
also serve to illustrate the power of our method in its simplest form. For our baseline, we simply choose
our search vectors at random. Specifically, for each chosen index u, we sample wy ~ N(0,I) from the
K-variate standard normal distribution, and likewise for each chosen index ¢. This procedure incorporates
no information about the optimization problem at hand, nor the data. But, as we shall report below
(Section B), even these random choices of directions can lead to better solutions. Next, we provide a more
sophisticated subspace that uses such information to produce better results.

Greedy choices of w; and wé In general, the optimal search space for a given loss function would
depend upon specific properties of the function itself. However, none of our previous approaches explicitly
took such information into account. We now describe an approach that does. Suppose that, for p,, we
are searching for the optimal step size a in a given direction w, while keeping everything else fixed. The
objective function for this particular search is

2
L(a) = Z [rui — (pu + aw)" q;| + \|pu + aw|? + (terms not depending on ), (9)
€T,

where Ty, = {4 : 7; is known}. Differentiating (8) with respect to o and setting it equal to zero, we can
solve for the optimal « as a function of w:

a(w) = [Z w'qi(rui — pLgi) — Aw'p,
€Ty,

/ [Zwﬂqi)? + Al

i€Ty
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By plugging in the optimal step size &(w) into (), the function L(a) becomes a function of w, L(a(w)).
We can now solve for the optimal search direction w, using standard numerical optimization techniques
— again, we use quasi-Newton with BFGS updates. In doing so, we have solved for a search direction w
such that letting p, take an optimal step in its direction will produce the maximal decrease in the overall
loss function. We construct our set of search vectors {w;f} by repeating this process for each chosen p,,,
and the set of search vectors {w}} is obtained in the same fashion.

4 Improved AO for MC+ regression

In this section, we apply our escaping strategies to the penalized regression problem. We focus on the
MC+ penalty function, but our strategies can be applied to other nonconvex penalty functions as well.
We also investigate the application of our method to fitting an entire regularization surface, as introduced
by [[@]. Although the singularity of the MC+ penalty function J(-) at 0 places certain limits on the types
of subspaces that can be feasibly optimized over, applying our ideas in their simple forms still produces
notable improvements.

Scaling

Again, the idea of using a shared variable applies. In this setting, this amounts to taking a number
of expanded coordinate descent steps (after the standard coordinate descent steps have converged), so
that we simultaneously search over a single coefficient §;, as well as a scaling variable for the rest of the
coefficient vector, B_;. Mathematically, these expanded coordinate descent steps solve

2

rﬁnj{} L(Bj,v) = ||y — Bjz; — Z(Uﬁk)wk +J(Bj) + Z J (vBk) , (10)
v k#j k#j

for j =1,2,...,d. We can actually solve for the optimal 3; and v explicitly in this case. This is attractive
because it allows us to avoid using numerical optimization for these steps, which would have been more
difficult due to the non-differentiability of the penalty function at zero. The technical details for these
steps are available in the pre-print version of this article [9].

Selective scaling

Using our general notation (Sections I-2), coordinate descent corresponds to each “block” z; being one-
dimensional. This puts a certain limit on the kind of restricted joint search operations we can implement.
In particular, for any given z;, the only available choice of wy is z; itself. However, we are still free to
determine which I, = 1.

As we pointed out in Section B, tailoring the search space to the observed data can yield improved
results. In the context of regression, it is useful to consider how changing the coefficient in front of x;
could affect the coefficient in front of another variable, say ;. If these two variables are independent,
then a change in 3; would not result in a change to the optimal ;. However, if these two variables are
highly correlated, then one would expect that a decrease in 3; could lead to an increase or decrease in
B depending on whether their correlation is positive or negative, as some of the variance in y previously
accounted for by x; can be “taken over” by xj.

Thus, we implement a selective scaling strategy. While searching over §;, we only allow the scaling
of By if the correlation between x; and x; is above some threshold, instead of scaling all 3_;. Let £
denote the set of variables that are sufficiently correlated with x;, i.e.,

E; = {k#j: |corr(xp, x;)| > pmin}ts (11)
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for some pre-chosen p,,;, > 0. The selective scaling steps solve

2

g;i? L(Bj,v) = ||y — Bjz; — Z Bexe — Z (vBr)mr| +

LeES\{5} keE;

JB)+ Y. JB)+ Y TB), (12)

LeES\{j} kEE;

for j =1,2,...,d. Again, here we can compute the optimal ; and v explicitly [9].

Fitting entire regularization surfaces with multiple warm starts

Using the MC+ penalty (#), the optimal solution Bto (B) depends on two regularization parameters, A and
. For different values of (A,7), one can think of E()\, ) as tracing out an entire regularization surface.
Mazumder et al. [[] provided a nice algorithm, called SparseNet, for fitting the entire regularization
surface. Fitting an entire surface of solutions, rather than just a single solution, introduces an interesting
set of challenges for our work. When fitting a single solution, we are only concerned with how to best
find a good solution for a given pair of (A,~y). However, SparseNet fits the entire surface of solutions
sequentially, using each point on the surface, ,@()\, v), as a warm start for fitting the “next” point. Thus,
improving the solution at (A, ) may not be desirable if the improved solution provides an inferior warm
start for the next point, resulting in worse solutions further down the surface. Empirically, we have found
this to be a common occurrence. To remedy this problem, our strategy is to keep track of a few different
solution surfaces:

° ,@ A(A,v) — this is the “usual” surface obtained by SparseNet, i.e., each point on this surface is obtained
by running the coordinate descent algorithm (an ultimate AO strategy), using the “previous” point
on this surface (A) as a warm start;

) ,@B (X\,y) — each point on this surface is obtained by first running the coordinate descent algorithm
and then switching over to search in a different space, but each point also uses the “previous” point
on this surface (B) as a warm start;

. ,@c(/\,y) — like surface B above, each point on this surface also is obtained by first running the
coordinate descent algorithm and then switching over to search in a different space, except that each
point uses the “previous” point from the surface B4(A, ) as a warm start.

At each point (), ), we keep the better of BB()\,'y) or Bc()\, 7) as our solution.'?

5 Experimental results

We now present some experimental results to demonstrate the effectiveness of our method.

Matrix factorization

To demonstrate our method for matrix factorization, we used a data set compiled by [R], which consists
of approximately 35.3 million reviews from www—amazon—com between 1995 and 2013. We took a dense
subset of their data consisting of approximately 5.5 million reviews, such that all users in our subset have
rated > 55 items, and all items have been rated > 24 times.

15T the actual implementation, it is clear that we need not start from scratch in order to obtain the surface
Bc (A\,7v); we can simply start with the surface B4 (), ), and apply our escaping strategies directly at each point.
Conceptually, we think it is easier for the reader to grasp what we are doing if we describe three separate surfaces
rather than two, but this does not mean we have to triple the amount of computation.
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Figure 3. Matrix factorization example. The MAE on test data vs. number of iterations.

For our restricted joint optimization approach, we allowed only a small number (s < n,m) of user-
and item-vectors in each round to participate in the joint optimization (see Section B). Empirically, we
obtained reasonably good and comparable performance results with a wide range of s € [20,200], but
results reported here are for s = 50.

We tested our method by randomly splitting the ratings into two halves, using one half as the training
set T, and the other half as the test set V. All statistics were averaged over ten runs. As our metric, we
used the mean absolute error (MAE),

1
MAE = |7 Z |7/:uz - ruil- (13)
| (u,i)€V

McAuley and Leskovec [8] reported a mean squared error (MSE) of about 1.42 on their full Amazon data
set using the baseline matrix factorization method with K = 5. This would translate to about 1.19 on
the root mean squared error (RMSE) scale, which is more comparable with the MAE. Our baseline AO
produced slightly better results (Table 0) because we used a dense subset, so there is presumably more
information about each user and item in our subset.

Table 1. Matrix factorization example. MAEs (and their standard errors) on the test set.

Baseline Scaling Random Greedy

AO Only Subspace Subspace
K =5 1 0.856 (0.0002) 0.763 (0.0042) 0.747 (0.0009) 0.740 (0.0004)
K =10 | 0.859 (0.0002) 0.756 (0.0030) 0.760 (0.0006) 0.754 (0.0003)
K =15 | 0.861 (0.0005) 0.760 (0.0019) 0.769 (0.0006) 0.760 (0.0002)

In order to produce fair comparisons between different methods, for given K = 5,10 and 15 we used
cross-validation to choose an optimal value of A for each method; the selected values ranged from 1 to 15.
As can be seen from Table 0, our approach produces meaningfully better models. Figure B shows that,
while there appeared to be little difference (Table M) between using a random choice and using a greedy
choice of {wy;, 'wé} to conduct the restricted joint search, the greedy strategy was much faster and more
efficient at improving the results.

MC+ regression

To demonstrate our method for MC+ regression, we used a simulated data set from [ld] — more specifically,
their model M;. The sample size is n = 100, with d = 200 predictors generated from the Gaussian
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Table 2. MC+ regression example. Percent changes in the terminal values of the loss function
[%AL = (Lnew— Lotd) / Lotd, top two rows| and in the variable-selection error [%A, = (errorye, —
errorold) / €rTor,;, bottom two rows], over the entire regularization surface.

‘ Small 4’s  Large v’s  All v’s
fraction(—0.005 < %A < 0) 0.715 0.730 0.723
average(%AL|%AL < —0.005) | —0.063  —0.036 —0.050
fraction(% A, = 0) 0.575 0.205 0.390
average( %A %A, # 0) —0.011 —0.027 —0.021

distribution with mean zero and covariance matrix 3, whose (j, k)-th entry is equal to 0.77=kl. The
response is generated as a linear function of only 10 of the 200 predictors plus a random noise; in
particular, y = &1 + 21 + T41 + ... + T161 + 181 + €. That is, Br9j41 =1for j=0,1,2,...,9and 3; =0
otherwise. Mazumder et al. [] took &; ~ N(0,02) with o = \/BTX3/3 so that the signal-to-noise ratio
is 3.

Using pmin = 0.3 in equation (), we estimated ,5()\, ) on a grid consisting of 8 different v’s and 50
different A’s. The 7’s were equally spaced on the logarithmic scale between v = 1.000001 and ~ = 150.
The X's were equally spaced on the logarithmic scale between A4, — the smallest A such that 3; = 0
for all 7 — and 0.01 4z

For each point on the grid, we computed the percent decrease in the value of the objective function,
ie., WAL = (Lpew — Lotd)/Lota, where Lojg, Lpeyw are the values of the objective function when the
coordinate descent algorithm converged, and after our restricted joint search, respectively. The top two
rows of Table B show that, for about 72% of points on the grid, our strategy made little difference
(%A no more than 0.5 percentage points), indicating that the original coordinate descent algorithm
already found relatively good solutions at those points. For the remaining 28% of the points, however,
our strategy found a better solution — searching in a slightly expanded space further reduced the value
of the objective function by an average of 5%. For the smaller half of 4’s (more nonconvex objective
functions), the average percent decrease was a little over 6%; for the larger half (less nonconvex objective
functions), the average percent decrease was close to 4%.

For each point on the grid, we also computed the percent decrease in the variable-selection error, i.e.,
%A = (erroryey — €ITOIyq)/€ITOr 514, Where erroryy, error,.,, are the errors of the coordinate descent
solution and of our solution, respectively. The variable-selection error was measured in terms of

SR

d
error(B) = = I(B;=0and B; #0) + I(3; # 0 and 3; = 0). (14)
j=1

The bottom two rows of Table B show that, overall, our strategy led to improved variable-selection results
as well — a 2% reduction in error on average.

6 Summary

We have proposed a general framework for improving alternating optimization of nonconvex functions.
The main idea is that, once standard AO has converged, we switch to conduct our search in a different
subspace. We have provided general guidelines for how these different subspaces can be defined, as well
as illustrated with two concrete statistical problems — namely, matrix factorization and regression with
the MC+ penalty — how problem-specific information can (and should) be used to help us identify good
and meaningful search subspaces. By carefully selecting a relevant space to search over, we can escape
undesirable locations such as saddle points and produce notable improvements. In addition to serving as
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examples of our general idea, we think that these improved AO algorithms, for matrix factorization and
for regression with the MC+ penalty, are meaningful contributions on their own.
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Abstract. Maternal iodine nutrition and thyroid status may influence neurocognitive development in
children. This study investigated the effects on the intelligence quotient (IQ) of children born to mothers
with different levels of iodine supplementation, with or without the administration of levothyroxine (LT4),
prior to and during pregnancy. From a methodological point of view, we used the Non Parametric
Combination test or NPC test, based on permutation solution. It was chosen for the several optimal
properties of which it is characterized, that make it very flexible and widely applicable in many fields; in
particular, it allows stratified analyses and represents an effective solution for problems concerning the
testing of multidimensional hypotheses, that are difficult to face in a parametric context.

Keywords. NPC test, Neurocognitive Development, Iodine Nutrition, Thyroid Status.

1 Introduction

Thyroid hormone (TH) is required for normal brain development. Prior to the onset of fetal thyroid
function, the mother is the only source of TH for the developing brain. By 16-20 weeks post-conception
the fetal thyroid is mature enough, and from this point in time onwards the fetus cooperate to make up
his own TH pool [34]. However, the relative contribution of the mother and the fetus to the regulation
of TH-dependent processes within the brain is not yet fully established.

Since iodine is essential for TH synthesis [24], a gestational intake of this micronutrient that fails to
meet the needs of pregnancy may simultaneously impair both maternal and fetal TH production [T5]. Ac-
cordingly, the most serious consequence of gestational iodine deficiency (ID) is endemic cretinism, due to
severely impaired TH synthesis in the mother and fetus from early pregnancy onwards [5]. In conditions
of mild to moderate ID, less severe degrees of maternal thyroid insufficiency may occur over gestation
[9], [22], and several studies have shown these conditions to be associated to minor neuropsychiatric and
intellectual deficits in progeny [27], [15], [33], [20] and [23]. On the other hand, other studies carried out
in iodine sufficient regions failed to confirm these associations, with some reports anecdotally reporting
normal neurodevelopment in children born to mothers who were severely hypothyroid for causes other
than ID [I8] and [26]. Finally, a growing body of evidence has recently been provided, overall indicating
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that gestational iodine supplementation, while not having a clear impact on maternal thyroid function
[35], [21] is actually effective in improving infant cognitive development [G]. By contrast, iodine supple-
mentation given in later stages of life, i.e. during adulthood, while improving iodine status, proved to
have no impact on cognitive function [31]. Since potential mechanisms by which iodine affects cognition
include white matter maturation, the observed lack of effect of iodine supplementation on the cognitive
scores of mildly iodine-deficient young adults has been attributed to the fact that the process of myeli-
nation is more complete in adulthood compared to fetal life and infancy, and therefore less malleable
)

Taken as a whole, these data might be consistent with the hypothesis that maternal iodine status
primarily influences fetal thyroid function, which may play a more critical role than maternal thyroid
function in determining neuro-intellectual outcomes in progeny. In order to assess this assumption, a
prospective study was carried out on schoolchildren living in an ID area and born to mothers exposed to
different iodine supplementation regimens, half of whom had been receiving levo-thyroxine (LT4) prior
to and during pregnancy in order to guarantee maternal euthyroidism throughout gestation [25]. The
main results of this study were that children born to mothers with similar iodine intake during pregnancy
had comparable intellectual abilities, regardless of their mothers’ thyroid function. Conversely, children
born to mothers with comparable thyroid function during pregnancy, namely those born to mothers
on LT4 therapy, performed differently on intelligence quotient (IQ) tests, with those born to mothers
who had been receiving iodine supplementation during pregnancy showing significantly higher IQ scores
than those born to unsupplemented mothers. Indeed, logistic regression models designed to assess the
dependence of suboptimum cognitive outcomes (IQ<85 points) on various explanatory variables failed
to show a significant association with maternal thyroid parameters at any stage in pregnancy, whereas
maternal iodine status proved to be positively associated with cognitive outcomes.

In this study we aimed at evaluating the intelligence quotient (IQ) of children born to mothers with
different levels of iodine supplementation, with or without the administration of levothyroxine (LT4),
prior to and during pregnancy. In particular we focused our attention on some mother-child pairs and
we compared them according to iodized salt consumption and LT4 treatment.

2 The Data

The examined sample included four groups, each comprising 25 mother-child pairs, identified on the basis
of maternal histories of iodized salt consumption and LT4 treatment prior to and during pregnancy. The
groups were labeled as follows: iodine (I), no iodine (no-I), iodine + LT4 (I+T4) and no iodine + LT4
(no-14+T4). Inclusion criteria for the mothers were:
a) age>18 years;
b) singleton and uncomplicated pregnancy;
c¢) term delivery;
d) no severe or chronic diseases (including thyroid autoimmune diseases);
e) no major post-partum complications (including post-partum depression);
f) thyroid function evaluation throughout gestation;
g) full diet and lifestyle information during pregnancy and afterwards;
h) informed consent.
Inclusion criteria for the children were:
a) age between 6 and 14 years;
b) no major neonatal complications (including birth trauma);
¢) no congenital hypothyroidism;
d) no severe or chronic diseases;
e) no ascertained major cognitive deficits;
f) regular education;
g) approval to cognitive test administration.
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Child Intelligence Quotients (IQ) was assessed with the use of Wechsler Intelligence Scale for Children
- Third Edition (WISC-III), which was administered by trained psychologists who were blinded as to which
group subjects were allocated. The Full-Scale 1Q (FSIQ), the Verbal IQ (VIQ) and the Performance 1Q
(PIQ) were calculated for each child and used into analysis.

For each mother the following information was collected: Triiodothyronine (T3), Thyroxine (T4),
Thyroid-stimulating hormone (TSH), Free Triiodothyronine (FT3) and Free Thyroxine (FT4) for assessing
maternal thyroid status at each point in time during gestation (recorded in the following weeks range:
4-12, 13-18, 19-24, 25-30, 31-36), Urinary Iodine Concentrations (UIC), family Socio-Economic Status
(S.E.S.) evaluated by means of Hollingshead Index, iodized salt consumption (yes or no) and L-T4
treatment (yes or no).

3 The Non Parametric Combination Test (NPC)

The non-normality in the distribution of the considered phenomena (as verified by Kolmogorov Smirnov
test) does not guarantee valid asymptotic results; consequently the non-parametric approach has been
used. In particular we used the Non Parametric Combination (NPC) test, based on permutation test
[80], [0T], chosen for the several optimal properties of which it is characterized. Permutation tests [29],
[16] represent an effective solution for problems concerning the verifying of multidimensional hypotheses,
because they are difficult to face in parametric context. This multivariate and multistrata procedure
allows to reach effective solutions concerning problems of multidimensional hypotheses verifying within
the non parametric permutation inference [2¥]; it is used in different application fields that concern
verifying of multidimensional hypotheses with a complexity that can not be managed in parametric
context. In comparison to the classical approach, NPC test is characterized by several advantages:

e it doesn’t request normality and homoscedasticity assumption;
e it draws any type of variable;

e it also assumes a good behavior in presence of missing data;

e it is also powerful in low sampling size;

e it resolves multidimensional problems, without the necessity to specify the structure of dependence
among variables;

e it allows to test multivariate restricted alternative hypothesis (allowing the verifying of the direc-
tionality for a specific alternative hypothesis);

e it allows stratified analysis;
e it can be applied also when the sampling number is smaller than the number of variables.

All these properties make NPC test very flexible and widely applicable in several fields; in particular
we cite applications in sociological context [5], [3], [7], in medical context [37],[d], 1], [§], [86], [2], [32],
[@] and in genetics [3], [T2].

We supposed to notice K variables on N observations (dataset NxK) and that an appropriate
K-dimensional distribution P exists. The null hypothesis postulates the equality in distribution of k-
dimensional distribution among all C groups

d d
Hy=[Pi=..=PFPc]=[X1=..=X(]
i.e. HQ = ﬂf:IXh- i .. i Xcl] = [ﬁf_lHOi]
against the alternative hypothesis
H1 = Ui‘c:lHli-
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Let’s assume that, without loss of generality, the partial tests assume real values and they are
marginally correct, consistent and significant for great values; the NPC procedure (based on Conditional
Monte Carlo resampling) develops into the following phases, such as illustrated in Figure 1.

i}c X o~ Xi Xie Xn - Xu - Xu
Bz %o % ) | - X% - Xy =
. e e resampling e &
X w2
; X - X o Xo el o Xo - X &
ewk =
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fest stafisfic T |:T01 Tos TUJ |:T*1 T T*a
ﬂ affer B independert resamplings
[T*l I . - T*a Bk
A=Pr(T" 2Ty | X} =
A S o Hyis rejected Thy e gy e D ,IIN.
T [11 R lk] <::| T - T o~ T |::> ?;,,.
T'p1 Ty T'5i 7
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i A2 S o Hoisrejected with 15 = LT3 | XD
SECOND PHASE

Figure 1. Two-phases NPC algorithm

The null hypothesis, that postulates the indifference among the distributions, and the alternative one
are expressed as follows:

Hol {X112X12}m"'ﬂ{anan2 } (1)
d d
Hli{Xll#Xlz}U"'U{an#Xn2 } (2)
In presence of a stratification variable, the hypotheses system is:
H()i : {Xlli ingi}ﬁ"'ﬂ{ani anQz } (3>
d d
Hy; {Xlu, # X2 f U U{ X1 # Xnoi } (4)

The hypotheses systems are verified by the determination of partial tests (first order) that allow
to evaluate the existence of statistically significant differences. By means of this methodology we can
preliminarily define a set of k (k>1) unidimensional permutation tests (partial tests); they allow to
examine every marginal contribution of answer variable, in the comparison among the examined groups.
The partial tests are combined, in a non parametric way, in a second order test that globally verifies
the existence of differences among the multivariate distributions. A procedure of conditioned resampling
CMC (Conditional Monte Carlo) allows to estimate the p-values, associated both to partial tests and to
second order tests.

Under the exchangeability data among groups condition, according to null hypothesis, NPC test is
characterized by two properties:
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e similarity: whatever the underlying distribution data, the probability to refute the null hypothesis
is invariant to the actually observed dataset, whatever the type of data collection;

e for each a, for each distribution and for each set of observed data, if under the alternative hypoth-
esis, the distribution dominates the null hypothesis, then an unbiased conditional test exists and,
therefore, the probability of refuting the null hypothesis is always no less than the « significance
level.

4 The results

The analysis was performed comparing four groups, defined on the basis of maternal histories of iodized
salt consumption and LT4 treatment prior to and during pregnancy:

e Group A= iodine (I);

e Group B= iodine + LT4 (I + T4);

e Group C= no iodine and no LT4 (no-I);
e Group D= no iodine + LT4 (no-I + T4).

In Table 1 we report the results of the NPC test; all combined p-values are obtained using Fisher’s
combining function.
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Table 1. Mean values and p-values for groups comparison

VARIABLES Group A Group B Group C Group D | p-value
Week birth 38.40 38.36 38.73 38.33 0.780
Weight birth 3241.1 3164.2 3171.4 3292.2 0.646
FSIQ 93.13 96.07 81.73 81.27 0.012
VIQ 90.07 97.29 80.33 79.60 0.006
PIQ 98.20 96.43 87.33 87.53 0.111
Child age 9.247 9.825 10.52 10.20 0.390
Mother age 29.53 29.07 27.67 28.87 0.622
UIC 90.07 124.7 51.27 73.87 0.001
S.E.S. 18.53 19.82 16.83 21.67 0.374
T3(4-12) 171.7 156.6 168.9 147.5 0.332
T4 (4-12) 11.92 12.60 12.19 11.95 0.913
FT3 (4-12) 3.791 4.180 3.856 3.585 0.072
FT4 (4-12) 17.96 19.15 14.74 17.69 0.002
TSH (4-12) 0.613 0.526 0.828 0.722 0.254
T3(13-18) 185.3 178.9 186.7 168.7 0.690
T4 (13-18) 12.39 12.66 11.70 12.45 0.726
FT3 (13-18) 3.932 4.426 3.866 3.783 0.093
FT4 (13-18) 16.42 17.40 12.53 15.80 0.000
TSH (13-18) 0.776 0.556 1.193 0.829 0.009
T3(19-24) 193.7 188.5 181.1 168.9 0.447
T4 (19-24) 11.69 13.91 11.81 13.49 0.062
FT3 (19-24) 4.063 3.913 3.659 3.860 0.334
FT4 (19-24) 14.72 16.40 12.64 16.63 0.000
TSH (19-24) 0.982 0.495 1.225 0.583 0.000
T3(25-30) 188.1 191.8 184.7 181.4 0.931
T4 (25-30) 11.67 12.95 12.04 13.81 0.094
FT3 (25-30) 3.824 3.986 3.620 3.645 0.362
FT4 (25-30) 14.10 15.80 12.28 16.47 0.000
TSH (25-30) 0.995 0.449 1.302 0.376 0.000
T3(31-36) 178.3 188.1 174.9 172.6 0.651
T4 (31-36) 11.88 14.05 11.94 13.06 0.059
FT3 (31-36) 3.620 3.819 3.579 3.505 0.594
FT4 (31-36) 13.77 16.62 12.22 16.41 0.000
TSH (31-36) 0.959 0.355 1.454 0.330 0.000
+
Combined 0.000
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As we can see, significant differences exists among the four analyzed groups, with reference to FSIQ,
VIQ, maternal UIC and the serum of TSH and TF4 in different times of observation. So, for only these
variables, we performed the two-by-two comparison between groups. For these multiple comparisons, we
had to apply Bonferroni’s correction; the number of possible comparisons that can performed with four

. : o : : 0.050 _
groups are 6, so the adjusted significance level for this analysis was equal to =z= = 0.008.

Table 2. Partial and Combined p-value for two-by-two comparisons

VARIABLES AvsB AvsC AvsD BvsC BvsD CvsD

FSIQ 0.603 0.022 0.014 0.026 0.017 0.942
VIQ 0.250 0.058 0.048 0.007 0.006 0.895
UIC 0.001 0.000 0.074 0.000 0.000 0.026
FT4 (4-12) 0.515 0.000 0.763 0.001 0.419 0.002

(
FT4 (13-18) 0.401 0.000 0.566 0.001 0.267 0.003
TSH (13-18) 0.182 0.012 0.790 0.002 0.199 0.078
FT4 (19-24) 0.006 0.004 0.018 0.000 0.812 0.000
TSH (19-24) 0.010 0.314 0.016 0.002 0.538 0.001
FT4 (25-30) 0.007 0.013 0.005 0.000 0.452 0.000
TSH (25-30) 0.005 0.211 0.001 0.000 0.558 0.000
FT4 (31-36) 0.000 0.045 0.006 0.000 0.832 0.001
TSH (31-36) 0.001 0.020 0.000 0.001 0.821 0.000

+ + + + + +
Combined ~ 0.000  0.000 0.000 0.000 0.002  0.001

The result highlight that offspring of mothers belonging to groups A (Iodine) and B (iodine + LT4)
had similar Verbal, Performance and Full-Scale Intelligence Quotients; all these 1QQ were higher than
children born to no-I and no-I + T4 mothers (groups C and D, respectively). Moreover, a further
analysis was also performed aggregating Groups A and B (iodine) and Groups C and D (No-iodine) in
order to evaluate effects of maternal iodine nutrition.
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Table 3. Mean values and p-values for comparison between Iodio vs No-lodio groups

VARIABLES TIodine No-Iodine | p-value
FSIQ 94.55 81.50 0.001
VIQ 93.55 79.97 0.001
UIC 106.8 62.57 0.000
FT4 (4-12) 18.53 16.22 0.005
FT4 (13-18) 16.89 14.16 0.001
TSH (13-18) 0.670 1.011 0.013
FT4 (19-24) 15.53 14.64 0.209
TSH (19-24) 0.747 0.904 0.315
FT4 (25-30) 14.92 14.38 0.438
TSH (25-30) 0.731 0.839 0.516
FT4 (31-36) 15.15 14.31 0.284
TSH (31-36) 0.667 0.892 0.188
i)
Combined 0.001

Defective cognitive function (in term of FSIQ and VIQ) was significantly higher in the children of
mothers not using iodized salt than of those mothers using it. Also UIC results to be significantly higher
in mothers who use iodized salt. The use of iodized salt also implies a significant increase in F'T4 values
in the period between 4 and 18 weeks of pregnancy.

We underline also that the TSH values are significantly reduced in the weeks 13-18 for the only women
who consume iodized salt. The other examined variables show no significant difference between the two
compared groups.

5 Final remarks

Thyroid hormone is essential for normal pregnancy progression and brain development. Impairments
in maternal thyroid function are associated to several obstetrical complications [I'7],[70]. They require
prompt intervention, bearing in mind that both maternal thyroid disease per se and related treatments
may adversely affect the newborn’s health [I'7] and [I4].

From a methodological point of view, in this paper we aim to show as the permutation tests are
very helpful in medical contexts, in particular in the endocrinological research. We applied permutation
tests to perform comparison between four groups of children, defined on the basis of maternal histories
of iodized salt consumption and LT4 treatment. Examining the results achieved by applying NPC tests,
we have to notice an interesting result: defective cognitive function (in term of FSIQ and VIQ) was
significantly higher in the children of mothers not using iodized salt, than of those mothers using it. Also
UIC results to be significantly higher in mothers who use iodized salt.

So, our research emphasizes the importance of taking iodine in pregnancy to the child’s future welfare.
It also shows how much a lack of iodine may hinder children into reaching their full intellectual potential.
An inadequate maternal iodine intake during pregnancy may result in cognitive impairment in later
life, likely because of an insufficient fetal TH output due to reduced iodine storage in the fetal gland.
Therefore, based on the obtained results, we can affirm that children, whose mothers took the right
amount of iodine during pregnancy, exhibit more learning and cognitive abilities and are more intelligent
than children whose fetal life was marked by a low iodine intake.
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Abstract. Systematic spatial errors of natural catastrophe (CAT) models are quantified using hierarchi-
cal linear models. Insurance claims are grouped into spatial bins on a regular grid, which avoids compu-
tationally expensive distance calculations when estimating spatial covariances. For insurance claims and
CAT model estimates, damage ratios are used to determine the model errors. The spatial structure of
claims distributions around a model estimate is determined via intraclass correlation coefficient (ICC). A
methodology is introduced to incorporate all claims, which greatly enhances the usability and robustness
of the statistical models. These statistical models can have a hierarchy of spatial bins nested within larger
bins, and both the number of such hierarchies, as well as the sizes of the rectangular bins at each layer,
are investigated. Furthermore, several validation procedures are presented using the claims data from a
major earthquake. The results are obtained with the R-package lme4.

Keywords. Hierarchical linear models, Intraclass correlation coefficients, Catastrophe models, Model
errors, Spatial correlation

1 Introduction

Catastrophe Models and Spatial Correlation of Model Errors Insurance for natural
catastrophes is quite different from car insurance. In the latter, an insurance company has vast amounts
of data to infer with considerable accuracy how risky it is to sell car insurance to an adolescent male.
However, when it comes to home insurance, natural catastrophes pose several difficulties. First, absence
of data does not necessarily mean that an event is unlikely to occur, e.g. an earthquake can occur on a
previously unknown fault line. But, even if data is plentiful, it might still not give an accurate estimate of
the frequency of events. Furthermore, relying on historical events might give a skewed view of the potential
event intensities. This was evident with hurricane Andrew in 1992, which caused industry wide losses
around four times that of the previous significant event, which was hurricane Hugo. In 2005, hurricane
Katrina added another factor of four to hurricane Andrew’s losses. This level of uncertainty has to be
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dealt with in some way. Several decades ago, insurers relied on rules of thumb and conventions. Today,
insurance companies use catastrophe (CAT) models to quantify their risk. The purpose of CAT modeling
is to anticipate the likelihood and severity of losses from earthquakes and hurricanes to terrorism and crop
failure, so that companies (and governments) can appropriately prepare for their financial impact. This
is achieved by simulating a large ensemble of hypothetical events with varying intensity, e.g. maximum
wind speed for hurricane, attenuation and shake magnitude for earthquake, water level height for flood
etc., followed by loss estimation for each simulated event at every location.

1.00-
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(e.g. ground motion, wind speed, flood depth)

Figure 1. Damage function converting event intensity to a modeled mean damage ratio (blue
solid curve). Also shown are hypothetical claims (red points) for these intensities, which yield
a distribution of claims damage ratios around the model mean damage ratio. Here, three such
distributions are shown (grey areas).

When aggregating losses at different locations to a portfolio level it is important to account for
spatial correlation between these losses, i.e. how the losses at nearby locations are related to each other.
There are several different components contributing to spatial correlation. For example in a hurricane
model, some aspects of spatial correlation are implicitly accounted for by the predicted wind field where
nearby locations experience similar wind speeds. In what follows, we address another type of correlation:
correlation conditional on the CAT model estimate. Intuitively, if the predicted wind speed for an
area is too high, then the losses in that area are likely to be lower than expected. This means the
losses will be correlated with each other, relative to the model estimate. Such conditional dependency is
designated as the correlation of model errors. Losses may also be correlated at a local level due to common
building practices. If an entire neighborhood is built by the same construction company, using the same
substandard materials, the losses in that neighborhood will likely be higher than modeled and correlated
within the neighborhood. In this paper we assess these non-modeled sources of spatial correlation.

Claims and Model Estimates An insurance claim amount is dependent on several aspects which
include the replacement value (i.e. the property’s worth), exposure information e.g. construction and
occupancy type with other building characteristics (e.g. year built and height), location (geographical
and/or address), and financial terms (e.g. deductibles and limits). For each available claim, we obtain
the modeled losses for the given peril (and event) at the specified location, using all available building
characteristics. In both cases, we work with damage ratios (DR), which are defined as loss divided by
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replacement value. Note that in this paper we are only interested in ground up losses, i.e. losses before
any financial terms have been applied.

The modeled losses are obtained from the modeled peril intensity of the particular event, e.g. ground
motion, flood depth, or wind speed. Thus, damage functions are created to convert intensities to model
mean damage ratios (MMDR). In an ideal world, two identical structures experiencing the same peril
of the same intensity should experience the exact same damage. However, for exposures with the same
predicted MMDR, usually at different geographical locations, we have a distribution of claims damage
ratios, as seen in Figure 0. It is possible for identical buildings to experience different levels of damage
when impacted by the same intensity of a particular peril. This is due to differences in construction and
local site-specific effects. To capture this variability we group claims DRs using MMDR and derive the
whole distribution of possible values. It is natural to require the MMDRs to be close to the means of the
distributions of the corresponding claims damage ratios.

(a) (b) ()

\"

Figure 2. In (a) and (b) are two hypothetical scenarios from 3 geographical locations, shown as
rectangular bins, where the black regions are water bodies. The points denote exposures, the
colors of which indicate the (hypothetical) claims DRs. The blue lines connect a location to
its corresponding DR value in the color bars. See text for further discussion on the differences
between the two scenarios. The overall distribution of claims (c) is the same for both scenarios,
and the MMDR is assumed to be 0.05 for all claims.

Spatial Structure of Claims Distributions Figure B (a)-(b) shows two hypothetical scenarios
which highlight what we are trying to capture. Shown are three areas (green rectangles), each of which
has several claims. All claims are assumed to have MMDR of 0.05. The overall distribution of claims,
Figure B (c), is the same in both cases.

In Figure B (a) we see claims distributions which do not exhibit any obvious underlying spatial
structure determined by the three different locations. This means that for any of the three spatial bins,
the claims therein are dissimilar. Thus, inspecting the value of one claim does not provide any information
on the values of the remaining claims in that spatial bin. This implies low spatial correlation of model
errors.

However, in Figure B (b) we see that the distribution of claims has a certain underlying spatial
structure, with the claims in each spatial bin having lower variability i.e. two randomly selected claims
will have similar values and therefore high spatial correlation.
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It is important to note that we are not attempting to capture spatial correlation of a specific peril in
the classical geostatistical sense [B], i.e. we are not attempting to develop a simulation or interpolation
procedure for claims using classical geostatistical tools. We are quantifying in an efficient way the spatial
variability of model errors, later to be used for portfolio loss aggregation algorithms; the details of which
are not our main focus of attention.

(b) (c)

Figure 3. Illustration of hypothetical covariance matrices (of CAT model errors) for an exposures
portfolio. (a) Classical distance based, full covariance matrix. (b) A block diagonal covariance
matrix from hierarchical linear models, with one spatial scale. The block structure is determined
by the spatial bins, and the correlation is assumed to be zero for exposures in different spatial
bins. (c¢) Similar matrix as in (b), but with two spatial scales.

We prefer avoiding computationally expensive distance calculations, which yield full covariance matri-
ces as illustrated in Figure B (a). We have adopted hierarchical linear models, and assume that correlations
between locations are fully determined by the spatial bins they reside in. Figures B (b) and (c) show
examples of such computationally efficient block diagonal covariance matrices. Diagonal blocks at one
spatial scale are comprised of compound covariance matrices. This implies that correlation between any
two locations within the same spatial block is the same. Likewise, diagonal blocks at the second spatial
scale form another set of compound covariance matrices which represent the situation when correlation
between any two locations within the same spatial block at the second scale but different blocks at the
first scale, is the same. Finally, we note that it is possible for two locations to be very close in space, but
fall into distinct spatial bins and thus be considered independent. This is a simplifying assumption for
computational efficiency.

2 Hierarchical Linear Models

Hierarchical linear models [20, 8§, 4, 6] are popular in the study of group effects, especially in the social
sciences where they are e.g. used to assess differences between students across different classes. Here,
we employ these models to the claims DR distributions around each MMDR ratios (Figure M), with
the grouping effects determined by the spatial bins (Figure B). We are investigating how much of the
variability in the claims distribution can be attributed to spatial variability. By grouping the claims
DRs by their corresponding model MMDRs, we obtain multiple subsets of the data, where each group
corresponds to an MMDR interval of fixed width. We now describe our methodology which allows us to
work with all available claims, regardless of the model estimates.
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Methodology Welet D = {(c;,m;)}M, denote the collection of claims DRs, ¢;, and the corresponding
MMDRs, m;, where M is the total number of available claims. As outlined above, we want to model the
variability of claims around a mean as determined by the CAT model MMDR. With one spatial scale,
we model claims as follows:

cij = a(mi;, D) + a; + €. (1)

Here, c¢;; denotes claim i in bin j, with ¢ = 1,...,n;, which clearly shows the hierarchy between claims
within bins. In multilevel approach, the model in Equation () is called the empty model because there
are no explanatory variables. The value m;; is the corresponding MMDR, and a(m;;, D) (called the fized
part) is calculated as the mean of claims which have MMDR values similar to m;;. We expect this mean
to be the same (or similar) to the MMDR value, i.e.

a(m, D) ~ m,Vm. (2)

If this is not satisfied, then care has to be taken to modify the MMDRs, either via CAT model calibrations
or transformations. These considerations are beyond the scope of this paper, and we assume that Equation
(2) holds. The terms «; are the grouping effects, and the ¢;; are the residuals. The sum of those two
terms is called the random part, which highlights that we express claims as random variability around
CAT model estimates. We allow for different numbers of claims in the spatial bins (i.e. the n;’s can vary),
thus making the design unbalanced. The binning effects, «;, are assumed i.i.d. for all bins, a;; ~ N(0,02).
The residuals, €;; ~ N(0, 02) are also i.i.d. with o2 independent of the bin choice, an assumption called
homoscedasticity. Furthermore, we assume that the a;’s and ¢;;’s are independent for all ¢ and j. These
statements yield a block diagonal covariance matrix as illustrated in Figure B (b).
The model in Equation (@) can be re-written to include two spatial scales:

Cijk = a(miji, D) + Br + ok + €iji, (3)

where c¢;;; is claim 7 in bin j nested in bin k. Similarly, m;;; is the corresponding MMDR value of
claim ijk, and a(mgji, D) is determined the same way as before. The effects ), ~ N(0,03) are now the
grouping effects at the larger scale, with other quantities having similar interpretations and assumptions
as before. The covariance matrix would in this case be as shown in Figure B (c).

