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Abstract

This thesis presents methods for modelling conditional variance and uncertainty of prediction at a
query point on the basis of industrial process data. The introductory part of the thesis provides an
extensive background of the examined methods and a summary of the results. The results are
presented in detail in the original papers.

The application presented in the thesis is modelling of the mean and variance of the mechanical
properties of steel plates. Both the mean and variance of the mechanical properties depend on many
process variables. A method for predicting the probability of rejection in a quali?cation test is
presented and implemented in a tool developed for the planning of strength margins. The developed
tool has been successfully utilised in the planning of mechanical properties in a steel plate mill.

The methods for modelling the dependence of conditional variance on input variables are
reviewed and their suitability for large industrial data sets are examined. In a comparative study,
neural network modelling of the mean and dispersion narrowly performed the best.

A method is presented for evaluating the uncertainty of regression-type prediction at a query point
on the basis of predicted conditional variance, model variance and the effect of uncertainty about
explanatory variables at early process stages. A method for measuring the uncertainty of prediction
on the basis of the density of the data around the query point is proposed. The proposed distance
measure is utilised in comparing the generalisation ability of models. The generalisation properties
of the most important regression learning methods are studied and the results indicate that local
methods and quadratic regression have a poor interpolation capability compared with multi-layer
perceptron and Gaussian kernel support vector regression.

The possibility of adaptively modelling a time-varying conditional variance function is disclosed.
Two methods for adaptive modelling of the variance function are proposed. The background of the
developed adaptive variance modelling methods is presented.

Keywords: joint modelling of mean and dispersion, model uncertainty, process data, tensile
properties, time-varying parameter, variance estimation, variance function, variance
heterogeneity
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Symbols and abbreviations

[IX]| L2-norm of the vectox

ii.d. identically independently distributed

a=0(x) ais order ofx

[(x) indicator function: returns 1 ik is true and otherwise returns 0
f(B,%) the regression function for the mean

o(T,X, ti) the variance function

K(-) kernel function

() log-likelihood function

L(-) loss function

Lx(y) Box-Cox transformation function

V(u) the variance function in GLM

N(u,o?) Gaussian distributed with expectatipnand varianceo?
Gammdy, @) Gamma distributed with expectatignand dispersiorp
F(s) cumulative distribution function

p(s) probability density function

P(s) standard normal cumulative distribution

n number of training data observations

R the update matrix of adaptive models at titne
p number of input variables

a number of parameters in variance model

T training data set

Vv validation data set

Wi prior estimation weight for observatidn

Xi thei th observation of the explanatory variable vector
X matrix of all input variable observations

Xij thei th observation of thg th input variable

Y vector of all response variable observations

Vi thei th response variable observation



EQL
GLM
IWLS
MCMC
ML
ReH
REML
Rm

thei th input vector of variance model

the parameter vector related to the mean function
the mean parameter vector at tirhe

the residual of thé th observation

learning rate

the conditional mean of theth observation

the conditional variance of thieth observation

the parameter vector related to the variance function
the variance parameter vector at the time moment
dispersion parameter in GLM

elongation in the tensile test

extended quasi-likelihood

generalised linear model

iteratively weighted least squares

Monte-Carlo Markov chain

maximum likelihood

yield strength

restricted maximum likelihood

tensile strength
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1 Introduction

1.1 Background

The purpose of regression modelling is to find out how the conditional distribution of the
response depends on the explanatory variables. In the usual approach, the conditional
distribution is derived from the distributional assumption and the predicted mean. A more
general approach is to also model the dependence of variance on the explanatory variables
and to approximate the conditional distribution using both the estimated variance and the
estimated mean. Further, the most general approach is to model the whole conditional dis-
tribution function as a function of the explanatory variables. The last approach is the most
difficult, whereas the first ones are special cases where some simplifying assumptions
about the form of the conditional distribution functions are made.

A large number of statistical methods have been developed for predicting the con-
ditional mean. It is said that the response depends on the explanatory variables via a
regression function. The true values of the regression function are not observed, because
the response observations involve a stochastic component. The learning method defines
how the regression function is presented and how its parameters are estimated.

Learning methods are often divided into parametric and non-parametric methods. In
the parametric methods, the number of model parameters is relatively small, so assump-
tions about the model structure restrict the possible regression functions. Non-parametric
methods employ so many model parameters that the regression function is practically not
at all restricted by the assumptions. The model parameters are estimated by minimising a
loss function in a training data set. The most usual loss function is the sum of the squared
errors. A penalty term is often included in the loss function to penalise complex models
and force the models to be smoother. Too complex, overfitted models do not generalise
well. Too simple models can not fully capture the interesting relationship revealed by the
data.

Statistical prediction models are commonly utilised for industrial purposes, for exam-
ple in process control, process planning and product planning. In an industrial production
process, millions of measurements of the process can be made daily. The term ‘process
data’ refers to data that are automatically measured in an industrial production process.
Process data are commonly stored and analysed for the purpose of finding some useful
information. Process data are employed to fit statistical models for predicting the con-
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ditional distribution of interesting variables. The developed models can be implemented
into the production line.

The first method for modelling the dependence of conditional variance on input vari-
ables was proposed by Bartlett & Kendall (1946). During the last decades, joint modelling
of the mean and dispersion has received more attention and modelling methodology has
been rapidly developed. In addition to growing computing power, understanding the re-
lationship between quality and variance has boosted this development. Most commonly,
joint modelling of the mean and dispersion has been used to analyse industrial quality
improvement experiments. A simple method for modelling conditional variance is het-
eroscedastic linear regression, but tens of other parametric and non-parametric learning
methods have been proposed.

1.2 Motivation

Information about dispersion is essential in prediction: The predicted mean without any
other information about distribution does not give much information about the expected
realisations of the response. The usual approach of assuming constant variance or some
relationship between the mean and variance is sometimes inadequate: The distribution of
the response can depend on the explanatory variables in a way which can not be described
meaningfully by modelling only the mean and estimating a single dispersion parameter.
A model for the dependence of variance on the explanatory parameters may be needed.

When variance depends on the process settings, the model describes the interesting
conditional distribution more accurately when the variance heteroscedasticy is also mod-
elled. The more accurate model gives additional efficiency to the industrial utilisation of
prediction models. A variance model can work as a helpful tool in actions aiming to de-
crease variance. Despite that, production line implementations of models for conditional
variance have not been reported earlier.

In process data, the numbers of both observations and variables are often large. The
modelling methods must be able to handle several input variables and large data sets.
Process data mostly consist of measurements made using the normal process settings.
For process development, it is equally important to predict well also outside the normal
process settings. The ability to generalise at the boundaries of the training data set is
therefore an important property, but methods for measuring it have not been proposed.
The interpolation abilities of different learning methods have not been studied or com-
pared.

When predictive regression models are utilised in industry, predictions are often queried
from the boundaries of the data region. For planning purposes, the benefits of the model
may be mainly in the information that the model gives from the rarely observed data re-
gion - the behaviour of the process with familiar settings is already known. Unfortunately,
the accuracy of a model is not guaranteed at the boundaries: Information about the reli-
ability of prediction is needed. Conditional variance and uncertainty of prediction are
closely related topics, and the application may determine which of them is more useful.