The formulation above allows us to work with entire datasets, and obtain a single result for each
spatial scale, as opposed to one for each MMDR, group (which then has to be aggregated in some way).
In fact, we are seeking a single estimate of spatial variability to distinguish between the two scenarios
in Figure 2 (a)-(b). Thus, we are not interested in differences between MMDR groups. This approach
works well with small datasets in terms of obtaining more robust results.

Intraclass Correlation Coeflicients

One spatial scale Under the framework above, we define the intraclass correlation coefficient (ICC),
also known as repeatability, for one spatial scale as:

0.2

e T, (4)

1) .—
1ccy’ = R
The superscript () denotes that we are using one spatial scale. From Equation (m), we see that o2 is the
variance from the grouping effects, and o2 + o2 is the total variance. Therefore, as a ratio of variances,
the intraclass correlation coefficient signifies how much of the claims variance can be explained by the
binning effect. The ICC values range from 0 to 1.

Another interpretation of the ICC is that it denotes the usual Pearson correlation (see e.g. [d])
between any two randomly chosen claims y;; and y;; from the same (arbitrary) bin j, that is

1CCLY = Corr(yij, yij)- (5)
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For further discussions on the intraclass correlations coefficient and its interpretations, see e.g. [, 02, b,
20, 21).

The ICC value can be used to discriminate between the two hypothetical scenarios in Figure B. The
ICC value for scenario (a) is close to zero, but the ICC value for scenario (b) is close to 1. Thus, for the
remainder of this paper, the ICC values are our main focus of interest.

Two spatial scales The intraclass correlation coefficients extend naturally for two levels of hierarchy
in the following way:

02 + o2
100®) = 22 6
o ag +02 4 o2 (6)
and
2) o}
100y = (7)

U%—i—ag—&—ag'

The superscript 2 now signifies that we have two spatial scales, see Equation (8). The interpretations of
these coeflicients are similar to the case with one spatial scale. Here, I C’C,?) measures similarity of claims
withing the smaller spatial scale bins, while I C’Cﬂ(f) measures the similarity within the larger spatial bins.
Note that if including this larger spatial scale does not capture any additional variance, i.e. if O’% =0,

then we have [ CC’;Q) =0and [ CC((]Q) =1 CC&D. The last equality states that if no additional variance
is found, then the ICC estimates at the smaller scale remains unchanged. In principle, Equation (II) can
be extended to an arbitrary number of spatial scales, and the ICC calculations and interpretations follow
naturally. However, apart from the nature of each peril, practical issues like data availability or compute
speed of loss aggregation procedure are a limiting factor.

Stationarity and isotropy

An important assumption of the hierarchical linear models for claims is that of stationarity. This means
that estimates of the parameters of the model are invariant to shifts of the underlying CAT model
grid which determines the spatial grouping of claims. If further the estimates are invariant to all rigid
motions the model is stationary and isotropic. To verify these assumptions, we implemented the following
procedure:

1. For the regular non-shifted grid, obtain the ICC results.

2. Shift the grid some fixed distance in any of several directions; we chose the 16 directions m-360°/16,
with m = 0,...,15. For each of these shifted scenarios:

a) Regroup claims into bins based on the shifted grid.
b) Calculate ICC estimates as before.

In steps 1 and 2 b) above, we note that we obtain ICC estimates for each of the spatial scales involved.
If using one spatial scale, we find I CC’&I); if using two spatial scales we obtain [ CC&Q) and [ CCg), and
SO on.

We plot the results in polar coordinates, where the radius denotes the ICC estimate and the angle
denotes the direction of the shift. To compare the results with those from the regular grid, we draw
circles, one for each spatial scale involved, radii of which are the ICC estimates from step 1, see Figure
8. If stationarity and isotropy assumptions hold, then the points should fall on those circles. Our results
indicate that the assumptions hold; if they did not hold, then additional algorithms, that are beyond the
scope of this paper, would be required.
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Bootstrapping

Determining confidence intervals for the output of hierarchical linear models, and the intraclass correlation
coeflicients, is not straightforward. For a review of methods under different model frameworks, see [§]
and [b], respectively. Those theoretical results are for one spatial scale only, and it is not obvious how to
extend these to multiple spatial scales.

One complicating factor is that the claims data are almost always unbalanced, meaning that the
spatial bins can have varying numbers of claims. However, the main issue is that the computational
methods of the Ime4 package (penalized least squares and REML) produce estimates of variances which
are not entirely based on mean squared errors. This makes their theoretical distributions unclear, and so
our task is not to simply employ traditional methods of finding the appropriate degrees of freedom for
an F-distribution, such as those of Satterthwaite [[9] or Kenward-Roger [[1]. See [] for an entertaining
elaboration on this issue.

Following the advice of the lme4 package authors [3, pp. 35-36], we use bootstrapping techniques (see
e.g. [7]) to obtain confidence intervals for the ICCs. However, fully non-parametric, spatial bootstrapping
is non-trivial, and beyond the scope of this paper. Furthermore, semi-parametric bootstrapping (by
sampling from the predicted binning effects and residuals) in [4] is biased. We therefore use parametric
bootstrapping as follows:

1. Obtain the variance estimates of the original dataset. This gives us the distributions of the binning
effects and residuals to draw from in step 2.

2. Using the estimated distributions, generate a new dataset D' = {(c},m;)}, according to the
model assumptions (e.g. Equations (M) and (B)).

3. Refit the new data according to the hierarchical linear models as before and extract the parameters
of interest needed to calculate ICC values.

4. Repeat steps 2 and 3 ad libitum.

The procedure is easy to implement, and the Ime4 package in R includes a function called bootMer (),
which carries out the above steps. However, these computations are intense, and obtaining the results of
10,000 iterations took over one week to run.

3 Results

In all instances, the R-package lme4 was used to obtain the ICC results. A sample function call, with
two spatial scales is the following:

R> 1me4::1mer (GUCMDR_A ~ O + offset(MMDR.mu) +
(1|kmbinLarge) +
(1lkmbinLarge :kmbinSmall),
data=allData, REML=TRUE)

The data (in data frame allData) comes from a large earthquake off the coast of Japan, and has nearly
2 million entries. The column GUCMDR_A denotes the claims DR, and MMDR .mu contains the corresponding
a(-, D) values. Furthermore, kmbinSmall and kmbinLarge represent the spatial bins at the smaller and
larger spatial scales, respectively. The relationship between the formula object and Equation (8) should
be evident, with the last two terms signifying contributions from the smaller bins nested inside the larger
bins. To give an idea of the spatial extent of the earthquake, there are approximately sixteen thousand
1 km bins (which have a minimum of 20 claims each), and nearly two hundred 25 km bins (each with at
least three 1 km bins).

Analyzing ICC values for a specific peril generally involves determining both how many spatial scales
to use and dimensions of each such spatial scale. However, for practical reasons, we don’t exceed two
spatial scales, although both the theory and tools are available.
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First, we analyze the data using only one spatial scale of varying sizes and obtain ICC results at each
step. This process can indicate the extent of spatial correlation in the data. Results from this procedure
can be seen in Figure @ (a), where the width of the spatial bins ranged from 1 km to 64 km. We see that
the 1 C’C’él) decreases as the bin sizes increase, as expected. These results appear to be fairly smooth up
to at least 25 km; after which, the results become more noisy.

(a) (b)
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Figure 4. ICC results from the earthquake peril. (a) I CC&U with bin widths ranging from 1 km

to 64 km. (b) I cct? and T CC/;Q) for the smaller bins fixed at 1 km (red) and the larger bins
ranging from 2 km to 64 km (blue).

Then, we add a second spatial scale by fixing the smaller scale. The size of the larger scale is then
varied. In Figure @ (b) we have fixed the smaller spatial scale at 1 km, and varied the larger bins from 2
km to 64 km. The main reason for this is that at 1 km we capture most of the small scale correlations.
Another reason is that a grid cell of AIR’s CAT modeling software has length and width of ﬁ decimal
degrees which is ~1 km? at the equator, making 1 km resolution a natural first choice. The results in
Figure B (b) seem to be fairly reliable up to 25 km width of the larger bins. These results are intuitive:

the intraclass correlation at the larger scale, I 00(2), decreases as the larger bins increase in size; the

intraclass correlation at the smaller scale, 1 CCC(f), remains fairly constant as the larger bins increase in
size, as well as having a similar value to that of I C’C(il)pha for 1 km bins.

Next, we verified if the stationarity and isotropy assumptions hold. For the earthquake peril, we show
in Figure B results using two spatial scales of dimensions 1 km and 25 km, grid shifts of 350 m and 1.5
km, and rotations in 22.5° increments. In both cases, the assumptions are fulfilled. Note that we have
obtained similarly good results for different shifts and different scales.

For those two spatial scales, 1 km and 25 km, we computed confidence intervals with parametric boot-
strapping, as described above. The ICC estimates were [C’C’g) = 0.260 at 1 km, and IC’C’g) = 0.089
at 25 km, and after obtaining 10,000 bootstrapped ICC estimates, the 95% confidence intervals are
[0.247,0.272] and [0.074,0.105], respectively. This procedure is computationally expensive; the simula-
tions above ran for 8 days.

4 Discussion

We have presented a methodology to use hierarchical linear models on a regular spatial grid to quantify
the spatial variability of claims around CAT model estimates. The results presented here used insur-
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(a) (b)
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Figure 5. Stationarity and isotropy results for the earthquake peril. See page for details on
the procedure. (a) One spatial scale with 1 km bins and a grid shift of 350 m. (b) Two spatial
scales with 1 km (red outer circle) and 25 km (blue inner circle) bins, and a grid shift of 1.5 km.

ance claims data from an undisclosed insurance company for a particular earthquake of significant size.
However, this methodology can be employed to various other perils.

These statistical models have several important and easily understood interpretations, however, one
disadvantage is that they make many assumptions on the structure of the underlying data. One such
assumption is that the terms in the random part be normally distributed, which we know is not necessarily
the case. However, one of the conclusions of [I3] is that if the number of groups exceeds 100, the variance
estimates are not very sensitive to the distributions of the data. This is especially the case with our
approach of using all claims at once. The same paper [[3] also recommends parametric bootstrapping
for error estimates, which is the approach we adopted.

We did look into using generalized hierarchical linear models [IH, [, in order to account for non-
normal distributions of the random parts. There is an R-package called hglm [IR, @], which uses similar
syntax as the lmed4 package. One advantage the linear models used in this paper have is their interpre-
tation as a variation around the CAT model estimates. If we allow the random parts to have certain
distributions which do not have zero means, then this interpretation is less meaningful. For example, it
has been suggested that the residuals follow a gamma distribution, but, its mean is always non-negative.
In addition, calculating the ICC values (which is the main objective of this paper) becomes difficult, or
even meaningless.

Note that we are investigating the feasibility of using other classical models [B, 4] to quantify the
spatial variability of model errors. However, most other approaches require distance calculations, which
are computationally impractical because insurance portfolios can consist of millions of exposures. We have
inspected e.g. Moran’s I but the question remains how to efficiently incorporate it into loss aggregation of
an insurance portfolio. The benefit of our approach is obtaining a single value at each scale to determine
the spatial correlation of CAT model errors. Furthermore, AIR’s CAT modeling software already has in
place efficient algorithms which use the ICC values and spatial binning procedures. The computational
concerns are not regarding analyzing claims data with sophisticated statistical models; such an exercise
only needs to be done once. However, an underwriter might not have the time to wait for hours (or even
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minutes!) each time a new portfolio needs to be analyzed. Additionally, any algorithm which incorporates
spatial correlation in loss aggregation will increase the analysis time and thus needs to be efficient. Such
an algorithm using distance calculations has yet to be devised.
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Abstract. In this study we explore the potentialities of the inter-word distances to detect exceptional
genomic words (oligonucleotides) in several species, using whole-genome analysis. We confront the em-
pirical results obtained from the complete genomes with the corresponding results obtained from the
random background. We develop a procedure, based on some statistical properties of the global distance
distributions in DNA sequences, to discriminate words with exceptional inter-word distance distribution
and to identify distances with exceptional frequency of occurrence. We identify the statistically excep-
tional words in whole-genomes, i.e., words with unexpected inter-word distance distributions, and we
suggest species signatures based on exceptional word profiles.

Keywords. inter-oligonucleotide distances, DNA sequence, exceptional genomic word, stochastic model,
goodness of fit.

1 Introduction

Several authors tried to identify exceptional words using different statistical criteria. A standard approach
to detect exceptional words relies on their frequency. For example, based on genomic word frequencies
and on comparisons between those frequencies and the random background (e.g. [0, [H, [H]).

The distance between two successive occurrences of a pattern in strings has been thoroughly studied
and theoretical results have been deduced, in particular the generating functions of the waiting times to
return to a specific pattern (e.g., [I4, I¥]). The probability mass function of the waiting times to return
for the first time to a specific genomic word, or inter-word distance distribution, can be obtained by the
Markov chain embedding technique, first developed by Fu (see, for example, [G]).

There are some interesting and counter-intuitive relations between frequency and distance distribu-
tions. Thus, the two perspectives are worth of separate investigation.

The inter-nucleotide distance (i.e., the distance between successive occurrences of the same nucleotide)
has been previously explored to compare the complete genomes of several organisms; this comparison was
based on genome distance distributions explored by [?]. The inter-nucleotide distance was also explored
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in the context of genome annotation by [[1]. In [3], the inter-dinucleotide distance distribution was
proposed and a comparison between all dinucleotide distributions in the human genome was performed.
Note that in [B] overlapping dinucleotides were excluded from analysis, so that the expected distance
distribution under an independent nucleotide model is a geometric distribution. Based on an inter-CpG
distance, a CpG-island detection algorithm was proposed by [§], where a geometric distribution was used
as a reference for comparison.

In this paper, we describe a procedure to highlight exceptional words that is based on inter-word
distance distributions, rather than word frequencies. The subtraction of the random background from
the counting result (under an independent nucleotide placement assumption) has been suggested as a
way of emphasizing the contribution of selective evolution ([, G]). Based on this biologic perspective,
we take a nucleotide independent model as the departing point and evaluate the discrepancy between
real sequences and random background.

2 Materials and methods

Materials

In this study, we used the complete DNA sequences of 30 species, listed in Table 0, downloaded from the
website of the National Center for Biotechnology Information
(http://www.ncbi.nlm.nih.gov/genomes). For each species, we processed the available assembled chro-
mosomes as separate sequences. In each sequence, we studied every word formed by k consecutive un-
ambiguous nucleotides, with 1 < k < 5. The analysis included words partially overlapping preceding or
succeeding words. All ambiguous or unsequenced nucleotides, i.e., all non-ACGT symbols, are considered
word delimiters.

Methods

Inter-word distance

Consider the alphabet formed by the four nucleotides A = {A,C, G, T}, and let s be a symbolic sequence
of length N defined in A. For each nucleotide x € A, consider a numerical sequence, d* (or simply d), that
represents the inter-nucleotide distances between each occurrence of symbol x and the previous occurrence
of the same symbol, i.e., the differences between the positions occupied by successive occurrences of symbol
x. As an example, we show the four inter-nucleotide distance sequences for s = AAACGTCGATCCGTG:

d* = (1,1,6), d° = (3,4,1), d% = (3,5,2), d" = (4,4).

A genomic word, or oligonucleotide (w), is a sequence of length k defined in A. We can extend
the notion of inter-nucleotide distance to the case of oligonucleotides. Assuming that the sequence is
read through a sliding window of length k, we can define the inter-oligonucleotide (inter-w) distance
sequence d¥ as the differences between the positions of the first symbol of consecutive occurrences of

that oligonucleotide. For example, the inter-CG distance sequence for the short DNA segment above is
d°¢ = (3,5).

Reference distribution under a nucleotide independence model

Let w = z1295 ... 2, € A* be a generic oligonucleotide and D be the random variable that represents
the inter-oligonucleotide distance, from a sequence whose nucleotides are independently generated.

The reference distribution of inter-w distances can be deduced using a state diagram, which represents
the progress made towards identifying w as each symbol is read from the sequence. The state diagram
has k + 1 states. The first k states, Sy, S1,...,Sk_1, represent intermediate points in the process and
state Sy is the final, absorbing state. In the diagram, being in state .S; means that the last i symbols
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Species Biological Abbr.
taxonomy
Homo sapiens (human) animalia H.sapiens
Macaca mulatta (Rhesus macaque) animalia M.mulatta
Pan troglodytes (chimpanzee) animalia P.troglodytes
Mus musculus (mouse) animalia M.musculus
Rattus norvegicus (brown rat) animalia R.norvegicus
Eqqus caballus (horse) animalia E.caballus
Cannis lupus familiaris (dog) animalia C.lupus
Bos taurus (cow) animalia B.taurus
Monodelphis domesticus (opossum) animalia M.domesticus
Ornithorhynchus anatinus (platypus) animalia O.anatinus
Danio rerio (zebrafish) animalia D.rerio
Apis mellifera (honey bee) animalia A .mellifera
Arabidopsis thaliana (thale cress) plantae A thaliana
Vitis vinifera (grape vine) plantae V.vinifera
Saccharomyces cerevisiae str fungi S.cerevisiae
Schizosaccharomyces pombe fungi C.pombe
Escherichia coli bacteria E.coli
Helicobacter pylori bacteria H.pylori
Streptococcus pneumoniae bacteria S.pneumoniae
Streptococcus mutans LJ23 bacteria S.mutansLJ
Streptococcus mutans GS bacteria S.mutansGS
Aeropyrum pernix str.K1 archaea A.pernix
Nanoarchaeum equitans archaea N.equitans
Candidatus korarchaeum archaea C.korarchaeum
Caldisphaera lagunensis archaea C.lagunensis
Aeropyrum camini archaea A .camini
NC001341 virus virus vir.001341 virus
NC001447 virus virus vir.001447 virus
NC004290 virus virus vir.004290 virus
NC011646 virus virus vir.011646 virus

Table 1. List of DNA builds used for each species

read from the sequence match a prefix of w. As each new symbol is read, a transition occurs from S; to
a new state S, until the final, or absorbing, state S}, is reached, meaning that a new occurrence of w has
just been identified in the sequence.

We define the distance to the next occurrence of w, starting from an initial state Sy (I < k), as the
number of steps (transitions) it takes to walk through the diagram from S; until the final state Sy is
reached. The initial state is given by the longest word overlap of w, different from w.

To illustrate this procedure, we present the state diagram for inter-ACG distances in Figure 0. In
this specific case, the probability of transition between two non-absorbing states, S; to S;, is given by
element m;; (0 <14,j < 2) of the the transition matrix

1—pa pa O
Mscag=| 1—pa—pc pa pc
l—-pa—pc pa O

where p, denotes the nucleotide probability (z € A). Distance one between two occurrences of ACG is
only possible from state Sy. Thus, the probabilities of distance one, from each non-absorbing state are

P(D =1|5) 0
PD=1)=| P(D=1]%) | = 0
P(DZ 1|SQ) PG
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For higher distances, d > 1, the probabilities can be found by combining the transition probabilities for
the first step with the probabilities for distance d — 1, which leads to the recurrence relation

P(D = d|Sy) P(D =d—1|S,)
P(D=d|51) :MACGx P(DZd—l'Sl)
P(D = d|Ss) P(D=d—1|5,)

where Macq is the transition matrix of non-absorbing states. Since ACG has only null word overlap
besides itself, we must consider Sy as the initial state. Therefore, under an independent symbol model,
the reference probability distribution of inter-ACG distances is given by

f(d) = P(D = d[S).

Figure 1. State diagram associated to inter-ACG distances (initial state Sp).

For the generic word w, the reference distance distribution under the independent nucleotide model
is given by f(d) = P(D = d|S), with

P(D = d|So) P(D =1[S)
. = _1\4-(1_1 X .
P(D =d|Sk-1) P(D = 1|Sk-1)
and -
PD=1)=[0 ... 0 pa |

where p,, is the occurrence probability of nucleotide z;, and M is the transition matrix of non-absorbing
states.

Our approach to obtain the exact distribution of inter-word distances is a special case of Fu’s procedure
based on finite Markov chain embedding [, [7]. To find the transition matrix for a given word requires “a
deep understanding of the structure of the specified pattern” [G]. Next, we propose a general expression
to compute the transition matrix of non-absorbing states M = [m;;], with 4,5 = 0,...,k — 1, based on
the concept of word overlap.

Let us denote by L(w1,ws) the length of the longest overlap (a suffix of w; that matches with a prefix
of ws) between words w; and ws. Being in S; means we have just read symbols that match wt. The
next symbol z, appended to w’, determines the next state. A transition from S; to S; with j > 0 is only
possible if L(w'z;,w) = j, so its probability is

- D pzj ) E(wiirjvw) :j
for j >0, mi; = { 0 , otherwise
And the probability of a transition from S; to Sy (7 = 0) is given by the complementary probability
Mmig = { 1 _p$i+1 - EZS:]_ Mis ) Z Z 1
1= Dpoipy , 1=0

The reference distribution under independent nucleotide structure, that we just described, can easily
be computed for any whole-genome and for any genomic word, using only four input parameters: the
nucleotide frequencies in the sequence.
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Measures

To evaluate the goodness of fit between the inter-oligonucleotide distance distribution and the corre-
sponding reference distribution we used the chi-square statistic and the phi coefficient. We also used an
effect size measure, Cohen’s d, to identify the existence of exceptional distances inside the distribution of
a single word.

Due to the sensitivity of these measures to low frequencies that occur for longer distances, we made
a cutoff at the 99th percentile of the empirical distribution, dg.g9. Then, we grouped all distances larger
than dg g9 in one residual class, d = dg.g9 + 1.

The empirical distance distribution is given by

n;
/7

= fori=1,...,dg.99

ai
and the remaining frequency, g3, where n; is the number of occurrences of distance 7 and N’ is the total
number of inter-w distances. In order to match the size of the reference distribution to the empirical
distribution we also made a cutoff in the reference distribution, at dg.gg.

To extract the exceptional words of each species, we compare the empirical distribution to the cor-
responding reference distribution under the nucleotide independence (model I). A word is considered
exceptional if the empirical inter-word distance and the reference distribution are distinct in a statistically
precise way. There are two cases to consider: either the two distributions show a global misfit or there
is at least one distance value that deviates significantly from the reference distribution. In the first case,
the empirical distribution shows a global misfit to the random background; in the second case, the misfit
is more noticeable for specific distances.

To test the goodness of the fit between the empirical and the reference distributions, for each oligonu-
cleotide w, we can use a chi-square statistic, denoted by X2,

x2=%" (ni ;ij'”i];[{\ﬂ)%
i=1

To obtain an effect size measure to evaluate the lack of goodness of fit, we use the phi coefficient, denoted

by @uw,
X2
Pw = N

A perfect fit between the distributions corresponds to ¢,, = 0. We consider a value above 0.10 as a
descriptor for small effect size, above 0.30 for medium effect size, above 0.50 for large effect size ([d]),
above 0.60 for strong effect size and above 0.80 for a very strong effect size ([I3])

For each inter-w distance distribution we are interested in identifying and evaluating the existence of
exceptional distances, i.e., distances that occur with a frequency much higher than the expected value. In
order to obtain a standard score able to compare how exceptional a distance is over all oligonucleotides
of the same length, we use Cohen’s d given by

qi — fi
VEQ=F)

For reporting and interpreting Cohen’s d, we considered a value above 0.20 as a descriptor for small
effect size, above 0.50 for medium effect size and above 0.80 for large effect size ([d]). We established those
acceptance thresholds as the levels above which the distance is considered exceptional or very exceptional,
respectively.

To identify the most exceptional distance inside a distribution, if there is one, we use Cohen’s d effect
size. After computing Cohen’s d for all distances up to the 99th percentile, we identify the distance d for
which the maximum Cohen’s d is attained and consider it the candidate to the most exceptional distance
of the distribution, i.e., Cq = max{CD; :i=1,...,dg.g9}-

CD; =
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The expected values for distances less than or equal to &k (the word length) can be null for certain
words. For example, the distances between the word AAA in the text AAAAAAA--- can never be 2 or
3. Such zero distances were not considered in the computation of the mentioned measures.

3 Results and discussion

Exceptional distance distributions in human genome

We are interested in exceptional distributions, i.e., empirical distributions that either show a significant
global misfit to the reference distribution or that exhibit frequencies much higher than expected for
specific distances. For all words, we observe the existence of statistical significant differences between
empirical and reference distributions (p-value < 0.001).

In order to evaluate the lack of fit phenomenon over all words of the same length, we computed the
phi coefficient, ¢,,, and sorted the word distance distributions according to the value of y,,. We observe
that CG-rich words (i.e., words comprising one or more CG) and words with long word overlap lead to
the poorest goodness of fit, in relation to the reference model (see Table B). This means that these word
distributions have a global misfit or a few distances with exceptional misfit to the reference distribution,
in a whole-genome analysis. Let us note that the top-two dinucleotides correspond to well known local
motifs (recurrent CG pairs in CpG islands and the TATA binding boxes on transcription start sites).
Other high-scoring words may be related to biological motifs.

Conversely, we observe that words with no overlap and without CGs attained the lowest divergences.

k 1 2 3 4 5
max(@w) 0.191 1.72e4+05 3.11e4+05 3.84e+12 8.84e+19
min(p,) 0.136 0.209 0.116 0.101 0.127

highest @y, C CG CGA CGCG ACGCG
2nd highest G TA TCG CGAC CGCGT
3rd highest - CccC CGC GTCG CGTCG
4th highest - GG GCG ATCG CGACG
5th highest - GC ACG TACG CGCGA
6th highest - AT CGT CGTA TCGCG
7th highest - AC CCG TCGA CGGCG
8th highest - GT CGG TTCG CGCCG
9th highest - - ATA CGAA CGATA
10th highest - - TAT TCGT TATCG
10th lowest - - TGT ACTT CTCTA
9th lowest - - ACA AAGT TAGAG
8th lowest - AA CAA GACA TCAGT
7th lowest - TT TTG TGTC TGACT
6th lowest - AG ACT ATCT AGTCA
5th lowest - CT AGT AGAT ACTGA
4th lowest - TC TCA ATGC AAGCT
3rd lowest - GA TGA GCAT AGCTT
2nd lowest T CA ATG GCTT AGAGT
lowest @, A TG CAT AAGC ACTCT

Table 2. Phi coefficient between empirical and reference distributions, in the Homo Sapiens
genome. The maximum and minimum ¢,,, the words distributions which present the ten largest
and the ten smallest values of ¢,,, organized by word length (k).

It is known that the human genome has low CG content ([d]). For inter-oligonucleotide distances, the
information about CG content (k = 2) or CG-rich word (k > 2) contents in the sequence is not included
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in model I. Under this assumption, CG-rich words reach higher phi coefficients and, as a consequence,
these words will be identified as exceptional words.

Using Cohen’s d, we explored the existence of exceptional distances inside a single distribution, i.e.,
specific distances with an occurrence probability much higher than expected. Consider, for example, the
unexpected spike at distance 24 in the inter-TGCA distance distribution, Ca4 = 0.616 (Figure B).
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Figure 2. Empirical distance distribution vs reference distribution: w =TGCA, ¢,, = 0.694,
Ca4 = 0.616.

Note that a high Cohen’s d could result from a generalized misfit between the empirical and the
reference distribution, rather than from a genuine exceptionality of that distance. Thus, we suggest a
practical decision based on the goodness of fit between empirical and reference distance distributions:
for one empirical distance distribution that presents moderate to strong discrepancy (0.2 < ¢, < 0.8)
we use 0.5 as the cut point on Cohen’s d to identify exceptional distances. For the human genome,
only eleven inter-word distributions have been identified as comprising exceptional distances. We do not
observe the presence of exceptional distances in distance distributions for word lengths less than 4 (see
Table B). Figure B shows two inter-word distance distributions that comprise an exceptional distance, by
our criteria. This procedure detects exceptional words based on their atypical distance distribution along
the sequence and not on their frequency of occurrence.

, . word length
Strength of Cohen’s d maximum 5T3 T4 5
medium effect size (0.5 <Cq<08) | 0 | 0| 1 | 10
large effect size (Cq > 0.8) 0|l0|01] O

Table 3. Number of distance distributions with moderate or strong lack of fit (0.2 < ¢,, < 0.8)
that present an exceptional distance, organized by strength of effect size and word length9.

This procedure may lead to the identification of new motifs. For example, a word with a perfectly
ordinary overall frequency of occurrence may exhibit an abnormal “preference” for occurring at a distance
d from the previous occurrence and a slightly decreased preference for occurring at other distances.

Analysis of multiple organisms

Taking into account the empirical distance behaviour and the random background (model I), we introduce
exceptionality word criteria and define dichotomic vectors, that may be used as a genomic signature of
species.

Consider the following exceptionality word criteria:

e Misfit criterion: the word shows a very strong dissimilarity effect between distributions, ¢,, > 0.8,
highlighting the contribution of selective evolution [IZ];
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Figure 3. Empirical distance distribution vs reference distribution: w =TCACT, ¢, = 0.633,
Cy3 = 0.533 (left); w =ATCCC, ¢, = 0.791, C135 = 0.577 (right).

e Peak criterion: the word has a small or medium dissimilarity effect between distributions and
presents a peak with medium or large effect size, 0.2 < ¢,, < 0.8 A Cy > 0.5.

Consider, for each specie, a dichotomic vector that marks as nonzero the words identified as excep-
tional accordingly to one of the criteria. These vectors allows to build dendrograms, which could then be
interpreted as phylogenetic trees.

We performed a hierarchical analysis of the 30 species listed in Table [, considering each one of the
exceptionality criteria. The dendrograms were build using the average linkage method. The similarity
matrix was computed using the Euclidean distance. In the case of the misfit criterion, the dendrogram
displays a first branching between eukaryotes and non-eukaryotes (Figure 4a). Inside the eukaryote
cluster, we observe that some related species are grouped in the same branch. For instance, primates
(H.sapiens, P.troglodytes and M.mulatta), the rodentia (M.musculus and R.norvegicus) and the fungi
(S.cerevisiae and C.pombe). In the second branch it is observed that, in general, bacteria and archaeotas
are closer to each other and separated from the virus. We also notice that the bacteria S.mutansLJ,
S.mutansSG and S.pneumoniae are in the same cluster. We emphasize that only the animal organisms
reveal distance distributions that verify the peak criterion. Restricting the analysis to animal organisms,
we obtain a dendrogram which reveals the group of primates and the group of rodentia (Figure 4b).

Thus, the binary vector of exceptional words defined by the misfit criterion may be used as a genomic
signature in all the studied species, while the peak criterion can only be used as genomic signature in
animal species.

We also constructed dendrograms for the 10 mammal species, using both criteria separately. The
obtained dendrograms present some similarities (the split distance between dendrograms is 0.43). We
observe that primates are clustered together, as well as the rodentia (Figure H). These dendrograms
support several evolutionary relationships between species. For example, the split distance between our
dendrograms and those presented in [I7], based in alignment and non-alignment algorithms, is around
50%, which is lower than in random scenarios (see [i]).

4 Conclusions and future research

In this work we studied the inter-word distances in the complete genomes of up to 30 species, for word
length k£ varying between 1 and 5.

We intended to detect exceptional words by comparing the empirical distribution of the inter-word
distances with the theoretical one under independent nucleotide model, taking the word overlap structure
into account. We evaluated the discrepancy between real sequences and the random background, as a
way of emphasizing the contribution of selective evolution. The comparison of the empirical distance
frequencies with those that would be observed if the random background model were valid, allowed us to
highlight distinct distance distributions for classes of genomic words.
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Figure 4. Dendrogram of the 30 organisms, with binary vector of exceptional words defined by
all words of length 2 to 5 by misfit criterion (left); and of the animals by peak criterion (rigth).
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Figure 5. Heat map of mammal species vs exceptional words. Binary vectors of exceptional
words defined by misfit criterion (left) and by peak criterion (rigth), considering only vectors
with variation.

We introduced a statistical procedure to automatically identify genomic words whose distance dis-
tributions show a significant discrepancy from the random background. Our procedure allows to detect
some words with a very high lack of fit. These were, in general, words with CG-rich content (as expected).
Moreover, we found words with a moderate to strong lack of fit and an unexpected strong spike. Only
less than 1 percent of the words of length 4 and 5 show this kind of exceptional distance distribution.

We believe that this procedure, which detects statistically exceptional distributions, may lead to the
identification of new motifs. For example, a word with a perfectly ordinary overall frequency of occurrence
may exhibit an abnormal “preference” for occurring at a distance d from the previous occurrence and a
slightly decreased preference for occurring at other distances.
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We also found that the differences mimic, to a certain extent, the evolutionary relationships between
the species, which were used to construct dendrograms and perform evolutionary comparisons. In the
mammalian organisms, we found matching word dissimilarity values.

In future we intend to extend our procedure to longer words, and evaluate if the method allow
to point out known patterns with biological significance. Furthermore, since whole genome are highly
heterogeneous, we also expect to perform analysis for detection of regions with exceptional inter-nucleotide
distances.
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Cluster detection of disease mapping
data based on latent (Gaussian
Markov random field models

Wataru Sakamoto, Okayama University, w—-sakamoto@okayama-u.ac. jp

Abstract. Detecting clusters of higher prevalence in spatial data is of primary interest. Most of
the existing methods use spatial scan statistics based on the likelihood-ratio test. The echelon scan
based on the echelon analysis is useful in detecting significant clusters of non-circular shape effectively.
Bayesian analysis methods for spatial data have been also studied. The latent Gaussian models, in which a
Gaussian Markov random field prior is assumed on the spatial effect, provide very flexible tools. A method
of detecting clusters was proposed using Poisson models with the latent Gaussian Markov random field.
The clusters are scanned on the echelons constructed from the posterior means of the spatial effect, and
the clusters giving maximum marginal likelihood were detected. It can be easily extended to adjustment
for covariates and the random effect. An example of applying to disease mapping data illustrated that
the proposed method constructed more aggregated echelons and clusters than the echelon scan based
on empirical Bayes estimates of relative risk, and that detected clusters provided smallest deviance
information criterion values.

Keywords. Bayesian statistical models, Echelon analysis, Integrated nested Laplace approximation,
Spatial data

1 Introduction

In the analysis of spatial data such as in disease mapping, our interest is to extract primary information
from their spatial structure, and then to detect clusters (so called hotspots) with higher prevalence of
some disease. The choropleth map is a method of visualizing variation of spatial data. However, it is
hard to detect such clusters objectively from the choropleth map for observed counts, which may involve
large variability and complicated spatial correlation.

To detect such clusters, Kulldorff [] proposed scanning regions within a circular window using a
spatial scan statistic based on the likelihood-ratio test. Some extensions of the spatial scan statistic have
been considered for covariate adjustment [5] and over-dispersion [I7]. Also, some variants of scanning
without using circular windows have been proposed, such as a flexibly shaped scan [4]. The echelon scan
[3, @, [@], which is based on the echelon analysis [, [0], is useful in detecting such significant clusters of
non-circular shape effectively.

Bayesian analysis methods for spatial data have been also studied. The latent Gaussian models
[0, 2] provide very flexible tools to extract useful information behind spatial structure. A Gaussian
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Markov random field (GMRF) prior is assumed on the spatial effect using a sparse adjacency matrix
based on neighborhood relationship, and its posterior means are visualized on a choropleth map. They
can also take account of over-dispersion and covariance adjustment in natural ways. Recently, a Bayesian
approach for cluster detection using the Markov chain Monte Carlo was also proposed [I6].

In this paper we propose a method of detecting significant clusters by the echelon scan based on the
estimated spatial effect in the Poisson models with the latent GMRF. Our method can be easily extended
to adjustment for covariates and the random effect. The idea is intended to present a natural procedure
to detect more reasonable clusters from estimated relative risk. An example of our approach to disease
mapping data is illustrated.

2 Model-based analysis of disease mapping data

Poisson models for disease mapping data

Suppose that a study area is separated into n regions. Let y; be the number of cases observed in region
i1 (i=1,...,n), and let e; be the at-risk population size in region i. Consider the Poisson model

yi ~Po(Ne;), i=1,...,n, (1)

where ); is the unknown relative risk in region 4. In standard detection of disease clusters, such as spatial
scan statistic [G], the following two-phase model for the relative risk is often assumed:

)\i: )\07 ’LGC, (2)
)\N, 1 ¢ C,

where A\¢ and Ay are unknown constants, and C' is a given cluster.

Latent Gaussian Markov random field models

As a general model for the relative risk A; in (), consider the following model:
log)‘l:.u+fl+ula Z:175n7 (3)

where p is an unknown constant, f; is the spatial effect, and w; is the random effect that represents
variability between regions, which is assumed to follow independently as u; ~ N(0, 6 1).
For the spatial effect f;, we assume the first-order intrinsic GMRF [, 1]

filsf—i ~N(fi, (nify)™), (4)

where sf_; is the vector of {f;,j # i},
- 1
fi=— Z fi
inj
is the average of f;’s at regions adjacent to the region i, n; is the number of regions adjacent to the
region ¢, and ¢ is an unknown precision parameter to control complexity of the spatial effect. The vector
sf = (f1,-.., fa)T follows the multivariate normal distribution N(s0, 9;13Q;1), where sQy is a given
sparse adjacency matrix.
The Poisson model (II) with (3) belongs to the class of latent Gaussian Markov random field (GMRF)
models [7], which is characterized as follows:
e sy = (y1,...,yn)T is a vector of observations, each of which follows independently the distribution
p(yi|zi, 80,) for given latent variables sz = (21,...,2,)7 as defined next. Let p(sy|sz,sf,) =

[Tiz, p(yilzi, 86y).
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e sz is a high-dimensional vector of latent variables, of which the prior forms a GMRF that follows
the multivariate normal distribution with mean vector s0 and sparse precision matrix sQ(s6,).
Let p(sz|sf.) be its density.

o s = (sby,sb.) is a hyper-parameter vector of relatively lower dimension. Let m(sf) be a hyper-
prior on s6.

Integrated nested Laplace approximation

The latent GMRF model described above is regarded as a hierarchical Bayes model, and we are mainly
interested in predicting each latent variable z;, that is, obtaining its marginal posterior distribution:

p(zilsy) = // m(sz, s0|sy)dsz_; dsb, (5)
where sz_; is the vector of {z;,j # i}, and
m(sz, s0|sy) x p(sy|sz, sb,)p(sz|s,)m(sh).

The marginalization in (H) requires high-dimensional integration. The integrated nested Laplace approx-
imation (INLA), proposed by Rue et al. [TZ], enables fast computation without posterior sampling, using
the Laplace approximation of the posterior distribution of the sparse latent variables, which is normally
approximated, and using numerical integration on the distribution of hyper-parameters, which is far from
normal. It has been shown that the INLA has comparable estimation performance to the Markov chain
Monte Carlo [T].

An R package INLA (http://www.r-inla.org/) [d] for Bayesian analysis with the latent GMRF
models and the INLA is available, and we used it through our study.

3 Cluster detection by echelon scan

Spatial scan statistic

Consider the null hypothesis Hy : A\¢ = Ay versus the alternative hypothesis H; : A\¢ > Ay in the
standard model for the relative risk (B). For a candidate cluster C, the spatial scan statistic based on
the likelihood ratio [6] is defined as follows:

e
. if Ao > AN,

Ley=4 xw  Treow (6)
1 otherwise,

where N
S\C _ Ziec Yi S\N _ Zigc Yi and S\T _ 22:1 Yi

Dicc€i’ Ez’ezc €’ diiei

The scan statistic (B) is computed for each candidate cluster, and clusters for which the statistic (B)
is (locally) maximized are detected. The circular scan by Kulldorff [G] restricts candidate clusters to
be circular-shaped. The flexibly-shaped scan by Tango and Takahashi [Id] allows non-circular-shaped
clusters, but it requires much computational cost.

Echelon scan based on spatial scan statistic

Echelons represent geographic structure of variation in spatial data. It consists of some peaks, founda-
tions, foundations of foundations and so on, which are stacked on the study area. The peaks are separated
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collections of adjacent regions,of higher-level values, and the foundations are collections of adjacent re-
gions of lower-level values under some peaks. The echelon dendrogram is a graph to indicate location
relationship between such peaks and foundations.

We need to know observed values (or their ranks) in each region and information on neighboring
relationship between regions to construct echelons. However, echelons constructed from raw data (y;/e;)
tend to include too many peaks because of their large variability, which may lead to complicated echelon
structure. An alternative method is to construct echelons from empirical Bayes estimates of the relative
risk A;.

The echelon scan [B, @, ] is a method of scanning regions based on the echelon dendrogram, and
detecting clusters of high prevalence. The procedure is described as follows:

1. Choose the top peak of echelons, and we take the highest-level region in the top peak to form an
initial cluster, say C'. Then add to C' a region that is a neighbor of C' in the same peak, subsequently
in descending order of the level.

2. Choose the second highest peak, and form clusters subsequently in descending order of the level as
in Step 1.

3. Choose each peak or foundation in descending order, and form clusters as in the previous steps. In
scanning on a foundation, any regions in higher-level peaks and/or foundations are always included
in the initial cluster.

The scan statistic (B) is computed for each candidate cluster obtained in the above procedure, and clusters
for which the statistic (B) is maximized are detected.

The echelon scan enables us to deal with clusters of non-circular shape, and to detect significant
clusters more efficiently than standard spatial scan methods that need to search all possible candidate
clusters.

Echelon scan based on latent GMRF models

We propose a model-based echelon scan as described below:

1. Fit the Poisson model (@) with the latent GMRF (B) to spatial data, and estimate the posterior
means, say f;, of fi,;i=1,...,n.

2. Construct an echelon dendrogram from the posterior means { fl, ceey fn}

3. For each cluster C' scanned on the echelon dendrogram, fit the following Poisson model with a
two-phase latent variable and random effect:

log A, = ¢ Jo T 1EE @
fy+ui, i¢C,
and obtain the following marginal likelihood:
p(sy|C) = /p(sy|sz, sby)p(sz|sb,)m(s0)dsz dsh. (8)

4. Detect clusters C for which the marginal likelihood (B) is maximized.

Fitting the latent model(B) and (@) can be conducted by using the function inla in the R-package INLA,
and the log of the marginal log-likelihood (B) can be obtained as inla.object$mlik from the object
output by inla.

A justification of using the marginal likelihood (B) can be explained by the Bayes factor, the ratio of
the marginal likelihood. For two candidate clusters C7 and Cy, the Bayes factor is defined as

p(sy|Ca) P(Czsy)/P(C2)

p(sy[C1) B P(Cilsy)/ P(Cy)

(9)
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So, if we assume that P(Cy) = P(Cy), then a cluster of larger marginal likelihood should have higher
posterior probability.

The posterior means of {fi,..., f,} are spatially smooth under the prior of GMRF with the sparse
precision matrix, so the resulting echelons and clusters are expected to have more aggregated shape than
using raw data or empirical Bayes estimates of the relative risks.

An extention to the case of covariate adjustment is straightforward. In step 1, we consider a model
with adding the covariate effect, and in step 3, we replace the smooth spatial effect with the two-phase
latent variable.

Model selection

In the model (@), the two cases of clusters that C' = {All regions} and C' = {No region} are unidentifiable
because both correspond to the null model of no significant cluster: fo = fn. So we need some model
selection criterion to choose between the null model and the alternative model with significant clusters
detected.

Here we use the deviance information criterion [I3, 2|

DIC(C) = —2log p(sy|sz g, SAQB) + 2dp1c, (10)

where szp and s0 B are Bayes estimates of sz and s, respectively, and dpic is the effective number of
parameters. According to the website of R-INLA, the R function inla computes the DIC value using
posterior mean of sz and the posterior mode of sf. We compare the DIC values for the cluster detected
model with the one for the null model.

4 Example

We applied the proposed method to the Germany oral cavity cancer data set (Germany in R-INLA) [i].
For each district ¢ = 1,...,n(= 544) (district names not indicated in the R data set), let y; be number
of cases, e; be the offset values proportional to the number of people, and x; be the covariate measuring
smoking consumption.

We fitted Poisson models (0) with the following three formulas suggested in [d]:

a) log\i = p+ fi + wi,
b) log A\i = p+ fi + Bxi + u,
c) log i = p+ fi + g(xs) + wi,

where f; is the spatial effect, for which the intrinsic GMRF (H@) is assumed, pu and 8 are unknown
constants, g(x;) is a smooth function of x;, on which the second-order random walk prior is imposed,
and wu; is the independent random region effect. For each of the three models a)—c), clusters were
scanned on the echelons constructed from the posterior means of f;, as described in Section B. Disjoint
clusters giving positive values of the marginal log likelihood ratio log{p(sy|C)/p(sy|Ho)} were detected.
The computation were conducted with R 3.2.5, on which the package INLA was used for fitting the
intrinsic GMRF models. Programs for constructing echelons and scanning clusters on the echelons, not
implemented in R packages, were built by the author. The largest cluster size was restricted to 50 regions.

For the purpose of comparison, we also fitted a Poisson model (Il) in which each A; is assumed to follow
the gamma distribution with the parameters estimated by the empirical Bayes method. Then clusters
were scanned on the echelons constructed from the empirical Bayes estimates of \;. Disjoint clusters
giving small (less than 0.05) Monte Carlo p-values (based on 10000 replications) for the spatial scan
statistic (B) were detected. Furthermore we applied the circular scan and the flexibly-shaped scan using
the software FleXScan [I5] (https://sites.google.com/site/flexscansoftware/). Note that these
methods based on the spatial scan statistic (B) does not incorporate either covariate effect or random
region effect.
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Table I shows the number of peaks and foundations in the echelons constructed from the empirical
Bayes estimates of \;, and those from the posterior means of f; in the latent GMRF models a)—c). The
posterior means for the three models generated less numbers of peaks and foundations, which suggested
that the resulting clusters are expected to be more aggregated.

Figure 0 shows the cluster with the largest spatial scan statistic (B) detected by the circular scan,
the flexible-shaped scan and the echelon scan on the empirical Bayes estimates of );, and the cluster
with the largest marginal log likelihood ratio detected by the echelon scan on the posterior means of f;
in the models a), b) and ¢). The regions belonging to the detected cluster were filled in gray. The model
a), taking account of the random effect between regions, detected a more aggregated cluster than that
for the empirical Bayes methods. The model b) and ¢), taking account of the covariate effect, detected
clusters including different regions from those for the model a).

Table B shows clusters with p-value less than 0.05 detected by the circular scan and the flexibly-shaped
scan, and five clusters with largest statistic values(B) detected by echelon scan on the empirical Bayes
estimates of \;. Table B shows the clusters with the positive marginal log likelihood ratio detected by the
echelon scan on the posterior means of f; in the models a), b) and c). For the detected clusters, the DIC
values (M) were computed. For readers’ reference, the spatial scan statistic (B) were also computed. For
the models a)—c), the cluster with the largest marginal log-likelihood also provided the smallest DIC. The
result suggested that the clusters scanned on the echelons from latent GMRF model were reasonable.

5 Simulation Study

We evaluated the performance of the proposed method by a simple simulation study. Consider the square
region [0, 1] x [0, 1] on R?, which was divided into 10 x 10 square areas a; = [j/10, (j+1)/10] x [k/10, (k+
1)/10] ( =0,1,...,9; k=0,1,...,9), where ¢ = 10k + j + 1 is the area code.

We generated 100 data sets of size 100 (y;, x;) (i = 1,...,100), according to the following distribution:

Yi ~ PO()\Z), )\7 = l{aieco} +x; + U,

where 174,c¢,} is the indicator function, z; = j 4 0.5, and u; ~ N(0,0.5%). The true cluster Cy that
contains high-risk regions were set as Cy = [0.3,0.6] x [0.3,0.6].

We fitted a Poisson model () in which each A; is assumed to follow the gamma distribution with the
parameters estimated by the empirical Bayes method. A cluster giving the largest spatial scan statistic
were detected by scanning on the echelons constructed from the empirical Bayes estimates of ;. We also
fitted Poisson models with the following two formulas:

a) log \i = p+ fi +uy,
b) log A\i = p+ fi + Bxi + s,

where f; is the spatial effect, for which the intrinsic GMRF (@) is assumed, p and 8 are unknown
constants, and u; is the independent random region effect. For each of the models a) and b), a cluster
giving the largest marginal log likelihood ratio were detected by scanning on the echelons constructed
from the posterior means of f;.

Table 1. The number of peaks and foundations in the echelons

Method/Model Peaks Foundations Total

Empirical Bayes 112 104 216

Latent GMRF a) 68 63 131
b) 71 69 140
c) 70 67 137
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Figure 1. The detected clusters with the largest scan statistic () or marginal log likelihood
ratio
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Table 2. Clusters detected by the spatial scan statistic

Method Cluster log L(C') p-value Region numbers included

Circular 1 3157 0.001 120, 123, 126, 129, 132, ..., 327 (46 regions)
P 22.61  0.001 68, 71,72, 73,75, ..., 119 (15 regions)
Flexible 1 3113 0.001 146, 147, 149, 150, 151, ..., 325 (14 regions)
P 24.94  0.001 68,72, 73,75, 77, 93, 94, 108, 109, 112
Echelon 1 4457 0.000 121, 122, 123, 126, 128, ..., 326 (46 regions)
2 27.95 0.000 66, 67, 68, 70, 71, ..., 327 (35 regions)
3 13.73 0.000 234, 244, 252, 253, 257, ..., 292 (15 regions)
4 1143 0.000 17, 23, 26, 27, 28, ..., 504 (21 regions)
5 774 0.000 328, 333, 338, 341, 345, ..., 469 (19 regions)

L(C) : spatial scan statistic (B)

Table 3. Latent GMRF models: detected clusters with positive marginal log likelihood ratio

Model Cluster MLLR DIC log L(C) Region numbers included

a) 1 23.09 —43.00 40.59 85, 86, 87, 88, 121, ..., 327 (48 regions)
2 6.57 —13.18 24.74 66, 67, 68, 71, 72, ..., 116 (18 regions)
3 0.06 —6.45 6.32 253, 257
4 0.03 —6.51 9.84 28, 30, 31, 34, 35, 36, 43, 106
5 0.03 —835 8.23 328, 333, 335, 336, 337, ..., 407 (24 regions)
b) 1 19.16 —36.06 10.33 185, 189, 190, 191, 193, ..., 321 (38 regions)
2 13.40 —29.17 31.90 126, 149, 150, 151, 154, ..., 327 (29 regions)
3 149  —4.52 21.22 94
4 040 —7.23 9.84 28, 30, 31, 34, 35, 36, 43, 106
) 1 22.79 —44.36 36.86 126, 130, 149, 150, 151, ..., 327 (44 regions)
2 6.60 —19.07 6.47 120, 121, 123, 124, 125, ..., 326 (50 regions)
3 2.86 —10.70 9.84 28, 30, 31, 34, 35, 36, 43, 106
4 0.17 —5.01 6.71 285, 287, 288, 202

MLLR: the marginal log likelihood ratio between the cluster-detected model and the null model
DIC: the difference between the cluster-detected model and the null model
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The generation of random numbers and the computation were conducted with R 3.2.5, on which the
package INLA was used for fitting the intrinsic GMRF models. Programs for constructing echelons and
scanning clusters on the echelons, not implemented in R packages, were built by the author. The largest
cluster size was restricted to 50 regions.

Table B shows percentage that each region was contained in the detected cluster. The boldface
numbers correspond to the true high-risk regions. The model b), taking account of the covariate effect,
detected the true high-risk regions appropriately. The other two methods have more tendency to detect
clusters outside the true high-risk regions.

6 Concluding remarks

We proposed to detect significant clusters based on the latent GMRF models using the echelon scanning.
We illustrated that the proposed method, which used the posterior means of the smooth spatial effect,
constructed more aggregated echelons and clusters than the echelon scanning based on empirical Bayes
estimates of relative risk. Moreover, detected clusters by the proposed method provided smallest DIC
values.

For future research, we should conduct simulation studies to evaluate performance of the proposed
method and compare with existing cluster detection methods.

Currently we have used the R package INLA. Fitting the GMRF models and computing the marginal
log-likelihood were conducted for each candidate cluster. We are studying more computationally effective
methods.
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Table 4. Percentage that each region was contained in the detected cluster

Echelon scan with empirical Bayes estimates

9 0o 1 1 1 3 4 3 9 17 6
8 0 0 3 2 9 10 11 16 16 14
7 0 2 6 9 15 17 19 18 21 25
6 0 4 7 23 24 30 19 15 24 36
) 3 7 12 65 66 75 28 33 37 32
4 5 12 23 66 71 77 32 47 40 40
3 1 8 17 69 72 80 45 40 44 41
2 4 5 12 26 33 41 42 40 48 38
1 3 3 6 11 22 33 35 38 44 39
0 1 1 1 6 14 25 31 36 37 40
Gklo T 2 3 4 5 6 7 8 9
Latent GMRF model a)
9 (0 1. 1 5 8 6 5 8 9 3
8 0 0 1 6 13 16 16 14 10 6
7 0 2 5 10 16 19 16 13 14 10
6 2 4 8 19 23 28 17 10 9 14
) 3 3 12 47 52 63 17 13 16 12
4 5 8 16 52 59 64 15 19 14 10
3 2 4 11 55 56 60 23 18 18 11
2 4 3 6 16 16 19 19 16 16 38
1 2 3 3 6 10 14 16 13 15 7
0 1 0 1 1 ) 7T 11 11 8 5
(j,k))001 2 3 4 5 6 7 8 9
Latent GMRF model b)
9 3 4 3 7 7T 9 5 7 6 3
8 0 2 4 7T 13 17 10 11 10 6
7 1 4 11 14 20 20 12 9 11 11
6 5 10 18 30 30 30 15 8 7 9
) 8§ 7 18 63 68 T1 17 12 12 5
4 10 17 29 71 76 75 19 17 12 8
3 4 12 18 68 70 66 29 14 10 4
2 6 11 14 23 27 26 27 12 10 3
1 3 7 9 12 20 22 19 13 11 6
0 3 2 4 5 11 15 10 7 4 3
Gk| 0 1 2 3 4 5 6 7 8 9
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Abstract. The extreme value index (EVI) is the primary parameter of extreme events. The EVT is used
to characterize the tail behavior of a distribution, and it helps to indicate the size and frequency of certain
extreme events under a given probability model: for large events, the bigger the EVI is, the heavier is
the right-tail of the underlying parent distribution. The Lehmer mean of order p of the k log-excesses
over the k + 1-th upper order statistic has been recently considered in the literature for the estimation
of a positive EVI, associated with large extreme events. Such a Lehmer mean of order p generalizes the
arithmetic mean (p = 1), the classical Hill estimator of a positive EVI, and for p > 1 has revealed to
be very competitive for small values of the EVI, comparing favorably with one the simplest classes of
reduced-bias EVI-estimators, a corrected-Hill estimator. Now, the comparison to other EVI-estimators
is performed, and some information on the robustness of such a general class is provided, including its
resistance to possible contamination by outliers.

Keywords. Efficiency, extreme values, heavy tails, Monte-Carlo, resistance to outliers, robustness,
semiparametric statistics

1 Introduction and scope of the article

Given a random sample, (X7,...,X,), of independent, identically distributed random variables (RVs)
from a cumulative distribution function (CDF) F, let us denote by (X1., < -++ < X,.,) the sample
of associated ascending order statistics (OSs). Let us further assume that there exist sequences of real
constants {a, > 0} and {b, € R} such that the maximum, linearly normalised, i.e. (X, —by) /an,
converges in distribution to a non-degenerate RV, as usual in a framework of statistical extreme value
theory (EVT). Then, the limit distribution is necessarily of the type of the general extreme value (EV)
CDF ([1H]), given by

_J exp(—=(1+82) V8, 1+ >0, if £#£0,
EVe(z) = { exp(—exp(—z)), = € R, if £=0. (1)
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The parameter ¢ is the extreme value index (EVI), the primary parameter of extreme and large events,
and the CDF F is said to belong to the maz-domain of attraction of EVe, in (I). We then use the notation
F € Dy (EVe). Such a limiting result is robust to changes in the structure of the available data, which
can come from any weakly dependent and stationary process, like the AR and ARCH processes, among
others. The EVI is used to characterize the right tail behavior of the distribution underlying any set of
stationary data. Indeed, the EVI measures the heaviness of the right-tail function (RTF),

F(z) = 1 - F(a), (2)

and helps to indicate the size and frequency of large extreme events under a given CDF, in the sense that
the larger € is, the heavier is the RTF underlying the available data.

Let us denote by R, the class of regularly varying functions at infinity with an index of regular
variation equal to a € R (see [G6], among others). In this article we work with Pareto-type underlying
CDFs, with a positive EVI, i.e. models such that F(z) = x=Y¢L(x), & > 0, with L € Ry, a slowly
varying function at infinity, i.e. a regularly varying function with an index of regular variation equal to
zero. These heavy-tailed models, in Dj{/l =D (EV¢s0), are quite common in a large variety of fields of
application, like biostatistics, insurance, finance, social sciences and telecommunications, among others.

For these Pareto-type models, the most prominent classical EVI-estimators are the Hill (H) estimators
([Z7]), which are constructed on the the basis of mazimum-likelihood (ML) estimation, and are the
averages of the log-excesses, i.e.

k
1
H(k) = 7> Vies Vi = Xp igin —0Xn pon, 1<i<k<n, (3)
=1

with k an adequately chosen tuning parameter. Indeed, whenever k = k,,, 1 < k < n, is an intermediate
sequence of integers, i.e.
k=k,— oo and k,=o0(n), asn— oo, (4)

the log-excesses, Vik, 1 < i < k, in (B), are approximately the k top OSs of a sample of size k from an
exponential parent with mean value . This justifies the H EVI-estimator, also in (B), as the average of
the k log-excesses. As usually happens with ML-estimators, the H EVI-estimators are not quite robust.
And even in EVT, where the most extreme data usually receive the greatest attention, this can be a
problem. It thus looks sensible to introduce an extra tuning parameter, which will enable playing with
both robustness and efficiency.

Note next that a simple generalization of the mean is Lehmer’s mean of order p, as can be seen in
[26]. Given a set of positive numbers a = (aq, ..., ax), such a mean generalizes both the arithmetic mean
(p = 1) and the harmonic mean (p = 0), being defined as

L,(a) = '7% p €R.

The H EVI-estimator can thus be considered as the Lehmer mean of order p = 1 of the k log-excesses
V = (Vig, 1 <i<k), in (B). We now more generally consider the Lehmer mean of order p of those
statistics. With {E;};>1 denoting a sequence of independent unit exponential RVs, since under the
validity of (@),
Vi = &E g 1505k,

and E(E?) = T'(p+ 1) for any real p > —1, where I'(-) stands for the Gamma function, the law of large

numbers enables us to say that
E

1
Vi 2 T+ e

i=1
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Hence the reason for the class of Lehmer (L) EVI-estimators, introduced and studied in [29],

LV) 1 t¥F vt M)
Lty = 28 L eV Men g, @), 6
P AL VETY MY

consistent for all £ > 0 and real p > 0. The class in (H) is a particular case of the possibly reduced-bias
(RB) class of EVI-estimators in [8] (see also [[d] and [9]),
1/5

M(5P)
CCys(k) = Azgﬁf’)l) (F(§;’j1)> L 650.p21 [CEu=LM) n @) (©

For 6 = 2 in (B), we obtain a class studied in [7], which can be RB, provided that we choose p =
po=—In(1—p—+/(1—p)2—1)/In(1 — p), where p is a shape second-order parameter, to be defined
in Section B. Then, for an adequate estimator, p, of such a shape second-order parameter, p, and with
CGyp,5(k) given in (B), we get the RB EVI-estimators,

ln<1—[)— (1—,3)2—1)
CGy(k) := CGy, 2(k po = — . 7
o(F) po.2(k), Do i) (7)
We shall further consider the simplest class of RB EVI-estimators, the one introduced in [I0]. With
(8, p) an adequate estimator of the vector second-order parameters (3, p), to be defined in Section B, we
shall thus consider the class of corrected-Hill (CH) EVI-estimators defined by

CH(k) := H(k) (1 - BWW) . (8)

L=p

The estimators in (B) can be second-order minimum-variance reduced-bias (MVRB) estimators, for ade-
quate levels k and an adequate external estimation of the vector of second-order parameters, (53, p), i.e.
the use of CH(k) enables us to eliminate the dominant component of bias of the H EVI-estimator, H(k),
keeping its asymptotic variance. The class of EVI-estimators in (B), as well as other RB EVI-estimators,
like the weighted-Hill EVI-estimators in [20], which involve a linear combination of the log-excesses with
a lighter weight of largest values, are expected to be more resistant than the H EVI-estimators in (B) to
data contamination.

More generally than the class in (B), we shall now also introduce and play with the direct reduction
of the dominant bias component of L, (k), in (B), working with the RB Lehmer’s EVI-estimators,

@

LB (k) = (1 — W) L,(k) [LRB=CH in (8)]. (9)

=T

—~

In this article, after the introduction, in Section B, of a few technical details in the field of EVT,
we deal in Section B with the finite sample comparison of some of the aforementioned classes of EVI-
estimators, done through a Monte-Carlo simulation study, developed for small positive £, the values which
usually appear in practice. Some information on the robustness of the L-class of EVI-estimators is also
provided, including its resistance to possible contamination by outliers. A few conclusions are provided
in Section H.

2 A few technical details in the field of EVT

After a reference to the most common first and second-order frameworks for heavy-tailed models, and
second-order parameters’ estimation, we briefly review the asymptotic behaviour of the aforementioned
EVI-estimators. Recent reviews on the topic of statistical univariate EVT can be found in [?] and [T6].
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A brief review of first and second-order conditions. Second-order
parameters’ estimation

In the area of statistical EVT and whenever working with large values, a model F' is usually said to be
heavy-tailed whenever the right tail function F, in (B), is a regularly varying function with a negative
index of regular variation equal to —1/£, €& > 0 ([IH]), or equivalently, the reciprocal right tail quantile
function (RTQF), U(t) := F* (1 —1/t), is of regular variation with an index £ ([21]), i.e. for all > 0,

FeD} =Dy (EVe),., = FeRV_,, <= U€cRV, (10)

£>0

The second-order parameter p (< 0) rules the rate of convergence in any of the first-order conditions,
in (M), and can be defined as the non-positive parameter appearing in the limiting relation

lim an(tz)an(t)glnx:{ (zF —1)/p, if p<0, (11)

t—00 A(t) Inx, if p=0,

which is assumed to hold for every z > 0, and where |A| must then be of regular variation with index
p ([Id]). This condition has been widely accepted as an appropriate condition to specify the RTF of a
Pareto-type distribution in a semi-parametric way. For technical simplicity, we often assume that we are
working in Hall-Welsh class of models ([24]), with an RTQF

Ut)=C t5(1 +EB/p+ o(tf’)), as t — oo, (12)

C >0, #0and p <0. Models like the log-Gamma, associated with p = 0, in (), are thus excluded
from this class. The standard Pareto (p = —c0) is also excluded. But most heavy-tailed models used in
applications, like the EVe, in (), the Fréchet, F¢(z) = exp(—z~Y¢€), >0, and the Student’s t,, CDFs,
among others, belong to Hall-Welsh class. Further details on first and second-order conditions can be
found in [0}, [22] and [I3], among others. For details on algorithms for the (53, p)-estimation, see [19] and
[20], among others. We have so far suggested the use of the p-estimators in [I2] and the S-estimators in

[T7]. Overviews on reduced-bias EVI and second-order parameters estimation can be found in Chapter 6
of [B0], [7] and [IH].

Asymptotic behaviour of the EVI-estimators

Under the validity of the second-order condition in (I2), and with intermediate k such that A, :=
lim, o Vk A(n/k) is finite, trivial adaptations of the results in [23], [I0] and [29], respectively for the
H, CH and L, EVI-estimators, enable us to guarantee the asymptotic normality of all the aforementioned
estimators. More precisely, for adequate regions of the tuning parameters, any of the classes L, and
CGy,s5, respectively given in (B) and (B), generally denoted é‘(k), are asymptotically normal, i.e.
VE(E k) =€) =5 N (Aibao?),
n—oo

where N (u, 02) stands for a normal RV with mean value p and variance o2. Moreover, if 8 and p are
consistently estimated through B and p, with p — p = 0,(1/Inn), we get a null dominant component of
bias for CGo = CGyp, 2 and for LEB, respectively given in (@) and (89), i.e. b ., = b bey) = 0. The
variance is kept at the same level of the associated non-RB EVI-estimators. '

fele (:

3 Finite sample properties of the EVI-estimators

We have implemented multi-sample Monte-Carlo simulation experiments of size 1000 x 10, essentially for
the class of L, EVI-estimators, in (H), but comparatively with the RB EVI-estimators, in (@), (8), and
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more generally in (), for sample sizes n = 50,100(100)1000. The results will be essentially illustrated
with the EV CDF, F(z) = EV¢(x), with EV¢(z) given in (I), £ = 0.1 (p = —§ = —0.1), but also with
the Student-t,—190 CDF (¢ =1/v =0.1,p = —2/v = —0.2). However, other values of £ and other models
have been included in the simulation. For details on multi-sample simulation, see [I8], among others.

Mean values and mean square error patterns

For each value of n and for each of the above-mentioned models, we have first simulated the mean
value (E) and the RMSE of the aforementioned estimators, as functions of the sample fraction, k/n, for
p=1,2,3,6,10(10)40. As can be seen in Figure O, based on the first replicate with a size 1000, and at
optimal levels in the sense of minimal RMSE, L (and indeed, even Lo, not included in the picture for
sake of simplicity) beats the MVRB EVI-estimators, CH, in (B), also pictured in Figure M. But L1 has
the smallest RMSE, among the estimators considered.

E[. RMSE][« RB
0.4 [ ] 0.2 S [ ] L3
H CH L WH
3
0.3 RB
L
L 3
0.2 - L%B 0.1 4
0.1 / L1
£=0.1 L
/ Gy 10
0 . k/n o0 . k/n
0 0.1 0.2 0 0.1 0.2

Figure 1. Mean values (left) and RMSEs (right) of the EVI-estimators under study for an EVe CDF
with £ = 0.1

We can always find an optimal p, clear from these pictures in what concerns RMSE, but often also
valid for mean values at optimal levels, as can be seen in [24].

Mean values, RMSEs and relative efficiency indicators of the EVI-estimators at
optimal levels

Tables M and B are respectively related to simulated EV¢ and Student ¢,y parents both with £ = 0.1.
We there present, for n = 100, 200, 500 and 1000, the simulated mean values at optimal levels (levels
where RMSE are minima as functions of k) of the EVI-estimators under study. Information on 95%
confidence intervals, computed on the basis of the 10 replicates with 1000 runs each, is also provided. In
the simulation experiments, we have included the values p = 2, 3,6, 10(10)40, but we make explicit only
the values up to the one leading to the minimal squared bias. Bias reduction in (H) is not at all visible
for large p, as expected, and we have shown only the values associated with an overall increase in the
REFF-indicator of L?B comparatively to L,, with the REFF-indicator to be defined in (I3). Among the
estimators considered, and distinguishing 3 regions, a first one with (H, CH, CGy), a second one with L,,
and a third one with LIP}B, the one providing the smallest squared bias is written in bold whenever there
is an out-performance of the behaviour achieved in the previous region. The overall smallest squared bias
is also underlined.

Note that in all cases, the mean value of L, (k) is decreasing in p, and we thus can always find a value
of p associated with minimal squared bias, often not visible in the tables.
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Table 1. Simulated mean values, at optimal levels, of the EVI-estimators under study, for EV¢ underlying parents with
& = 0.1, together with 95% confidence intervals

n 100 200 500 1000

H 0.335 £ 0.0026  0.285 £ 0.003]  0.241 £0.0022  0.222 + 0.0036
CH  0.28440.0037 0.2600.0034  0.23240.0042  0.219 = 0.0037
CGo 0.055+0.0011 0.053 +0.0007 0.048 +0.0006 0.045 + 0.0007
Lo 0.254 £0.0022  0.219 £ 0.0028  0.189 £ 0.0020  0.174 £ 0.0019
Ls 0.199 4+ 0.0019  0.172+0.0021  0.149 £ 0.0016  0.137 + 0.0015
Lg 0.112+£0.0010  0.099 & 0.0011  0.099 & 0.0014  0.100 = 0.0011
Lip  0.099+£0.0015 0.097+0.0009  0.098 & 0.0007  0.098 £ 0.005

LEB 0.228£0.0019  0.208 + 0.0027  0.184 £ 0.0020 _ 0.171 & 0.0019
LEB  0.185+0.0016  0.16640.0020  0.146 + 0.0016  0.136 % 0.0015
LRB 01094 0.0009  0.096 &+ 0.0011  0.098 = 0.0016  0.099 = 0.0012

6

Table 2. Simulated mean values, at optimal levels, of the EVI-estimators under study, for Student ¢, underlying parents

with v =10 (¢ = 1/10 = 0.1), together with 95% confidence intervals

n 100 200 500 1000

H 0.273 £ 0.0034 0.223 £ 0.0023 0.186 £ 0.0026 0.168 £ 0.0029
CH 0.214 £ 0.0054 0.198 + 0.0026 0.179£0.0030  0.167 £ 0.0033
CGp 0.046 £0.0017 0.039+£0.0011 0.036 £0.0004 0.034 £ 0.0005
Lo 0.204 £ 0.0025 0.172 £ 0.0018 0.146 £ 0.0013 0.132 £ 0.0015
L3 0.159 £ 0.0020 0.135 £ 0.0014 0.115 £ 0.0011 0.104 £ 0.0013
Le 0.098 £ 0.0020 0.099 £ 0.0011 0.099 £ 0.0013 0.100 £ 0.0010
Lio 0.098 +0.0006 0.099 +0.0008 0.100 =+ 0.0005 0.100 =+ 0.0003
L2RB 0.174 £ 0.0037 0.159 £ 0.0018 0.141 £ 0.0012 0.130 £ 0.0017
LEB 0.143 £ 0.0028 0.128 £ 0.0015 0.112 £ 0.0010 0.104 £ 0.0017

3

We have further computed the Hill estimator, in (B) whenever p = 1, at the simulated value of
ko1 := argming RMSE(Ll(k)), the simulated optimal & in the sense of minimum RMSE. Such an esti-
mator is denoted Lg;;. We have also compute Lo, the estimator L, computed at the simulated value of
ko := arg mingy RMSE(Ly(k)). The simulated relative efficiency (REFF)-indicators are

RMSE (Lo;)

EFF,, = ———— U
REFEon RMSE (Lqy,)

(13)

and again the values p = 2, 3,6, 10(10)40 were included in the simulation experiment. Similar indicators
have also been simulated for all other EVI-estimators under study, and the higher these indicators are,
the better the associated EVI-estimators perform, comparatively to Ho = Loj;.

Again as an illustration of the results obtained, we present Tables B-@. In the first row, we provide
the RMSE of L1, so that we can easily recover the RMSE of all other estimators. The following rows
provide the REFF-indicators of CH, CGo, and REFF in (I3), for the same L, and L?B EVI-estimators
considered in the Tables M-B. Just as before, similar marks are used.

For a better visualization of the results associated with Table @ and Table B , Figure B is presented.
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Table 3. Simulated RMSE of H (first row) and REFF-indicators of other EVI-estimators comparatively to H, for EVe

underlying parents, £ = 0.1, together with 95% confidence intervals

Table 4.

n 100 200 500 1000

RMSEo(H)  0.270 £ 0.2529 0.217 £ 0.2439 0.171 £ 0.2297 0.149 £ 0.2207
CH 1.226 £ 0.0065 1.130 £ 0.0037 1.068 £ 0.0045 1.044 £ 0.0046
CGo 5.666 +0.1647 4.063 £0.0913 2.955 +0.0621  2.477 +0.0413
Lo 1.447 £ 0.0179 1.430 £ 0.0170 1.401 4 0.0239 1.383 + 0.0239
L3 2.063 £ 0.0327 2.055 £ 0.0315 2.024 £ 0.0485 1.995 £+ 0.0466
Le 5.447 £ 0.0918 5.027 £ 0.0915 4.351 £ 0.0952 4.019 £ 0.0688
Lio 8.776 £0.1247 7.772+0.1213 6.816 +0.1490 6.301 +0.1003
LQRB 1.649 £0.0218 1.547 £ 0.0197 1.459 £ 0.0260 1.416 £ 0.0250
L3RB 2.250 £ 0.0368 2.161 £ 0.0352 2.076 £ 0.0510 2.023 £ 0.0477
LEB 5.505 £ 0.0888 5.043 £ 0.0921 4.364 £ 0.0964 4.028 £ 0.0686

6

Student-t, underlying parents, v = 10 (£ = 1/v = 0.1), together with 95% confidence intervals

0.30

0.25

0.20

0.15

0.10

0.05

0.00

n 100 200 500 1000
RMSE(H) 0.203 £+ 0.2290 0.152 4 0.2197 0.113 4 0.2024 0.095 + 0.1913
CH 1.348 +£0.0216 1.197 £+ 0.0058 1.114 £+ 0.0064 1.073 £ 0.0070
CGy 3.640 +0.1405 2.454 +0.0488 1.702 +0.0274 1.379 £ 0.0240
Lo 1.532 £ 0.0125 1.491 £ 0.0223 1.435 + 0.0186 1.400 +£ 0.0355
L3 2.269 4+ 0.0319 2.198 + 0.0423 2.046 4+ 0.0296 1.900 £ 0.0610
Lg 5.276 4+ 0.0920 4.377 + 0.0648 3.657 4+ 0.0482 3.278 + 0.0938
Lio 7.894 +£0.1563 6.737 +0.1218 5.669 +0.0662 5.089 4 0.1419
LE{B 1.859 + 0.0369 1.674 £+ 0.0307 1.524 +£0.0189 1.448 + 0.0366
L3RB 2.563 £ 0.0560 2.354 + 0.0502 2.108 4 0.0292 1.927 £ 0.0614
E0|° REFFO|.
- 9 -
H |
8 Lio
7 4
CH
6 4
L3 5 L6
138 4
L 3 CG
....... e ] L, 0
Lo =01 2 1
CH
CGy Ly o
. 'n 0 .
500 1000 0 500

Simulated RMSE of H (first row) and REFF-indicators of other EVI-estimators comparatively to H, for

Figure 2. Mean values at optimal levels (left) and REFF-indicators (right) of the EVI-estimators under
study for an EV, CDF with { = 0.1
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Robustness of Lehmer’s EVI-estimator towards contamination

The terminology robustness is used here not in the strict sense of Huber’s ([28]) and Hampel’s ([Z5])
work, but in a more wide sense, also contemplated by these authors, of insensitivity (or weak sensitivity)
of our semi-parametric estimators to changes of the underlying model F in Dj(/l. Just as in [TT], among
others, for all generated samples, we have concomitantly generated corresponding contaminated samples,
obtained by multiplying by 10, 5% of randomly chosen observations. As an illustration, we present now
the results attained for such a contaminated EV( ; underlying parent. Tables B and B are thus respectively
similar to Tables @ and B, without repeating the mean values and RMSE of the H EVI-estimators for
EVo1 samples. Any of the EVI-estimators (generally denoted e), associated with the contaminated
sample, are denoted e|c. The resistance of CGq to this type of contamination is amazing, and was not
at all expected. But, sometimes going up to p = 40, we can always find a value of p such that L, beats

CGy, both regarding squared bias and RMSE.

Table 5. Simulated mean values, at optimal levels, of the EVI-estimators under study, for contaminated EV¢ underlying

parents with £ = 0.1, together with 95% confidence intervals

n

100

200

500

1000

Hlc
CH|c
CGolc

0.563 £ 0.0047
0.628 £ 0.0190
0.089 + 0.0007

0.565 £ 0.0031
0.642 £ 0.0023
0.088 £ 0.0006

0.553 £ 0.0019
0.645 £ 0.0021
0.088 + 0.0006

0.548 £ 0.0015
0.554 £ 0.0075
0.085 + 0.0007

Lalc
Lzlc
Lelc
Liolc
Laolc
Lsolc
Laolc

0.671 £ 0.0056
0.509 =+ 0.0006
0.281 £ 0.0034
0.172 £ 0.0021
0.099 =+ 0.0008
0.099 + 0.0004
0.097 £ 0.0023

0.629 £ 0.0177
0.484 £ 0.0075
0.271 £ 0.0042
0.167 £ 0.0025
0.100 £ 0.0013
0.100 £ 0.0006
0.099 £ 0.0005

0.501 £ 0.0052
0.396 £ 0.0046
0.222 £ 0.0025
0.137 £ 0.0015
0.100 £ 0.0011
0.100 £ 0.0004
0.100 =+ 0.0002

0.466 £ 0.0064
0.373 £ 0.0053
0.208 £ 0.0029
0.127 £ 0.0018
0.099 £ 0.0014
0.100 + 0.0002
0.100 =+ 0.0002

Lg‘B lc
L?B lc
LEB|c

0.597 £ 0.0046
0.496 £ 0.0064
0.279 £ 0.0034

0.607 £ 0.0047
0.480 £ 0.0076
0.270 £ 0.0042

0.497 £ 0.0052
0.394 £ 0.0046
0.222 £ 0.0025

0.464 + 0.0064
0.372 £ 0.0053
0.208 £ 0.0029

Table 6. REFF-indicators (comparatively to the H for an EVg.1 model) of EVI-estimators, for contaminated EVe
underlying parents, £ = 0.1, together with 95% confidence intervals

n

100

200

500

1000

Hjc
CH]|c
CGolc

0.548 £ 0.0060
0.446 £ 0.0835
9.055 +0.4137

0.452 £ 0.0082
0.390 £ 0.0075
7.956 £ 0.1390

0.378 £ 0.0053
0.315 £ 0.0047
6.459 + 0.1227

0.332 £ 0.0027
0.2889 £ 0.0047
5.270 £ 0.1101

Lalc
Lslc
Lelc
L10|C
Laolc
Laolc
Laolc

0.448 £ 0.0056
0.572 £ 0.0097
1.220 £ 0.0219
2.571 £ 0.0521
7.033 £0.1301
10.342 £ 0.1668
12.321 4+ 0.4677

0.370 £ 0.0106
0.493 £0.0148
1.041 £0.0339
2.210 £ 0.0831
6.028 £ 0.1891
8.986 £ 0.2691
11.717 4+ 0.3507

0.364 £ 0.0075
0.471 £ 0.0108
1.007 £ 0.0249
2.128 £+ 0.0586
4.630 £ 0.1328
7.005 £+ 0.2006
9.312 £ 0.2537

0.326 £ 0.0072
0.418 £ 0.0096
0.904 £ 0.0232
1.863 £+ 0.0555
3.772 £0.1019
5.634 £ 0.1570
7.496 + 0.2051

LEBc
LEB|c
LEB|c

0.509 =+ 0.0062
0.581 £ 0.0098
1.226 +0.0216

0.413 £ 0.0080
0.497 £ 0.0150
1.042 £+ 0.0340

0.366 £ 0.0076
0.473 £ 0.0109
1.008 £ 0.0249

0.328 £ 0.0072
0.419 £ 0.0096
0.905 £ 0.0232
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To have a better visualization of the results above, we next present Figure B, similar to Figure B, but
related essentially to the contaminated EVy 1 model. We have kept the same scale in both figures. This is
the reason why bot H|c and CH|c mean values do not appear, since they are above 0.5, another unexpected
result relatively to the expected resistance of the CH EVI-estimators to changes in the underlying parent.