A successful industrial plant must develop its processes, which means that industrial
processes are changing. Changes in the process may change the relationships between
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the variables: The regression function varies over time. One of the major aims of quality
improvement is to decrease variance. Thus, variance can be expected to vary even more
than the mean. Adaptive models can adapt to time-varying changes in the regression
function. Adaptive statistical modelling of the mean is a well-known topic, but adaptive
modelling of a conditional variance function has not been studied before. In industrial
utilisation it is, however, important that the models can be kept up-to-date.

Although many methods have been proposed for joint modelling of the mean and dis-
persion, reviews and comparative studies about the different methods are missing. Also,
reported applications to large data sets are almost completely missing. Joint modelling of
the mean and dispersion has been used in industry to analyse the results of designed ex-
periments, but applications of modelling variance on the basis of process data have been
rarely reported.

1.3 Contribution

Process data-based prediction and joint modelling of the mean and dispersion are both
well-known topics that have not previously been applied together. In this thesis the two
approaches are combined. The research studies the qu#ldtienis joint modelling

of the mean and dispersion efficiently applied to industrial process dad@telling of
conditional variance is successfully applied to steel industry data. This thesis concentrates
on regression problems where the mean and variance of a quantitative response variable
depend on several input variables.

The main application is development of a tool for planning working allowances for
the strength of steel plates. The application utilises joint modelling of the mean and
variance to predict the probability of rejection in tensile testing. The proposed approach
is generally applicable for predicting the probability of rejection in qualification tests and
adjusting working allowances on the basis of the predicted rejection probabilities.

The existing methods for variance modelling are reviewed and their suitability to large
data sets are considered. A comparative study of the prediction accuracy of the most
important methods is conducted.

Some novel methodology related to dispersion modelling is presented. A novel neural
network approach for variance modelling is presented. A procedure for model selection
in joint modelling of the mean and dispersion is presented. A method is proposed for
estimating uncertainty of prediction at early process stages when there is uncertainty about
some explanatory variables.

Statistical prediction models allowing time-varying variance are reviewed. Two novel
algorithms are developed for adaptive modelling of conditional variance. An approach for
adaptive joint modelling of the mean and dispersion is proposed.

A method for measuring the distance of a single observation from a training data set
is proposed. It is proposed that the distance measure can be utilised in examining the
interpolation abilities of models. A comparative study about the interpolating capabilities
of learning methods is conducted.
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1.4 Summary of original papers

This thesis consists of eight publications. The publications discuss methods for modelling
conditional variance and measuring the uncertainty of prediction with applications to steel
plate data.

In original paper I, the strength of steel is modelled using linear regression and neural
networks. In original paper Il, heteroscedastic linear models are applied to steel plate
data. A method for model selection in joint modelling of the mean and variance is also
proposed. It is shown that the production method has a clear effect on the variance of
strength. In original paper IV an implementation of the planning model for optimising the
working allowances of steel plates is described. The planning model utilises the developed
heteroscedastic models to predict the risk of rejection in a qualification test. It is shown
that the model of the variance of strength improves the ability of the planning model to
gain economical benefits. In original paper Ill, the approach developed for predicting the
probability of rejection in a qualification test is presented in a more general framework.

Original paper V is a comparative study on the suitability of different methods for joint
modelling of the mean and dispersion with large data sets. The proposed novel neural
network modelling of the mean and dispersion performed the best in the study. A short
review of the methods for joint modelling of the mean and dispersion is also given.

Several results related to evaluating the uncertainty of prediction are presented in the
original papers. A method for assessing the uncertainty of prediction at early process
stages, where complete information about input variables is not available, is suggested
in original paper lll and successfully utilised with steel plate data in original paper IV.
Original paper VI presents a novel measure of the distance between the training data set
and a single observation. The distance measure reflects the uncertainty of prediction when
the observation is predicted on the basis of the data set. The distance measure is utilised in
original paper VII, where the differences between the interpolation capabilities of models
are compared. The main results of the study are that there are differences between learning
methods but, model complexity does not have a clear effect on the interpolation capability.

Original paper VIl discusses adaptive modelling of conditional variance. Two meth-
ods are proposed for adaptive modelling of the conditional variance function. An ap-
proach for adaptive joint modelling of the mean and dispersion is proposed.



2 Variance Modelling

Many methods for statistical modelling of the dependence of variance on input variables
have been developed and applied in various fields. Also, one textbook about variance
modelling has been written (Carroll & Ruppert 1988). This chapter reviews methods for
modelling conditional variance. Industrial quality improvement experiments have been
a major field of application of variance modelling: Dispersion modelling has been em-
ployed to analyse experiments designed for finding the process settings that minimise
variance under given conditions. The development of dispersion modelling has been con-
nected to quality improvement experiments, and therefore the history of quality improve-
ment methods is presented in detalil.

2.1 Reasons for modelling conditional variance

Variance modelling has been justified by several reasons. The following motivations for
variance function estimation are the most common:

1. Information about variance is needed in the construction of confidence intervals and
in predicting conditional distribution. Prediction assuming constant variance pro-
duces misleading results under variance heterogeneity.

2. The efficiency of mean model estimation can be improved using weighted estima-
tion with weights proportional to the inverses of error variances. In practice, the
variances are not known and considerable attention has been paid to obtaining effi-
cient estimates of the mean with an unknown variance function.

3. In many applications variance is not a nuisance parameter, but a parameter of inter-
est. Especially in quality engineering, the purpose of data analysis can be to obtain
information about conditional variance. Small variance means good quality, and
therefore variance reduction is a desired goal in industry.

4. A model for variance is utilised in optimisation problems.

If there are enough replications from each of the design points, the variance at each
design point can be directly measured. In that case, modelling of variance is simple, and
all the usual modelling methods can be used without needing to care about the mean.
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Process data usually do not contain many replications, and thus direct measurements of
variance are not available. In practice, the mean is not known, so the mean and variance
are modelled jointly. A single observation does not give any information about variance,
and more observations are needed to model variance than the mean.

In many types of models, like generalised linear models, variance component models
and models with noise factors, the model structure implicitly defines a non-constant vari-
ance structure. A model for a transformed response also leads to non-constant variance
in the original response scale. Often the need for variance modelling can be avoided with
an appropriate selection of the model type. In regression analysis, variance stabilising
transformations of the response, for example logarithm or Box-Cox transformations, have
been widely used.

2.2 Background - Quality improvement experiments

Quiality improvement on the basis of statistical analysis of designed experiments has been
an important application since the beginning of the development of industrial statistics.
The basic modelling concept was to first estimate response surfaces for the mean using
regression techniques. The process variables were then optimised on the basis of the
estimated response surface. Montgomery (1999) has written a review paper about using
experimental design for process and product development.