E0|° REFFO|.
0.35 9
H
0.30 { 81
74
0.25 |
L6 lc 6 1
0.20 | 5 |
LIO lc
0.15 | 41
=0.1 Lo lc L3 lc 3
0.10 { 3 20 30 Lo lc
21
CGy lc
0054 Lyglc 1 L6IC _______________________________________
Hlic
0.00 - n 0 CHlc . n
0 500 1000 0 500 1000

Figure 3. Mean values at optimal levels (left) and REFF-indicators (right) of the EVI-estimators under
study for the EVy 1 contaminated CDF

4 Conclusions

o The results obtained for the L, EVI-estimators, defined in (H), were slight astonishing from a
theoretical point of view. Indeed, the highest efficiency was obtained for large p, a long way from
the asymptotically optimal p, which lies between 1 and 2 (see [29], for details). However, further
note that at such an asymptotically optimal p, not difficult to estimate in practice, the estimators
in () outperform the asymptotically optimal H EVI-estimator in the whole (&, p)-plane, an unusual
property among ‘classical’ EVI-estimators.

e For small values of the EVI, say £ < 1, The L, EVI-estimators outperform the MVRB EVI-
estimators, exhibiting reasonably stable sample paths, as a function of k, and small RMSEs for
adequate large values of p. But for any real or simulated heavy-tailed data set, with & < 1, the high-
est stability of sample paths is associated with CGg, despite of with a systematic underestimation
of &.

e As intuitively expected, Lo, are decreasing in p until a value pp,, approaching the true value
of &, for all simulated models. But we cannot forget that as p increases to +o0o, Lo, approaches
zero, being no longer consistent. Consequently, if p is further increased in L, (k) = CG, 1(k), the
sample paths approach zero and the RMSEs increase. The choice of p needs thus to be carefully
done, not on the basis of sample path stability, but on the basis of reliable estimated values of
the RMSE, as a function of k¥ and p. For the choice of (k,p) we thus think sensible the use
of a non-parametric double-bootstrap algorithm, like the one suggested in [d]. The ‘parametric’
double-bootstrap methodology, used in in [6], among others, leads to a p close to the one that
maximizes the asymptotic relative efficiency. Then they beat the H and CH EVI-estimators, but
not so strongly as happens with the large values of p here considered.

e The resistance of the CGy RB EVI-estimators to the type of contaminations under consideration,
together with the fact that, also under contamination, we can always find a value of p such that L,
beats CGy, both regarding squared bias and RMSE, deserves a theoretical study of the robustness
of these EVI-estimators in the lines of [B]. Indeed, for contaminated samples the value of p needs
to be highly increased in order to obtain the smallest possible RMSE.
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Abstract. Severe mental health difficulty is a leading cause of suicide. Its development has been
associated with several risk factors. Comprehensive approaches must be used to examine the degree
to which these factors co-act and interact to develop severe mental health difficulty risk profiles. Our
literature review reveals no report of a study exploring interactions among severe mental health condition
factors in subsets of people with high suicidal risk (mental disorders, unemployment, and caregivers of
relatives) in Japan. This study aims to use a classification and regression tree (CART) approach to
establish risk profiles and examine their performance for diagnostic accuracy. Data were obtained from
the National Comprehensive Survey of Living Conditions. Outcome measures (K6) were categorized into
low, moderate, and high, applying the recommended cut-off values. Socio-demographic status, financial
status, and subjective stress were included as predictors in the CART. CART analysis results indicate
that subjective stress in daily life is the strongest predictor for severe mental health difficulties in the
high-suicide-risk group. Additionally, results show that all high-suicide-risk group divided into several
sub-groups that reflect interactions among predictors.

Keywords. machine learning, ordinal data, regression trees

1 Introduction

Severe mental health difficulty (e.g., major depression) is a leading cause of suicide [1]. Its development
has been associated with several risk factors. Evidence from earlier studies has indicated that, in addition
to the daily stress itself, socio-demographic, financial, and health status might interact with daily stress,
resulting in severe mental health difficulty[2, B]. Although multiple studies evaluating risk factors individ-
ually to predict severe mental health are useful, more comprehensive approaches are necessary to examine
the degree to which these factors interact to develop severe mental health difficulty risk profiles. The
Japanese National Comprehensive Survey of Living Conditions [d] is administered to obtain basic data
related to health, medical care, welfare, pension, and income, which have been required for health, labor
and welfare administration planning and management. Since 2007, Kessler 6 (K6), a well-established
and widely used measure to screen mental health difficulties, has been included in this national survey to
infer means of suicide prevention planning and management. The survey is apparently extremely useful
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because it incorporates variables that might be related to severe mental health, such as demographic,
financial, and health status factors. Psychiatric disorder, unemployment, and caregivers of relatives are
well-established groups associated with high suicide risk. However, our literature search revealed no re-
port of a study exploring complex interactions among factors related to severe mental health difficulties
in subsets of people with high suicidal risk in Japan. This study uses a classification and regression tree
(CART) approach to establish severe mental health difficulty risk profiles in those populations.

2 Classification and Regression Tree for ordered response
outcome

Independent observations n to be classified are characterized by a p-dimensional vector of predictors
x; = (i1, Tio-.., Tip). Each observation z; falls into one of J classes. All observations start together in
root node t to derive a classification tree. Then, the optimal split is ascertained for predictors 1, 2...,p.
The optimal split is defined as the split resulting in the largest decrease in node impurity. For node ¢,
the optimal split divides the observations into left and right descendent nodes, t;, dan tg, respectively.
The proportion of cases in each of the J classes within these nodes are called the node proportions, i.e.,
p(wj|t) for j =1,2..., J such that p(w: |t) + p(w2|t) + ... + p(w;|t) = 1. For nominal response classification,
the within-node impurity measure most commonly used is the Gini criterion [5], defined as shown below.

i) =) plwrlt)plwlt) (1)

k k£l

One impurity function that is useful for ordinal response prediction is the generalized Gini impurity[§],
defined as

ica(t) = 33 Clwnlwn) (wrltp(elt) (2)

k kAl

which incorporates C(wg|w;) as a misclassification cost in class observations as belonging to class k.
Presuming that a set of increasing scores s; < sp < s; is assigned to the ordered categories of the response
Y, we will use the quadratic misclassification cost, where C(wg|w;) = (Sk — S;)?.

We use two pruning functions for the ordinal CART model to control the tree size. The pruning
functions are included in the rpartScore package in R [6]. The pruning approach used here is the cost-
complexity measure in equation (2), which combines a measure of predictive performance and a measure
of the complexity of the tree, usually the number of leaves or terminal nodes. Specifically, the cost-
complexity measure is

R (T) = R(T) + a x card(T), (3)

where R(T') is the predictive performance, card(T) is the size of the tree T" measured by the number
of terminal nodes. Also, « is a tuning parameter that controls the tradeoff between predictive perfor-
mance and model complexity. The rpartScore MC sets the predictive performance measure to the total
misclassification cost, whereas rpartScore MR sets it to the total number of misclassified observations.
The latter is a sum of all observations that are classified incorrectly, whereas the former is a sum over all
observations of the absolute difference between the observed score and the predicted score.

To build and prune the nominal and ordinal CART model, we selected the best model for each tree
type using the 1-SE rule [8], where SE was estimated using ten-fold cross-validation in the testing set
and a complexity parameter (in equation (2)) 0.001, a small minimum bound to allow for pruning. The
1-SE rule selects the tree that has the maximum predictive error that is within 1 SE of the minimum
predictive error.
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3 Samples and measures

Sample Data were obtained from the Japanese National Comprehensive Survey of Living Conditions[d],
which was conducted to obtain basic data related to health, medical care, welfare, pension, and income,
which have been required to the planning and management for the Health, Labour, and Welfare Ministry.
We extracted three groups of high suicidal risk: people with psychiatric disorders (n = 259), unemployed
people (n = 428), and caregivers for relatives (n = 505). We excluded observations with missing outcomes
from the analytical dataset. Consequently, the sample sizes were reduced: psychiatric disorders, n = 198;
unemployment, n = 550; caregivers for relatives, n = 304).

Outcome Severe psychological distress was assessed by Kesseler 6 (K6). Scores were divided into
three mental health difficulty severities of low (0-4), moderate (5-9), severe (>9) based on recommended
cut-off values[R]. The frequencies of outcome categories by group are shown in Table 1.

Table 1. Distribution of each group by K6 category.

K6 rank Psychiatric disorders Caregiver No job

low (0) 47 149 232
moderate (1) 59 78 106
severe (2) 92 7 90

Predictors We were unable to extract many variables related to socio-demographic, financial, and
health conditions. We generated 63 variables and used them as predictors to classify the outcome cat-
egories. These predictors are shown in Table 2. Factor scores of subjective stress were obtained from
graded response IRT model using several indicators (subjective rating of global health condition (very
good (5) to poor (1)), perceived physical symptoms (yes or no), days having trouble carrying out daily
activities (1-24), and presence of stress (yes or no)).

CART analysis We used the packages rpart [7] and rpartScore [B] of the R language and environment
for statistical computing and graphics to conduct CART analysis.

4 Results

Diagnostic accuracy We evaluated the agreement between the tree predictions and responses from
the original dataset using Somers’ d, which measures differences in terms of ordinal association between
predicted and observed scores and which can be interpreted similarly to a correlation coefficient [6]. Based
on Somers’ d in the test dataset, the nominal CART model was more accurate than other models among
the psychiatric disorders group and the unemployed group. The ordered CART model with CR was more
accurate than other models for the test dataset in the caregivers group.

Variable Importance The variable importance among groups is shown in Figure 1. Results show
that subjective stress was the most important predictor for severe mental health difficulty in all high-
suicide-risk groups. It is particularly interesting that predictors related to financial status were also
important, especially among the caregiver group. Details of variables included in final CART model are
shown in Table 4.
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Table 2. Predictors

Demographic/Financial status Medical status (yes/no)/Subjective stress (continuous)
1 gender 22 diabetes 43  dental
2 age 23  obesity 44  atopic dermatitis
3 marital status 24 hyperlipidemia 45  dermatitis
4 education level 25 thyroid disease 46 gout
5  number of household members 26  psychiatric 47  rheumatosis
6  type of household 27  dementia 48  arthritis
7  total household expenditure 28 Parkinson 49  stiff shoulder
8  total income 29 neurologic disease 50 lower back pain
9 amount of contributions 30 eye 51 osteoporosis
10 premium payment 31 ear 52  kidney disease
11  amount of savings 32  hypertension 53 prostatomegaly
12 loss of savings 33 stroke 54  menopausal disorder
13 amount of loans 34 cardiovascular disease 55 fracture
14  medical expenses 35 circulatory organ 56  injury
15 job 36 cold 57 anemia
16  childcare expenses 37 rhinitis 58 malignant neoplasm
17  person requiring care 38 asthma 59 pregnant
18 living with person requiring care 39 respiratory disease 60 infertility treatment
19 type of person requiring care 40 gastroduodenal disease 61 other
20  smoking 41 liver or gallbladder disease 62 unknown
21  number of smoking 42 gastrointestinal disease 63 subjective stress

Table 3. Diagnostic accuracy: Somers’ d values based on the validation set comparing the
predicted estimates from three CART models.

psychiatric disorders unemployment caregivers
training set test set training set test set training set test set
nominal 0.58 0.47 0.38 0.25 0.55 0.44
ordered/CM 0.55 0.46 0.55 0.24 0.44 0.51
ordered/CR 0.45 0.38 0.54 0.20 0.58 0.49

Psychiatric Disorders The nominal CART tree in psychiatric disorders is shown in Figure 2. In
the end, six groups are distinguished. Three groups were categorized as having severe mental health
difficulties. These groups are defined based on interactions between subjective stress, household type,
amount of saving, and total income. People who have high subjective stress tend to be have more severe
mental health difficulty when they live in one-person households in a dormitory (categorized as 1), single-
parent family (categorized as 5), three-generation household (categorized 6). Even though there are other
types of households, they tend to have severe mental health difficulty when they have fewer savings. It
is particularly interesting that few patients reported severe mental health difficulties when their total
income is high.

Unemployment An ordered CART tree in unemployment group is shown in Figure 3. In the end,
eight groups were distinguished and two groups are categorized as having severe mental health difficulties.
These groups are defined based on interactions between subjective stress, age, type of household, amount
of household expenditure, and lower back pain. People with high subjective stress tended to report severe
mental health difficulties when they experienced lower back pain. People who have medium subjective
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Figure 1. Top ten important variables identified using the CART model.

stress and high household expenditure are classified as having severe mental health difficulty in their
thirties.

Caregivers of relatives Nominal CART tree in the caregiver group is shown in Figure 4. Eventually,
seven groups were distinguished; two groups were categorized as having severe mental health difficulty.
These groups are defined based on interactions among subjective stress, type of a person requiring care,
total household expenditure, medical expenses, and education level. Total household expenditures play
an important role in distinguishing moderate from severe mental health difficulty. People who have higher
subjective stress tend to show severe mental health difficulty when their household expenditure is low.

5 Discussion and Conclusion

Results of current application of nominal and ordinal CART model showed that the ordinal CART
model is not always superior to the nominal CART model. These results are consistent with findings
in Nindahayati et al. (2015), which revealed no significant difference in predictive accuracy between
the nominal and ordinal CART model. However, Wheeler et al. (2015) revealed that ordinal CART is
superior to nominal CART in predictive accuracy. Further research is necessary to clarify the conditions
that are suitable for using an ordinal or nominal CART model.
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Table 4. Details of predictors included in the final CART model.

predictor contents

subjective stress factor score from IRT model
(mean=0, variance=1)

total income, amount of saving 1=10,000 yen

household expenditures, medical expenses 1=1,000 yen

lower-back 1=yes, 0=no

household type

1 one person household (loadings)

2 one person household (other)

3 household with married couple only

4 household with married couple and
unmarried child

5 household with one parent and
unmarried child

6 three-generation household

7 other

education level

junior high school or less

high school

vocational college

junior college or technical college
university

graduate school

STl W N~

type of person requiring care

spouse

child

child’s spouse
parents

other relatives
nursing care service
other

N O W N

CART analysis revealed several important findings. Although subjective stress factors are a commonly
important factor in all three high risk groups, patterns of interaction between subjective stress and
other factors to predict severe mental health difficulties differ greatly among groups. In the psychiatric
disorder group, severe mental health difficulty was diagnosed by the interaction between subjective stress,
household type, and financial parameters (savings and income). Subjective stress and financial problems
are well-established risk factors for severe mental health, although types of households get little attention
in this research area. Further confirmatory research must be conducted to clarify the relation between the
type of household and severe mental health difficulty. In the unemployment group, severe mental health
difficulty was diagnosed mainly by the interaction between subjective stress and lower back pain. There
is plenty of evidence related to chronic pain disease and depression. Mental health difficulties might tend
to be worse because of limited daily activity. In the caregiver group, severe mental health difficulty was
diagnosed mainly through interaction between subjective stress and household expenditures.

In summary, this exploratory application suggests that it might be useful to consider financial status
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Figure 2. Classification tree representing severe mental health difficulty predictors of psychiatric

disorders.

in addition to the subjective stress level during planning and management for severe mental health
difficulty. The findings of this study were limited by its cross sectional design. To examine predictive
performance more precisely, the study results should be replicated in a prospective cohort study.
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Figure 3. Classification tree representing the predictors of severe mental health difficulty in
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COMPSTAT 2016 Proceedings



Yoshitake Takebayashi, Takafumi Kubota and Hiroe Tsubaki 299

0
n=304 100%

subjective stress < 0.81

0
n=191 63%

types of a person requiring care = 2,5

0 2
2 24% n=119 39%

medical expenses < 7.5 total houshold expenditure >= 31

0
n=40 13%

total houshold expenditure >= 21

0
n=30 10%

education level = 1

n=

0 0 0 2 ] 2
n=113 37% n=32 11% n=22 7% n=10 3% n=25 8% n=94 31%

Figure 4. Classification tree representing the predictors of severe mental health difficulty in
caregivers.
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Abstract. An interval time series (ITS) assigns to each period an interval covering the values taken by
the variable. Each interval has four characteristic attributes, since it can be defined in terms of lower and
upper boundaries, center and radius. The analysis and forecasting of ITS is a very young research area,
dating back less than 15 years, and still presents a wide array of open issues. One main issue with time
series in a big data context consists of deciding if to handle it as classic time series (CTS) or to proceed
with some kind of aggregation in order to get a time series of symbolic data like ITS. Using the k-Nearest
Neighbours (kNN) method, in this paper both approaches are applied to forecast exchange rates. Based
on usual distances for interval-valued data such as Haussdorff, Ichino-Yaguchi and so on; the reduction in
mean distance error using I'TS instead of CTS suggests that the ITS approach could be a better way to
forecast exchange rates using large data or data streaming. Some interesting conclusions about monthly
and daily aggregation horizons are obtained and further research issues are proposed.

Keywords. exchange rates, interval analysis, interval-valued data, kNN, symbolic data analysis

1 Introduction

In CTS analysis, the variable is represented by a single point for each period. This approach was
built in a world where collecting and summarizing information was a difficult and time consuming task.
Nowadays, we face the opposite situation. New fields of research, such as symbolic data analysis (SDA) or
functional data analysis (FDA), have given birth to innovative approaches to the analysis of information.
Variables describing entities are valued by complex elements such as intervals or histograms in SDA, and
by functions in FDA. SDA considers that, compared to point-valued variables, symbolic variables (such
as lists, intervals or histograms) are more accurate representations of the magnitudes of complex real-life
situations.

Figure 0 shows the framework to handle CTS and ITS in a Big Data context. As part of this
framework, it has been included the information about exchange rates forecasts in CTS contexts we can
find on the Internet. Additional information about this issue can be seen in [I3]. In the middle of the
right part of Figure @ we can see the monthly ITS of the EURUSD values in the period 2003-April to
2013-March versus the monthly CTS obtained by the centre of intervals taking the last values of every
day. This ITS is obtained aggregating the CTS of daily close values of such rate in that period.

[6] reviewed the first advances in the field of SDA. The study of the knowledge available in symbolic
data time series (such as ITS or histogram time series (HTS)), whose development had started in [2], has
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CTS versus ITS in Big Data Contexts
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Figure 1. EURUSD as an ITS reflecting monthly range values in a Big Data context

been reviewed more recently in a new survey of SDA concepts and methods in [I5H]. On the other hand,
FDA considers that data can be described by smooth curves rather than point-valued observations.

The temporal aspects of big data management has been reviewed recently in [[d]. In addition, [§] has
indicated that the big data paradigm raises new tasks for prediction models, suggesting that nonlinearity
becomes important and considering several cases from the FX market. Between the proposed methods
is not included the kNN. However, in other statistical approaches used to deliver solutions for problems
in a Big Data context such as clustering, the kNN method has been considered very adequate.

One main issue with time series forecasting in a big data context consists of deciding if to handle it
as classic time series (CTS), or to proceed with some kind of aggregation in order to get a time series
of symbolic data like ITS or HTS, evaluating the performance of both approaches. This issue was not
considered in [?] neither in [d] or in [B]. Using the k-Nearest Neighbours (kNN) method, in this paper
both approaches are applied to forecast exchange rates. Based on usual distances for interval-valued data
such as Haussdorff, Ichino-Yaguchi and so on; the reduction in mean distance error using ITS instead
of CTS is analyzed. The domain of forecasting in the FOREX market has been reviewed by [[7] and
very recently [6], among many others. A recent paper about modeling, forecasting and trading the EUR
exchange rates is [I8].

The organization of this paper is as follows. Section 2 introduces essential concepts about ITS.
Section 3 shows the kNN forecasting method for ITS and provides a brief review of applications using
this key method with economic and financial time data. Using some case studies, Section 4 discusses
data, methodology and empirical results. Finally, Section 5 collects some concluding remarks and outlines
some open lines of research.

2 Interval time series
Since 1960 Interval analysis (IA) has become an active research area, and an impressive development in

the field of methods and applications of interval data has followed. However, the analysis and forecasting
of ITS is a very young research area, dating back less than 15 years, and still presents a wide array of open
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issues. Among them are the problems with asserting the stationarity of the ITS, as well as the lack of
guidance concerning the analysis of cointegration between several ITS. In the following, some important
definitions and facts about ITS will be provided.

Definition 1. An interval [z] over the base set (F, <) is an ordered pair [z] = [zr,zy]| where
xr,xy € E are the endpoints or boundaries of the interval, such that z; < zy.

An equivalent representation of an interval is given by the center (midpoint) and radius (half-range)
of the interval, namely [z] = (z¢,zg) where zc = 3(zp + 2y) and zg = 3(zy — 21). An interval
[x] = [x1, zy] may also be written as [z1, x3].

Let K.(R) denote the class of nonempty compact intervals.

Simple operations with intervals Let [z1,22] and [y1, y2] be two intervals. The sum between
two intervals is defined by:

(1, 22] + (Y1, y2] = [z1 + Y1, T2 + Y2

Since —[z1,x9] = [—x2, —x1], the difference between two intervals is defined as:

[331,552] - [ylaﬁUQ] = [331 —Y2,T2 — yl]

Some stochastic issues with interval time series

In this section, we consider the stochastic issues that arise when using interval-valued time series (ITS).
Following [3], [I2] and [19]; we first define the important concepts of interval random variable and interval
stochastic process, and consequently define the concept of ITS.

Let (2, F, P) be a probability space, where €2 is the set of elementary events, F is the o-field of events
and P : F — [0, 1] the o-additive probability measure. We define a partition of Q into sets A (z) such
that Ax (z) = {w € Q|X (w) = z}, where x € [z, zv],

Definition 2. A mapping [X] : F — K.(R) C R such that for each = € [z, zy], there exists a set
Ax (z) € F, is called an interval random variable.

Definition 3. An interval-valued stochastic process is a collection of interval random variables that
are indexed by time, that is {[X]:} for t € T C R with each [X]; following Definition 2.

Definition 4. An interval-valued time series is a realization of an interval-valued stochastic process.
It may be equivalently denoted as {[z];} = {[zr,zv]:} = {(zc, zR),} for t=1,2,...,T.

Differencing an ITS

In this paper, the following definition is proposed for interval differencing:

d <yca yr> _ y —y yr,t—l + yr,t
d(t*l,t} c,t c,t—1, 2

This definition works particularly well if the radius describes a stationary process, which is very often
the case in the FOREX market.
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Choosing a distance measure with interval valued-data and ITS

Forecasting accuracy requires a measure of distance between the forecast and the actual value. For
CTS, the absolute or the squared value of the difference between the observation and the forecast is
considered as the distance. What remains is to find a definition of distance that can be applied to
intervals. Subtraction can be defined using the principles of interval arithmetic as it was mentioned
above. However, the arithmetic difference is not a suitable measure of error; for example, consider the
case when the forecast exactly matches the actual observation [0]. In such case, one would expect the
distance to evaluate to zero. Following the definition, for [z1, 23] = [y1,y=2] the result is [-2r, 2r]. This
implies that the distance will only evaluate to [0, 0] in the case of degenerate intervals (r = 0). Therefore,
the arithmetic difference is not a representative measure of distance in the general case. [IU] obtain a
similar conclusion because the space mathcal K.(R) is only semilinear.

Several distance measures for intervals have been defined in the literature. Table [, adapted from [iT],
lists the most frequently used ones. Each distance is expressed both in terms of lower and upper bound,
and in terms of centre and radius. Other interesting distances have been proposed in the literature. See,
for example, [I0].

Distance Formula
dx([zr, 2], [y, yul) dx({zc, zr), (Yo, Yr))
Hausdorff maz(lzL —yL|, |zv — yul) lxc —ye|+ |xr — yr|
du ([x], [y])
Ichino-Yaguchi w([z] U [y]) —w(lz] N [y]) w([z] U [y]) — w(lz] N [y])
dry ([z], [y]) +7Qw([z] N [y]) —w(lz]) —w(ly), + vCw(lz]N[y]) —w((z]) —w(ly])),
where w(I) = Iy — I, where w(I) = 2Ig
oot U315 e
dpc([z], [v]) where w(I) = Iy — I, where w(I) = 2Ig
Euclidean % V(L —yr)? + (zv —yu)? Vi(xe —yo)? + (wr — yr)?
de([z], [y])
Weighted Euclidean % VBEL —yr)2+ (1= B)(zv —yv)? /Blxzc —yc)2 + (1 — B)(zr — yr)?
dwe([z], [y]) where 0 < g <1 where 0 < 5 <1
Bertoluzza ~ @ @ ————-—————————— —— V(zc —yc)? + 0(zr — yr)?
do([2], [y]) where 0 < 0 < oo

Table 1. Some distance measures for interval data

Given a realized and a forecast ITS {[z];} and {[%];}, respectively, with ¢ = 1,..., T the Mean Distance
Error to quantify the accuracy of the forecast will be given by

Q=

>y (o (e, Lﬂt))q) J={H,IY,.} (1)

MDEY = ( T

where d; is a particular distance measure and ¢ is the order of the distance, such that for ¢ = 1 the
MDE is the mean absolute error (MAE) loss function and for ¢ = 2 the root mean squared error (RMSE)
loss function. We consider ¢ = 1 in this paper. Hence we will compare MAE values.
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3 The k-nearest neighbors forecasting method for CTS and
ITS

The k-nearest neighbors forecasting method for CTS

As described in [2], the (k-NN) method determines forecast values by identifying k sequences in the past
that resemble the last observations. Those sequences are known as the k nearest neighbors. Therefore,
this procedure takes two steps:

1. a search for the k nearest neighbors in the data,

2. a prediction based on the next observation for those k nearest neighbors.

Choice of the nearest neighbors The k-NN method takes several parameters to determine which
neighbors to base the forecast on:

e the number of neighbors k. Higher values gives a smoother but not necessarily more accurate
forecast.

e the length of the query vector I. It depends on the track of historic data, where more information
could possibly make a larger value’s forecast more accurate, although it may also often be set to 1.

e the transformation f applied to the past data.

Let (yti_(l_l),...,yti) with 1 < ¢ < k be the query vectors for the k nearest neighbors and let
(yT,(l,l), . ,yT) be the last [ observations available.

For scalar values the euclidean distance is often used in the minimization test, and then the norms
of the following k vectors are minimal:

Hf (Yti—a=1)- - yt,) — (Wr—a=1), - -- 7yT)H |1<i<k (2)

Forecast generation The forecast is generated by averaging the transformed values of the next
observations of all k nearest neighbors. As shown in [2], it is possible to weigh the different neighbors, so
that every neighbor y, is assigned a weight w;.

The forecast is finally given by:

k
> ic1 Wi f (Ytin)
k
D im1 Wi

UT+h =

Parameter choice The choices required for this method are:
e a value for k and a value for [.

e a transformation f: R! — R!, which can often be linear and therefore optimized with the least
squares method, or may even be set to be the identity function so that f: x +— x;

e a sequence of k weights to generate the forecast, which is often set to w; = 1 for all 1 < i < k, so
that the forecast is an arithmetic mean.

Parameter sensitivity As discussed in [2], the main problem with the k-NN method is the high
sensitivity to the parameter setup. The choice of the number of neighbors is particularly interesting in
that the results may not only be different in form but also in characteristics. When a forecast combines
too many neighbors, it tends to be biased. On the other hand, forecasts that combine too few neighbors
tend to exhibit a very large variance. More details can be seen in [IF].
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The k-nearest neighbors forecasting method for ITS

Due to its simplicity, the k-NN forecasting method can easily be adapted to interval time series as
presented in [2]. We will denote this method by k — NN;

Choice of the nearest neighbors The interval k-NN forecasting method takes the same param-
eters as the classic time series approach, namely:

e the number of interval neighbors k,
e the length of the query interval list [,
e the transformation f applied to the past interval data.

Let d be any measure of distance between intervals, so that d: K.(R) x K.(R) — R assigns the value
d([z], [y]) to the couple of intervals [z] and [y]. Let the application of d to a list of intervals be defined so
that:

d(([z]ys s ) (Wl 11)) = (d (2] [yly) s - d (s [],)

Let ([y]ti_(l_l), cey [y]tl) with 1 <4 < k be the query vectors for the k nearest neighbors and let

([y]T—(l—l)’ cee [y]T) be the last [ observations available.

Then the norm of the following k vectors should be minimized:
(7 (e W10) (Wl i) )| 11 <0 <k (4)

Forecast generation Like in the case of CTS, a weighted average of the nearest neighbors’ next
observation provides the forecast. Applied to intervals, the formulation yields:

k
[Q]T_H _ Zi—lzzf ([y]t +1)

Typical parameters According to [2], the following parametric choices are made:
e [issettol,
e f is set to be the identity transformation,
o w; aresettolforalll <i<k.

In this case, there are simply k distances to minimize:
d([,,:lyly) [1<i<k

The forecast in this case is given by:

k
1
T+1_EZ Ylt+1 (5)
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The k-nearest neighbors forecasting method for financial CTS and ITS

The kNN method has a not very long tradition in forecasting economic and financial time series. It has
been used to forecast interest rates and to establish automatic stock trading combining technical analysis
and nearest neighbor classification.

One of the first attempts to review the KNN method with exchange rates is [[4]. Following the abstract
of this paper, forecasts were generated by a linear AR-GARCH model and four non-linear methods,
including three nearest neighbour methods and locally weighted regression. Five data frequencies were
used: daily, four-hourly, two-hourly, hourly and half-hourly. Using root mean square error as a measure,
significantly greater accuracy than a no-change forecast was achieved for two-hourly and higher frequency
data sets. Using a test by Peseran and Timmerman, significant predictive directional accuracy was found
for four-hourly and higher frequency data sets. These results were supported by simulated trading based
on forecast direction. No evidence was found that the FX rate behaviour is better represented by a
non-linear generating process than by a linear model.

Concerning time series of symbolic data, the first use of the k-NN algorithm is implemented in [2]
to forecast the so called histogram time series (HTS). The forecasting ability of the k-NN adaptation is
illustrated with meteorological and financial data, and promising results are obtained. [3] is a review of
ITS and HTS forecasting methods. They conclude concerning the forecast of the low/high SP500 index
that a VEC model and the k-NN methods have the best forecasting performance. In addition, they state
that economic and financial questions will benefit greatly from this new approach (symbolic data) to the
analysis of large data sets.

4 Case studies

Setup

Following 6] the goal is to assess the performance of different forecasting methods (Naive, ETS, ARIMA
and k-NN) in mostly stochastic environments. The tool developed is based in different functions described
in [@] such as ets, arima and so on. Comparisons will be made between:

e classic and interval time series forecasting,

monthly and daily aggregation,
e linear and nonlinear methods based on one time series,
e linear and nonlinear methods based on multiple time series.
The source data contains:
e EUR/USD bid prices (September 2012 to March 2013), hourly close;
e EUR/USD bid prices (April 2003 to March 2013), daily close;
e BRL/USD bid prices (April 2003 to March 2013), daily close;

The data was extracted from http://www.oanda.com/OANDA. The data in each analysis is split into
two sets. In the case of single time series analysis, the first set will be used for fitting and the second
one for testing. This was done as follows. For hourly data, the last two months were predicted; for daily
data, the last two years were predicted. In the case of multiple time series models, 80% of the data was
used for training.

Analysis
Aggregated data will be produced as follows:

e for hourly close raw data, the daily range will constitute the interval for the day;
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e for daily close raw data, the monthly range will constitute the interval for the month.

The following prices will be compared.

e BRL/USD and EUR/USD from raw data using the monthly aggregate of univariate daily CTS
forecasts using several methods,

e BRL/USD and EUR/USD from monthly aggregated data using ITS forecasts by several methods,

e EUR/USD from raw data using the daily aggregate of univariate hourly CTS forecasts using several
methods,

e EUR/USD from daily aggregated data using ITS forecasting methods,

All forecasts are compared to the real values using the distance measures described in previous Sections.
The Ichino-Yaguchi distance uses the suggested value v = 0.5 and the general £2 metric uses 6 = 1.
Normalized distances are produced by calculating distances from normalized values. If the time series
has (not) been differentiated, a normalized value ¥, is:

y'tzyt(yt:yt—l) (6)

T
% > i1 |yl Yo

Monthly BRL/USD bid

Table D presents the normalized distances that were observed after forecasting with CTS methods and
aggregating the daily results into monthly intervals. Between brackets the normalized distances based on
the forecasting of monthly intervals using ITS forecasting methods. This notation will remain in the rest
of the section. In the fit period no clear conclusion is obtained. However, in the test period the kK — NN;
outperforms k-NN with CTS and some of the other methods.

Naive ETS ARIMA -NN

Fit  Hausdorff 0.0030 [0.0523]  0.0031 [0.0506]  0.0042 [0.0493]  0.3345 [0.2780]
Ichino-Yaguchi | 1.0738 [0.9942]  1.0740 [1.0370]  1.0757 [1.0169] 0.4608 [0.4121]
De Carvalho | 0.9265 [0.9262]  0.9266 [0.9263]  0.9274 [0.9283]  0.9042 [0.8542)]
General £2 0.0015 [0.0301]  0.0016 [0.0208]  0.0022 [0.0287]  0.2193 [0.1844]

Test Hausdorff 0.3015 [0.2416]  0.3015 [0.2551]  0.2981 [0.2170] 0.1326 [0.1360]
Ichino-Yaguchi | 0.5665 [0.5074] 0.5665 [0.4712]  0.5666 [0.4829]  0.5799 [0.5653]
De Carvalho | 0.9239 [0.8935]  0.9239 [0.8298]  0.9240 [0.8503]  0.8999 [0.8485]
General £2 0.1883 [0.1568]  0.1883 [0.1591]  0.1859 [0.1396]  0.0820 [0.0805]

Table 2. Normalized distances for classic [interval] TS forecasting of monthly BRL/USD bid

Monthly EUR/USD bid

Table B presents the normalized distances that were observed after forecasting with CTS methods and
aggregating the daily results into monthly intervals. In order to simplify only results of the test period
are shown in the following.

Daily EUR/USD bid

Table B presents the normalized distances that were observed after forecasting with classic time series
methods and aggregating the results into daily intervals.
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Naive ETS ARIMA k-NN
Test Hausdorff 0.1069 [0.0823] 0.1085[0.0819] 0.1075 [0.0832]  0.0910 [0.0562]
Ichino-Yaguchi | 0.2269 [0.2078] 0.2268 [0.2045] 0.2268 [0.2019] 0.2219 [0.20019]
De Carvalho | 0.9038 [0.8254] 0.9036 [0.8120] 0.9037 [0.8017]  0.8841 [0.7979]
General £2 0.0633 [0.0536] 0.0645 [0.0534] 0.0637 [0.0537]  0.0540 [0.0343]

Table 3. Normalized distances for classic [interval] TS forecasting of monthly EUR/USD bid

Naive ETS ARIMA &-NN
Test Hausdorff 0.0372 [0.0359] 0.0372 [0.0440]  0.0523 [0.0338]  0.0201 [0.0200]
Ichino-Yaguchi | 0.0716 [0.0708]  0.0716 [0.0736]  0.0928 [0.0702]  0.0709 [0.0711]
De Carvalho | 0.9628 [0.9279] 0.9628 [0.9195]  0.9685 [0.9199]  0.9535 [0.9204]
General £2 0.0246 [0.0239]  0.0246 [0.0304]  0.0353 [0.0230]  0.0130 [0.0130]

Table 4. Normalized distances for classic [interval] TS forecasting of daily EUR/USD bid

Conclusions: Classic and interval time series forecasting

Table B shows the reduction in error resulting from the use of ITS forecasting methods on aggregated
periods, when compared to aggregated CTS forecasts. The values have been obtained according to the
following equation

. ITs
Redmdszmethode = <1

NDJITS(Mx)

a NDJCTS(MX)> #100% ™

where J belongs to the set {H,IY,DC,General £2} and X belongs to the set {Naive, ETS, ARIMA,
k-NN}. For example, the fifth number in the last column of Table B, 38.2%, is obtained using 0.0562 for
ITS and 0.0910 for CTS, the first couple of values in the last column in Table B. Negative values indicate
an increase in error.

Naive ETS ARIMA  k-NN
Monthly
BRL/USD Hausdorff 19.9% 15.4% 27.2%  -2.6%
Ichino-Yaguchi | 10.4% 16.8% 14.8% 2.5%
De Carvalho 3.3% 10.2% 8.0% 5.7%
General £? 16.7% 155%  24.9%  1.8%
Monthly
EUR,/USD Hausdorff 23.0% 24.5% 22.6% 38.2%
Ichino-Yaguchi | 8.4% 9.8%  11.0% 9.5%
De Carvalho 8.7% 10.1%  11.3% 9.8%
General £? 15.3% 17.2%  15.7% 36.5%
Daily
EUR,/USD Hausdorff 3.5% -183%  35.4% 0.5%
Ichino-Yaguchi | 1.1% -2.8% 24.4% -0.3%
De Carvalho 3.6% 4.5% 5.0% 3.5%
General £2 2.8% -23.6%  34.8%  0.0%

Table 5. Reduction in error in the test period when applying I'TS forescasting methods versus
CTS forecasting methods and then aggregating

Q@ COMPSTAT 2016



312 Forecasting F'T big data using ITS

It appears that ITS forecasting methods are better at predicting than CTS methods and k-NN is one
of the best forecasting strategies when aggregating and handling CTS and ITS. The analyzed time series
look like random walks, then linear methods output forecasts which are mostly flat. In the case of CTS
methods, the aggregated forecasts have a consequently low radius, which results in a large departure from
the actual values. However, since interval methods produce take a radius close to the last observation’s,
it ends up being larger, and closer to the actual values. In the case of the k-NN methods, since a
much larger number of neighbors is necessary to produce a forecast because the observations are not
aggregated, the output forecast tends to present less variations. This in turn increases departures from
actual values, because the radii shrink and the centers do not follow the real centers closely enough. In
the examples examined, aggregation seems to improve results the most when dealing with monthly time
series. As mentioned earlier, interval models improved results from classic methods the most in volatile
environments. Since variations tend to be larger in the scale of months than in the scale of days, this
could explain the phenomenon, particularly in the case of linear forecasts.

5 Concluding remarks

This paper has proposed the SDA approach to tackle Financial Time Big Data (FTBD) by the use of ITS.
In order to forecast ITS extracted from FTBD the kNN method has been proposed. Two alternatives
have been considered with FTBD of two exchange rates (EURUSD and BRLUSD) and two frequencies
(daily and monthly). The first one consists of handling FTBD as CTS and the second one to proceed
with some kind of aggregation in order to get a time series of symbolic data like ITS. The reduction in
error using I'TS instead of CTS suggests that the ITS approach could be a better way to forecast exchange
rates. Further research is required with high frequency trading values and other currencies in different
frequencies. An interesting topic for future research is the performance of other forecasting methods
based on machine learning such as neural networks with FTBD.
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Abstract. Recursive partitioning techniques are established and frequently applied for exploring un-
known structures in complex and possibly high-dimensional data sets. The methods can be used to
detect interactions and nonlinear structures in a data-driven way by recursively splitting the predictor
space to form homogeneous groups of observations. However, while the resulting trees are easy to inter-
pret, they are also known to be potentially unstable. Altering the data slightly can change either the
variables and/or the cutpoints selected for splitting. Moreover, the methods do not provide measures of
confidence for the selected splits and therefore users cannot assess the uncertainty of a given fitted tree.
We present a toolkit of descriptive measures and graphical illustrations based on resampling, that can be
used to assess the stability of the variable and cutpoint selection in recursive partitioning. The summary
measures and graphics available in the toolkit are illustrated using a real world data set and implemented
in the R package stablelearner.

Keywords. Stability, Recursive partitioning, Variable selection, Cutpoint selection, Decision trees

1 Introduction

Recursive partitioning approaches, such as classification and regression trees (CART, [2]), conditional
inference trees [H] or model-based recursive partitioning [7], are widely used for modelling complex and
possibly high-dimensional data sets [[1]. The methods are able to detect high-degree interactions and
nonlinear structures in a data-driven way. Therefore, these methods have been frequently applied in
many scientific disciplines, as well as in many industries for predictive modeling purposes [g].
Nowadays, more complex and more flexible methods exist for predictive learning, that often achieve
a better prediction accuracy (e.g., random forests, boosting, support vector machines, neural networks).
Recursive partitioning, however, is still a popular method in situations where the aim is to infer and
interpret the structure of the underlying process that has generated the data. For this purpose, recursive
partitioning is often favoured over other methods, since the results can be illustrated in the form of
decision trees, which are relatively easy to interpret. Therefore tree-based methods are widely used as
exploratory modeling techniques in many fields, such as social and behavioral sciences (see e.g., [1]).
Recursive partitioning algorithms recursively split the predictor space X € R, to form homogenous
groups of observations. The various algorithms, that have been proposed in the literature, mainly differ
with respect to the criteria for selecting the split variable, choosing the cutpoint and stopping the recursion
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(see [6]). CART, for example, selects the variable and the cutpoint that best unmixes the classes in case
of a classification problem, or that most reduces the squared error loss in case of a regression problem.
Conditional inference trees, on the other hand, perform splitting and stopping based on a statistical
inference procedure.

Despite their popularity, a major drawback of recursive partitioning methods is their instability.
By studying the predictive loss of different regularization techniques, Breiman [3] identified recursive
partitioning (among others) as unstable. It is well known that small changes in the training data can
affect the selection of the split variable and the choice of the cutpoint at any stage in the recursive
procedure, such that the resulting tree can take a very different form [R, [, [2]. Moreover, recursive
partitioning methods do not provide measures of confidence for the results. Therefore, users cannot assess
the degree of certainty for selected variables and cutpoints. Hence, the question remains to what extend
one can rely on the splits in a single tree to draw conclusions.

Previous research has already focussed on assessing the stability of trees from different perspectives
and with different goals (see e.g., [, @, @]). Their methods are commonly based on a measure that is
used to compare the distance (or similarity) between pairs of trees. In [d], for example, a measure of
similarity between trees is proposed to stabilize the selection of the splits in a specific tree algorithm. And
more recently, measures and theory were proposed to detect observations that influence the prediction
or the pruning in CART [0]. While in these approaches the prediction, partitioning and the structure
of the trees are considered separately, they may also be combined in one measure [H]. Thus, while
previous research has focussed on reducing instability, measuring the influence of individual observations
or assessing the distance between trees, we focus on assessing and visualizing two important aspects that
reveal the stability of a tree resulting for a given data set: the variable and the cutpoint selection.

In this paper, we first discuss instability of results from recursive partitioning using a practical
example. In the second part, we present a computational procedure and a number of graphical tools that
support users for assessing the stability of the variable and the cutpoint selection. The proposed methods
are implemented in the software package stablelearner (currently available from https://R-Forge.
R-project.org/projects/stablelearner/|) for the free R system for statistical computing [i0]. By
using a real world data set, the package will be used throughout the article for illustrating the proposed
methods.

2 Instability of trees

To illustrate the instability of trees we have used recursive partitioning to predict the survival of the
passengers during the sinking of the RMS Titanic in 1912 by several passenger characteristics. A complete
passenger list is available online on http://www.encyclopedia-titanica.org/ (accessed on 2016-04-
05). According to the list, 1317 passengers (excluding crew members) were aboard from which 500
survived the sinking. The passenger information, that was used for training the tree, was gender, age,
fare, class (1st, 2nd or 3rd), place of embarkment (B = Belfast, C = Cherbourg, Q = Queenstown, S =
Southampton), number of siblings/spouses aboard (abbreviated as sibsp) and number of parents/children
aboard (abbreviated as parch). The last two features were obtained from an overlapping data set available
on

http://biostat.mc.vanderbilt.edu/wiki/Main/DataSets. The tree was generated using the function
ctree from the partykit package [B] that performs recursive partitioning in a conditional inference
framework in R and is illustrated in the form of a tree in the upper panel of Figure M. In the following, we
will refer to this result as the original tree, since the partitioning was performed on the original passenger
data (as opposed to random samples drawn from the original data set employed subsequently).

Based on a bootstrap sample taken from the original passenger data, we generated a second tree,
which is illustrated in the lower panel of Figure M. The structures of the trees look quite different at
first sight, which suggests a large instability of the tree. However, when looking closer one can identify
variables that were selected in both trees and split at the same or a similar cutpoint. For example, the
numerical variable age was split at 4 and 54 in the original tree and at the values 4 and 36 in the boostrap
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Figure 1. Tree representation of results from recursive partitioning for the RMS Titanic passen-
ger data.
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(a) Tree 1

(c) Partition corresponding to tree 1 (d) Partition corresponding to tree 2

Z2 Z2

0 0.5 1 =1 0 0.5 1 -1

Figure 2. Examples of different tree structures, but equivalent partitions and interpretations.

tree, or the numerical variable fare was split twice in the original tree at 15.02 and 23.05 and at 23.05
in the bootstrap tree. Thus, many splits appeared in both trees, only the order and the cutpoints for
numerical variables were slightly different.

As Turney [I2] elaborates in his work, two trees that are structurally different can be logically
equivalent. This means that two trees can lead to very similar or even the same interpretation although
their structures (in particular the order of the splits) look very different. To illustrate this principle, we
consider two hypothetic trees for a simple classification problem with two classes and a two-dimensional
predictor space. Note however, that the statement also holds for any type of response variable and also
for predictor spaces with more dimensions. Figure B shows two trees (upper row) and representations of
the corresponding partitioning of the feature space (bottom row). In the illustration the predicted class
in each terminal node is indicated by the colors red and green. According to the figures in panel (a)
and (b), the tree structures differ by the split variable in their root node, their path structure and the
sequence of split variables in the paths between the root node and the leafs. Yet, though the two trees
are structurally different, the predictions are equivalent for any point in the predictor space. By mentally
merging the two partitioning representations, it becomes evident that the two trees have identical splits,
that only appear in a different order in the tree representation.

To assess whether a tree is stable or not, it is therefore principally important to investigate the stability
of the splits, rather than the stability of the entire tree structure. From a single tree representation it
is not possible to identify which splits are stable. It is possible, however from an ensemble of trees, e.g.,
generated by resampling from the original data. From the ensemble, the stability of the splits can be
assessed by investigating the variable selection frequency and the cutpoint variability.
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3 Measuring variable selection and cutpoint stability

In the following we will outline what steps are necessary from a conceptual point of view to assess the
stability of variable and cutpoint selection in trees. Subsequently, these steps will be illustrated for a
binary classification tree modeling survival vs. non-survival on the RMS Titanic.

The first step to assess stability is to draw several samples from the original data. The second step is
to compute the descriptive measures and graphics provided in our toolkit over all samples. The options
implemented in the package for generating samples in the first step are bootstrap sampling (sampling
with replacement), subsampling (sampling without replacement), k-fold sample splitting (partitioning
the original data into k equally sized samples), leave-k-out jackknife sampling, or further user-defined
strategies. Since each option has its specific peculiarities, they will likely generate different results. For
the further illustration we will focus on bootstrap sampling, which is most widely used and was chosen as
the default option in the function stabletree() that performs the resampling and extracts the required
information from the ensemble for further analysis:

R> library("stablelearner")

R> data("titanic", package = "stablelearner")

R> m <- ctree(survived ~ gender + age + fare + ordered(class) + embarked +

+ sibsp + parch, data = subset(titanic, class %in)% c("1st", "2nd", "3rd")))
R> s <- stabletree(m, B = 500)

The function stabletree() requires a tree-based model object that either inherits from class party
(like, e.g., the result of ctree() or glmtree()) or can be coerced to it (like, e.g., the results of rpart()
or J48()). Additionally, parallelization can easily be utilized with a convenience option for multicore
computation based on parallel (for platforms that support this).

In the remaining part of this section, descriptive measures and graphical illustrations are introduced
for investigating the stability of the splits, specifically for the variable and the cutpoint selection. First,
the measures will be briefly discussed and then illustrated for the Titanic example.

Variable selection analysis

The aim of the variable selection analysis is to investigate whether variables that are selected for splitting
in the original tree are also consistently selected for splitting in the resampled data sets. Furthermore, it
can be compared how often (on average) a variable is selected within the original tree and the repetitions,
respectively.

The first descriptive measure is simply the relative frequency of selecting variable x; for splitting,
computed over all repetitions in the procedure. Let b =1, ..., B denote the index for the repetitions and
j = 1,...,p the index of the variables considered for partitioning. Further, let S = {s;;} be a binary
matrix, where s;; = 1 if variable z; was selected for splitting in repetition b and 0 otherwise. Then, the
relative variable selection frequency is computed by 100- % Zf:l sp; and is expected to be large (i.e., close
to 100%) for those variables selected in the original tree, if the result is stable. The variable selection
frequency can be illustrated graphically using a barplot() method that generates the barplot depicted
in the left panel of Figure B. The variables depicted on the z-axis are sorted in decreasing order with
respect to their variable selection frequencies (here and in all the following graphical tools). The bars of
variables selected in the original tree are colored in dark gray and the corresponding labels are underlined.
Thus, from the plot we can infer that the variables gender, class, age, fare and sibsp were selected
for splitting in the original tree. The height of the bars corresponds to the variable selection frequency
depicted on the y-axis. The first two bars reach the upper limit of 100%, which means that the variables
gender and class were selected for splitting in each repetition. The variable age, represented by the
third bar, was selected slightly less than 100% (but still very often) over the repetitions. The variables
fare and sibsp, represented by the fourth and the fifth bar, were selected in the original tree, but not as
frequently over all repetitions. This indicates that the splits in those variables in the original tree must
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Figure 3. Graphical variable selection analysis.

be considered less reliable compared to the splits of the variable gender, class and age. The last two
bars represent the variables embarked and parch, which were not selected in the original tree. They were
selected for splitting in less than 50% of the repetitions. This indicates that although those variables
seem to carry some information that is useful for predicting survival, they are not predominant. From a
content perspective one may assume for this example that, over the repetitions, the variables embarked
and parch occasionally acted as a proxy for the other variables in the data set.

The summary () method prints the corresponding table with the variable selection frequency (termed
freq) in the first column for each variable. The second column (headed by an asterisk) indicates whether
the variable was selected for splitting in the original tree:

freq * mean *
gender 1.000 1 1.644 2
ordered(class) 1.000 1 2.578 3
age 0.988 1 2.316 2
fare 0.922 1 1.676 2
sibsp 0.810 1 1.132 1
embarked 0.510 0 0.638 0
parch 0.348 0 0.444 0

(* = original tree)

The third column in the table (termed mean) contains the values of another descriptive measure and
denotes the average count splitting in variable x; per tree. Let C = {cp; } be an integer matrix, where ¢;;
equals the number of times x; was used for splitting in the tree for repetition b. Note that this number
can be greater than one, because the same variable may be used for splitting in different parts of the tree.
The average variable split count is computed by % Zle cp; and is expected to be close to the count of
splitting in variable x; in the original tree. The last column in the table (also headed by an asterisk)
indicates how many times the variable was selected for splitting in the original tree. For example, the
variable gender, was used on average 1.644 times over all repetitions and twice in the original tree. It is
possible, that the variable gender was often split on a higher level (and thus less often used for splitting)
in the repetitions, as compared to the original tree. The reverse may be assumed for the variable age,
which was on average more often used for splitting over the repetitions than it was used for splitting in
the original tree. Similar interpretations follow from the information for the other variables.
Furthermore, we can investigate the combinations of variables selected in the various trees over the
repetitions. This can be illustrated using the function image (). The resulting plot, that is illustrated in
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the right panel of Figure B, is a graphical illustration of the binary matrix S that contains the variable
selections over the repetitions. A fine grid of rectangles is drawn for each element in S, which are colored
dark gray if s;; = 1 and light gray if s;; = 0. The repetitions (illustrated in the y direction) are ordered
such that similar combinations of selected variables are grouped together. The combination of variables
used for splitting in the original tree is marked on the right side of the plot using a thin solid red line.
The area representing the combination is additionally enclosed by two dashed red lines. Notice that this
is also the most frequent combination of variables selected over all repetitions. Repetitions that included
additional variables beyond the combination in the original tree are illustrated below the marked area.
Hence, we can deduce from the illustration that the variables embarked and parch were sometimes
additionally used for splitting. In the replications above the marked area some splitting variables from
the original tree were substituted with other variables.

Cutpoint analysis

The variable selection analysis showed that there are some variables which are consistently used for
splitting, indicating that those variables are more relevant in predicting survival than others. However,
even when the same variables are selected, the splits may still vary with respect to the cutpoints chosen
for splitting. Therefore a further important step in assessing the stability of the splits is the analysis of
the cutpoints, which provides more detailed information about the variability of the splits.

We suggest different graphical illustrations for analyzing the variability of the cutpoints for numerical,
unordered categorical and ordered categorical variables. Using the function plot() these illustrations
can be generated for all variables specified in the model. According to the type of variable the correct
illustration is chosen automatically and the variable names are underlined if the variable was selected for
splitting in the original tree. Figure B illustrates these plots for the variables in the Titanic passenger
data set.

To analyze the cutpoints for ordered categorical variables, we suggest to use a barplot that shows
the frequency of all possible cutpoints. Those are sorted on the z-axis by their natural order that arises
from the ordering of the categories of the variables. Examples are given for the variables class, sibsp
and parch in Figure @. Additionally, the cutpoints chosen in the original tree are marked using a vertical
dashed red line. The number above each line indicates at which level the split occured in the original tree.
For example, the cutpoint between the first and the second class is selected more than 500 times (the
number of repetitions in this example). This means that for some repetitions the split appeared several
times in different positions in the same tree (for example in parallel branches). However, the passengers
were split even more often between the second and the third class. The illustration indicates that the
observations were consistently split by their class affiliation over the repetitions to predict survival of the
passengers. The cutpoint in the variable sibsp, on the other hand, was less stable. Although the variable
was quite frequently selected for splitting, the variable was often split between lower categories over the
repetitions as compared to the original tree. The variable parch, which was not used in the original tree,
was split only few times between the lower categories and can thus be considered as not very relevant.

To analyze the partition for unordered categorical variables (avoiding ambiguities by using the term
“partition” rather than “cutpoint” here), we suggest to use image plots, as illustrated for the variables
gender and embarked in Figure B. When using binary splits, observations with the same categories are
partitioned into the left or the right daughter node. Thus, the categories are assigned to the left or to the
right branch of the split, respectively. For visualizing the partitions over the repetitions, categories that
are directed to the same daughter node are illustrated by the same color. For the variable gender, there
is only one possible split between the two categories Female and Male. The plot illustrates, however,
that this split occurs many times (more than 500) over all repetitions, which underscores the relevance
of the split. The combination of categories that represent a partition as it occurred in the original tree,
is marked on the right side of the plot using a thin solid red line. The area representing the partition is
additionally enclosed by two dashed lines (this is a little hard to see here, because the binary variable
gender only offers one possible partition). Furthermore, the number(s) on the right side of the marking
also represent(s) the level(s) of the corresponding split(s) in the structure of the original tree. The two
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Figure 4. Graphical cutpoint analysis.

numbers on the right side of the illustration for the variable gender in Figure B indicate that gender was
split twice on the second level in the original tree.

The plot becomes more detailed for variables with more than two categories such as the variable
embarked. This variable, however, was not used for splitting in the original tree. Nevertheless it was
used relatively often for splitting over all repetitions. In this illustration the additional color light gray is
used when a category was no more represented by the observations left for partitioning in the particular
node. The partitions over all repetitions are ordered such that equal partitions are grouped together. The
most frequent partitions are [C, Q] versus [S] and [C] versus [B, @, S]. Since passengers from the different
classes tended to embark in different cities (e.g., most third class passengers embarked in Southampton),
the variable embarked may in some repetitions (but not in the original tree) have been used as a proxy
for the variable class in parts of the tree.

To analyze the cutpoints for numerical variables, we suggest to use a histogram, as illustrated for
the variables age and fare. According to the distribution illustrated for the variable age, the cutpoints
selected over the repetitions spread over the complete range of possible cutpoints. Although some cut-
points were selected more frequently than others, there were no unique cutpoints that were selected over

COMPSTAT 2016 Proceedings



Michel Philipp, Achim Zeileis and Carolin Strobl 323

f(x)
T
0 b
T 0 0.5 1z
2 1 1
o ! o !
3 : [S !
[rs) n .
o o 4:
S S 1
< < |
o (=3
S S 4
e ©® L o® |
= ' = i
> ' =1 I
[} ! o
(&) o H O o |
o ' o - |
o ' ! (V) |
g 3 i s |
EEL:H:‘ ﬂﬂm eﬁﬁﬁ&%
o : | T o ]
wmuuum_ufmmwuwm%
00 02 04 06 08 1.0 00 02 04 06 08 1.0

Figure 5. Cutpoint analysis for artificial regression problem.

most repetitions. The selected cutpoints of the variable fare are illustrated on a logarithmic scale in
Figure @, as it makes the picture easier to read. Again, the cutpoints selected over the repetitions spread
over the complete range of possible cutpoints. However, the cutpoints selected in the original tree match
two of three distinct peaks in the histogram and can be considered slightly more stable as compared to
the cutpoints within the variable age.

From a conceptual point of view, the cutpoint pattern reflects the underlying functional shape. Due to
the recursive nature of trees, smooth functions need to be approximated by several splits while piecewise
constant step functions can be described straightforwardly by individual splits (see also [[T]). This
is illustrated in Figure B. The upper left panel illustrates a linear relationship. To approximate this
functional form, a tree algorithm will split the variable several times at different cutpoints. Altering the
data would thus very likely lead to a different cutpoint. For a piecewise constant function like the one
illustrated in the upper right panel of Figure B, on the other hand, the functional form is captured by a
single split, that is relatively easy to detect and will not change much if the data are altered.

To further demonstrate how the cutpoint stability plots can reflect the underlying functional form,
we have simulated 500 observations from the model y = f(z) + € for each of the two functions displayed
in the top row of Figure B. The variable  was sampled from a uniform distribution € [0, 1] and ¢ was
sampled from a standard normal distribution. In the bottom row of Figure B the stability of the cutpoints
for the variable x is illustrated for the two artificial examples. As expected, the identification of a stable
cutpoint failed for the example with the linear relationship (see lower-left panel). In the example with the
piecewise constant relationship, however, the cutpoint at 0.5 was correctly recovered over most repetitions
(see lower-right panel). For the Titanic example illustrated in Figure @ this means that the cutpoints
selected in the original tree for the variable age are rather unstable and should not be overinterpreted
because the underlying functions seems to be smooth rather than piecewise constant. The cutpoints
selected for the variable fare are slightly more stable.

To sum up, the stability analysis of the binary classification tree fitted for the Titanic data revealed
that many splits in the original tree illustrated in Figure M were rather stable, but some parts were
quite variable. First, the splits of the variables gender and class can be considered as important and
stable. Second, the splits of the variable age are ambiguous, although the variable is definitely relevant
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for predicting survival of the passengers. Furthermore, the splits of the variable fare are fairly stable,
but the variable was a few times not selected for splitting over the repetitions. Thus, if the data were
altered slightly, the variable might also had been omitted for splitting in the original tree. And finally,
the split of the variable sibsp is least stable and should not be overinterpreted.

4 Discussion

In this paper we have presented a toolkit of descriptive measures and graphical illustrations that can be
used to investigate the stability of the variable and cutpoint selection in models resulting from recursive
partitioning. It was demonstrated how the tools are used and illustrated how intuitive they are by a
real world data set. The analysis revealed that many aspects of the fitted tree were rather stable, but
some parts were quite variable. Notice that the toolkit is not limited to classification trees, but can also
be used to investigate the stability of regression trees or model-based trees. It was further illustrated
that clear cutpoints from piecewise constant functions in the underlying data generating process, can be
identified using the proposed graphics for the cutpoint analysis.

To acknowledge some limitations associated with the tools it should be mentioned, that they produce
less meaningful results for very large trees with many splits. If the structure of the underlying data
generating process is complex, the sample size or the number of predictors is large, it can become tedious
to interpret a tree. Assessing the variable selection and cutpoint stability of such trees is computationally
very intensive and the result might be unclear. However, the complexity of a tree can be reduced
by modifying the settings (i.e., the pruning rule or the stopping criteria) of the recursive partitioning
algorithm. Furthermore one should always be aware that any resampling scheme can only mimic what
would happen if a new sample could be drawn from the population. And finally, the proposed tools do
not assess the predictive stability of trees, which is another important aspect for their interpretation, as
we briefly saw in Section B. This aspect will be addressed in future research.
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Variable Importance in Clustering
Using Binary Decision Trees
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Abstract. We consider different approaches for assessing variable importance in clustering. We focus on
clustering using binary decision trees, which is a non-parametric top-down hierarchical clustering method
designed for both continuous and nominal data. We suggest a measure of variable importance for this
method similar to the one used in Breiman’s classification and regression trees. We analyze the efficiency
of this score on different data simulation models in presence of noise, and compare it to other classical
variable importance measures.

Keywords. Clustering, decision trees, CUBT, deviance, variable importance, variables ranking

1 Introduction

In most statistical modeling and data analysis tasks, scoring variables is essential. Its most frequent use
is for dimension reduction or feature selection [I?7], in order to reduce the complexity of the models, to
reduce the noise in the data and hence to gain in model accuracy and interpretability. Variables are
generally scored with respect to a model or a specific task.

In supervised learning, variable importance is often related to its correlation or dependence with a
target variable Y. It may be assessed within the model learning process, or once the model is estimated.
The most known approaches are classification and regression trees (CART [8]), random forests (RF, [6])
and support vector machines (SVM, [(0, [5]), where variable importance is strongly related to the model
structure and accuracy.

Unsupervised learning concerns data clustering and density estimation. We consider here only clus-
tering methods which aim to construct a partition of a set of n observations in k clusters, where k is
specified a priori or determined by the method. In clustering, there is a need to determine which variables
are the most important to get an output partition. For example, it can be useful to detect noisy variables
or irrelevant variables for the partition.

Clustering using binary trees (CUBT, [[1]) is a non-parametric top-down hierarchical method designed
for both continuous and nominal data. A decision tree constructed with CUBT can be used to identify
which variables of the dataset are active and take part directly in the growing stage of the tree. However,
although some input variables may be irrelevant for the tree construction, they may be competitive with
the active variables at different splits of the tree. Identifying these variables may be very useful for many
applications.
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An example of CUBT output obtained for the Iris dataset is given in Figure M. Table O gives the
score of variable importance for each input variable. The only active variable (Petal.Length) has the
highest score. The other variables (Sepal.Length, Sepal.Width, Petal.Width) are not active, however
two of them have high scores.

The goal of this paper is to define variable importance for clustering using unsupervised binary trees.
The role of important variables is analyzed and some results about the efficiency of the score of variable
importance are provided. The paper is structured as follows: Section 2 presents some classical methods
to assess variable importance in clustering. Section 3 gives a brief description of CUBT and presents the
method. Section 4 presents the new methodology to assess variable importance in clustering, based on
CUBT. Finally, section 5 presents some experiments and results with different data simulation models
and different clustering methods.

’ Petal.Length < 3.47

yes no

M ‘ Petal.Length < 5.157 ‘

yes no

2 )

Figure 1. Tree structure obtained by CUBT with the Iris dataset. The only active variable is
Petal.Length.

Sepal.Length  Sepal Width Petal.Length Petal Width
3.24 0.14 3.97 3.82

Table 1. The four input variables of the iris dataset with their corresponding importance score.

2 Variable importance in clustering

In this section we present some scoring approaches for variables in the context of clustering. Two of
them are strongly related to the clustering approach, unsupervised random forests (URF) and two-level
variable weighting clustering algorithm TW-k-means (TWKM). A third scoring approach, Laplacian score
(LS), computes a score of variable importance independently from any partitioning model or algorithm.
Finally, we propose an intuitive scoring method, leave-one-variable out (LOVO) adapted for all clustering
methods.

Unsupervised random forests

RF and their variable importance measure are one of the most known and used supervised methods both
for regression and classification. Breiman [d, 8] adapted RF and suggested transforming the clustering
problem into a binary classification problem: The unlabeled data are assigned to the first class. The
second class contains observations generated by independent sampling from the one-dimensional marginal
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distributions of the first class data. The clustering task is thus transformed into a binary classification
problem and variable importance is computed accordingly. The importance of a variable corresponds to
the mean decrease of the Gini criterion at any node split using this variable within all the trees of the
forest. URF are adapted to both continuous and nominal data.

Two-level variable weighting clustering algorithm

The two-level variable weighting clustering algorithm TW-k-means (TWKM) [6] is a weighted subspace
clustering algorithm which can compute weights for the variables in a dataset, that can be used to
assess variable importance. This algorithm is an extension of the entropy weighted k-means clustering
algorithm, which itself is an extension of the k-means algorithm [I3]. First, a set of k starting centers
are randomly selected. Observations are assigned to the nearest centers using a dissimilarity measure.
Then, new centers are updated, based on these new clusters. Weights are computed for each variable
within each cluster, based on the current clustering. The variable weight is inversely proportional to the
sum of the within-cluster variances of the variable in the clusters. Weights are taken into account in the
computation of the dissimilarity measure. The process continues in this way until convergence.

Laplacian score

The Laplacian score (LS) [] is a popular variable ranking index for unsupervised learning. LS assesses
variable importance by evaluating the power of locality preserving of a variable. For each variable, this
score is computed according to proximities between observations in a k-nearest neighbor graph, with the
assumption that two observations are related if they are connected in the graph. A similarity matrix
S between observations is first computed. For each observation, similarities are put to zero for each
observation which is not in the k-nearest neighborhood. Let D = diag(S1) (where 1 is an identity
vector) the diagonal matrix containing for each observation the sum of the similarities to its k-nearest
neighbors. Then Laplacian matrix is defined to be L = D — S, each variable X j, j € {1,...p}, is
”centered” getting:

X'jD1
1'D1
Finally, the LS of the j** variable is computed as follows:

Xj=Xj— 1

X'jLX j
Imp(X ;) = ==—==
X'jDX j
LS assigns highest scores to variables that best respect the graph structure of the nearest neighbor. It is
often used in filter methods for feature selection. In comparison with other classical scores such as data
variance or Fisher score, LS showed best results in terms of efficiency [I¥].

Leave-one-variable-out score

We propose an intuitive scoring method that is adapted to any clustering method. In this approach, we
use the output partition obtained with CUBT, k-means or k-modes to rank the variables according to
a within-cluster heterogeneity based criterion. Each variable is removed one-by-one from the data. For
each removed variable the criterion is computed. The removed variable providing the highest amount
of within-cluster heterogeneity is defined as the most important, and so on. Denote PU) the partition
obtained when omitting variable j from the data and R(PY)) the within-cluster heterogeneity measure
of PU). The importance of variable j is defined as follows:

Imp(X ;) = R(PY)

We denote this method LOVO for leave one variable out. The actual R package CUBT [R] has been
updated to take into account these computations.
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3 Clustering using unsupervised binary trees

CUBT is a clustering method inspired from CART. It defines a set of clusters (a partition) using binary
decision rules over the original variables. The obtained partition is thus interpretable in terms of the
original variables, the obtained tree may be used to simply assign a cluster to new observations. The
algorithm is parallelizable, thus usable for large data sets.

A clustering tree is obtained in three stages. In the growing stage the sample is split recursively
into two subsamples reducing the heterogeneity of the data within the new subsamples according to an
heterogeneity measure. In the second and third stages the maximal tree obtained from the growing stage
is pruned using two different criteria, one for the sibling nodes and the other one for all the terminal
nodes.

In recent works, an extension of CUBT was proposed for both ordinal and nominal data [9], which
uses the Shannon entropy and mutual information. Comparisons with other classical methods using
several data simulation models and real data applications showed that CUBT outperforms most of the
other methods, especially in terms of prediction. Some heuristics were proposed for a fine tuning of the
parameters used in the method.

Notations

Let X € F = Hp 1 supp(j), be a random p-dimensional vector with coordinates X ;, j € {1,...,p}, and

supp(j) is the support of the j b variable, i.e the set of values it can take. We have a set S of n random
observations of X, denoted as X; with i € {1,...,n} and X;; is the i*® observation of the j** component
of X. Similar notations are used with small letters to denote the realizations of these variables: z, x;,
x; and ;5.

Heterogeneity Criteria

For any node ¢ (a subset of S), let n; be the number of observations in ¢, let X®) be the restriction of X
to node ¢, .e X = {X|X € t}. We define R(t), the heterogeneity measure of ¢ for continuous data as
follows:

R(t) = % trace(cov(X®))

_ inet || Xi _Xt H2
n

_ X;
where cov(X®) is the covariance matrix of X® and X, = Zxe Xt

For nominal data, the heterogeneity measure is defined as follows:

R(t) = tmce(MI(X(t)))

:—Z S b o))

J=1 kesupp(j)

where MI(X (®) is the mutual information matrix of X and p( ) |

j of X to take value k within node t.

is the probability for the component

Growing Stage

Initially, the root node of the tree contains all the observations of S. The sample is split recursively
into two disjoint subsamples using binary splits of the form z ; € A;, where j € {1,...,p} and A, is a
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subset of supp(j). For continuous data, A; will be a real interval of the form A; = |inf(supp(j)); a;],
with a; € supp(j).
Thus, a split of a node ¢ into two subnodes t; and ¢, is defined by a pair (j, A;) as follows:

ti={zeFE:z;cAtandt, ={zcE:x; & A}
The best split of ¢ into two sibling nodes ¢; and ¢, is defined by:

argmaz; 4,){A(t, j, A;)}
with A(t,5,.4;) = R(t) — R(t;) — R(t,)

The new subnodes are recursively split, and the growing process may stop when at least one of the
two following criteria is satisfied:

ny < minsize or A(t, j, A;) < mindev x R(S)

where minsize and mindev are fixed thresholds, and R(.S) is the deviance of the entire sample. Once
the algorithm stops, a class label is assigned to each leaf of the maximal tree. A partition of the initial
dataset is obtained, and each leaf from the tree corresponds to a cluster.

Details of both pruning stages of CUBT are described in previous works [, @].

4 Assessing variable importance in CUBT

To define variable importance in CUBT we follow similar ideas used in CART. For that we first define
the surrogate splits for each variable within each node of a tree.

Surrogate splits
Let s be the best split of a node ¢ in the tree T, based on variable j; which splits ¢ into ¢;, and tr. Let
sj = s;(t) be any split of t using any variable j # jo splitting ¢ into ¢} and ;.
The probability for an observation to be sent to the left node for both splits is defined as follows:
Card{ty, Nt
plty ) = Crttie 0}
n

Then, the probability that both splits send an observation to the left node is:
p(t Nty)
p(t)

where p(t) can be estimated by =+, prr(s, s;) is defined equivalently.
The probability that s; predicts well s is:

pLL(375j) =

p(8,8;) = pLL(s,55) + PrR(S, 5))
The surrogate split for s over variable j in node ¢, denoted s;(t) is defined by:
p(s, §;(t)) = max p(s, s;)
S;€S;

where S; is the set of all splits over variable j.
Surrogate splits are used to compute variable importance. They may also be used when predicting
new observations with missing data.
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Variable importance

We define the importance of variable j as follows:

Imp(X.5) = ) Alt,§5(t))
teT
The score of importance is the total loss of deviance induced if each split in the tree T is replaced by
the surrogate split over X ;.

5 Experiments

To test the efficiency of variable importance scoring based on CUBT we use some data simulation models
where the important variables defining the clusters are known. We choose the same simulation models
previously defined in [, 8]. For each of these models we add irrelevant variables using this configuration:
p’ = p irrelevant variables are added.

Simulation models

We consider nine data simulation models. Four models are designed for generating continuous data while
the five remaining are designed for generating nominal data.

M1: 2D-model In this model, we fix k = 4 and X € R? following a multivariate normal distribution
N(w, %), 1€ {1,...,k}, where pu3 = (—1,0), ua = (1,0), 3 = (0,—1) and pg = (0,1), and the covariance
matrix ¥ = diag(c?1), with o = 0.1.

= 10 clusters of observations in R®, having different
multivariate normal distributions N(y;, %), I € 1 : k, with g3 = (1,0,0,0,0), 2 = (0,1,0,0,0),
us = (0,0,1,0,0), uy = (0,0,0,1,0), us = (0,0,0,0,1) and pu; = —p;—5 for i € {6,...,10}. The co-
variance matrix is ¥ = diag(c?1), with o = 0.1.

M2: 5D-model This model generates k
l

M3: Cocentric cluster Model In this model, two cocentric clusters in R?; each cluster has
observations distributed uniformly between two cocentric circles centered in (0,0). The first cluster is
delimited by circles having radius between 50 and 80, the second by circles of radius from 200 to 230.

M4: High-dimensional Model In this model, three clusters in R normally distributed p; =
(—=1,...,—1), g2 = (0, ...,0) and uz = (1, ...,1), and the covariance matrix is ¥ = diag(c?1), with o = 0.01.

M5: Linear combination (LC) Model In this model, each variable X ;, j € {1,....,p =9}
has m = 5 levels. We define k = 3 clusters, each characterized by a high frequency of one level. For
observations from cluster 1, P(X ; = 1) = ¢, and a uniform probability is used for the other levels 1.e,
PX;=1)= % for [ # 1. For clusters 2 and 3, the frequent levels are 3 and 5, respectively, using the
same probabilities. We fix ¢ = 0.8.

M6: Tree Model 1 We use here a tree structure model. We fix the dimension p = 3 and the number
of groups k = 4. Each variable X ;, j € {1,...,p}, has m = 4 levels, X ; € {1,2,3,4}. Clusters are defined
as follows:

e (C1: z; and z9 have odd levels, and x3 is arbitrary

e ('2: x7 has odd levels, x5 has even levels, and x3 is arbitrary
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e (3: z1 has even levels, x3 has odd levels, and x4 is arbitrary
e (C4: z1 and z3 have even levels, and x5 is arbitrary

This model produces clusters that are expected to be easily found by CUBT, as each cluster is
characterized by some levels of each variable. However, as these levels are uniformly distributed, their
contribution to the entropy is high, making the optimal splits difficult to retrieve.

MT: Tree Model 2 We use the same tree structure model. As in the previous case, we fix p = 3 and
the number of groups k = 4. Here, each variable X ;, j € {1, ..., p}, has m = 4 levels. The only difference
is that variable levels are not uniformly distributed in each cluster. Here, we consider a parameter py that
controls the non-uniformity of the distribution of levels. In our experiments, we fix pg = 0.8. Clusters
are defined as follows:

e C1: 7 and x5 have odd levels with P(x; = 1) = P(z2 = 1) = pg, and x3 is arbitrary
e C2: z7 has odd levels, x5 has even levels with P(zq = 1) = P(x9 = 2) = pg, and z3 is arbitrary
e (C3: 11 has even levels, z3 has odd levels with P(zq = 2) = P(xz3 = 1) = pg, and x5 is arbitrary

e C4: zy and z3 have even levels with P(z = 2) = P(z3 = 2) = po, and x5 is arbitrary

MS8: Nominal IRT-based model We use here an item response theory (IRT) model designed for
nominal data. We fix the dimension p = 9 and the number of groups k£ = 3. Each variable has m; =5
levels. We now suppose that variables are representing multiple-choice items. The nominal response
model [Z] (NRM) can address nominal data. It is a specialization of the general model for multinomial
response relations and is defined as follows:

Let 6 be a level of latent ability underlying the response to the items. The probability that a subject
of ability @ responds category k for item j is given by

_ explz, (0)
Sony exp(zjn(0))

where 2, (0) = ¢jn + a;pf with h = 1,2,...,k;,...,m;, 0 is a latent trait, and ¢;, and aj, are item
parameters associated with the h-th category of item j. We generate random datasets using the NRM
by simulating latent trait values for the four groups. For ¢ € {1, 2,3}, we simulate a vector of latent trait
values for each group c using N (e, 0?), p = (=3,—1,1,3) and 02 = 0.2. For j € {1,...,p}, the values of
¢;n range uniformly between -2 and 2 while ¢;;, are distributed as N(1,0.1). Simulations are performed
using the NRM.sim function of the mcIRT package [I6] with R.

\I/jkj (0)

M9: IRT-based Model We use again IRT models. These models allow us to assess the probability
of observing a level for each variable given a latent trait level. The latent trait is an unobservable
continuous variable that defines the individual’s ability, measured by the observed variables. In the IRT
framework, the variables called items are ordinal. The observations can be either binary or polytomous.
Here, we introduce a polytomous IRT model to generate data in a probabilistic way. The generalized
partial credit model [[d] (GPCM) is an IRT model that can address ordinal data. It is an extension of
the 2-parameter logistic model for dichotomous data. The model is defined as follows:

exp o (0 — Bjr)
Sy exp Yo ;0 — Bik)

where 6 is the latent trait and 6; represents the latent trait level of individual i. fj; is a difficulty
threshold parameter for the category k of the item j. For j € {1,...,p}, 8; is a vector of dimension m — 1.
«yj is a discrimination parameter represented by a scalar. We generate random datasets using the GPCM
by simulating latent trait values for the three groups. For ¢ € {1, 2,3}, we simulate a vector of latent trait

pjz(0) = P(Xij = 2]0) =

Q@ COMPSTAT 2016



334 Variable Importance in CUBT

values for each class ¢ using N (¢, 0?), p = (—3,0,3) and 0% = 0.2. For j € {1,...,p}, o  is distributed
as N(1,0.1), and B; is a vector of ordered values that range uniformly between -2 and 2. Simulations are
performed using the rmvordlogis function of the ltm package [T7] with R.

Adding noise to the simulated datasets

We propose here a way to add some noise variables to our different datasets generated by models presented
above. Let p be the initial number of variables for each model. We define p’ the number of noise variables,
we fix p’ = p.

For continuous models M1 to M4, we simulate %/ variables following the normal distribution N (0, %),
where 09 = minjcyy, . ») 05 is the minimum standard deviation observed in the initial set of important

4
For nominal simulation models M5 to M9, for each of the p relevant variables in the model, we generate
r corresponding irrelevant variables as follows: if the original variable has m levels, its corresponding noise
variable has the distribution (p1, ..., pm) over the same support where p; = 0.8 and p; = % for j #1

m
and level [ is chosen arbitrarily.

variables. The remaining % variables follow the uniform distribution U (—UO\/g 00 \/g ).

Results

For each simulation model, we vary the sample size using n = 100, 300 and 500, and we run 100 replicates
computing importance scores from the following methods: CUBT, URF, LOVO-cubt, LOVO-km, TWKM
and LS. For both continuous and nominal models, clusters are equally sized. For CUBT, the score of
variable importance is computed from the optimal clustering tree obtained after both the pruning stages
of the method.

To assess the efficiency of each scoring method, we compute the proportion of true important variables
appearing in top p highest score variables. This index is similar to a true positive rate (TPR). Highest
values correspond to a highest ability to detect important variables. When it is far from 100% it may be
interesting to see how are scored the "undetected” true important variables. We report also the highest
rank (HR) among the ranks of the p true important variables. These two indices are averaged over the
100 replicates.

Table B provides the results for all the models and all the methods. It gives the TPR together with
the HR (between parentheses). For continuous data (models M1 to M4), LOVO-km uses k-means, and
for the other models it uses k-modes.

In terms of top p ranking, CUBT, with a TPR greater than 90%, is always one of the two best
performing methods, for all models, for all sample sizes. For continuous models (M1 to M4), URF shows
poor results, that are worse when increasing the sample size. This is not the case for TWKM and LS,
whose results remain stable or are better when increasing this parameter, but they are still unsatisfactory.
CUBT is often placed equal with both LOVO approaches in model M1 (and model 4 for LOVO-cubt) and
with TWKM in model M4 with n = 300. For nominal models (M5 to M9), CUBT is often placed equal
with URF. The two methods have a TPR greater than 90%, and outperform the LOVO approaches. The
results according to the HR are complementary with those already exposed (higher proportions induce
lower ranks).