The importance of variance reduction as the aim of quality improvement experiments
was also understood early. Bartlett & Kendall (1946) proposed using the logarithm of the
sample variance as the response in variance modelling. Later, variance modelling became
a known and occasionally discussed topic (Park 1966, Rutemiller & Bowers 1968, Harvey
1976, Jobson & Fuller 1980, Carroll 1982). Variance modelling became a popular topic
at the end of the 1980s, when robust design was introduced to quality improvement exper-
iments in industry. Japanese engineer Taguchi introduced parameter design, later called
robust design, to reduce variation in products or processes. Taguchi’s ideas became pop-
ular and invoked much discussion among statisticians and quality engineers (Nair 1992).
The importance of variance in quality engineering was recognised, which led to the rapid
development of statistical methods for dispersion modelling. At the same time, Taguchi’s
ideas have made statistical methods better known among engineers. (Nair & Pregibon
1988.)

2.2.1 The Taguchi method

Taguchi’s philosophy aims at minimising the total cost of products. Total cost consists of
production costs and the costs for the customer. Quality can often be measured as variation
in the properties of the product. In robust design, the process variables are classified into
two categories: control factorg, which can be easily controlled with minimal cost, and
noise factorsz, which are difficult or expensive to control. Variation in the noise factors
during the process causes variation in the outputs of the process. Robirelo(2004)
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has written a review about robust design.

The basic idea in robust design is to find optimal settings for the control factors, so
that the process is insensitive to variation in the noise factors and at the same time the
process results in the desired outputs (Nair 1992). Taguchi recommended experiments
with factorial, orthogonal designs to obtain data for statistical analysis. Taguchi defined a
performance criterion called signal-to-noise ratio for measuring the quality of the process
(Taguchi 1986). For example, when the process has a fixed target value, the signal-to-
noise ratio is proportional to the logarithm of the proportion between the squared mean

and the variance )
_ (Ey)
SNR=log (var(y) . ()

At each of the design points, replications are used to measure the signal-to-noise ratio.
Then, standard analysis of the variance techniques are applied to the signal-to-noise ratio
with the purpose of identifying robust settings for control factors. (Taguchi 1987.) The
statistical efficiency of Taguchi’s analysis methods and the complexity of his experimental
design have later been criticised (Nair 1992).

Other methods for minimising variance on the basis of factorial experiments were pub-
lished. For example, Box (1988) proposed to modify Taguchi’'s analysis with a power
transform of the response to make the mean and variance independent. Another proposal
was to base optimisation directly on the sample means and sample variances (Shoemaker
etal.1991).

2.2.2 The dual response surface approach

The term 'response surface’ is broadly used to mean the surface of predictions of a
regression-type model. The term 'response surface methodology’ has been used to mean
the analysis of factorial experiments using the second order polynomial

EVi =X B+X A% 3

response surface (Myers 1999). Response surface methodology had been intensively used
in industry. The aim is usually to optimise the control factors due to some objective.

In many applications there are two or more responses of interest. In the dual response
approach (Myers & Carter 1973), a response surface is fitted for two variables. In the basic
optimisation of a dual response system, the first response is optimised under constraints on
the other response. Vining & Myers (1990) proposed the dual response surface approach
for finding the optimal settings for control factors in the presence of noise factors. They
used the first response surface for the mean and the other for variance. In their approach
the minimisation of variance is based on the setting

Vi =XBHZAT+XNZ + & (3

where3 and 1 are parameter vectord, is a parameter matrix for the interactionsis
fixed andzis random. The response surface of variance

var(y) = (17 + X A)cov(z) (" + X A\)" + 02 @
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is a function of control factors. Here V@) = 0 Vi, which means variance is con-
stant if there are no interactions between control and noise factors. The optimal settings
for control factors are found using direct constrained optimisation for the dual response
surface of the mean and variance (Myetsl.1992).

Both Taguchi (1986) and Vining & Myers (1990) assume that noise variables cause
variance heterogeneity. However, variance heterogeneity often can not be explained by
uncontrollable noise factors, but variance also depends on the control factors. In that case,
a model for conditional variance has to be fitted separately.

Several regression approaches based on modelling of conditional variance have been
proposed for identifying the optimal values of the process variables. A linear variance
model fitted to the squared residuals of the mean model (Hamada & Nelder 1997, Chan
& Mak 2001) or the logarithm of squared residuals (Chan & Mak 1995) has been used
to analyse quality improvement experiments. Also, double generalised linear models
have been suggested for analysing experiments with the purpose of decreasing variation
(Nelder & Lee 1991).

2.2.3 Dual response surface optimisation

Industrial applications of dispersion modelling have often been related to optimisation of
the process settings, so the optimisation methodology related to dispersion models has
been regularly discussed (Kim & Lin 2006). Several methods have been proposed for
optimising a dual response surface

Ho= H gllxi)
o = 0o°(1,x) ©)

(Fan 2000, Tang & Xu 2002, Kéksoy & Dognaksoy 2003). The papers do not discuss
how the response surface of the standard deviation or variance is estimated.

There are three common optimising problems: maximising the response, minimising
the response and minimising the difference between the response and the target (Vining
& Myers 1990). Tang & Xu (2002) present a high-level general formulation that includes
some of the existing optimisation methods as special cases. Their paper also includes a re-
view of existing techniques for dual response surface optimisation. Mak & Nebebe (2003)
presented a methodology for optimising a general loss function using the mean, variance
and the conditional distribution function of standardised residuals. Catydé (2000)
gives a good review of statistical optimisation techniques related to quality engineering.

2.3 Response variables in variance function estimation

Several alternative response variables can be used in the modelling of dispersion. Usually,
a model for the mean is fitted and a transformation of the obtained residuals is used as the
response in variance function estimation.
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2.3.1 Squared residual

BecauseE(y; — 1) = 02, the squared residuaf = (y; — fi)? is a natural response for
variance modelling. Especially in the case of a normally distributed response, squared
residuals are very attractive because of the result

N(0,0?) = €2 ~ Gammédo?, 2). (6)

The notatiory ~ Gammdy, s) means thay is Gamma distributed with expectatiprand
variancesp?.

Normal distribution of an additive error term is often a reasonable assumption. Even
when the response itself is not normally distributed, some monotonic transformation of
the response can satisfy the normality assumption. The transformed response is used in
modelling, and as the result the predicted distribution in the original scale approximates
the distribution of the original response.

Rigby & Stasinopoulos (2000) proposed a method for joint modelling of the mean and
dispersion where the response is transformed using the Box-Cox transformation

y' -1

Laly) = N when A >0
Ly(y) = logy, when A =0. (7

The authors proposed to first estimate preliminary models for the mean and variance, and
then to find the transformation paramelethat minimises deviance in the original scale

D(A) = i; (LA y' "y Zlog _2(A—1) iilogyi. ®)

Deviance is defined to be twice the difference between the maximum achievable log-
likelihood and the log-likelihood at the maximum likelihood estimates of the parameters.
The deviance in the original scale includes the extra contribution to the likelihood from
the Jacobian of the Box-Cox transformatidi:— 1) 51, logy;. When testing a transfor-
mationL, for a linear mean model, the same link function for the mean should be used:
EL, (vi) = L, (X'B). Finally, the models for the mean and variance are specified using the
optimally transformed response.