6 Conclusion

We have presented a new method to assess variable importance within Clustering using binary decision
trees. We have compared this approach to other classical scoring methods over several data simulation
models, in presence of noise. CUBT Variable Importance score was the best performing method in these
experiments. More experiments may be undertaken to analyze the efficiency of the presented scores with
respect to correlation or redundancy between the variables.
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Model n ‘ CUBT URF LOVO-cubt LOVO-km  TWKM LS

M1 100 | 100(2)  28(4) 100(2) 100(2) 23(4) 0(4)
p=2 300 | 100(2)  19(4) 100(2) 100(2) 56(3) 0(4)
500 | 100(2)  14(4) 100(2) 100(2) 56(3) 0(4)
M2 100 | 97(5) 57(8) 89(6) 94(6) 35(9) 20(9)
p=5 300| 100(5)  58(8) 86(6) 96(6) 72(8) 20(9)
500 | 100(5)  57(8) 85(6) 95(6) 90(6) 20(9)
M3 100 | 98(2) 34(4) 40(3) 78(3) 50(3) 58(3)
p=2 300 | 100(2)  13(4) 39(3) 74(3) 50(3) 60(3)
500 | 100(2) 4(4) 86(2) 75(3) 50(4) 50(3)
M4 100 | 100(50)  1(100) 100(50) 71(98) 69(70)  0(100)
p=50 300 | 100(50)  0(100) 100(50) 70(98) 100(50)  0(100)
500 | 100(50)  0(100) 100(50) 74(98) 81(60)  0(100)
M5 100 | 100(9)  98(9) 56(16) 84(14) - -
p=9 300 | 100(9) 100(9) 44(18) 89(13) - -
500 | 100(9)  100(9) 49(17) 82(13) - -
M6 100 | 100(3)  100(3) 33(6) 60(4) - -
p=3 300| 100(3) 100(3) 27(6) 20(6) - -
500 | 100(3)  100(3) 27(6) 20(6) - -
M7 100 | 100(3)  100(3) 20(6) 53(5) - -
p=3 300| 100(3) 100(3) 60(5) 67(4) - -
500 | 100(3)  100(3) 60(5) 47(6) - -
M8 100 | 91(11)  98(9) 62(14) 47(17) - -
p=9 300 | 98(9) 98(9) 56(18) 44(18) - -
500 | 96(10)  100(9) 47(17) 49(16) - -
M9 100 | 100(9)  96(9) 53(14) 67(14) - _
p=9 300 | 100(9)  98(9) 49(16) 58(17) - -
500 | 100(9)  93(10) 56(16) 62(15) - -

Table 2. True positive rate (TPR) for each simulation model and each method. Values in
parentheses represent the highest rank (HR) among the ranks of the p true important variables.
Bold values correspond to the best performing method(s). p is the number of true important
variables.
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Future work will analyze the stability of this score with respect to the data and to the tuning
parameters of CUBT. The use of our score for feature selection in clustering is also under study.
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Abstract. This paper is a report about the research which was gathered on how the classified class
of the questions keywords included in the text-based is changing in terms of time. As for the research
background, after the accident of TEPCO’s Fukushima Daiichi Nuclear Power Station in March 2011, a
lot of information about the keyword relating to the radiation has been taken up in the media, and a
group of people who receives the media has been becoming uneasy and dissatisfied about the information.
To solve this issue, the Japan Health Physics Society started a website of questions and answers which
related radiation (radiation QA). Within this, the experts have been answering towards the questions
that the people asked (mainly the people in metropolitan area and the Fukushima prefecture). The goal
for this research is to hold a comparative verification by checking against one another of the various
happenings that occurred after the incident with the related keywords of radiation, and also the groups
the keyword belongs to, of time alongside with how the transitions were made, using the text data which
is open to public on the radiation QA.

Keywords. Classification,Text mining,Time series

1 Introduction

Recently, the applied study on text data is carried out in various fields. This study focused on the text
data which was related radiation. We tried to find out how the changes of the results of text mining
are. In this paper we target the text data of web site of questions and answers which related radiation
(radiation QA).

As for the research background, after the accident of TEPCQO’s Fukushima Daiichi Nuclear Power
Station in March 2011, a lot of information about the keyword relating to the radiation has been taken
up in the media, and a group of people who receives the media has been becoming uneasy and dissatisfied
about the information.

To solve this issue, the Japan Health Physics Society (JHPS) [1] started a website of questions and
answers which related radiation. Within this, the experts have been answering towards the questions
that the people asked (mainly the people in metropolitan area and the Fukushima prefecture).
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Furthermore, to apply for visualization for the result of text data, there are some previous studies.
For example, for the application of association rules [2] used a three-dimensional display with interactions.
However, it has not been fully discussed for the interactions for time series changes. Therefore, we tried
the application using the shiny packages of R to apply the results of text mining and check the time series
changes of the results.

2 Data and keywords of groups

Data

Radiation QA has 1870 records that include radiation related questions from private citizens and answers
of these questions from expert. The records also include variables; published date of asked questions from
March of 2011 to March of 2013, types of questions and characteristics of questioner such as address,
age groups, occupations and sex. In this study we only used the date and the text of questions to text
mining. For example of question there is a text as follows:

”Please tell me about the prevention of the radiation exposure.”

Keywords of groups

We set 93 keywords and divide into four groups; Administration, Physics, Medical care and Health and
Environment. The groups of the keywords are as follows

e Administration (Gyosei in Japanese) (26 words):

— Evacuation, conduct, caution, plan, instructions, warning, message, guidance, decontami-
nation, temporary housing, regulation (value), standard (value), tentativeness, inspection,
Ministry of Health, Labor and Welfare, Ministry of Economy, Trade and Industry, Ministry
of Agriculture, Forestry and Fisheries, administration, prefectures, cabinet, Ministry of In-
ternal Affairs and Communications, the Fire and Disaster Management Agency, Center(a
principal place).

e Physics (Butsuri in Japanese)(14 words):

— Radiation (quantity), Sievert (Sv), Becquerel (Bq), estimate, collapse, the measurement
(quantity of measurement, measuring instrument), iodine, cesium, gamma ray, density, nu-
clide, effective, standard (value), material

e Medical care, Health (Iryo in Japanese)(30 words):

— Thing (something to eat, food), internal exposure, eating and drinking, pregnancy, preg-
nant woman, sterility, health damage, disease, treatment, medicine, water, marine products,
mushroom, edible wild plant, milk, water purifier, thyroid gland, examination, fish, nursery
school, school, mother (child), the toxicity, bath, vegetables, faucet, sight, hearing, the sense
of touch, taste, sense of smell

e Environment (Kankyo in Japanese)(23 words):
— Water, timber, tree (wood), the outskirts, the outdoors, wall (surface), the sea, the forest,

domestic animals (cow, pig), wild bird, car, the atmosphere, rain, wind, dust, mud, acorn,
camping, the soil, composure, pesticide, air, radon
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3 Methods

Text mining

In Japanese text words are not separated by blanks, therefore we have to split words from text data. As
a method of the analysis, we used the Text Mining Studio of the NTT DATA Mathematical Systems Inc.
We used all text data to summarize monthly by all words not only the keywords that we set in section
two but also other every words included in all text.

Figure 1 shows area chart that indicate monthly frequencies of top ten appearing words; radioactive,
material, influence, radiation, value, dose, think, amount, cesium and high. In the figure there are two
peaks; from April to June of 2011 and from November of 2011 to January of 2012. Frequent words of
these peaks are radioactive, material, cesium and high.
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e material
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Figure 1. Frequencies of top ten appearing words; radioactive, material, influence, radiation,
value, dose, think, amount, cesium and high

Figure 2 shows area chart that indicate degree of increases of top 20 appearing words; reference 2,
reference 1, 2011, state, new ref. value, H. 24, order, food, ingredient, report, receive, 100Bq/kg, Tochigi
Pref., hide, gene, 3 times, 1 Bq dose, boundary, ref. 1 and rare. In figure 2 there are three peaks; from
December of 2011 to February of 2012, from June to August of 2012 and from October to November of
2012. The increased words in the first peaks are meal, food and ingredient that correspond to concerns
of food. While the increased words in the second peaks are 100 Bq/kg and boundary that correspond
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to the period when new standard of dose of radiation were started. The third peaks are not important
because these frequencies are not so high.
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Figure 2. Degree of increases of top 20 appearing words

Shiny application

We also used the text data of radiation QA to restructure the data to text-word matrix with elements
Gdmwg Where if the text of day d of month m have a word w of group g then agmwy = 1, else agmuwg = 0.
Then we calculate the mean values within groups of keywords as follows.

n
1 g

bdmg = — § Admwg
Ng w=1

where n4 is the number of keywords in group g.
Then we calculate the mean values of months as follows.

M
1
Cmg = —— E bdmg
Tm =

where n,, is the number of days in month m.
For the total frequencies of all groups, we also calculate count values of agmwg as b
follows.

/ /
dmg and Cp, g as

Ng
/ _
dmg — admwg
w=1
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Then we calculate the count values of months as follows.

Nm

/o E
Cmg = bdmg
d=1

mg» We draw line chart of ¢;4(g = 1,2, 3,4) and bar chart of ¢/, for the interest

To visualise ¢, and ¢, ,

group g.

To add interactive control we apply R package shiny for the graphs. Figure 3 shows the application
of the graphs. The top figure shows four line charts which corresponds to four groups. The bottom figure
shows bar chart of which user select the group from top left select menu.
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Figure 3. Shiny application of the results of text mining

To detect spatial transition, we also add the variable of address (prefecture) where the question were
asked, and then we also apply shiny applications as well as the line charts and bar chart.

Figure 4 shows application window which user are selecting month from menu. Figure 5 corresponds
choropleth map of selected month with selected group from the menu of figure 4. In figure 5 there is also
the table of the mean rate value of every month with every group.

4 Concluding remarks and future studies

Looking over the monthly results that were analyzed for every group of the keyword for the first 3
months after the radiation QA was explained, every groups questions and keyword frequency was high.
The groups frequency of the keyword became low in the next three months. However, half a year later in
the environmental group, a year later in the administrative group and also the physics group had spiked
(the part that frequency increased rapidly), and the frequency of the health group rose at the end of the
period.

We also applied shiny package to interactive control to graphs. This is for the user especially an
ordinal person who interest in the result of text ming.

JHPS tweeted in twitter at the same time of replying the questions, and many people reacted to the
tweets. As for the future studies, the tweets will be retrieved, and we are planning to analyze about the

Q@ COMPSTAT 2016



344 Short Time series changes of the categorical data for radiation QA

) rstudio - X
] Open in Browser | (& ‘5 Publish ~

~

Time Series and Spatial(Prefecture)

Group: Month:
Gyosei v [ 201103 - ‘
2011-03 i
A 2011-04
oo E\\\ 2011-05
2omm A\ N\ 2011-06
B ‘-=§: 2011-07 /\M
. - 011-08 w ;( >‘
2011-09
201407 aN44 40 ——— widn

time

Gyosekl c
E

20114130114)4201141501maouomnmzmmmu 12011-12011-12012-02012-02012-02012-02012-02012-0€012-02012-02012-09012-12012-12012-12013-02013-02
month

A ,

Figure 4. Shiny application which user are selecting Month from menu

expanse including the number of retweeting and also to examine the connection with the text data of
radiation QA.

COMPSTAT 2016 Proceedings



Takafumi Kubota, Hitoshi Fujimiya and Hiroyuki A. Torii

@ studio

&1 | Open in Browser

10

month

2011-03
2011-04
2011-05
2011-06
2011-07
2011-08
2011-09
2011-10
2011-11

2011-12

Gyosei_mean Butsuri_mean Iryo_mean Kankyo_mean Gyosei_c Butsuri_c Iryo_c Kankyo_c

0.
0.

0.

Figure 5. The results of choropleth map and table

09

06

05

.04

.04

.04

.03

.04

.03

.03

0.

0.

0.

08

0.
0.

0.

Q@ COMPSTAT 2016

07

04

03

.04

.03

.03

.03

.03

.03

.03

0.

0.

0.

07

04

03

.03

.03

.03

.02

.04

.03

.02

20

87

49

41

19

18

24

9

34

26

18

69

49

57

25

21

31

6

33

33

8

20

21

29

19

13

13

6

30

25

345

X

‘- Publish ~






Bibliography

[1] The Japan Health Physics Society (2014), Ezpert’s Answers: Living of radiation @ and A (In
Japanese), URL: http://warp.da.ndl.go.jp/info:ndlip/pid/8699165 /radi-info.com/ (2016-04-30)

[2] Pak Chung Wong, Paul Whitney, Jim Thomas (1999), Visualizing Association Rules for Text Min-
ing,Proceedings of Information Visualization, 1999. (Info Vis ’99).

347
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Abstract. Recently, non-normal distribution functions have been developed to model more precisely and
richly the behavior of time series of data. Here, we aim at developing a times series model that describes,
by mixing Gaussian distributions, the evolution of each statistical moment up to the third order - mean,
variance and skewness. To each instant of time and to each moment an ARMA law of evolution is applied
and the estimation of the model is done by optimizing a quasi likelihood function that depends on the
ARMA coefficients of the three moments. Thus, the method of moments for gaussian mixtures is used to
obtain a probability density function which has the desired instantaneous moments. Employing Newton’s
Method and Nelder-Mead optimization procedures to estimate the model, an empirical analysis is done
studying the model’s performance and consistency using a synthetic time series.

Keywords. Time Series, Skewness, Method of Moments, Gaussian Mixture, GARCH

1 Introduction

The observation of a system evolving over time led to the development of various methods for modeling,
analyzing and forecasting such set of samples, called a time series. One of the most widely used techniques
exploits the natural intuition that the future can be explained based on the present value of the system and
the values observed in the recent past. The formalization of this idea led to the Box-Jenkins method [4],
which establishes the use of autoregressive linear models and moving average (ARMA) for modeling and
prediction of the behavior of the time series associated with the system. Currently, this approach is used
in many areas of science, such as economics, ecology, meteorology, speech recognition and tomography
o).

The classical linear models, viz., AR, MA and ARMA, are based on the assumption that the errors (e;)
involved are i.i.d. and have a Gaussian distribution with zero mean and a constant variance. However, this
hypothesis, concentrated only on the average value of the system, can be very restrictive and less suitable
for modeling real time series, such as those related to financial assets [[7]. Therefore, it was necessary to
consider also the possibility of dynamical variations in the probability density function (PDF) underlying
the observations. This perspective has led to more flexible models, such as the heteroskedastic models,
in which the variance of the PDF that generates the sample changes with time (GARCH, [B]). More
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specifically, the GARCH [3] considers that the variance of the errors has a ARMA evolution itself, given
by 02 = ap + Zle wiaf_i + Zgzl ’yief_i and €; = 0y2¢, where z; ~ N(0,1).

Although the GARCH [3] model certainly represents an improvement towards a more adequate mod-
elling of the considered random phenomenon, the use of additional higher-order moments can potentially
bring additional flexibility to the statistical model. Thus, Harvey et al. [I[Z] analyzed the performance
of a model that not only considers an ARMA process for the variance, but also for the third moment
of the distribution, the so-called skewness E((z — u)®). The approach of Brooks et al. [8] goes further
and assumes that the fourth moment, i.e., the kurtosis E((x — u)*), is also time-variant and follows an
ARMA model. Finally, Jondeau et al. [I5] encompassed both ideas and considered an ARMA evolution
for all moments up to the fourth order.

Another perspective that aims at making the GARCH model [3] more precise when dealing with
non-normal time series consists in using mixtures of distributions. One example that exploits this idea
is known as Finite Mixtures Markov Switching Model [9], [6]. Additionally, Haas [, @, 0] proposed a
model in which the error PDF is generated by a mixture of normal distributions, and the variance of each
distribution evolves according to a different ARMA process.

The strategy of modeling time series by resorting to higher-order moments and/or by using non-
normal distributions is particularly relevant in the context of exchange rate finance [, I3] and risk
analysis VaR [6]. Within the framework of risk analysis, an accurate estimate of the underlying distri-
bution time series is absolutely crucial, e.g., in calculating the maximum loss when one of the worst 5%
cases occurs, that is, calculating the VaRs, which emphasizes the benefits of models associated with more
flexible PDF's, such as those based on mixtures of distributions [I6].

This paper explores the idea of analyzing the samples of a time series as taken from a time-variant
non-normal distribution. In particular, we propose to describe the evolution of the underlying PDF in
terms of the variation of its first three moments, each of them being represented by an ARMA model,
whose optimum parameters are obtained with the aid of a quasi-maximum likelihood estimator.

Additionally, the PDF of the samples shall be represented as a mixture of Gaussian functions, whose
parameters — the individual means, variances and weights — are selected via the method of moments,
assuring that the PDF attains the desired values for the first three moments.

In this work, we initially study the characteristics and the performance of the proposed model in
the context of a case study involving a synthetic non-stationary time series. The obtained results, albeit
preliminary, indicate the flexibility of the model as well as motivate further investigations concerning the
approximation capability of the model and/or extensions to the proposed method.

This paper is organized as follows. Section B describes the proposed method, indicating how to select
the parameters of the mixture of distributions (Gaussians) in order that the first three moments present
specific values. Then, in section B, based on an approach of quasi-maximum likelihood, we present a
strategy to estimate the optimum parameters of the ARMA model associated with each moment. Then,
in Section B, the proposed model is analyzed in the context of a synthetic non-stationary time series
and some preliminary observations are presented. Finally, Section B concludes the paper and provides
perspectives for further research.

2 Proposed Model

In this work, our aim is to conceive a mathematical model that may be able to follow the variation of the
probability distribution associated with the observations of a random dynamical system. In this sense,
we propose to extend the works of Harvey, Brooks and Jondeau [I2, B, 5] by defining a general model
that explicitly considers the dynamic variations of higher-order moments of the error distribution.

The proposed model represents the time evolution of each statistical moment according to an ARMA
process and describes the underlying PDF of the data observed as a mixture of Gaussians, whose param-
eters — mean, variance and weights — vary with the time and are obtained so that the moments of the
actual PDF reach the exact values generated by the ARMA process. In the following sections, we present
the main aspects of the proposed model, called Multimomental ARMA model. Our initial effort shall
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consider only the variation of the moments up to the third order, but we intend to extend this method
for more higher-order moments in future works.

Method of Moments Applied to Gaussian Mixtures

In order to explore the information present in the statistical moments up to the third order, it is necessary
to deal with a class of distributions whose mathematical expression of the PDF takes into account the
knowledge of such moments. In this work, we shall use the Gaussian mixture model to represent the PDF
and employ the approach based on moments [IR] to obtain the parameters of the mixture. According to
this method, if it is established a set of centralized moments m, msy, mg of a distribution F, then it is
possible to calculate the values of 71, w1, po of the mixture such that

F(z) = mG(x, p1,0) + (1 — m)G(x, p2,0)

1 —(z —p)?
G(z,p,0) = \/% exp ((Z(ﬂu))
Ep(X') =
Er((X - ml) ) =mg
Ep((X —m1)?) =m3

Making use of the definition of F'(x), we determine the desired moments from those of the mixture
distribution:
my = mipn + (1 — 1) pe
my = mipf + (1 —m)us —mi +o°
msg = mui’ + (1 —m)p ;’ — 3mimsg — m1 +30%my

As demonstrated by [IR], we can define three variables @1, Q2, Q3 that will help the deduction of
parameters [;.

Qr=mip1 + (1 —m)pe =my
Q2 = mpi + (1 —m)us = mg +mj —o?
Qg :7'(1[14?4’ ,Ug’ :m3+3m1m2 +m‘f 7302777,1

(
(]. 771'1)
(

Then, as shown in [I8], Equation (@) can be used to calculate the value of u;, i =1, 2.

1 @ 1
Q1 Q2 pi| =0 <= (Q2— Q)2+ (Q3 — Q1Q2)ui + (Q1Q3 — Q) =0 (1)
Q2 Qs /~%2

Although it is not trivial to deduce this equation, we can check its validity by replacing the values of
Q; in (O), confirming that, in fact, solutions are u;, i = 1,2. We also emphasize that the above equation
has an exact solution by the formula of Bhaskara. However, to ensure the existence of two roots, we need
that (Q2 — Q%) >0 < mg — 02 > 0.

Therefore, we define a new fixed parameter A € (0.1) such that 02 = Amg, thereby ensuring the afore-
mentioned inequality. Hence, after calculating the values u;, i = 1,2, we can determine the parameters

Uy by the fOHOWng expression:
|: 1 1 :| |:711:| |: 1 :|
M1 2 T2 Ql

So, we obtained the set of PDF parameters, namely w1, p1, p2, o, which guarantee the equality
between the moments of F'(x) and the desired values mq,ms and mg. Futhermore the mixture distribution
with the parameters (w1, u1, 42, 0) is uniquely determined using the moments (mi,me, m3) (Theorem
2A(b) from [I7)).
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Multimomental ARMA Model

In this paper, the proposed model assumes that the system value z; was generated by non-stationary
distribution which is a mixture of gaussian distributions and depends on the time varying moments up
to the third order.

zp o~ F (5ma(t), ma(t), ma(t)) = m)G (- po(t), o(t)) + (L= m ()G (-, pa(t), o(t)) (2)

And to determine 71 (t), po(t), p1(t) and o(t) we use the method of moments described in the section B
above. And although it is possible to adopt a nonlinear law to describe the evolution of the moments, let
us assume, for simplicity, linearity of the evolution of each moment and error, as shown by the following
equations:

e(t) =z — my(t) (3)
t)=a;+ ibg”ml(t —i)+ i:cg.”e(t —§) +e(t), mi(t) = B(z|Fer) (4)

—a2+2b( maf(t +Zc2) t— )2, ma(t) = B(&|F_1) (5)

ma(t) = az + Zb<3>m3 )+ Zc(‘” t—35)%, ma(t) = B(€})|Fi-1) (6)
=1
9 = <a’17b(1)7' 7b1(01)7 7 .9 ‘(81)7 7652)7 7b7("§)5 g )a "'acg§)5a3ab( )7 . aby(ni)acg?))a . acgi)) (7)

At each time t = 1,...,T, the error of the model is represented by €(t). For orders h = 1,2,3,
the coefficient ap, is the constant parameter around which the h-order moment my,(t) oscilates. The
parameters bgh), ey bﬁ’? are the ARMA parameters which relates the value of the moment of order h
at time ¢, represented as my(t), with its values my(t — i) up to 7, instants in the past. Similarly, the
parameters cgh)7 . cg ,) determine how the h-moment at time ¢, my,(t), depends on the value of the error
raised to the power h, e(t — j)", up to s;, instants in the past.

The estimation of the parameter vector 6 will be based on the principle of quasi-maximum likelihood
(QML). The method of the original maximum likelihood considers that the vector of optimal parameters
is the one for which the joint PDF of the observations x;, t = 1,...,T, given 6, is maximum. Intuitively,
the higher the value of this joint PDF using a parameter vector 6, the greater the probability that 6 is,
in fact, the parameter vector giving rise to the observed data.

When the sequence of observations is i.i.d., the joint conditional PDF can be factored as the product of
the conditional distributions. However, in our model, there is a clear dependency within the sampled
variables (x¢,¢—1,...), which means that the joint distribution cannot be factored. Nevertheless, we
will use the product of conditional distributions as an approximation of the joint PDF, resulting in an
approximate likelihood function for estimating the optimum parameter vector. This approach is known as
quasi-maximum likelihood estimation, which, under some assumptions, is consistent and asymptotically
normal.

At each time ¢ this conditional PDF, represented as f(t,0, ), is the distribution B applied to value of the
system x;.

F(&,0,2) = F (xe;mq(t), ma(t), ms(t)) (8)

This conditional PDF f(t, 6, A) measures how probable the value x; of the system was generated by a
PDF whose moments are m;(t), ma(t), ms(t). The bigger is the probability f(¢,6, A) then the bigger is
the probability that the system parameter vector is #. Thus, the quasi-likelihood function of our model
is given by:
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L0,)) =[] £(t.0,))

t=1

More specifically, we will deal with the logarithm of the quasi-likelihood function:
T
1(6,7) =) log(f(t,6,))) (9)
t=1

Optimization Methods

The optimum coefficient values of the Multimomental ARMA model are obtained by maximizing the
quasi-likelihood function. To solve this optimization problem, we shall use the Newton’s method with
random initial parameters, which explores the information from the first and second-order derivatives of
the function to be optimized to search the optimum point.

The parameter vector that maximizes the function 1(6,\) corresponds to the limit of 8 with k& — oo
where 6, is calculated by:

92 )
Opt1 =0k — [3939(91@)} %(91& (10)

Generally, the quasi-likelihood function is multimodal, which means that the Newton’s method, de-
pending on the initial condition, can converge to one of the local optima. Therefore, it is common to
consider a set of several different initializations to Newton’s method, being the final solution the one that
reaches the maximum value of the objective function. The main steps of Newton’s method are described
in 2.

Algorithm 2.1 QML Estimation by Newton’s Method
Input: time series x;, initial parameters 6y, finalization tolerance tol and maximum number of
iterations max_it

Step1 k=0

Step 2.1 WHILE {k < max_it and size_step > tol} DO
Step 2.2 Compute 011 from 6 by eq. @M

Step 2.3 size_step = ||0py1 — Oi?

Step 2.4 k=k+1

Step 3 afmal = Gk*

The possibility of obtaining a set of parameters suboptimal for the Multimomental ARMA model
may compromise the analysis of its behavior, since, if we observe an imprecise approximation of the time
series considered, this may be a consequence of both the limitation of the model — i.e., it is not flexible
enough to model that type of random phenomenon — and of the solution found to its parameters. In the
latter case, although there was sufficient approximation capability, it has not been adequately explored
due to the fact that the optimization process was not capable of reaching the correct optimum solution
for the model.
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Therefore, we will also study the behavior and performance of the Multimomental ARMA model
when its parameters are adjusted, in the sense of quasi-maximum likelihood, with the aid of Nelder-Mead
search heuristic [I9].

3 Empirical Analysis: a Case Study

In order to assess the behavior of the proposed model, we shall study its performance in the context
of a synthetic time series. The set of observations is constructed from the use of the first three mo-
ments with an ARMA model. In other words, we selected three specific values for the initial mo-
ments mq(0), m2(0), m3(0) and we sampled a value of the system having the following distribution
m1(0)G(z, no(0),0(0)) + (1 — 71(0))G(x, £1(0)), 0(0)) with m1(0), to(0), 41(0) obtained from the initial
values m(0), m2(0), m3(0). Then, for each subsequent time instant, ms (t), ma(t) and ms(t) are gener-
ated via expressions (3-7) and, finally, the value of the system is sampled from the corresponding PDF:
zp ~ ()G po(t), o(t) + (1 — ()G (, pa(t), o(t)).

After the data set is generated, we estimated the optimum parameter vector 6 using both the Newton’s
method and the Nelder-Mead search heuristic [T9] considering special initial values. To generate these
initial values, we sampled 1000 vectors of random parameters with a uniform distribution on the set
[—1,1]% x [0,1]3 x [—1,1]3, selecting the 5 vectors with the highest values of quasi-likelihood I(6). The
optimum solution is considered to be the vector 6 that achieves the highest value of the quasi-likelihood
function after the optimization algorithm is executed.

For the set of synthetic data generated from a vector of initial parameters, we present in Table 0 the
optimum solution found by the methods of Newton, Nelder-Mead and standard ARMA-GARCH [3].

Parameter | Original Vector Newton Nelder-Mead ARMA-GARCH

logL ~13205.1 16867 -1590.7 -
ay 0.1 0.0903 0.1991 0.7098
bV 0.8 -0.1503 0.6681 0.8288
v 0.4 0.3003 0.6290 0.3900
as 0.1 0.9765 0.8312 0.0583
b\ 0.6 0.3206 4.6768 0.7142
? 0.3 0.8312 0.7903 0.2059
a3 0.2 0.1110 0.3661 -
p\¥ 0.5 -0.6143 5.7900 -
) 0.3 0.8189  0.8313 -

MSE - 0.8271 0.1291 1.2494

Table 1. 0: QML Estimation results

Three pertinent points can be observed in Table M: (i) the optimum solutions obtained by Newton’s
method and by Nelder-Mead heuristic are quite different from the original parameter vector;(i) the log-
likelihood value associated with the original parameter vector is significantly smaller than those related to
the solutions found by the algorithms. This means that the actual parameter vector does not represent an
attractive solution in the quasi-maximum likelihood sense. This undesired characteristic has been studied
[20] and modifications have been proposed to recover the consistency of the quasi-ML estimator, which we
intend to incorporate in the design of the Multimomental ARMA model in future works; (éi:) the models
considering three moments present a smaller Mean Squared Error (MSE) than the ARMA-GARCH [3]
approach, which shows that the multimomental model is indeed more precise.
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Notwithstanding, it is interesting to notice that parameters quite distinct from the original can still
lead to an adequate approximation of the time series. This is confirmed by Figure 0, which exhibits the
original time series (red) as well as the sequence of values generated by the Multimomental ARMA model
whose parameters are those offered by Newton’s method (blue) and by Nelder-Mead heuristic (black).
Additionally, we show in Figures @ and B the time evolution of the original and estimated conditional
variance and of the conditional skewness, respectively.
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Figure 1. Evolution of conditional means series
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Figure 2. Evolution of conditional variances series
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Figure 3. Evolution of conditional skewnesses series

As we can notice, the Multimomental ARMA model tends to deviate from the original variance,
presenting increased values for its variance. Moreover, with respect to the conditional skewness, it tends
to reduce the amount of skewness when compared with the original skewness. Both behaviors supports
the case that the quasi-maximum likelihood is inconsistent as appeared in [20].

Illustrating the estimation methodology, we show below the implied mixture parameters generated
by Nelder-Mead estimation. In the figure @, the left plot shows the evolution of the mixture centers p1(t)
(in blue) and po(t) (in red), and the right plot shows the logarithm of the mixture’s weights log(m(t))
(in blue) and log(m2(t)) (in red). In both plots, we can notice a noisy behaviour of the mixture’s centers
and weights meaning that in some time instants the conditional PDF has considerable fat tail and non
normal behaviour.

600

e “ |

=200

—400 |

—600 -16
) 200 400 600 800 1000 0 200 400 600 800 1000

Figure 4. Evolution of mixture’s centers (left) and logarithm of the mixture’s weights (right)

The histograms of €(t) resulting from each vector parameters are shown below. The red curve rep-
resents the normal PDF with the same mean and variance of the set {e(t)}. The histograms show that
to each case - original (left), Newton’s Method (center) and Nelder-Mead (right) - the distribution is not
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normal because the histogram’s shapes differ from the red normal curve indicating that distribution of
€(t) have heavy tails. This fact justify the use of non normal approach to model the series.

-5 0 5 1 ~10 =5 ) 5 1 ~10 -5 ) 5 1

Figure 5. Histogram of €(t) to each case (original (left), Newton Method (center) and Nelder-
Mead (right))

4 Conclusion

In this paper, we have proposed a new model for approximating non-stationary time series that explicitly
deals with the variations of the first three statistical moments, which are modeled as ARMA processes.
Additionally, the PDF of the observations is represented by a mixture of two gaussian functions, whose
parameters are adjusted in order to ensure that the statistical moments reach the desired values (i.e.,
those obtained from the corresponding ARMA evolution). We believe that an analogous approach to
model the fifth and seventh moments is possible following the same steps as in this paper and fulfilling
the moment matrices conditions to existence of the corresponding mixture distribution (Theorem 2A(b)
from [I7]).

The parameters of the Multimomental ARMA model were adjusted according to the approach based
on the concept of quasi-maximum likelihood estimation. Finally, two optimization algorithms have been
applied to search the optimum solution for the parameters: the Newton’s method and the Nelder-Mead
search heuristic.

In the context of a synthetic time series, we observed that the quasi-ML estimator was not consistent,
since the actual parameter vector (i.e., that which effectively was used to generate the sequence of
observations) did not represent an attractive solution. Still, the solutions found by the search algorithms
were capable of producing a sequence of samples quite similar to the original time series and they estimated
a model more accurate than the standard ARMA-GARCH model[8].

In order to improve the estimation performance, it is certainly relevant to study the application of
different optimization strategies for determining the optimum parameters- with quasi-maximum likelihood
- of the developed Multimomental ARMA model, particularly some search methods, such as the simulated
annealing and populational metaheuristics belonging to the evolutionary algorithm class [2], that possess
mechanisms to escape from local optima.

The consistency of the quasi-ML estimator represents a topic that also deserves future investigations.
Finally, the behavior and the performance of the Multimomental ARMA model needs to be further
analyzed, considering other synthetic multimomental time series, like that treated in Section B, and real
time series, such as those related to financial measures and to monthly streamflow of rivers.
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Abstract. This paper introduces a realistic model for the joint dynamics of real interest rate and inflation
so that it could be used for various prediction purposes, for example to analyze the role of inflation in
the pricing and hedging of financial derivatives. In a combined auto-regressive process, normal or more
stable inflation periods are explained by a standard AR-process, while unanticipated peaks are captured
by an additional process following Student’s t-distribution. Next, the effect of inflation on the pricing of
an equity index linked insurance product is studied. The models are estimated using Bayesian methods
with US data.

Keywords. regression method, equity-linked contract, option valuation, insurance product, normal-
inverse Gaussian distribution, Bayesian estimation

1 Introduction

Understanding inflation dynamics is one of the key challenges for economic agents. Even so that virtually
all currency areas have authorized a specific public body, namely a central bank, to monitor and also
control the development of inflation. Traditionally, high inflation has been seen as a more severe risk
than too slow inflation (deflation). This is probably due to the history of OECD countries, where the
periods of positive/high inflation seem to have taken place more often than deflation [d]. However, this
is not to say that high inflation is more serious a problem than deflation. Actually, due to the lessons
in history, we are probably better equipped to face the challenges of high inflation than deflation. Our
intention is to model inflation and real rate dynamics.

The most recent years have moved the risk pendulum towards too low inflation or even deflation. As
an outcome, many central banks have adopted a very expansive monetary policy stance, by cutting their
key rates to practically zero and simultaneously entering so called quantitative easing [5]. This has taken
place e.g. in the US and more recently in the euro area.
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This recent development creates an additional challenge to inflation and real rate modeling; we have
witnessed the periods of very high inflation, even so called hyper-inflation, but how do we expect the
inflation to behave when it becomes negative? High inflation can persist relatively long periods of time,
but we know from experience that (monetary) policy can eventually find means to moderate it. With
deflation we are probably not that certain about the dynamics. However, it seems natural to assume that
inflation does not stay at the double digit negative territory for extensive periods of time. Therefore we
have decided to incorporate such a deflation limiting factor to our combined inflation process.

As mentioned above, inflation risk is present in the decision making of practically all economic agents.
This has created the need to investigate different methods to hedge against inflation risk. An obvious
method is to apply inflation clauses in various types of contracts. On the other hand, it has been suggested
that investing in certain asset classes, e.g. real estate, would provide a natural shelter from inflation risk.
The evidence supporting this approach has been controversial [[3]. The performance of equity markets,
also often claimed to be providing a natural hedge against inflation, is not trivial either, as suggested by
e.g. [I4] and [9].

We model inflation and real rate dynamics with a combined auto-regressive process. Normal or more
stable inflation periods are explained by a standard AR-process, while unanticipated peaks are captured
by an additional process that follows Student’s t-distribution. As an outcome, the real rate process also
follows such a combined process. Alternative approaches to model time varying inflation and real rate
process exist, e.g. the regime shift model presented in [IT].

An interesting angle to inflation risk in relation to equity markets comes via certain types of life
insurance products, more specifically index linked (or unit-linked) products. These have become more
popular during the recent years as insurance companies have moved away from traditional guarantee yield
towards products where the investment risk is at the policy holder’s end. This is often done by offering
equity linked yield, probably combined with a relatively low guarantee yield. Again, these products are
marketed as natural hedges against inflation. Various types of structures have been investigated in this
manner [I7].

At the same time these new types of savings products expose the insurer to inflation risk, when hedging
the product portfolio. A key characteristic of such insurance contracts is often the policy holder’s right to
early exercise, before the final maturity date. According to the financial markets vocabulary, the policy
holder has the put option with multiple exercise rights. In our example the policy holder can exercise
the option any day, so it is of American type [I6]. Given the non-trivial value of such exercise right, we
need to implement a pricing method in order to value the option and eventually the insurance product.
Our choice is the so-called regression method.

We shall investigate the effect of the introduced inflation process on the pricing of an equity index
linked life insurance product. The log returns of the equity index are assumed to follow the normal-inverse
Gaussian distribution, which has certain beneficial features, e.g. infinite divisibility, as we shall witness
later.

Bayesian methodologies in model estimation have expanded in popularity during the past ten to
twenty years, in tandem with the increasing availability of the processing capacity for computation. The
immediate benefit of the Bayesian approach is the possibility of taking parameter uncertainty into account
in the estimation process in a coherent way.

This paper is organized as follows: Chapter B presents the inflation and real rate models we use and
Chapter B describes the estimation methodology. Then, Chapter B introduces the actual data set and
summarizes the results. Finally, Chapter B concludes our findings.

2 Model

Our purpose has been to build a realistic model for the joint dynamics of real interest rate and inflation
so that it could be used for various prediction purposes, for example to analyze the role of inflation in the
pricing and hedging of financial derivatives. We found the following model to be adequately consistent
with empirical data.
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Inflation and real interest rate

We assume that

it = Y+ w, (1)
Yt = elt -9,
Ty = ¢o+¢r1ap1+ Egm)»

where 4; is inflation at time ¢, and w; ~ t,(0,02) and e§”> ~ N(0,02) are independent and identically
distributed (iid), mutually independent error processes with zero mean. By allowing w; to be Student-t
distributed with a small degrees-of-freedom parameter v we can account for the jumps in the inflation
process. We can think of the process y; as ’intrinsic inflation’ from which transitory peaks have been
filtered. If we assume that this intrinsic inflation can be sometimes negative, so that there is deflation,
we can assign a positive value for g. Note also that the transformed inflation process x; is autoregressive
of order 1, i.e. AR(1); we only assume that |¢1| < 0 to guarantee its stationarity.
We also assume that the real interest rate r; follows an AR(1) process disturbed by the peak process
We:
re = o + Y1ri—1 + Gowy + Gwi—y + e, (2)

where eg” ~ did N(0,02) and |11] < 0. Further, the process ey) is assumed to be independent of the
other error processes w; and e§“"). Thus, r; is also assumed to be mean-reverting (and stationary), but
no restrictions for its range are set. According to our estimation results {, = —1 and (; =~ 1, which
indicates that although the inflation peaks are not anticipated in the nominal interest rate, they are fully
accounted for in the next time period.

Initial time series analysis indicated significant cross-correlation between r; and 4;, but this was fully
explained by the shared process w;. The process w; also helps explain autocorrelation in r; and 4;, so
that the AR(1) structure turned out to suffice in both cases.

Figure 0 shows the real interest rate and inflation series, continued with simulations paths. Details
of the used data will be provided in Section B.

Equity index

Since our goal is to study the effect of inflation on equity-linked contracts, we also need a model for equity
returns. We decided to model the returns separately from the real interest rate and inflation processes
because our 3-month data did not show significant cross-correlations. Specifically, we assume that the
distribution of log returns is normal-inverse Gaussian (NIG), which is a special case of the generalized
hypergeometric distribution, introduced by [2, B]. The density is

OééKl (Oé\/m) 6574’5(17“)
/0% + (z — p)? ’

where K, (-) denotes a modified Bessel function of the third kind, and v = /a2 — 32. Here, p is the
location parameter and  the scale parameter, and « represents tail heaviness, and 3 skewness.

This model has the advantage that while being fairly simple it can fit the skewness and kurtosis
apparent in return distributions. Further, it is infinitely divisible, meaning that it can be constructed as
a sum of iid components belonging to the same family of distributions. This is a useful property, since
we can estimate the model using quarterly data, and simulate daily returns using the same distribution
but with different parameters.

The moment generating function

,U/(z) = Ee?X = euz+6('y—\/m)

fz) =
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Figure 1. Real interest rate and inflation series, based on quarterly data from 1948 to 2015.
The inflation series represents 3 months annualized inflation, calculated from the US Consumer
Price Index, all urban consumers. The real interest rate is obtained by subtracting inflation
from the nominal three months T-bill yield. The parts on the left are realized series and on the
right simulations.

can be used to show that if X ~ NIG(«, 3, u,d) and X = X; + ... + X,,, where the X;s are iid, then
X; ~ NIG(a, B, pt/m,6/n). Further, if X is a log-return over a time interval At and r an instantaneous
riskless interest rate, and we set

p=rAt—d(y—+/a2 — (B+1)?),

then EeX = Ee™®!, so that the return follows a risk-neutral probability measure. Note, however, that
the real-world probability measure has no unique equivalent risk-neutral probability measure in this case;
the markets are incomplete with this model.
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3 Estimation

In the estimation of our financial models, we employ Bayesian techniques. This helps us to take parameter
uncertainty into account at the prediction stage. More specifically, we use Markov Chain Monte Carlo
(MCMC) simulation.

Inflation and real interest rate

In the estimation of the joint model of inflation and real interest rate, we use a single-component
Metropolis-Hastings algorithm (see Chapter 1 of [@]). We denote the data vectors as r = (r1,...,71)
and i = (i1, ...ir) for the real interest rate and inflation, respectively. The components, which are up-
dated one by one, include 6 = (¢, %1, o, C1,02), 02 = (¢, b1,02), w = (w1, ...,wr), u = (U1,...,ur), g,
v, 72 and n?.

The components u, 72 and 7% do not appear explicitly in Equations (I) and (B), but they play an
auxiliary role in estimation. The Student-t distribution is constructed as an inverse-y? mixture of normal
distributions with varying variances. Thus, we have an auxiliary model

wy ~ N(0,9%u),

u ~ Inv-x? (v, 72) ,

where 77 > 0 is an additional scale parameter. This parameter is not absolutely necessary but is helpful
by providing an additional dimension so that the algorithm does not get stuck so easily (see [f]).

The unknown parameter vectors can be updated in a straightforward way. Gibbs steps with conjugate
distributions can be used (see e.g. [G]), except for g and v, for which Metropolis steps can be applied. We
used uniform priors for g and v but restricted g to be nonnegative to improve MCMC mixing. However,
updating the elements of w is somewhat more involved. Suppressing the parameters in notation, the full
conditional of wy is

p(’U)t|’U),t,7;,7", U/) X p(wt\w,t,i,t,u)p(it,r|wt,w,t,i,t,u)

o p(welug)p(ie|we, ) p(re|re—1, Wi, We—1)P(res1|re, Weg1, we). (3)

All factors on the right side of (B) are normal densities except p(i¢|w, x—¢), which is log-normal. If all
of them were normal, the full conditional would also be normal. We use a normal approximation for
p(it|we, x_¢) in order to obtain an approximation for p(w¢|w_¢, i, r, u) and to generate a proposal for w;.
This proposal is then either accepted or rejected according to the Metropolis-Hastings acceptance rule.
The details are provided in the Appendix.

Equity index

We first compute the maximum likelihood (ML) estimate and its approximate covariance matrix for
the parameters of the NIG model. Then we use the Metropolis algorithm to simulate the posterior
distribution. The proposals can be generated from a multivariate normal distribution with covariance
matrix 2.4% /4.3, where ¥ is the covariance matrix of the ML estimator. For optimization of the Metropolis
algorithm, see Section 11.9 of [6].

4 Application

Data

In order to test our modeling framework, we looked for relatively long and consistent time series. Soon it
became natural to apply the US data. Not only is there a long history available, but also one can assume
that the pricing of tradeable assets is efficient in the sense that the connection between inflation, rates
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and equity markets could exist in the way our model predicts. Another interesting currency area would
of course be the euro area. However, the data history of euro currency, extending not further than the
start of the new millennium, makes it challenging for estimation purposes. This is especially so as one
cannot operate with daily data here.

As the nominal interest rate time series we chose the end-of-month, three months T-bill yield. The
raw data were monthly observations, of which we created a chain of quarterly yields i.e. we picked every
third data point of the monthly series. The inflation time series applied is the US Consumer Price Index,
all urban consumers, which is also known as the headline CPI figure. We then calculated the quarterly
inflation figures by annualizing the three month change of the CPI. Now, the corresponding three month
real rate was achieved simply by subtracting the quarterly inflation from the three month nominal rate.
The equity index series is S&P500, end-of-month, price return index. We then calculated the three month
log return of the index.

Thus, the whole data set was in quarter-by-quarter format. The time span was from 1948Q1 to
2015Q4. We approached this period as one time series. One could of course share arguments why it
would be interesting to investigate certain sub-periods, e.g. 'before and after the oil crises of the 1970s’,
as the inflation process could be different (]I5]). Here we see potential for future research.

Equity-linked investment

As an example case we define an equity-linked savings contract and consider its valuation in the presence

of inflation. We assume that the yield of the contract is a fixed percentage (participation rate) of the

growth of an equity index. This yield is added yearly to accumulated savings. However, negative returns

of the index do not decrease the savings. Further, the investor has a surrender (early exercise) option

which gives him the right to reclaim the contract at any time before the final expiration date without

extra expenses. In the case of early exercise, the investor will obtain the savings accumulated thus far.
Thus, after n years, the value of the savings is given by

Pf[l{l—&—maX(/\(Sftl —1>,0>},

where P is the premium, S; the value of the index at time ¢ and A the participation rate. This contract
is similar to the compound annual ratchet (CAR) contract defined in [R]. However, it is different in that
it does not provide guaranteed interest but includes a surrender option instead.

We introduced a more general version of the contract (e.g. it could include guaranteed interest
rate, or the savings could be evaluated daily) in [I2]. We also tackled the inverse prediction problem of
determining a break-even participation rate A\, such that the value of the contract equals the premium.
Here, we do not deal with this problem but use a fixed value for A. Note, however, that in order to such
a solution exist, one must make the further assumption that the contract is not reclaimed immediately.

Regression method

Since the underlying processes are complicated and the contract includes a surrender option, it is not
possible to determine a closed-form formula for its price. Instead, we use the regression (or least squares)
method, in which paths of the underlying processes are simulated and the continuation value of the
contract is determined at each time point with linear regression. The version of the algorithm we use
was introduced by [I¥]; a slightly different version is provided by [1]. In our Bayesian approach, the
simulations are generated from the posterior predictive distribution. However, the equity index process
is adjusted so that it follows a risk-neutral probability measure. This is done by adjusting the drift
parameter i as described in Section .

In order to obtain the regression variables, we first define the variables z; = S;/So, 2 = 100(i; + 14),
and x3 = 100(i; — r¢). Here, x5 is the nominal interest rate, so z3 represents the additional effect of
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inflation. Note that xo and x3 are approximately uncorrelated. Then, we use the first two Laguerre
polynomials,

Lo(X) = exp(~X/2)

Li(X) = exp(—X/2)(1-X)
of x1, o and x3 to form the regression variables. Using Laguerre polynomials as basis functions is
suggested by [I1]. In addition, we use the cross-products Lo(X1)Lo(X2), Lo(X1)Lo(X3), Lo(X2)Lo(X3),
L1(X1)Lo(X32) and Lo(X1)L1(X3). Thus, we have altogether 11 explanatory variables in the regression.

We also tried leaving out the regressors depending on x3 or adding lagged values of inflation, but these
modifications did not considerably affect the price estimates.

Results

Table O shows that the posterior distributions of 1, and ¢; are concentrated on values close to 1. Thus
the real interest rate process r; and the transformed inflation process z; are almost non-mean-reverting.
One could assume that the real rate process is mean-reverting due to the often stated link between real

rates and potential GDP growth rate [{]. However, here one must take into account the long observation
horizon in this study; it is a fair assumption that the potential GDP growth rate is not constant over the
long run.

Moreover, the posteriors of (y and (; are concentrated on the neighborhoods of -1 and 1, respectively,
which suggests that unexpected inflation peaks do not have any long-term effect on the real interest rate.
This makes sense in the way that it is expected to be the nominal interest rate which balances out the
changes in inflation, leaving the real rates untouched. One could expect this neutrality to hold especially
for the ’intrinsic inflation’ (y;), whereas short-term peaks in inflation could have a short-term effect, both
to the real rate and potential growth. It could be interesting to investigate if applying long-term rates,
say, 10-year T-bond rate, would bring alternative results, due to the ’averaging-out’ effect of long rates.
However, the central bank policy rules are defined in terms of short rates, and, therefore, the 3-month
T-bill rate is a natural choice.

Table B shows the estimation results of the NIG model. One can see that the estimates are not very
accurate with this number of observations and that the posterior distributions are skewed. However, it is
obvious that the fitted distribution is left-skewed (skewness < 0) and heavy-tailed (excess kurtosis > 0),
and thus differs substantially from normality. Therefore, the use of the normal distribution might lead
to crucial pricing errors.

Table B shows the results of a sensitivity test, where the effect of inflation mean reversion on the price
of the savings contract is studied for various initial inflation levels. In all cases it is assumed that the
initial nominal interest rate is 5%. The participation rate \ is set at 0.33, in order that the price of the
contract would be approximately equal to the premium 100 (euros).

In the first price column original posterior simulations have been used. In this case the autoregressive
parameter ¢, is about 0.975 and the median level of inflation 2.5%. In the other cases, the median level
is set at 2%. We see that when original parameter simulations are used, the initial inflation level does
not significantly affect the price estimate. But when ¢, is decreased, the price estimate becomes larger
when the initial inflation level is above its median level. This finding is due to the mean reversion of
inflation. Decreasing inflation implies decreasing nominal interest rate, which affects the price through
discounting.

One can also note that in two cases the price for ig = 0 is larger than that for ig = 0.01. This might
be due to the slight mean-reverting behavior of the real interest rate, for which the median level is about
0.7% and the auto-regressive parameter 1; about 0.98.

As the second sensitivity test we study the effect of the innovation variance o2 of the transformed
inflation process z; on the precision of the price estimates. Table @ shows the standard errors for various
initial inflation levels. It is obvious that the results are accurate if o2 is at most 0.15, which is about five
times as large as the value estimated from the data. For larger values of o2 the results explode so that
it is no longer possible to determine the price (at least with the regression method).
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Mean  Median SD Lower (95%) Upper (95%)

g 0.00111 0.00081  0.00106 1.56e-07 0.00317
v 2.92 2.81 0.652 1.91 4.26
1o 0.000144 0.000145 0.000222 -0.000318 0.000521
(0 0.979 0.98 0.0121 0.958 1
Co -1.01 -1.01 0.0122 -1.04 -0.989
1 0.997 0.997 0.0179 0.964 1.03
o2 9.71e-06 9.58¢-06 2.21e-06 5.7e-06 1.41e-05
®0 -0.0927 -0.0901 0.0478 -0.187 -0.011
1 0.975 0.975 0.0132 0.951 0.999
o2 0.0268 0.0265 0.0041 0.0189 0.0348
o2 0.000223  0.00022  3.96e-05 0.000149 0.000298

Table 1. Estimation results of the joint model of real interest rate and inflation, based on 100000
iterations of a cyclic Metropolis-Hastings algorithm. The 95% HPD (highest posterior density)
intervals are provided. The data were calculated from the 3-month T-bill yield and consumer
price index from 1948 to 2015.

Mean Median SD Lower (95%) Upper (95%)

« 35 31 16 16 78
I5} -19 -15 12 -51 -3.2
u 0.092 0.085 0.034 0.042 0.17
) 0.12 0.12 0.032 0.068 0.19
skewness  -0.75 -0.72  0.23 -1.2 -0.33
ex. kurt. 1.7 1.5 1.1 0.4 3.9

Table 2. Estimation results of the NIG model based on 100000 iterations of the Metropolis
algorithm. The 95% HPD (highest posterior density) intervals are provided. The data are
quartely returns of the S&P500 equity index from 1948 to 2015.

5 Conclusions

We have introduced a parsimonious, yet flexible approach to the joint modeling of inflation and real
interest rate processes. Our model replicates the most prominent features apparent in empirical data.
We have also shown how to estimate the model using the Bayesian approach.

An important application is to study the significance of inflation risk in the pricing of financial
derivatives. As an example we considered an equity-linked savings contract. We found that inflation did
not have a considerable effect on its pricing under current circumstances. However, sensitivity analysis
showed that changing some of the model parameters made inflation risk significant.

One can expect that inflation will play an even greater role in the hedging of derivatives, and this
will be a natural next research topic. We did not explicitly model the term structure of interest rate and
inflation expectations, and it would be possible to extend the analysis to that direction also.
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(o}

70 19 | orig. 0.95 0.9 0.8 0.7
0.00 0.05 | 100.1 100.5 100.9 101.5 102.0
0.01 0.04 | 100.1 100.3 100.5 100.9 101.1
0.02 0.03 | 100.0 100.1 100.3 100.4 100.5
0.03 0.02 | 100.0 100.1 100.1 100.1 100.1
0.04 0.01 | 100.0 100.0 100.0 99.9 99.9
0.05 0.00 | 100.1 100.1 100.0 99.9 99.8

Table 3. Price estimates of the contract for various initial inflation levels and ¢;.

o

0 t0 | orig. 0.056 0.1 0.15 0.2 0.25
0.00 0.05| 0.02 0.02 0.03 0.10 115.55 777770.98
0.01 0.04 | 0.02 0.02 0.02 0.02 22.01 3137248
0.02 0.03 | 0.02 0.02 0.02 0.02 3.21 1199.07
0.03 0.02 | 0.02 0.02 0.02 0.01 0.06 41.99
0.04 0.01 | 0.02 0.02 0.02 0.02 0.01 0.52
0.05 0.00 | 0.03 0.03 0.03 0.02 0.02 0.02

369

Table 4. Standard errors for the price estimates of the contract for various initial inflation levels

and o2. The results are based on 10 repetitions of 1000 simulation paths for each case.

Appendix

We can approximate the full conditional of w; in (B) by

ﬁ(wt|w—t, i,y U) X P(wt\ut)ﬁ(it\wm x—t)P(Tt|7’t71, W, wt71)P(7't+1 |7’t, Wt+1, wt)v

(4)

were P(it|ws, £_¢) is a normal approximation for p(i¢|w:, x_¢). We can list the densities in (@) as follows:

p(wi|us)

Pli¢|we, v_¢)

p(rt"rtfhwta wt71)

p(Tt+1 \Tt, Wt+1, wt)

1 1

* ey P {_2a2
x exp 5
{ 200p
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~ =
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L (Tt — o — P171i—1 — Cows — Clwtl)Q} )

L (reg1 — o — Y11e — QoWigr — Clwt)Q} .

Collecting the terms involving w; we obtain that p(wq|w_;,7,7,u) is a normal density N(w|iy,07, ),

with
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where
N 1
Wy = o (re — o — Y1ire—1 — Gwe—1) ,
N 1
Wy = o (re41 — o — Y1re — QoWiy1) -

These formulas apply for t = 2,...,7 — 1. The terms from p(r¢|ri—1, ws, we—1) or p(re1|re, wee1, we) are
left out for t =1 or t = T, respectively.
Now, w; can be updated by generating a proposal w; from p(w¢|w_¢,,7,u). The proposal is accepted

with probability
min (17 puf'“’:’x—t)/l?(l.dwf,a:_t))
plitlwe, x—¢) /Plic|we, x )

Next, let us have a closer look at p(i|w, z—;). Since x; is an AR(1) process, its predictive distribution
is $t|m7t ~ N(.’it, O'Q%_p), with

/’L‘L—"_ﬁi;ﬁ +[($t—1 _MI)+(xt+1 _Ma:)] fOI‘t:2,...,T— 1a

Ty = 4 pa + G1(x2 — fig) fort =1,
o + G1(TT—1 — Ha) fort =T,
and ,
% fort=2,...T—1,
Ug_p = {1+¢1 or

o? fort =1,T,

where p, = ¢g/(1 — ¢1) is the unconditional mean of ;.
Since i; = exp(x¢) — g + wy, its predictive density is
1 loglis — (w; — g)] — ]2
. exp {_ ogliz (wt2 9)] — &) }7
[Zt - (wt - g)]aiﬂ.p \% 2m 2Jz.p

plic|w, x—y) =

which can be approximated by a normal density p(i¢|wy, z_;) = N (i4|i, afvp) with

)

2 o2 2?2‘—4—02
oip = (727 —1)e wp,
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Abstract. When comparing the response in the survey by gender and age, we make the cross-tabulation
tables then visualize them by such like mosaic plot. For many answers to multiple-choice item, we
want to find the item that the reaction of a particular layer (gender and age) is different from the others.
Association rule analysis are suitable for the kind of analysis. By using the coordinates by correspondence
analysis it is possible to plot the relationship between items and media layers. In this visualization,
correspondence analysis and association rules analysis is the function of the mutually complementary.
In addition, by showing the percentage of respondents each item and each layer, it become possible to
understand the trend between items and layers. The visualization is constructed by using RStudio Shiny.
It is possible to change the various parameters of the association rule analysis interactively, and It is also
possible to change the plot style to facilitate visualization it.

Keywords. Visualization of the Questionnaire, Association Rule Analysis, Correspondence Analysis

1 Introduction

The information that customer data usually provides is the personal profile information including
gender, age and so on. But, we can obtain the personal internal information by analyzing questionnaire
data. This paper propose the visualization of the multiple choice questionnaire to find the difference of
the internal characteristic, about 6 (= 2 x 3) layers we call the media layers. The media layers are M1
(male from 20 years old to 34 years old), M2 (male from 35 years old to 49 years old), M3 (male over 50
years old), F1 (female from 20 years old to 34 years old), F2 (female from 35 years old to 49 years old)
and F3 (female over 50 years old).

Offered data have 31 multiple choice questionnaires. This time, we think about this question “Please
check all appropriate items about your health worries”. Figure 1-1 shows total results of people that
checked “catch a cold easily” at this question. We could understand that total results are similar at all
media layers. However, because the numbers of people of media layers are different from each other, if we
look at each ratios of media layers like Figure 1-2, we understand that young groups have relatively at
their health worries. About other health worries, M2 layer and M3 layer mind “body odor of old people”,
F1 layer and F2 layer mind “period pains” (Figure 1-3, 1-4, 1-5, 1-6). However, it is difficult to find
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out the difference of media layers about all health worries by this method becauce we should find out all
question items.

catch a cold easily catch a cold easily
1600 100% -
1400 90%
1200 80% 1
70%
1000 60%
800 50% -
600 - 40% -
400 — 30% 1
20%
200 — 10% -
0 - : : : . : 0% - : . ‘ ‘
F1 F2 F3 M1 M2 M3 F1 F2 F3 M1 M2 M3
body odor of old people body odor of old people
1600 100% -
1400 90% 1
80% -
1200
70%
1000 60% -
800 50% -
600 40% -
30%
400
20%
200 10% -
0 T T T T T 0% - T T T T
F1 F2 F3 M1 M2 M3 F1 F2 F3 M1 M2 M3
period pains period pains
1600 100% -
1400 90% -
80%
1200
70%
1000 60% -
800 50%
600 - 40% -
30%
400
20% -
200 1 10%
0 - T T T T T 0% T T T T
F1 F2 F3 M1 M2 M3 F1 F2 F3 M1 M2 M3

Figure 1. Total and Ratio of the questionnaire result by media layers
(Top left; 1-1, top right; 1-2, center left; 1-3, center right; 1-4, bottom left; 1-5, bottom right; 1-6.)

Figure B shows ratios of people that answered that there is a worry about each item of 40 question
items. We see that body worries like “flab” and “stay fat” answer rate is high. Thus, we saw that mdia
worries like “body odor of old people” and “period pain” answer rate is low.

2 Extraction of strong relationship between attribute and item
by association rule analysis

We looked at the tendency of reaction of the media layer in Figure 1 about three question items, but
we should find out all question items. There, we used association rule analysis (see [1,2,3]) as a method
to find difference of tendency of answer by a group about all question items. It is basket data that

COMPSTAT 2016 Proceedings



Yoshiro Yamamoto and Sanetoshi Yamada 375

0% 5% 10% 15% 20% 25% 30% 35% 40% 5% 0%

Figure 2. Ratios of questions that replied “yes”

association rule analyses are used well, but questionnaire data can be thought of 0-1 data as basket data.
We also treated 0-1 data about media layer (Table ).

Table 1. Data structure to treat

questionnaires data media layers
ID | Q11| Q12 |... | Ql40 | F1|F2|F3| Ml | M2| M3
1 1 01... 0 1 0| 0 0 0 0
2 0 01... 1 0| 0] O 0 1 0
3 1 1]... 0 0 1 0 0 0 0
6438 0 1] ... off of of o] 1] 0] o0

To find out about question items that reacted the media layer, condition part extracted only the rule
that was the media layer. We used apriori function for association rule analysis in statistical analysis
software R. In addition, we used subset function to limit the association rule. When we set support more
than 0.01, confidence more than 0.1 and lift more than 1.5 to find out strong rules, we could extract 27
rules.

We understood about ratio of health worry that “period pains” of F1 and F2 layers and “high blood”
of M3 layer is high by Table B. We could find the class of media and the relations of the health worry.

However, it is difficult to grasp the whole 27 rules. Therefore we visualized association rules. Figure
B is association rules visualized by using arulesViz package.

If support of rule is high, the thickness of the arrow of this visualization is big, and if lift of rule is
high, the depth of the arrow of this visualization is deep. Then, the variable randomly places so that
we can see all rules. We understood also about ratios of health worry that “period pains” of F1 and F2
layers and “body odor of old people” of M2 and M3 layers is high. Figure B is easily understandable than
Table B because similar rules were extracted in similar age and same gender.

We could see the rule very well by this placement method, but the position between variables is
unrelated to strength of relationship. Therefore we tried improvement of visualization to reflect the
position relationship of variables.

Q@ COMPSTAT 2016
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Table 2. Association rule of the health worry in the media layer

lhs rhs Supp | Conf | Lift
F1 | = | period pains 0.044 | 0.381 | 4.408
F2 | = | period pains 0.039 | 0.255 | 2.946
F1 | = | chalk mark 0.038 | 0.323 | 2.726
F1 | = | anemia 0.019 | 0.164 | 2.389
F1 | = | edema 0.033 | 0.283 | 2.354
F1 | = | feeling of cold 0.055 | 0.471 | 2.230
F2 | = | anemia 0.023 | 0.151 | 2.201
M3 | = | high blood pressure 0.066 | 0.309 | 2.196
M3 | = | athlete’s foot 0.045 | 0.211 | 2.085
M1 | = | nothing special 0.017 | 0.131 | 2.060
F2 | = | edema 0.037 | 0.243 | 2.020
F3 | = | the skin’s aging 0.116 | 0.500 | 1.993
F1 | = | tend to be constipated 0.036 | 0.309 | 1.932
F3 | = | ache in the knee 0.058 | 0.250 | 1.918
F2 | = | feeling of cold 0.060 | 0.400 | 1.894
F1 | = | headache sufferer 0.033 | 0.285 | 1.850
M2 | = | body odor of old people | 0.025 | 0.156 | 1.825
F2 | = | the skin’s aging 0.068 | 0.451 | 1.799
F3 | = | aching joint 0.041 | 0.178 | 1.783
F2 | = | bat metabolism 0.054 | 0.358 | 1.779
M3 | = | pollakiuria 0.028 | 0.130 | 1.773
M3 | = | body odor of old people | 0.032 | 0.151 | 1.758
F2 | = | headache sufferer 0.040 | 0.263 | 1.706
M3 | = | thinning hair 0.048 | 0.226 | 1.704
F2 | = | chalk mark 0.028 | 0.186 | 1.572
F3 | = | bat metabolism 0.072 | 0.311 | 1.550
F1 | = | bat metabolism 0.036 | 0.307 | 1.526

3 Visualization of association rules using the correspondence
analysis

We used the correspondence analysis (see [4,8]) to get the position relationship of variables. Corre-
spondence analysis uses cross tabulation. And so that the correlation of the element of the row and the
element of the column becomes biggest, correspondence analysis calculate row score and column score
and plot them. First, the correspondence matrix Z that becomes basic of the correspondence analysis is
expressed in the following expressions,

Lo fij = fi. x fj/n (1)
Y Vi X [

where f;; is each ingredient of the cross tabulation, f; each row sum of the cross tabulation, f; each
column sum of the cross tabulation, n Total of the cross tabulation. And row score X and column score
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Graph for 27 rules
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color: lift (1.526 - 4.408)
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Figure 3. Visualization of association rules by using arulesViz package

Y are expressed in the following expressions,

X =Dty 2)

Y = D. U (3)

where D, is the diagonal matrix which assumed p;. element (p; = ’%), V is characteristic vector of ZZ¢,

— i

D, is the diagonal matrix which assumed p.; element (p;, = %), U is characteristic vector of Z*Z.

We explain how to make of the visualization. First, we performed the correspondence analysis of the
result that performed cross tabulation by questionnaire items and media layers to set the position of each
item, and we displayed the second axis of the correspondence analysis (Figure @).

Next, we displayed circles that size depended on the number of the check and we displayed squares
that size depended on the number of each media layer. Then, if its media layer is male, color of squares
are blue, if its media layer is female, color of squares are red, and if its media layer is old, color of squares
are deep (Figure B).

Last, we added association rules (Figure B). Then, if support of rule is high, the thickness of the
arrow of this visualization is big, and if lift of rule is high, the depth of the arrow of this visualization
is deep. In this way, we made the visualization of the questionnaire result that reflected the position
relationship of items.

By Figure B, about the question of the worry of the health, we understand that M2 layer and M3 layer
are worried in “body odor of old people” and F1 layer and F2 layer are worried in “period pains”. And,
because there is “overweight” midmost and there is much answer number, we understand many people
are worried in “fatness”. But, because association rules are not shown, we understand that the relations
with the specific media layer are not accepted on “fatness”. In this way, we can do much consideration
in one plot.
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Please check all appropriate items about your health worries.
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Figure 4. Plot of correspondence analysis
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Figure 5. Improved version of the plan of the correspondence analysis

4 Interactive plot on RStudio and Shiny application

About the association rule, by rules extracted by setting of the lower limit of the support, confidence
and lift changes, differences of plot that is obtained are seen. To display rules that are easy to characterize
with the media layer, so that we can interactively coordinate the parameter of association rules about
this plot, we built the indication system using the manipulate function on RStudio (see [7]) and Shiny
Application (Figure @ and Figure B).  Then, for the improvement of indication and plots of other

COMPSTAT 2016 Proceedings



Yoshiro Yamamoto and Sanetoshi Yamada 379

Please check all appropriate items about your health worries.

| do not want to answer

nothindispecial

catch 5‘1 easily
Pt
al\er.in'ms

Figure 6. Visualization of association rules using the correspondence analysis

questions, We enabled change and adjustment of question contents, size of fonts, size of circles and size
of squares.

5 Conclusion

By the visualization that combined association analysis with the correspondence analysis, we enabled
grasping a reaction of the media layer about multiple choice questionnaires. We recognized the health
worries for many people and health worries in a particular layers. In the proposed visualization, corre-
spondence analysis and association rules analysis had a relationship to assist each other. It is possible to
adjust the parameters of the association rules by manipulate function on RStudio and Shiny Application.

In the future, we would like to realize the visualization of association rules of over two items.
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Figure 7. Interactive Plot on manipulate function on RStudio
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Abstract. An increasing number of scientific disciplines, most notably the life sciences and health care,
have become more quantitative, describing complex systems with coupled nonlinear differential equations.
While powerful algorithms for numerical simulations from these systems have been developed, statistical
inference of the system parameters is still a challenging problem. A promising approach is based on the
unscented Kalman filter (UKF), which has seen a variety of recent applications, from soft tissue mechan-
ics to chemical kinetics. The present study investigates the dependence of the accuracy of parameter
estimation on the initialisation. Based on three toy systems that capture typical features of real-world
complex systems: limit cycles, chaotic attractors and intrinsic stochasticity, we carry out repeated sim-
ulations on a large range of independent data instantiations. Our study allows a quantification of the
accuracy of inference, measured in terms of two alternative distance measures in function and parameter
space, in dependence on the initial deviation from the ground truth.

Keywords. Unscented Kalman Filter, Parameter estimation, Nonlinear models, Ordinary
differential equations, Stochastic differential equations.

1 Introduction

Mathematics is transforming biology in the same way it shaped physics in the previous centuries [2]. The
underlying paradigm shift that distinguishes modern quantitative systems biology from more traditional
non-quantitative approaches is based on a conceptualisation of elementary processes as a complex network
of interactions, and its representation with an adequate mathematical description, typically in terms of
coupled differential equations. While the intrinsic nonlinearities typically defy analytical tractability,
advances in high-performance computing provide the hardware for fast numerical solutions. This allows
an in silico exploration of complex biological systems under varying experimental conditions and in
different environmental contexts. However, this forward modelling approach (simulation via numerical
solution of a given mathematical description) assumes that the system under investigation is known,
i.e. that the parameters defining the kinetics and dynamics of the interactions are given. Such detailed
knowledge is rarely available in practice. What is needed is a solution of the so-called inverse problem,
i.e. the rigour of statistical inference to systematically infer the kinetic parameters from given data.
The direct approach to parameter estimation is to minimise a divergence measure between the pre-
dictions from the model and the data, like in [3]. This approach is computationally expensive and suffers
from susceptibility to local optima. Gradient matching bypasses the computationally expensive numerical
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solution of the differential equations and thereby allows a more exhaustive exploration of the parame-
ter space. However, this comes at the price of information loss inherent in gradient matching, which is
the subject of current methodological research [5]. A promising idea is based on Bayesian filtering, and
in particular the unscented Kalman filter (UKF). The idea of the UKF, as proposed in [[@], is to relax
the linearity constraint of the underlying dynamics without incurring an explosion of the computational
complexity (as opposed e.g. to particle filters [G]), and to include the unknown system parameters in an
augmented state vector, so as to automatically track them with established Bayesian filtering techniques.
In more detail, the mathematical description of the biological system leads to iterative nonlinear equa-
tions relating an augmented state vector at the present time point to a nonlinear function of the state
vector at the previous time point perturbed by additive noise. The noise distribution is assumed to be
multivariate normal. Starting from an initial distribution of state vectors, drawn from a multivariate
normal distribution with an initial covariance matrix, state vectors are iteratively subjected to the non-
linear dynamics of the state equations, which can easily be parallelized. From these sampled vectors,
the so- called sigma points, the new covariance matrix is computed. By iterative assimilation of new
measurements and application of established and computationally efficient Kalman filtering techniques
[6], we can obtain the posterior distribution of the model parameters. This procedure was successfully
applied to inference in soft tissue mechanics of the heart [d] and chemical kinetics [1].

A potential drawback of the UKF is the dependence of the posterior distribution on the initial
state, as pointed out in [8]. Given the Markovian nature of the process, the initialisation should not
matter if the system is ergodic, but there is no guarantee that this condition is met in practice. The
performance presented in the seminal article of [7] is impressive, but a closer inspection reveals that all
results were obtained from highly informative initialisations, which started from values close to the true
parameters. The objective of the present article is to investigate the dependence on the initialisation
more systematically, based on an extensive range of numerical simulations. To this end, we choose
the systems in [[7], which are representative of what we typically encounter in systems biology: (1)
a deterministic dynamical system with periodic attractor, (2) a deterministic dynamical system with
chaotic attractor, and (3) a stochastic system. We systematically quantify the accuracy of parameter
inference based on two alternative divergence measures: mean square error in function space, and relative
bias in parameter space. Our study provides practical guidelines about the robustness of inference with
UKF, and indications of when complementary techniques for informed initialisation, e.g. [8], are needed.

2 Methods

This section provides a short summary of important UKF concepts, as provided in [G], where the reader
will find more details, discussion and derivations on the topic. The general form of the state space model
consists of the following state and observation equations: x; = g(X¢—1, W, €), ¥+ = h(xi—1,us, 1), where
X; is the hidden state, u; is an optional input or control signal, y; is the observation, g is the transition
model describing the system dynamics, h is the observation model, and €; and 7, representing the system
respectively observation noises at time t. The Kalman filter algorithm performs exact Bayesian filtering
for linear-Gaussian state space models (where g and h are linear and €; and 7; are Gaussian). The
advantage of the method comes from the fact that the probability distribution of the predictor step:
p(X¢|y1.t—1) and the probability distribution of the updating step p(x¢|y:, ¥1.t—1) can be obtained in
closed form because of the Gaussian assumption (see [G] for derivations).

However, in practice, models are often nonlinear and the Gaussian assumption does not hold and
the UKF is one of the methods that can accommodate such scenarios. The UKF, proposed by Julier
and Uhlmann [@] is based on the idea that it is easier to approximate a Gaussian than to linearise
a function. First, a set of points, called sigma points, are chosen in a deterministic way, and then
passed through a nonlinear function. Second, a Gaussian distribution is fitted to the resulting trans-
formed sigma points. This is called the unscented transform and it is performed as follows. Given
p(x) = N(x,p,X), suppose we want to estimate p(y) where y = f(x) and f is a nonlinear func-
tion. A set of 2d + 1 deterministically chosen points, the sigma-points are obtained as follows: x =
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(, {p+ /(@ +N)D) 3 {n— (V(d+ M) 1L ,), where A is a scaling parameter, d is the dimension
of x, p is the mean vector and ¥.; represents the i’th column of the covariance matrix. The sigma points
are propagated through f to obtain y,, and the mean and covariance of y are calculated based on the
weighted y,’s. See [G] for more details about the unscented transform. The UKF uses the unscented
transform twice. First, the sigma points are transformed using the system dynamics model g to com-
pute the prediction distribution: p(x¢|y1.t—1) and, second, the sigma points are transformed using the
measurement model function h to compute the update distribution: p(x¢|y1.¢)-

Parameter estimation can be accomplished with the UKF [7] by considering the parameter vector A
as a dynamical variable that follows the dynamical model: Ay = A;_;. Similarly, the process noise, €,
and the measurement noise, 7;, are added to the state vector, resulting in the joint state vector j; that
has the following state and observation equations:

X¢ (X1, A1) + €1
. A A . .
=g = o =g/(j1),  yi=0(j)) =h(x,) +h"(n,) (1)
t €1
e MNi—1

In the models considered in this paper h" is the identity matrix, but in scenarios with correlated noise it
will be a non-diagonal matrix.

3 Data

This section presents the three models used in [{@]: the Lotka-Volterra system, the chaotic Lorenz system,
the stochastic van der Pol system, and the results of the augmented UKF (as described in Section B) for
signal tracking and parameter estimation.

Lotka-Volterra system

The Lotka-Volterra (LV) system is structured as a system of two ordinary differential equations (ODEs)
as follows:

dz dy
d;t = A1 — Ao 1oy Wt = Aot T1:Tar — A3t Tat (2)

The model describes the interaction of prey and predator populations which are represented as con-
centrations by the variables (z3) respectively (x1). The parameters: Ai¢, Ao, As¢ representing the growth
rate of prey population, death rate of predator population, respectively growth rate of the prey population
are considered unknown and augmented to the state variables for the joint estimation using the UKF,
as discussed in Section B . Data was generated by numerical integration of the equations in (B), using
a Runge-Kutta method implemented in Matlab by function ode45. The sampling step size is At = 0.1,
the parameters are A\j; = 1, A9y = 1.5, A\3; = 2 and the initial values for the numerical integration are
xo = (0.5,1)T. To obtain the measurements, the concentration of prey population 21, has been corrupted
with additive Gaussian noise with standard deviation 0.1: n; ~ N (0, R) to ensure a signal to noise ra-
tio (SNR) of 8.26. Thus, the joint state space vector for the UKF contains the population densities
x; = (214, 72¢) 7, the unknown parameters A = (A1¢, Aas, A3¢) 7, as well as the measurement noise 7; which
is assumed to be known, as detailed in Section B. The initialisation for the UKF is the first observation
for the states: Xo = (y0,%0)”, and for the parameters twice the true values: Xo = (2,3,4). The covariance
matrix is initialised as the identity matrix: f’o =1I5.

The resulting limit cycle for the chosen set of parameters displays periodic oscillations which can be
observed in Figure M. The UKF algorithm tracks the real signal closely, with the estimates overlapping
the clean solution towards the end of the observation time window. This is due to the fact that the UKF
initialisation at yq is very close to the actual value given the small amount of measurement noise in the
data. Furthermore, the unobserved state o, and the parameters are estimated with high precision using
the UKF, as suggested by the small standard errors reported in Table .
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Figure 1. Lotka-Volterra model with parameters \; = 1, Ao = 1.5, A\3 = 2. Top: UKF tracking of prey
and predator population concentrations for ¢ € [998,1000]. Bottom: UKF estimation for Lotka-Volterra
parameters.

Lorenz system

The Lorenz system has been extensively studied in relation to models of Earth’s atmospheric convec-
tion. The system’s chaotic behaviour poses an interesting challenge for the UKF in terms of convergence,
especially since the system dynamics can drastically change depending on initial conditions. The math-
ematical form of the Lorenz system consists of the following three ODEs:

dﬂ?lt dl’gt dl‘3t
—— = —A1t1t + AMeXop; —— = AoyT1¢ — Top — T14X3¢; ——
L 161t 162t i 2t L1t 2t 1623t i

= —A3tT3t + L1t T2 (3)

The ODEs in (B) with parameters Aj;; = 10, Ay; = 46, A3; = 8/3, and initial conditions xg = (1,1,1)
are numerically integrated using a Runge-Kutta method. N = 10000 data samples are obtained at
equidistant intervals, At = 0.01, and the measurements are obtained by adding Gaussian noise 7; ~
N(0, R) to the z1; component only. To reproduce the results in Sitz et al. [7], the noise variance is
chosen as: R = 4. The initialisation for the UKF is the first observation for the states: %o = (yo, yo, yo)"
and for the parameters it is half the true values: Ag = (5,23,4/3)T. The covariance matrix is initialised
as a diagonal matrix: Py = 101.

In Figure B(Left), the complexity of the system dynamics can be recognised by looking at the non-
linearities in 2D projections and non-periodic oscillations of the x;, x5 and x3 components in time. The
UKF proves it is able to reconstruct the original signal (Figure B, Right) providing highly accurate pa-
rameter tracking with bias within three decimal points and standard errors less than 1%, as reported in
Table M. As before, this is a consequence of the initialisation for the observed state that is very close to
the true values due to the low level of measurement noise.

Van der Pol system
Consider the following equations describing the van der Pol oscillator:

dz dx
dtu = Tat, W% = Mi(1—zf)ey — 21+ & (4)
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Figure 3. Stochastic van der Pol system with parameter A\; = 3: signal reconstruction (7Top) and

parameter estimation (Bottom) using the UKF.
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The stochasticity of the system comes from the second component which contains an uncorrelated noise
term €;. For the augmented UKF, the process noise is considered fixed and known: e ~ N (0, 1). The noise
propagates through both states x; and x5, which means the system will display stochastic oscillations
throughout the observation time window. See Figure B for a solution of the stochastic van der Pol system,
with parameter A\;; = 3 and [1,0] as the initial conditions for the numerical integration. Measurements
are obtained from the first component, x1; by adding Gaussian noise: 1; ~ A (0, R) with variance
R = 0.22. This ensures a SNR of around 10%. As with all stochastic systems, the numerical integration
has to be performed using a very small step size, §t = 0.001, and a low order integration method such as
the Euler method [7].

The initialisation for the UKF is the first observation for the states: %o = (vo,%0)”, and for the
parameter twice the true value: A; = 6. The covariance matrix is initialised as a diagonal matrix:
Py = 2[;. In Figure B and Table 0 we report the results of the UKF estimation for the van der Pol
system. Since the UKF initialisation for the observed system state is relatively close to the true one
(SNR is 10%), the estimated path of the signal is very close to the real signal. However, the tracking
for the second component is not as precise, which is also reflected in the higher standard error for xs.
Nevertheless, this is not unusual given the stochastic nature of the system, and the fact that this state is
not observed.

To conclude this section, we report that our results from the UKF estimation for the three considered
systems are consistent with those reported in [[].

Table 1. UKF estimation results for the Lotka-Volterra, Lorenz and van der Pol systems. Point estimates
and standard errors (in brackets) are reported using the last prediction step of UKF.