When the model is unbiased, it holds that

E&? = of + var(fli) — 2cov(y;, k). C)]

Fitting a model to the mean biases the variance function estimation, because the measured
and predicted responses are correlated whenever the observation is used to fit the mean
model. It has been proposed that the bias could be corrected by using a corrected response
that takes into account the difference (@y — 2cov(y;, i) (Carroll & Ruppert 1988).

When the fit can be expressed with a smoother matexSY, the corrected response

g2
1-A
leads to an unbiased variance function estimation scheme (Rugipat1997). Here,

A= (A1,Dy,...,Ay) = diag(25— SS). The correction can be interpreted as using squared
leave-one-out residuals to eliminate the bias of mean model fitting (Caikdy2004).

(10)
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2.3.2 Logarithm of residual

Heteroscedasticity of errors is usually modelled using a framework
& = oiu, U ~i.id., Ey =0,var(u) = 1. (11)
In this framework the variance of the logarithm of the squared error term is constant
var(loge?) = var(log g + logu?) = var(logu?) Vi. (12)

Thus, the dispersion parameters involvedifican be estimated using the standard least
squares method, using the logarithms of the squared residuals as the response (Harvey
1976). In the prediction it should be noticed tIEfalt)g,si2 #log O'iz, for example

£ ~N(0,0%) = Eloge? ~ —1.27+loga? (13)

(Harvey 1976). This method is quite robust, but not very efficient, can be biased and the
near-zero residuals are problematic (Carroll & Ruppert 1988).

2.3.3 Absolute residual

If it seems reasonable to assume zero median errors, niedianO, rather than zero
mean error&e; = 0, the absolute residuallg | become a natural response variable (Welsh
et al. 1994). Under the assumption Eq. (11) it holds tBg| = c,0i where the constant
¢y < 1 depends on the distribution af's (Dadidian & Carroll 1987). For example, under
normal distribution it holds that

£ ~N(0,0%) = E|¢| = y/202/m. (14)

So the variances of the absolute error terms are proportional to their squared means,
var(|&|) = Eg? — (E|&)* = (1 - cf)of = (1/c5— 1) (E|&])?, (15)

and the model can be fitted by IWLS with weights proportionail/tc?i2 (Carroll & Rup-
pert 1988). Another possibility is to model the deviation using the relatiorslEip= o
and relax the assumptida(g?) = o2 (Welshet al. 1994). Absolute residuals are more
robust to large errors than squared residuals (Carroll & Ruppert 1988).

2.3.4 Quadratic forms

Because variance can be expressed@as Ey’ — (Ey)?, it has been proposed that vari-
ance can be modelled with

of = V(xj) — H(x))? (16)
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whereV(-) is a fitted prediction model foy?> andfi(-) is a fitted prediction model foy.
Different prediction models, like local polynomials (Hardle & Tsybakov 1997) and linear
models (Gourierouxa & Monfort 1992), have been used. However, this method can yield
seriously biased and even negative estimates of variance and it has a large variance (Fan
& Yao 1998).

To avoid the mean model estimation, variance modelling on the basis of the squared
differences in the response variable has been discussed (Muller & Stadtmuller 1993,
1987). In difference-based methods, the model for variance is estimated using pseudo-
residualsp;, which are properly weighted differences in the measured response values in
neighbouring observationgs,

=S wyi, w; =0, w? =1. 17
p jeZ/i{ Y jEZM i J_EZM i 17)
The efficiency of difference-based methods is not very good, and the methods have been
used most commonly in univariate cases (Fan & Yao 1998).

2.3.5 Results for steel plate data

We compared different response variables in modelling the variance of steel strength. In
the comparison, the squared residual proved to work clearly better than absolute resid-
uals or logarithm transformed residuals. In agreement with the earlier results (Cawley
et al. 2004), it seemed recommendable to use the corrected squared residual Eq. (10) to
take into account the bias following from the mean model fitting; the details are given in
original paper V.

2.4 Estimation methods of variance function

Gamma generalised linear models applied to the squared residuals of the mean model
have been commonly used to estimate the variance function (Aitkin 1987, McCullagh &
Nelder 1989). The method assumes that the response variable is Gaussian distributed and
that variance is assumed to depend on the linear predictor via a monotone link function

g9(of) =ZT. (18)

The vectorz consists of transformations of explanatory variables found to best describe
conditional variance. If the mean model were known, the model would be most efficiently
estimated by maximising gamma log-likelihood

2
T=maxy (Iongz'__?_). (19)
1 1

This section reviews the estimation techniques of the variance rng?delg(r,xi,ui).
The mean function is often modelled using a linear model

Hi=XB. (20)
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The discussed methods employ the squared residuals of the mean model; the estimation
methods for possible response variables other than squared residuals have been discussed
less in the literature.

If variance does not depend on the mean, the information matrix of the mean and
variance parameters is block diagonal (Aitkin 1987). The iterative separate estimation
of the mean and variance models yields the same results as joint estimation (Carroll &
Ruppert 1988). Maximising the joint likelihood of the mean and variance parameters
can be complicated, and thus iterative procedures have often been preferred, even though
variance depends on the mean. In iterative weighted least squares (IWLS), the mean is
estimated using weighted least squares with weights proportional to the inverses of the
estimated variances from the previous variance estimation (Mak 1992). The variance
parameters are updated in every iteration, and the discussed methods differ in the way
the variance parameters are estimated. There has been discussion about the number of
iterations needed. Some authors have suggested that the first iteration is enough (Yu &
Jones 2004), but most often two iterations have been considered recommendable (Carroll
& Ruppert 1988).

2.4.1 Maximum likelihood

The maximum likelihood estimator related to the linear mean model Eq. (20) maximises
the log-likelihood

1(B.T3y) = —510]Zm| ~ 5(y~ XB)'Z(y ~ XB) (21)

related to both the mean paramet@rand the variance parametears The covariance
matrix ofy, = diag(02, 0%,...,07), is assumed to be diagonal. Because of the loss in
degrees of freedom that follows from estimatfigthe estimator of the variance parame-
ters is biased.

2.4.2 Restricted maximum likelihood

Restricted maximum likelihood (REML) is often preferable to ML, because it is adjusted
to be unbiased (Verbyla 1993). In REML estimation, the marginal log-likelihood of

is maximised by setting to its conditional maximum likelihood estimat@$7) (Smyth
2002). The maximised log-likelihood related to the linear mean model Eq. (20) is

1
lr(ty) = 1(B(1),1:y) - 5log|[X"Z'X]
1
— (log|Zn| +YPey +l0g [X"Z;"X|) (22)

whereRs = 5t — S IX(XTZ-IX) X2t andl (B(1), T;y) is defined in Eq. (21). Be-
cause of the complexity of Eq. (22), the full REML estimation is slow for large data sets,
although recently a faster algorithm has been developed (Smyth 2002).
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Smythet al. (2001) proposed an iterative method for REML estimation in the frame-
work of the gamma generalised linear model Eq. (18). The proposed IWLS version of
REML vyields exactly the same parameter estimates and almost the same standard errors
as the full REML. The correct response in the iterative REML is

&
an #)

and the correct estimation prior weights ave= 1 — h; whereh; = H;; are the diagonal
elements of the hat matrii, of the previous mean model ¥it=HY. (Smythet al.2001.)