States and parameter estimates using the UKF

X1 X2 X3 A1 Ao A3
Lotka-Volterra  0.474 (0.001)  0.837 (0.004) - 1 (0.001) 1.5 (0.003) 2 (0.004)
Lorenz -4.836(0.855) -10.518(1.808) 17.665(0.635) 10(0.019) 46 (0.101) 2.667 (0.009)
Van der Pol  2.075 (0.111)  0.157 (0.627) - 3 (0.093) - -

4 Simulations

The main aim of this study is to systematically investigate the influence of the UKF initialisation, given
that this is an important practical aspect that has not been addressed in the literature in great depth. We
complement the results presented in [i] with a series of simulation studies to provide a more complete and
informative picture of UKF estimation for nonlinear models. Hence, we preserve the modelling choices
reported in [[7]: sampling step size, integration step size, sampling time interval, system parameters,
model errors etc. Note that the covariance matrix initialisation for the UKF will most likely be different
from the one chosen by Sitz et al. [7], as it was not reported by the authors.

Initialisation

The impact of the initialisation has been assessed by considering a range of offsets for the states and
model parameters: {0%, 25%, 50%, 100%, 150%}, which include the choices in [7] across the 3 models
included. For consistency, the offsets have been calculated as percentages from the true values, with
the choice of a positive or negative offset being decided at random for each UKF instantiation. The
offset has been considered for the states xq as well, even though the most common scenario would be to
initialise using the first observed states y,. The reasoning behind this choice is that, in practice, it is also
plausible to consider a different initialisation other than the first observation, which would be based on
prior knowledge of the system dynamics.
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Number of observations

A secondary aim of this study is to investigate the impact of reducing the number of observations, given
the results reported in Section B indicate that comparable UKF estimates could be obtained using a
smaller number of observed samples. reaches Two scenarios have been compared, see Table B: the 'Same
frequency’ scenario which relies on fixing the same sampling step size, At, and reducing the time window,
T, to acquire the desired number of observations, IV, and the ’Less frequency’ scenario which relies on
increasing the sampling step size until a set number of observations is achieved in a certain time window.
Given that originally the results have been produced using N = 10000 observation, which is an excessive
number for most applications in practice, we opted for a more realistic N = 3000 observations, which is
a 70% decrease in the number of observations. These original settings, denoted as ’Original’ in Table O
have been used as a benchmark for the other two scenarios.

Table 2. Details on the simulation scenarios for investigating the impact of sampling frequency on the
UKF results.

Lotka-Volterra system Lorenz system Van der Pol system
Original At =0.1, N =10000 At =0.01, N =10000 At =0.01, N = 10000
T = [0, 1000] T = [0, 100] T = [0, 1000]
Same frequency At =0.1, N = 3000 At =0.01, N = 3000 At =0.1, N = 3000
T = [0,300] T = [0, 30] T = [0,300]
Less frequency At =0.33,N =3000 At =0.033, N =3000 At=0.33, N = 3000,
T = [0, 1000] T = [0,100] T = [0,1000]

Reporting results

Two measures have been calculated for each scenario to asses differences in the performance in param-
eter space and in function space: relative bias RelBias; = *=*t and mean squared error MSE =

Zi\i N (%; — x¢)?. For the calculation of the MSE, the first half of the UKF estimation is discarded
across the simulations, to ensure the UKF estimation has enough time to converge to the true value,
which will also ensure a fairer comparison across data sets with very different initialisations. Although
in recursive methods such as the UKF, the last step (after all the data has been seen) provides the best
estimate for the state, in stochastic models the bias will often exhibit small fluctuations, in which case
the bias reported has been calculated as an average of the biases for the last 100 estimates.

5 Results

This section contains the results for the simulations carried out to investigate the effect of the initialisation
on parameter estimation using the augmented UKF, as well as the effect of reducing the sample size,
as discussed in Section B and summarized in Table B. Across the scenarios considered, 10 simulation
have been run for each situation e.g.: 10 sets of ’Original’, 10 sets of 'Same frequency’, 10 set of ’Less
frequency’ etc. Without loss of generality, the results for the unobserved states have been excluded from
the plots since they exhibit similar patterns as the observed system state.

Lotka Volterra system

The simulation results in Figure B suggest that decreasing the observed sampling time either by increasing
the sampling frequency time step, or by reducing the time interval for the system measurements will result
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in a deterioration of the results, in terms of bias and MSE. Although the range of the bias and MSE
suggests keeping the sampling step size constant, the median indicates that increasing the sampling size
will increase the bias by on average 5%.
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Figure 4. Lotka-Volterra system: observation sample size. Boxplots of relative bias (Top) and MSE
(Bottom) over 10 data sets for the three scenarios considered in Table B.

Figure B shows the effect of the initialisation offset on the UKF estimation for the three models
considered, by looking at box plots of the relative bias from 10 data sets. For the Lotka Volterra model,
as the relative offset increases to 150% the estimation deteriorates by, on average, 7 % for the parameters
bias, and 0.7 % for the state bias. Notice that the bias range increases by a factor of between 4 and 7 for
the parameters, which means the estimation becomes considerably uncertain for 150% offset. The MSE
at 150% offset is, on average, about 50 times higher for signal and up to 10 times higher for parameters
compared to 0% offset, indicating the UKF estimation is considerably worse at higher offset.
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Figure 5. Lotka-Volterra system: initialisation. Boxplots of relative bias (Top) and MSE (Bottom)
over 10 data sets with relative offsets:{0%, 25%, 50%, 100%, 150%}.

Lorenz system

In Figure B, the bias indicates that maintaining the sampling size at At = 0.01 produces slightly better
results compared to decreasing the sampling frequency, although a difference of around 1-2% in parameter
space is likely to be irrelevant in practice. However, the range of the bias and MSE suggests that UKF
is more likely to produce estimates that are more inaccurate if the number of observations is reduced (by
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either scenario). Furthermore, the presence of outliers in reduced sample size scenarios means that the
algorithm can get stuck in local optima of the likelihood landscape, and one way to overcome this would
be a larger sample size. This is supported by the MSE which is, on average, up to 10 times higher for
parameter estimates for two scenarios compared to the ’Original’ scenario.
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Figure 6. Lorenz system: observation sample size. Boxplots of relative bias (Top) and MSE (Bottom)
over 10 data sets for the three scenarios considered in Table B.

Figure @ shows results for only 4 of the 5 offsets considered in the other scenarios due to the fact that
in the chaotic Lorenz system a large initial offset is very likely to produce very different system dynamics.
For example, with an initial offset of 150% the UKF performed very poorly due to numerical instabilities
which caused the algorithm to stop before the end, as such results are not available for the comparison.
Note also that the estimation degrades for the parameter bias, on average, up to 50% and up to a factor
of 150 for the parameter MSE at 100% offset.
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Figure 7. Lorenz system: initialisation. Boxplots of relative bias, zoomed-in to a more informative
scale (Top), and MSE (Bottom), on a log scale due to high range of values. Estimates obtained over 10
data sets with relative offsets:{0%, 25%, 50%, 100%}.

Van der Pol system

In Figure B, the relative bias and the MSE indicate that reducing the sampling frequency reduces the
quality of the estimation in terms of parameter bias by, on average, 140%, and in terms of MSE by a
factor of 2 on the log;, scale. The stochasticity of the system poses a greater challenge for the UKF,
and the increase in sampling frequency is leading to a significant loss of information that is required
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to provide more accurate estimates. Given that the difference between the bias of the ’Original’ and
'At = 0.1, is less than 1% means the UKF achieves convergence really fast, even before the first 30% of
the observations. This makes sense given the periodic oscillation in the observed system. When dealing
with similar periodic systems, having data that covers several cycles of the observed signal would be
sufficient for the UKF to provide reliable estimates. In Figure 8 we present the results of UKF estimation
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Figure 8. Van der Pol system: observation sample size. Boxplots of relative bias (Left) and MSE on
a log scale (Right) obtained over 10 data sets for the three scenarios considered in Table B.

of the van der Pol system, with different initialisations. UKF estimation is quite robust to initialization
for the van der Pol system, even for 150% offset, with the results indicating the bias for all states is,
on average, close to 0 for all initialisations. For the parameter A; the estimation differs only by 1 to
2% on average. The MSE is similar in terms of median and range across offsets, indicating that reliable
estimates can be obtained from a big range of starting points.
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Figure 9. Van der Pol system: initialisation. Boxplots of relative bias, zoomed-in to a more in-
formative scale (Left), and MSE(Right). FEstimates obtained over 10 data sets with relative offsets
{0%, 25%, 50%, 100%, 150%} .

6 Discussion

Motivated by recent developments in mathematical biology, our study has focused on the accuracy of
parameter inference in dynamical systems approximated by a UKF. We have selected three systems

COMPSTAT 2016 Proceedings



Giurghita and Husmeier 393

with features that are representative of many complex systems, including chaotic attractors and intrinsic
stochasticity. The relative simplicity of these systems has allowed us to run hundreds of independent
simulations. This has enabled us to obtain the distributions of two figures of merit, quantifying the
distance from the known ground truth both in parameter and function space.

First, we looked at the dependence of the parameter estimation on the observation sample size, and we
have done this by comparing the models with the original settings as implement in [[] with two different
scenarios that contained just 30% of the original sample size. We have shown that for some models,
the UKF requires a larger sample size (Lorenz attractor, Lotka-Volterra), or larger frequency (van der
Pol) to produce reliable estimates, and this is specific to the particular dynamics involved (stochasticity,
periodicity etc.).

Additionally, our particular focus has been on the dependence of the parameter estimation on the
initialisation. We have shown that for an initialisation close to the ground truth the results of the seminal
study in [[@] can be reproduced. Nonetheless, even for perturbations in the order of 100% (a factor of
2), the results noticeably deteriorate. Our plots allow an objective quantification of this deterioration as
a function of the initial deviation. The poorer performance for less informative initialisations suggests
that the UKF is susceptible to local optima in the likelihood landscape. This appears to be an intrinsic
feature of the sequential parameter updating scheme, whereby the relative weight of the corrector step,
which updates the parameter distribution by assimilation of new data, exhibits a monotonic decrease
proportional to the inverse of the number of data instances. This can render it difficult for the UKF to
escape from a local attractor state in the vicinity of a poor initialisation.

In conclusion, our study provides a more cautionary picture than the original publication in [7]
and suggests that a complementary fast preliminary parameter scanning scheme, as e.g. proposed in [g],
appears to be indispensable to make the method applicable to complex systems for which little knowledge
is available a priori.
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Abstract. Statistical methods to design computer experiments usually rely on a Gaussian process (GP)
surrogate model, and typically aim at selecting design points (combinations of algorithmic and model
parameters) that minimize the average prediction variance, or maximize the prediction accuracy for the
hyperparameters of the GP surrogate. In many applications, experiments have a tunable precision, in the
sense that one software parameter controls the tradeoff between accuracy and computing time (e.g., mesh
size in FEM simulations or number of Monte-Carlo samples). We formulate the problem of allocating a
budget of computing time over a finite set of candidate points for the goals mentioned above. This is a
continuous optimization problem, which is moreover convex whenever the tradeoff function accuracy vs.
computing time is concave. On the other hand, using non-concave weight functions can help to identify
sparse designs. In addition, using sparse kernel approximations drastically reduce the cost per iteration
of the multiplicative weights updates that can be used to solve this problem.

Keywords. Optimal design of computer experiments, Gaussian process, Sparse kernels

1 Introduction

We consider a computer code taking an input & € X (called a design point) in a compact set X C RY
and a parameter 7 specifying the time allowed for the computation, and returning an output of the form

Y(&, 1) =n(@) + e(Z, 1), (1)

where 7(+) is an unknown function and €(Z, 7) represents uncorrelated errors: Ele(Z,7)] =0, 4 # ¥ =
Ele(d, 7,)e(0, 7)) = 0 for all 7,, 7, > 0, where E[X] stands for the expectation of X. We assume that the
experiments have a tunable precision, in the sense that the variance of the error V(e(Z, 7)] is a decreasing
function of the time 7 spent to compute an approximation of 7(Z). Specifically, we assume that there is a
known parameter %, (where the subscript N stands for noise) and a known differentiable, nondecreasing
function w : Ry — Ry satisfying w(0) = 0, such that V[e(Z,7)] = o%w(r)~!. Let the experimental
design (or simply the design) be represented by & = {Z;, T }ie{1,... .n}, Where the given candidate points
Z; € X are distinct, and 7; > 0 is the computing time spent on design point Z;. Note that 7; = 0 means
that no computation is carried out at #;, and formally we have V[e(Z;, 7;)] = +oo. Candidate points Z;
with 7, > 0 are called support points and are those which are actually selected for the design.

We assume that a two-stage approach is used, and observations have already been collected during
=0 0

the initial stage from a design &iniy = {Z;, 7’ }i=1,... no, With 95? # &; for all 4, 7. The purpose of this article
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is to develop efficient algorithms for the computation of near-optimal computing times 7;, subject to a
constraint on the total computing time allowed for the second stage: Y 7; =T. In other words, we
search for a (near-)optimal design within the class of all designs that assign a total computing time of
T, and whose support is a subset of the &;’s. In practice, this two-stage approach can be turned into
a sequential one, as follows. Given an optimized design 7%, select one support point Z; and compute
Y (Z;,77). Then, append {&;, 7} to &nit, decrement T' by 7;°, remove Z; from the list of candidate
points, update the surrogate model for n(-), compute the next design 7, and iterate. This procedure
can also be generalized to work on a parallel architecture, where several design points can be processed

simultaneously.

Our assumption about the existence of an information function w() is not common. Most authors
focus on the search for ezact designs, i.e. w; = w(r;) € {0,1}, and w; = 1 indicates that the design point
Z; belongs to £&. We refer the reader to [[5] for a comprehensive review on exact designs for computer
experiments. For the standard linear model, a popular technique is to relax the integer constraint on w;,
which led to the success story of the theory of approximate designs [I2, [6]. Approximate designs are used
most often as a heuristic to find good exact designs, typically by rounding. For computer experiments,
however, the total computing time is of much more importance than the number of design points, which
motivates to study the tradeoff between tunable accuracy and computing time in more detail. We give
two examples:

e In the case of Monte-Carlo simulations, the variance is inversely proportional to the number of sam-
ples, and hence w(7) = 7. In fact, 7 can take integer values only, but we expect the approximation
to be good enough for a large number of simulation runs.

e The standard a priori error estimate for finite element solutions of ansatz order p and mesh width

h for sufficiently regular stationary elliptic problems in Q C R% is ||u — up| g1 (o) = O(hP). The
optimal computational complexity is 7 = O(h~?), which means 7 = O(Hu—wz“;[%g)), see, e.g., [B].

We could thus model the error by a noise of variance Var[e(Z,7)] = O(12P/9), i.e. w(r) = O(7?P/9).

Note, however, that errors at two design points might be correlated, as is usually the case in finite
element models. An alternative could be to use a Gaussian process to model the error process. We leave

this for future research, and simply assume as an approximation that the €(Z;, 7;) are uncorrelated, which
might be acceptable if the Z;’s are far enough from each other.

Following the kriging methodology, we assume that n(Z) = f(f)Tg+ Z(%), where f : R? =+ R™ is a
spatial regression function (generally a polynomial), 8 € R™ is an unknown vector of parameters, and Z
is a Gaussian random field with zero mean and known correlation structure,

E[Z(#) =0,  E[Z(@)Z(7)] = 03 C(4,7),
where C' : R? x R? — R is a positive semidefinite kernel satisfying C(#, @) = 1 for all @ € X.

Denote by Y (€) = [Y(#1),...,Y(Z,)]T the vector of observations associated with the design £. We
have
Y (&) ~ N (FTB, 0%C + A), (2)
where F' = [f(Z),..., f(Z,)] € R™*™, {C"}” = C(zj,2;). and A = 02 Diag(w(7))~!. We also define
the signal-to-noise ratio v = (07 /on)? and & = C 4 Diag(yw(7)) 1, so that Var[Y (£)] = 02 %. The best
linear unbiased estimator (BLUE) of 3 and its variance are given by

= >,

= (FEVFT)TIFSY(¢),  Var[f] = o} (FS1FT) 7
Then, the best linear unbiased predictor (BLUP) of the unknown function n at & € X based on the
observations Y (£) is given by

-

A(FE) = F(@)7B + (@) TS (Y (€) — FTB),
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where {c(Z)}; := C(Z,7;) is the vector of cross-covariances between Z and the design points, and the
mean-squared prediction error (MSPE) is

p(®) = E[(0(T) ~ (7))
— o3 {1 @77 (@) + (£(@) - FS'e(@)T (FSTFT) 7 (f(2) - FE7e(@) }

The above expression reduces to p(Z) = 0% (1 — o(@) T8 e (Z)) when the trend parameter 3 is known.

Note that p(Z) depend on the design £ through 3. A standard approach is to choose £ so as to minimize
the integrated mean squared error (IMSE):

IMSE(¢) = /X p(Z) dyu().

The IMSE criterion depends on a measure g on X, which can be used to weigh the interest of the
experimenter for knowing the value of n at Z. E.g., if the goal is to minimize n(Z) over X, or to estimate
the probability that n(Z) lies below some threshold, p should weigh regions of X such as to balance the
exploration/exploitation tradeoff; see, e.g., [G, .

It was shown (for the standard case where the variance of e is not a function of 7) in [4, §] that
model (0) can be approximated arbitrarily well by a Bayesian linear model of the form

—

V@)~ @ 0@ ] + @) ®)

where @ is a random regression parameter with prior & ~ A(0, U%f;), fs is the s x s—identity matrix, and
the function ¢ : R? — R® can be obtained by truncating the Mercer’s expansion of the kernel C' ( ). In our
case, recall that observatlons have already been collected during an initial stage at iy = {.731, Ty =1, mos
Varle(Z,7)] = o%w(7)~! and the noise is uncorrelated. Then, by using standard results from the literature
on Bayesum designs, see, e.g., [[3], one obtains the following approximation of the Kriging variance for

the design ¢ = {$Z7Tz}1:1,...,n s g
A(E) = 0% h(@)T M (€)™ h(@),
where h(Z) = [f(Z)T, g(Z)T]7 and M () is the (scaled) Fisher information matrix for (3, ®):

o= S 11 S SR8 ) [0 8] o

i=1 i=1 g Z

s

r
Further, the IMSE criterion can be approximated by a criterion of Bayesian A-optimality:

IMSE(¢) = /X p(Z) dp(T) = trace M (€)™ 'L

with a coefficient matrix L = 0% [ M(&)h(Z)T d(E). We restrict our attention to the situation in which

E is estimable from the observations collected with the initial design &;pit, which ensures that Tis positive
definite, and M () is invertible for all designs.

This technique was recently used by [20, 8], who compute approximate designs by using standard
algorithms of Bayesian A-optimality, and use rounding heuristics to find exact designs. One disadvantage
is that it requires the knowledge of a Mercer’s expansion of the kernel. To tackle this problem, a polar
spectral approximation of the kernel has been used [20, Z1], but it is not clear whether this can be gener-
alized for parameter spaces of dimension d > 2. In [8] it is assumed that p has a finite support containing
the candidate points Z;, so the computation of the g(Z;) reduce to a standard matrix eigenproblem. In
Section B we establish a link between this approach and the class of SOR kernels commonly used in
machine learning,.

In this article, we focus on two classes of sparse kernels, which are commonly used in Machine
Learning, and for which there is a simple, finite Mercer’s expansion. We will show in Section B that
using sparse kernels with s inducing points reduce the cost per iteration of the multiplicative weights
update algorithm from O(n?) to O(ns?), when the goal is to compute the weights of a design minimizing
the IMSE over n predefined candidate points. This reduction is crucial for computer experiments with
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parameter dimension d > 4, where a very large number n of candidate points is required to fill the space
of parameters. We show further in Section B that the same complexity reduction can be achieved for the
search of optimal designs for the prediction of hyperparameters of the kernel. However, we point out that
the optimization problems we consider are, in general, not convex. Hence, global optimality cannot be
guaranteed, but one can implement standard strategies to try and escape local optima. One exception are
the sparse IMSE-optimal design problems studied in Section B, which are convex when the information
function w() is concave. Finally, some numerical experiments illustrate our method in Section B.

The second goal of this article, covered in the next section, is to extend the theory of approximate
optimal designs to the situation in which the weights w; depend on the true design parameters 7; via an
information function w().

2 Approximate designs in presence of an information function

For a design & = {&;,7;};, define M(£) := S w(@i, ) (T h(E)T + . Throughout this section, we

assume that we are given a set X = {#1,...,%,} C X of candidate points, and we consider a design
1 f the f - -
problem of the form Il’llAIl ®(&7) = trace M (£2) 'L, (5)
TEAT

where &z represents the design {#;, 7; }i=1,...n. The matrix Lis positive semidefinite, and the computing
times are constrained in the set Ap := {7 € R : >, 7, = T}. For the sake of generality, the
information function w is allowed to depend on the design point Z;. For all Z € X, the function w(Z,-)
is assumed to be continuously differentiable and nondecreasing on R;. We restrict our attention to the
case of a positive definite T for the sake of simplicity (so that M (&7) is invertible for all 7 € Ar), but we
stress that the results presented here can be extended to the case of a positive semidefinite L.

It is well known that ®(£) is a convex function of the vector of design weights @ =
[w(F1,71), .., w(Tn, Tn)]T. Using the fact that ®(£7) is a nonincreasing function of w(F;, 7;), standard
composition theorems yield the following:

Proposition 2.1.
If the information function T — w(&,T) is nondecreasing and concave for all ¥ € X, then the function
T ®(&z) is convexr over Arp.

The success of the theory of approximate designs is largely due to equivalence theorems such as the
Kiefer-Wolfowitz theorem [I0], that give simple means to check the optimality of a design.

First we state the Karush-Kuhn-Tucker (KKT) necessary optimality conditions for a vector of design
weights 7 over Ap, which are valid even if the w(Z;, ) are not concave:

Proposition 2.2.
Let L=KKT and #,,...,%, be given candidate points in X. For alli € {1,...,n}, define

o Ow(@,m) P
di(7) = —5——|Ih(@ )M (&)K.
Ti
If 7 is a local minimizer of ®(&z) over Ap, then we have: Vi € {1,...,n}, di(7) < 3 p_; Tedi(7).

Moreover, the inequality becomes an equality for support points of &z, i.e. for all i such that T, > 0.

Proof. Observe that (57) = M trace M (&) 'h(Z)h(Z)T M (¢2) 'L = —d;(7). Then, the dual
feasibility and complementary slackness KKT-conditions of the optimization problem mln{<I>(§T) 1 Vi €
{1,...,n},7:>0,%, 7 =T} can be expressed as follows:

IN>0:Vie{l,...,n}, (( =0 and d;(F) <\) or (>0 and di(f)zA)).

Moreover, the Lagrange multiplier A must satisfy TA = >, ;A = >, 73d; (7). Substituting the value of A
in the KKT conditions yields the proposition. O

If the information functions are concave, we obtain a much stronger result. For the next theorem we
temporarily drop the assumption that the &;’s are given. We characterize optimal designs over the set
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,,,,,

points in X:

Theorem 2.1. Let L = I?K:T, and assume that the condition of Proposition 2 is satisfied. For all
T € X define
o Ow(@,T(Z) o
d(&;7) = Tﬂh(x)TM(f) IK”Q,
where T(Z) is the computing time spent on the design point T (i.e., 7(£) = 0 if ¢ supp(§) and 7(Z) = 4
if =%, € supp(&)). Then, & = {Z;, T }i=1,...n, minimizes ® over = if and only if

B, N S ‘=
VEe X, d(&7) < T;Tid(g , Zi).
=
Moreover the above inequality becomes an equality for all support points of £*.

Proof. First note that the only if part of the theorem is a simple consequence of Proposition 2. For
the if part, assume that the condition of the theorem holds. It implies

Vr € R} such that » 7/ =T, S ordEr, ) <> mdEr ).
i =1 i=1

9%(£")

87’1'

Using the fact that = —d(&*,%;), this can be rewritten as:

02((1 — )" +af’)
Oa

V&’ = {f“Tz/} c E,

a=0

Finally, consider an arbitrary design &' € Z, and define the function ¢ : a — ®((1 — @)&* + af’).
By proposition 20, ¢ is convex on [0,1], and we know that ¢’(0) > 0. So we have ®(¢') = (1) >
»(0) +'(0)(1 — 0) > 1 (0) = ®(£*), which proves the optimality of £*. O

We next adapt the multiplicative weights update algorithm of Titterington [19] for Problem (8). The
multiplicative algorithm was originally presented in the general setting in which a function f must be
minimized over a unit simplex {& € R} : Y. w; =1}, so it can be adapted in a straightforward manner
to the case of a design problem with information functions, i.e., w; = w(%;, 7;). Given an exponent ¢ > 0
and an initial vector 7(9) > 6, the iterations are:

(k) 7 (=(k
Vie{l,...,n}, 7D T iz(’r( )y '
s 8 g (7))

(6)

J=1"J
In its standard version, that is, when w(Z;, ;) = 74, this algorithm converges monotonically towards an
A—optimal design when ¢ = % The process can be accelerated by pruning candidate points with a

sufficiently low weight, which ensures that they do not belong to the support of any optimal design [I4].
Convergence for a variety of optimality criteria was shown in [Z5].

Consider now the general setting of a function f to be minimized over A, with d;(7) = 855?. If the
iterations (B) converge, then the limit point 7* must satisfy the necessary condition of Proposition 272,
under some mild conditions [G]. In practice, we experienced numerical convergence of the above algorithm
towards local minima of f : 7 — ®(&z) when ¢ is well chosen, even in the cases where the information
functions w(Z;, ) are not concave.

3 Sparse covariance kernels

Here we consider two classes of sparse kernel functions commonly used in machine learning for Gaussian
process regression with a large number n of samples. These approximations rely on a small set of inducing

points, {Uy,...,Us} C X, and assume that the covariance cov(Z(Z), Z(¢)) of the process between the
points & and i € X only depends on the covariances between the w;, & and the 4;, and % and the ;.
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This reduces the complexity of training a Gaussian process on a dataset with n samples from O(n?) to
O(ns?). We refer to [I7] for a comprehensive review.

SOR-kernels. The Subset of Regressors (SOR) approximation consists in replacing the correlation
function C(&,¥) by a low-rank kernel,

CSOR(fv g) = Cy (f)TI_(’;JlL Cu(g)7

where {I?uu}” = C(u;, U;) is the s x s matrix of correlations between the Z(u;), and {c¢,(Z)}; = C(u;, %)
is the s-dimensional vector of correlations between Z () and the Z(u;). Hence, if we let J,, be any matrix
satisfying J,JI = KL then the function g : & — JZL ¢, (&) satisfies

V(.’Z", g) € X X X? CSOR(fv 37) = g(f)Tg(g)

Hence, for a SOR-kernel the observation model (0) is equivalent to model (B). Indeed, Z(§) =
[Z(21),..., Z(Z,)]T ~ N(0,0%C) has the same distribution as [g(Z)),...,g(Zn)]T@ where &
N(0,0’%I_;). To put it in other words, if we assume that the true kernel is Csogr, then model (B) is
exact, so that IMSE(£7) = IMSE(¢7) = trace M(¢:) 'L, and we can use the multiplicative weights
update (B) to compute an optimal design. The complexity of computing IMSE(¢>) and its gradient
[d1(7), ..., dn(7)]T is O(n(s +m)?), which is O(ns?) because the dimension m of the regression param-
eter § is a small constant. So the cost of one iteration (B) is O(ns?). In contrast, for a full kernel the
computation involves ¥ and takes O(n3) operations.

There is a vast literature on the selection of inducing points @; to approximate a kernel C(,-) by
a SOR kernel [22, 2, 24]. For example, [24] uses a regular grid to exploit the Kronecker structure of
I?%u when C' is a product of one-dimensional kernels, and to speed-up the computations by using fast
Fourier transforms. Note that if the points 7, ..., @, are sampled randomly and independently from the
probability measure u, the approximation C(Z,¥) ~ Csor(Z, ) can be regarded as an expansion of the
form C(Z,9) = >__; Mi¢i(Z)$i(¥), where the \; and ¢;(-) are the solutions of the Nystrm approximation
of the eigenproblem

x

This approximation consists in replacing the integral by %Z;l C (&, 4;)¢(u;), and reduces the infinite-
dimensional eigenproblem to a standard s x s—matrix eigenproblem [Z3]. If we choose j; =U K_%,
where UAUT is a spectral decomposition of I?u,u, this is equivalent to the approach of [, 8], where u
is approximated by a discrete measure ji supported by the ;’s (i.e., the IMSE is approximated by a
quadrature). In [[7], the authors further suggest to choose the candidates Z; in the support of fi, i.e.
n < s. Then, g must only be evaluated at the @;’s, and the vectors g(;) (i = 1,...,s) are the columns of
Az ﬁT, hence they are orthogonal. This contrasts with our approach, where we generate a large number
of candidate points in order to fill the design space, but use a small number of inducing points for the
sake of computation (n > s).

FITC-kernels. The FITC approximation (Fully Independent Training Conditional) is very similar to
SOR, but a diagonal noise is added to the kernel, to ensure that Crrrc(Z, %) = C(Z, Z) = 1:

Crire(Zi, Tj) = Csor(Z:, T;j) + (1 — Csor(Zi, Ti)) 45,
If we define as before the function g : # — JL ¢, (&), where J,JI = _';57 we obtain:
Crrre (T, @) = ()T g(Z;) + (1 — [|g(@)]1*)8i;-

It follows that for a FITC kernel, the observation model is equivalent to

—

V@) = U@ @) ] | @)+ elio), )
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where @ is a random regression parameter with prior & ~ N(0,0%1;), and v(Z) is an unbiased and
uncorrelated noise, which is heteroschedastic with Var[v(Z)] = 0%(1 — ||g(Z)|?). Under this model, the
Fisher information matrix for (3, &) becomes (up to a scaling factor o%):

" . ~ . yw(T)
w(Zy, ) (@) W(E)T + T, where w(#,7) := (8)
=2 T+ (1= lg@2)rw)
Note that M (€) has the form of the Fisher information matrix of the problem studied in Section B.
Moreover, elementary calculus shows that 7 — w(Z,7) is concave if 7 — w(7) is concave. In this
situation, Proposition P70 shows that (B) is a convex optimization problem for FITC kernels.

4 Optimal designs for the estimation of kernel
hyperparameters

Until now, we have assumed that the kernel function C(-,-) was known. In practice however, the kernel
depends on a set of hyperparameters e R?, which must be estimated by maximum likelihood from the
set of observations Y (§). Recall that Y (£) ~ (FTB7 0229) where Yy = Cy + D, D = Diag(yw(7)),
and we have inserted the symbol § as subscript to stress the dependency on the hyperparameters. Then,
the p x p Fisher information matrix for the vector of parameters 6 can be derived from standard formulas:

—

1 0Cy = . OC,
{My(&)}i5 = 2tmceE 1 809 91 890 (9)

Given a current estimate of 9 we propose to search a de51gn & maximizing the criterion of D—optimality,
log det My (€). Here, note that we assume that 3 and o2 are known. We refer to [I5] for a review
on approaches to deal with a total Fisher information matrix for the set of parameters (5, o2, 5) In
particular, Mller and Stehlik proposed a compound criterion with a weighing factor that balances the
goals of estimating 3 and estimating 6 (o).

We want to optimize the computing times 7; associated with a large number of candidate points

Z;. This is a hard optimization problem, since here the D—criterion is not convex with respect to 7.
9 log det Mg(&,.)

oT;

Nevertheless we propose to use the multiplicative update iterations (B), where d;(7) := , in
order to identify good local optima. However, if n is very large, the computation of M, (&7) and di(T) is

extremely time-consuming. It involves the inversion of the n xn matrix ¥y, and many n xn matrix-matrix
multiplications.

In this section we show that this computational burden can be reduced if sparse kernels are used.
From now on, we assume that Cp = GyG}', where Gy = [gg(fl) ..,gg(xn)] € R™*s. As is previous
section, the function gy is defined by gg(%) = JL ¢y (%), where J,JL = K ~1  From now on we set J, to
the Cholesky factor of Ku ., because this choice yields compact formulas.

First note that the low-rank decomposition makes it possible to use the Woodbury matrix identity:

= (Cy+ D Y)'=D— DGy(I, + Gy DGy)'G} D. (10)

Then, we also need to compute derivatives of gy with respect to 8. This is possible thanks to the following
lemma:

Lemma 4.1. Define the function ® which returns the lower triangle and half the diagonal of a square
matriz:

B . My ifi>j
if ¢ < J.

Then, we have: V¥ € X,

T
0gs(%) =1 0cy (T )_ *TaKuu* 7T . (=
26, =J, 26, J,, 26, Ju | I, cu(E).
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Proof. A formula for the derivative of the Cholesky decomposition X = JJT can be found in [IR, Theorem
A.1], and can be proved by implicit differentiation:

aJ oo, 0X - 7y

O(J =T

00 ( 00

The formula of the lemma can now be obtained, by applying standard formulas for the differentiation of

products and matrix inverse. O
We can use this lemma to compute the matrices Gi = %f? . Now, we also define C_fo =Gy to simplify

the notation. Substituting %—% = G,GT + GoGT and (M) into (M) yields an expression for {Mg(f)}ij

that depends on Gg, Gy, ..., Gp. After some simplifications, we obtain

{Mé)(f)}z‘j = trace 501/103‘ + /Too/_fm

where for all k,1 € {0,...,p}, Ay = By — éko(ﬁ + éoo)_léoj and By = é{ﬁél From these
expressions, it is easy to see that Mpy(£) can be computed in O(ns?), which is a great improvement
compared to O(n?) for a full kernel.

Similarly, we can compute V, {My(&)}i; = [B{M"(E)}” A BIIGICY Y O(ns?). For all k €

T1 ’ Tn

{0,...,p}, define B, =Gy — éo(fg + éoo)_1§0k- Then, we can show that (details omitted):
ﬁT{Mg(f)}” = vDiag(w’(F)) Diag (ﬁlgojﬁg + ﬁjgolﬁoT + ﬁo/LjﬁOT + ﬁjz&)oﬁf) .

Finally, the gradient of the criterion is obtained by d;(§) = trace ]\Zg(f)’la]\giifg). Hence, we have shown
that the gradient of the criterion can be computed in O(ns?) for a sparse kernel with s inducing points.

In contrast, for a full kernel one requires O(n?®) operations.

5 Numerical Experiments

We consider the Ishigami-like function 7 to illustrate the effect of the information functions:

V¥ e X =10,1] x [0,1], n(#) = L.1sin(m(2x1 — 1)) + 7sin?(7(2z2 — 1)).

First, 8 noisy observations of the function 7(Z) are taken, with 0% = 0.05, and 7, = é at each of the
8 locations indicated by yellow dots in Figure 0. These initial values are used to estimate, by maximum
likelihood, 0% and the hyperparameters (£1,f2) of the Gaussian kernel

o) = LR (=) ]

The plots of Figure 0 show some designs for the distribution of T'= 1 additional hour of computing
time over a regular grid of n = 312 = 961 candidate points. The size of the red dots indicate the time to
spend on a design point, and the color in the background indicates the prior Kriging variance (after the
initial 8 observations; blue: small variance, red: high variance), according to the considered covariance
model: In Plot (a) and (b), we respectively used the SOR and FITC Kernel associated with C(-,-), for
s = 12 inducing points (marked with black squares), that were generated in a space-filling fashion with
a Sobol sequence; the number s = 12 is rather small, on purpose, to illustrate the effect of sparsity.
Plots (c)-(g) rely on a SOR kernel with s = 60 inducing points (not marked for the sake of visibility);
with that many inducing points, the relative errors between IMSE({) and IMSNE(f) were in the order of
0,1% for the designs we computed. Also, different information functions were used, cf. Plot (h).

The plots (a),(b),(c),(e),(g) show (near-)optimal weights 7; for the IMSE criterion at the specified n
locations of the #;’s, while (d),(f) are nearly D—optimal weights for the estimation of § = (¢y, £3). For
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Figure 1. Near-optimal design weights for the test function. Kernel: Csor with s = 12 inducing points
in (a); Cprre with s = 12 inducing points in (b), and Csor with s = 60 inducing points in (c)-(g).
Optimality criterion: IMSE in (a),(b),(c),(e),(g) and D-criterion for § = (£1,4,) in (d),(f). Information
function: w(7) = 7 in (a)-(d); w(r) = 7(1 — exp(—1(1 + 1007)))? in (e),(f); w(r) = 7(1 +7)~* in (g).
These information functions are plotted in (h).

all computations, the matrix L = 02 [y M@ h(Z)T dp(Z) was computed with a Monte-Carlo method with
N = 10° samples, with u the Lebesgue measure over [0, 1]2. The stopping criterion for the multiplicative
update iterations was

N N ;
_max d;(7) < T ;dek(ﬂ +e, (11)

where ¢ = 1072, Note that the design weights plotted in (a)-(c) and (g) are provably optimal (up to
the tolerance ¢), because the considered optimization problems are convex. This is not the case for the
designs shown in Plots (d), (e) and (f). Here, the multiplicative update algorithm is likely to fall in local
optima, so we performed several restarts and kept the best design.

Plots (a) and (b) show the effect of using a sparse kernel, and are to be compared with Plot (c),
which can be considered as the optimal design for the full kernel C' when w(7) = 7. Observe that the
kriging variance tends to be underestimated with the SOR kernel (a), while it is overestimated with the
FITC kernel (b). As a consequence of the (strict) concavity of w(Z, ), the FITC design is more spread
out than the SOR design. Also, the FITC design has a slightly better efficiency than the SOR design
(73% vs. 69%, cf. Formula (I2)).

The effect of the information function can be seen by comparing the second column (standard case
w(7r) = 7) to the third and fourth columns. In the second column, the information function is convex
near 0, so that we need some minimal amount of computing time to get some information; see blue curve
in plot (f). As a consequence, the IMSE-optimal design for this information function are very sparse, a
feature that can be very valuable for the experimenter. In contrast, a concave information function is
used in the third column (green curve in plot (f)). This incentivizes designs with many design points
spread out over regions with a high variance.
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Figure 2. Efficiency of IMSE-optimal design, for an approximation of the kernel based on a SOR kernel
with s inducing points.

Next, we show some results in higher dimensional spaces to illustrate the importance of using sparse
approximations of the kernel. We report results for tests in dimension d = 4 and d = 7. In each case, we
considered 10 instances, corresponding to different functions 7(-); These functions were dummy rational
functions, in which we have selected the coefficients at random.

Our experiments used Tin;y = 1 hour of computing time distributed uniformly over n,;; = 50 initial
observations, and aimed at distributing 7' = 1 additional hour of computing time over n = 1500 randomly
generated candidate points for the problems in dimension 4, and n = 5300 points for the problem in
dimension 7. The function w() was set to the identity: w(7) = 7.

For each problem, we have computed the true optimal design £* (within the subset of designs sup-
ported over the given candidate points), by using the multiplicative update iterations (B) with a formula

for the derivative of the true criterion: d;(§) = %ﬁ(é)

following formula: o © = IMSE(£) " — IMSE (&)~ 12)
CHACREYS) = IMSE(e%) 1 — IMSE(€nie) ©

Here, &;niy denotes the initial design supported by the ni,i; initial observation points, so the numerator
expresses the gain of information provided by £, compared to the situation where no additional measure-
ment is performed. Figure B shows the efficiency of designs computed by using a SOR approximation of
the kernel, for 10 instances with d = 4 (left) and d = 7 (right). In both cases, we observe an excellent
efficiency when s > 100, and even for s > 70 for the instances in a 4-dimensional space. In terms of
computing time, the speed-up was on the order of x200 on average for s = 70 and d = 4, and even of
x350 for s = 100 and d = 7. For the latter instances, the computations took more than 36 hours on a
Linux PC with 8 cores at 3.60 GHz, while with the SOR kernel a solution was found within 6 minutes
(with a tolerance parameter ¢ set to 107% in the stopping criterion (IT)).

. The efficiency of a design was evaluated by the
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