The iterative REML is easy to implement, fast and thus recommendable for dispersion
parameter estimation in large data sets. The iterative REML estimation method has also
been proposed for estimation of variance in double-generalised linear models (Smyth &
Verbyla 1999).

2.4.3 Pseudo-likelihood

Maximisation of log-likelihood over part of the parameters while holding the rest of
the parameters fixed is called the pseudo-likelihood method (Gong & Samaniego 1981).
The pseudo-likelihood estimation of the variance function iteratively maximises the full
Gaussian likelihood. At each iteration, the variance parameters are estimated from the
log-likelihood function by fixing the mean parameters to their current values. The mean
model parameters are then estimated by fixing the variance parameters to their current
values. If the variance does not depend on the n&gas g(1,X), the pseudo-likelihood
estimator converges towards the ML estimator. (Carroll & Ruppert 1988.)

In the iterative procedure, the mean model is fitted using the weighted least squares
with weights proportional to the inverses of the predicted variances.

5 1L (vi—f(Bx))?
== - A S~ —— 24
B ma&[ 2; &2 (24)
The log-likelihood maximised in variance model estimation has the form of gamma like-
lihood )
N 12 ~ 1S (i— M)
T=max |—= Y logg(z,T,l)— =) V—| . (25)
[ 22,°993 0173 2 ozt )

The pseudo-likelihood method was motivated by the generalised least squares method
without any assumption about the normality of the error distribution. If variance also
depends on the mean, pseudo-likelihood has been preferred to ML because of its better
robustness against a non-Gaussian distribution (Carroll & Ruppert 1988).
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2.4.4 Extended quasi-likelihood

In quasi-likelihood estimation (Wedderburn 1974, Chiou & Miiller 1999), the exact error
distribution is not assumed, but only the form of the variance functiofyyae V (L;). It
has been shown that the quasi-likelihood function

: Hy—s)
Qyin) = [ ek (26)
has many properties similar to those of exact likelihood (Wedderburn 1974), and that it
has connections to generalised linear models (McCullagh & Nelder 1989).

The quasi-likelihood estimation method has been extended to estimation of the condi-
tional variance function, especially in the case where variance depends on the mean. In
the proposed extended quasi-likelihood (EQL) approach, the variance parameters are es-
timated by maximising the extended quasi-likelihood function (Nelder & Pregibon 1987).
Now, let the variance function be? =V (;)g(Z 1) and

Dr(y; 1) = —=2[Q(y; 1) — Q(Y;Y)] = —2/y“ {ﬁs)sds (27)

be the quasi-deviance function. The EQL function allows a comparison of different vari-
ance functions by extending quasi-likelihood with a variance factor (Nelder & Pregibon
1987). The EQL function is the sum of the contributions of single observations

. _ 1 - 1 Dr(yi; i)
Qr(Y;B, 1) = Z—ébg(znv(yl)g(zi T))— 2 9z

EQL parameter estimates are obtained by IWLS (Nelder & Pregibon 1987). EQL estima-
tion has been criticised for its inconsistency (Davidian & Carroll 1988).

(28)

2.4.5 Robust estimation

Errors in the data, a violation of assumptions or a model misspecification can have a
major effect on statistical inference when least-squares or maximum likelihood methods
are used (Huber 2004). Robust estimation is an alternative to very careful removal and
downweighting of observations that are interpreted as erroneous. Inference on the basis of
robust methods is more valid in the presence of outliers or in the violation of assumptions.
In contrast, robust estimators are less efficient than standard maximum likelihood estima-
tors when optimal conditions hold. An ideal robust estimator is efficient, but insensitive
to deficiencies in the data (Huber 2004).

Variance is even more sensitive to outliers than the mean (Carroll & Ruppert 1988).
Several robust algorithms have been proposed for estimating heteroscedastic models. An
early proposal (Carroll & Ruppert 1982) bounds the influence of residual but not of
leverage. The bounded-influence maximum likelihood and bounded-influence pseudo-
likelihood also bind the influence of leverage (Giltinanal. 1986). The properties of
generalised M-estimators for robust estimation of variance are discussed in Bicaico
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(2000). Also, the robust methods developed for generalised linear models (Cantoni 2004)
can be useful in the framework of gamma generalised linear models.

The bounded-influence estimation of the variance magfe= g(z, 1) presented in
(Carroll & Ruppert 1988) can be written as follows: The variance model is estimated
using estimation weights = (w1, ws, ..., Wy)". The score vector, i.e. the gradient of log-
likelihood with respect to model parameters, forititeobservatiotV; = (Wi, Wio,..., Wig)"
is

(8 )z
Wi = (6? 1) a1, 9(z,1). (29)
Let A beq x g-matrix
~ 17n
A= WAW, YT (30)
i=
Then the weights
wi=min | 1, a (32)

\/QWIA-1Y,

downweight the observations whose normed score is too large. The tuning parameter
controls the number of downweighted observations. The algorithm is initialised by unit
weights, and the re-definition of weights and the estimation of parameters are iterated
until convergence.

2.4.6 Results for steel plate data

In original paper V, the number of iterations needed in pseudo-likelihood estimation is
studied empirically. The results agreed with earlier results (Carroll & Ruppert 1988)
indicating that two iterations is recommendable, but also the first iteration gave pretty
good results. Fitting of the variance model by least squares yielded poor results.

Robust estimation of the variance function was also studied using the steel plate data
set. The bounded influence estimation of variance model Egs. (29), (30) and (31) did not
seem to work very well. Robust prediction was poor particularly for elongation: The av-
erage negative log-likelihood in the test data set was 1.93 when the model was estimated
using the robust method, and 1.80 using the usual pseudo-likelihood. The results were
calculated using the tuning constant 7, which downweighted 0.55 % of the observa-
tions. The results got worse when the tuning parameter was decreased to increase robust-
ness. The bounded influence estimator downweighted observations with high absolute
residuals, which resulted in low predicted variances. In this case, the bounded influence
method predicted variances to be 5 % smaller, on average, than variances predicted with
the pseudo-likelihood method. It seems that the bias of the tested robust variance function
estimator may be unacceptably large. The results for Rm and ReH had the same tendency,
but the differences between the estimation methods were not significant.
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2.5 Models for joint modelling of mean and variance

The earliest models for variance were linear, generalised linear and non-linear parametric
models. In parametric modelling, the results depend on the parametrisation of the model.
It is often difficult to find correctly transformed explanatory variables for the model. Non-
parametric methods for variance estimation have been developed since (Carroll 1982), but
non-parametric methods became common in multivariate variance modelling years later.

Nonparametric modelling diminishes the risk of model misspecification, but increases
the complexity of the model and decreases the interpretability of the model. The smooth-
ness of a nonparametric fit is controlled with a penalty on complexity, and the optimal
complexity level has to be explored in each application. The task of nonparametric vari-
ance function estimation is to estimate the smooth variance funafieng(z, ;). Non-
parametric variance modelling in multivariate regression has been discussed, for example,
in (Stadtmuller & Tsybakov 1995, Yau & Kohn 2003, Ruppettl. 1997, Pan & Wang
2000).

This section reviews the models of variance that are applicable to multiple input vari-
ables. Many of the dispersion modelling methods assume that the error term is normally
distributed and the focus is also here in that case. Variance is considered a function of
explanatory variables, the mean or both.

2.5.1 Heteroscedastic regression

The concept of heteroscedastic regression refers broadly to regression models with non-
constant variance. Most commonly the variance function is estimated on the basis of
squared residuals.

The normal linear heteroscedastic regression model is defined as

yj ~ N(yj,0f)
b = XB
of = 9(z,T.u) (32)

where the functiorg defines the form of the variance function axjdandz; are vectors
consisting of input variable observations and their transformations, which are selected to
describe the modelled dependence. Some common variance functions are

of = ouf
of = expZr)
of = plexpZ). (33)

Non-linearity can be achieved by using transformations of the original explanatory vari-
ables in the input vectorg andz;. Interactions between the input variables can be taken
into account by using product terms. Generalisation to non-linear regrgssiofi(x;, 3)

is straightforward. A practical alternative is a link-linear model

f(uj) =xB. (34)
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2.5.2 Generalised linear models in dispersion modelling

In the family of generalised linear models (GLM), the additivity of effects is assumed to
hold on a scale transformed by a monotone link function;) = XjB, and variance is a
function of the mear&vi2 = @V (U;). The distribution of the error term is assumed to be
included in the exponential family of distributions. (McCullagh & Nelder 1989.)

Many of the recent theoretical results concerning estimation of the parameters in het-

eroscedastic regression are related to models where variance is independent of the mean
and the effect of explanatory variables is additive in a transformed stai®) = Z 1
(Smyth 2002). In this case, variance modelling can be performed in the GLM framework.
It is never necessary to include the mean in the input variables of the variance model,
because it is possible to include all the explanatory variables of the mean model, instead.
However, this may make the variance model quite complicated. The independence be-
tween the mean and variance can often be achieved by transforming the response Box
(1988).

An usual choice for the variance link function is the log-link

logo? =71 (35)
which guarantees the positivity of predicted variance. However, selection of the link
function should be based on the data, and often some other link function can yield a
significantly better model. For example, a linear Iiaﬁ = z}r and a square root link
oj =41 have been used, but negative linear predictors can cause problems. Mak (2002)
proposed selecting the link function from the modified Box-Cox family

02 = (1+PAZT)SIVIOA for A 20,

of = expzr) for A=0. (36)

In double generalised linear modeiéy;) = x}B and dispersion depends on the ex-
planatory variables in a link-linear way ¢;) = ZjT (Smyth 1989). The model parameters
can be solved using ML estimation (Smyth & Verbyla 1999).

2.5.3 Local methods in variance function estimation

Local methods, i.e. kernel smoothing and local polynomials, use the entire data set as the
prediction model. The prediction is given by a local model fitted in the neighbourhood
of the query point. In kernel smoothing the model is a weighted average of the response
values. In local linear modelling the model is a linear model and in local quadratic mod-
elling the model is a second order polynomial regression model. The suitability of local
methods in high dimensions has been questioned (Hetséie2001).

Kernel smoothing of the squared residuals of the mean model has been commonly used
for variance estimation (Carroll & Ruppert 1988, Vining & Bohn 1998). Tatenote the
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model data set. The prediction model becomes
i =Xjl1 ') 52
52 ZiETK( i )Sj
%= sl
ZjeT K ( hi >

where the bandwidth controls the smoothness of the model. The explanatory variables
x should be standardised or properly scaled. The smoothing kernel fukcioan uni-
modal density function with its mode at the origin (Hagtteal. 2001). The usual choices
for K are

37)

Epanechnikov K(s) = Z(l—sz)l(|s| <1
tri-cube K(s) = (1-s3(|s| < 1)
Gaussian K(s) = \/%Texp(f%sz). (38)

A multidimensional density function can also be used as the smoothing kernel. The mean
can be modelled parametrically or kernel smoothing can be applied with a different band-
width (Vining & Bohn 1998). Recursive kernels (Stadtmdller & Tsybakov 1995) and
kernel smoothing on the logarithm of the squared residuals (Kuk 1999) have also been
proposed.

Ruppertet al. (1997) and Fan & Yao (1998) proposed to use local polynomials to
estimate the variance function

o~

b = Po
(Bo.B) = argmi % [yj — Bo— (x; —x)"BI*K <|XJX'||)
’ rbo,szl j i =% 1 ™
g° = To
g = (i—H)

= o P s 22 T 2 HXJ —X ||
(To,7) = argmin, % (& —10—(zj—2)'1)] Kz <h> . (39
=1 2

Ruppertet al. (1997) proposed correcting the squared residuals to take into account the
biasing effect of mean model estimation by using the Eq. (10). Yu & Jones (2004) pro-
posed using local likelihood for joint estimation of the mean and variance. Their approach
differs from Eq. (39) in that variance is estimated by locally maximising the gamma log-
likelihood instead of minimising the sum of squares, and a link function for variance is
introduced.

2.5.4 Mean and dispersion additive models

Additive models are a flexible family for nonparametric or semiparametric estimation of
the regression function. The usual form of a generalised additive model is

f([.li) :Bo+h1(Xi1)+h2(Xi2)+...+hp(Xip) (40)
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wheref is a monotone link function anld are univariate smooth functions, for example
cubic spline functions or parametric regression functions. Multivariate functions can be
included in the model to allow interactions between the explanatory variables. Additive
models are estimated using the backfitting algorithm. (Hasti. 2001.)

Mean and dispersion additive models (MADAM) (Rigby & Stasinopoulos 1996) are
a general class of models proposed for joint modelling of the mean and variance. The
model can be written as

o

() = 1hj(xij)
=
of = Vq(ui)cn
g@) = Ki(zj) (41)

1

and the conditional density function wfis p(ui, @) (Stasinopoulos & Rigby 2000). The
model is estimated by maximising the penalised log-likelihood

n 1 P 00 1 q 00
o= logp(u, @) — = S A / h/(s)%ds— = Y Az, / K(sds  (42)
p= 2, l00pH- @) =5 3 A [ 221 K

It can be shown that the functiots andk; that maximise Eq. (42) are natural cubic
splines. LetNi(s) = (ajp + @15+ @28 + a3s)1 (&1 < s< &), i = 1,...n" be piece-

wise polynomialséy = —o0, &1 < &2 < ... < &r+_1 be the ordered distinct values of the
explanatory variable in question adg- = . Then a function of the forrrzi”;l Ni(s)

having continuous second derivatives and being linear vghed; or s> &,+_1 is a nat-

ural cubic spline. MADAM includes generalised additive models and double generalised
linear models as special cases. In this framework, the mean and dispersion can be mod-
elled independently using parametric models or nonparametric cubic splines. (Rigby &
Stasinopoulos 1996.)

2.5.5 Reproducing kernels

Support vector machines and reproducing kernel methods have been one of the most
discussed learning methods during the recent years (Scholkopf & Smola 2002). These
methods apply a linear model in a transformed, high-dimensional space and the model
parameters pay a squared penalty in the model estimation. The transformed feature space
is induced by a continuous, symmetric and positive definite reproducing kernel function
K(%i,Xj) = (@(X), ©(Xj)) . The reproducing kernel function is the inner product of the
Hilbert space” = {f|f : x — O}. Herey is the data space, oftén® andg@: x — 7,

¢(x) = K(x,-) is the mapping in the feature space. The reproducing property is useful be-
cause the model can be expressed in terms of reproducing kernel functions in the original
space. The solution to the problem min, 31 L(yi, f(x)) + Ap|| f|| s is of the form

f00 = bo 5 a00x) ~bo 5 aK () 43)
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whereL(y;, (X)) is the loss paid from the prediction error. Two common reproducing

kernel functions are
|[% — x|
exp| —————

polynomial K(x,xj) = ({xj+ 60)°. (44)

Gaussian K(xi,xj)

Cawleyet al.(2004) developed a reproducing kernel method for joint modelling of the
mean and variance. The proposed kernel ridge regression model is

MO = ot 3 afKH(xx)
logo(x) = r0+_iaiaKa(x,xi). (45)

The model is estimated using IWLS by iteratively maximising the penalised weighted
least squares of the mean model and the penalised gamma log-likelihood of the vari-
ance model, correspndingly using the penalty tehp{i"zlz’j‘zl ai“K“(xi,xj)aj“ and
Aoyiliyi g a?K?(x;,xj)a;. The hyperparametef, andAg control the complexity of

the model.

2.5.6 Bayesian methods

Some authors have applied Bayesian methods to inference about conditional variance.
Shao (1992) proposed an empirical Bayes estimation of variance heteroscedasticity. His
estimator is a mixture of prior information, within-group variation and smoothed squared
residuals. In the approach of Yau & Kohn (2003), the variance and mean functions are
estimated using penalised splines and log-link for variance. The authors assume Gaussian
distributed response and propose an MCMC sampling scheme for simultaneous estima-
tion and variable selection of the mean and variance. Bayesian inference about the hy-
perparameters of the model has been proposed for heteroscedastic kernel ridge regression
(Cawley & Talbot 2005).

2.5.7 Neural networks

Neural networks have been used for joint modelling of the mean and dispersion (Bishop
1995, Williams 1996, Dorlinget al. 2003). In these proposals, a multi-layer perceptron
with an additional output unit for variance is used. The model parameters are estimated
by maximising Gaussian log-likelihood. The single hidden-layer network proposed by
Boyd & White (1994) uses separate networks for both the mean and variance. The model
can be written as
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Hi

my p
Bot A (Bjo+ > XikBjk) B;
=1 k=1
Mg p
Vi = To+ Z A <Tjo+ Z Xiijk> Tj. (46)
=1 k=1

The number of hidden nodes, andm, controls the complexity of the network. The
authors used logistic functioh(s) = 1/(1+ € %) as the activation function. The proposed
link functions wereg? = exp(vi) and g? = e+ Vv? wheree is a small constant ensuring
positivity. The parameterf and t are estimated jointly by minimising the objective

function
[Zlogq u') ] . (47)

2.5.8 Results for steel plate data

Heteroscedastic linear models, mean and dispersion additive models, local linear regres-
sion for mean and dispersion and neural network modelling of mean and dispersion were
compared in predicting variances in the steel plate data set. In the proposed novel neural
network approach, separate multi-layer perceptron models for the mean and variance were
estimated iteratively using the pseudo-likelihood method. Neural networks proved to be a
suitable method for variance modelling on large industrial data sets. Additive models had
problems with interacting explanatory variables, and their fitting required a huge amount
of memory. Local linear modelling was time-consuming and may not be applicable in
real-time applications. Heteroscedastic linear models seemed to be a comparable alter-
native, especially when interpretability is required. The results suggest that the learning
method of variance can be selected independently of the learning method of the mean.
Details are given in original paper V.

2.6 Modelling of conditional distribution

The conditional distribution function determines the mean, variance and different quan-
tiles and probabilities. There are three possible approaches to modelling conditional dis-
tribution. The stages are illustrated in Fig. 1. The usual method is to make a distributional
assumption, estimate a model for the mean and draw the inferences using the predicted
mean and the distributional assumption. In the second stage, the mean and dispersion
are modelled jointly as a function of the input variables. The inference is based on the
estimated mean, the estimated variance and a less restrictive assumption about the distri-
bution of residuals. The third stage is the most general. The conditional distribution or its
parameters, like kurtosis and skewness, are modelled as a function of the input variables.
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Fig. 1. The three stages of modelling.

In joint modelling of mean and dispersion, the conditional distribution depends on the
explanatory variables only through the first two moments: the mean and variance. A
review of methods for constructing confidence intervals on the basis of the modelling of
conditional distribution was given by Wright & Royston (1997). This section gives a
overview of the methods for flexible modelling of the conditional distribution function.

2.6.1 Conditional density estimation

Several methods have been proposed for estimation of the conditional density function.
The methods successfully applied to multivariate data are kernel smoothing (Davis &
Hwang 1998), local linear models (Fat al. 1996), neural networks (Husmeier 1999,
Sarajediniet al. 1999) and mixture models. Mixture models, including mixture density
networks (Bishop 1995), model the conditional density function as a weighted sum of
several Gaussian densities. All of these methods are computationally quite complex and
may prove problematic in high dimensions.
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2.6.2 Quantile regression

In quantile regression, regression models are used to predict the conditional quantiles of
the response. The conditiomatquantile function is

Jo(X) = inf{s: P(y|x<s) > a}. (48)

For quantile regression, modelled quantile functions have to be selected. For example, it
could be decided that the 2.5 %, 50 % and 97.5 % quantiles are modelled. Models have
to be fitted for a large number of quantiles in order to describe the conditional distribution
completely. Quantile regression has been often applied in the construction of confidence
intervals.

Regression quantiles were introduced by Koenker & Bassett (1978). The authors used
a separate parametric linear regression model for each of the quantiles of interest. Non-
parametric and semiparametric modelling of regression quantiles has also been a popular
topic of discussion. In nonparametric modelling, the conditional quantiles are allowed
to depend quite freely on explanatory variables (Yu & Jones 1998). Several reviews on
regression quantile estimation have been written recently (Wright & Royston 1997, Yu
et al. 2003, Buchinsky 1998). Nonparametric quantile regression methods often have
problems with high dimensionality (de Gooijer & Zerom 1999). Quantile regression has
been widely used at least in medical and econometric applications. Apparently, quantile
regression has been rarely applied to multivariate industrial data.

The quantile function is the inverse of the cumulative distribution function, and thus
the problem of approximating the conditional quantile function is essentially the same as
approximating the conditional cumulative distribution function (Peracchi 2002). Some
methods, like local linear models, have been proposed for estimating the conditional cu-
mulative distribution function (Halkkt al. 1999).

2.6.3 Modelling the parameters of distribution

An easily applicable method for constructing conditional densities is to use separate pre-
diction models for the parameters of the distribution. In addition to the mean and dis-

persion, models can be fitted for other parameters of the distribution. The LMS method
(Cole & Green 1992) models skewness by estimating conditional skewness with an input-
dependent Box-Cox transformation parameter. Generalised additive models for location,
scale and shape (GAMLSS) (Rigby & Stasinopoulos 2005) use additive models to model
the parameters of conditional distribution



3 Adaptive modelling of a variance function

In the earlier literature, modelling and estimation of a time-varying variance function
0f = g(1i,z) has not been discussed. In the notation, conditional variance depends on
explanatory variables via a variance functgrrhe parameters of the variance functign

are not constant, but vary between the observations. In non-adaptive variance modelling
itis assumed tha, = 17 Vt. In this chapter, statistical methods for modelling time-varying
parameters are reviewed and considered for modelling of conditional variance.

3.1 Recursive estimation

Re-estimation of the model after every new observation using all the available data is
always possible in principle, but in practice it is too time-consuming. Recursive, i.e.
sequential estimation methods recalculate the model parameters after each observation
on the basis of the current parameters and the new observation. A recursive method for
updating the regression coefficients of the familiar linear regre€sjpa- X/ 3 after every

new observation with

_ _ (RXe+1) (RX%+1)"
T e e
B = B+Riai(Verr—X1B) (49)

was proposed by Plackett (1950). The updated formula of the inverse Hessian

-1
t
R= <Z ij}> (50)
=1
is based on the matrix equality
(A+BB) 1=A"1_(A"1B)(I +B'A1B) (A 1B)". (51)

The formulas offer a way to compute the updated least squares estimator with a low com-
putational cost. Later, Kalman proposed his filtering method for estimating more general
state space models, which shared much the same ideas (Kalman 1960).
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Computationally feasible recursive estimation methods have been suggested for several
model types, such as reproducing kernel methods (Kivitead. 2004) and local meth-
ods (Schaakt al. 2002). A comprehensive treatment of recursive estimation in linear
regression, linear difference equation models and state space models is given by Ljung
& Soderstrom (1983). Sequential parameter estimation can also be approached from a
Bayesian point of view. The recursive least squares algorithm can also be derived from
the Bayesian approach to recursive estimation (Ljung & Séderstrém 1983).

Although the parameters change after each observation, the recursive models are not
really adaptive. Behind the original formulas was the idea that the regression function is
static and the estimated regression coefficients converge to the true ones as more observa-
tions are added (Pollock 2003). In a long run, the regression coefficients converge to the
mean of the stochastic process generating them. Rolling regression and discounted regres-
sion using forgetting factors can be seen as adaptive variations of the recursive estimation
scheme (Pollock 2003).

3.1.1 Forgetting factors

The recursive regression model can be made adaptive by gradually downweighting the
older observations with a forgetting factor (Pollock 2003). et [0, 1] be a forgetting

factor giving estimation weightg 1 for the observationg = 1,2,...,t. (Pollock 2003)
provided a computationally simple formula for updating of parameter estimates

R — } (H B (th+1)(P|Xt+1)T)
o y Y+ 1 PAX )
Bi = BRxs (Y HaR%e1) (s — X aB). (52)

3.1.2 Rolling regression

In the rolling regression scheme, the model is estimated based amitexious observa-

tions, while the oldest observations are completely discarded. After each new observation,
the model is re-estimated based on the observations in a moving time window: this ap-
proach has been commonly referred to with the term 'moving window'. The formulas
used in recursive regression can be modified to make updating of parameter estimates
computationally easy. First the observationw is removed from the model using the
formulas

" _ (RXe—w) (R —w)"
AT S T
ﬁtﬁ-l = Bt - Ptj—lxt—w(yt—w - XtT_WBt) (53)

to obtain intermediate estimatgs ; andﬁ{;l. Then the formulas Eq. (49) are applied to

Riq andﬁal to add the new observation. (Pollock 2003.) A combination of rolling and
recursive regression is proposed in (Clark & McCracken 2004).
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Moving window modelling has been commonly applied in many kinds of models, al-
though the updating formulas Eqgs. (53) and (49) hold only for linear regression. In
practice, the model can be re-estimated only occasionally, using the most recent data. Be-
cause of its simplicity, moving window modelling seems to be one of the most popular
adaptive modelling methods in many fields.

3.2 On-line learning

An approach where training is based on a fixed training data set is called batch learning.
When new data are continuously measured, on-line learning is an attractive alternative.
In on-line learning, only one observation at a time is given to the learner, which adjusts
the model parameters accordingly. After learning, the observations are forgotten and
only stored information is the model. While the usual learning algorithm steps change
the parameter estimates in some direction depending on the average gradient over the
training data set, on-line learning algorithms change the parameter estimates according to
the direction depending on the gradient of a single, new observation.

The original ideas behind on-line learning were proposed by Robbins & Monro (1951).
The terms ’stochastic approximation’ and 'on-line learning’ have often been used in the
context of stochastic gradient descent and related methods. In the update step of a typical
on-line learning algorithm, the parameter estimates are moved on the basis of the gradient
of the loss function at the current observation

9
B

The positive definite matri&; () controls the search directions and is often related to
the inverse Hessian. The matfix can be updated using a separate update formula.

On-line learning has been studied in the frameworks of statistical learning theory (Mu-
rata 1998) and statistical physics (Biehl & Caticha 2001). Theoretical results (Opper
1996) show that a properly implemented on-line learning algorithm learns the regression
function asymptotically as efficiently as the best off-line algorithm.

On-line learning methods are especially practical when the modelled dependence varies
with time, but they are also useful when the true regression function remains constant. The
convergence properties of the algorithm depend on the learningjgateis known that
the learning ratey; = c/t is optimal when the modelled phenomenon is not changing, be-
cause it guarantees local convergence of the algorithm under some regularity conditions.
It is known that when a sufficiently rapidly shrinking learning rgte= O(1/t) is used,
the model is not able to adapt to changes in the regression function. Thus, on-line learning
with a constant learning rate has been used in adaptive modelling. (Mairak£2002.)

There have also been several proposals for an adaptive learning rate: The basic idea is that
the learning rate is increased when the model predicts poorly and decreagedvteen

the smallest achievable prediction error level is found (Sompolieskgt. 1995, Orr &

Leen 1996).

Bia =B+ G (B)35L Yeon, T 00 B)| (54)
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3.2.1 On-line quasi-Newton algorithm

An on-line quasi-Newton algorithm for a squared error loss function was presented by
Bottou (1998). The algorithm updates the parameter estimates after each new observa-
tion, like in the ordinary quasi-Newton algorithm step, but it uses the gradient at the new
observation instead of the average gradient of the training data set. Let the non-linear
regression function bEy, = f(f3,% ). The author approximates the Hessian matrix by the
Gauss-Newton outer product estimator

ii [;ﬁf(B?xi)} [;ﬁf(ﬁ,xi)y, 55

The inverse approximate Hessian was proposed to be updated using the matrix formula
Eq. (51). Letd = %f(ﬁ,xt). The algorithm can be written as

_ o (Ra41)(RA41)"
R = R g Ran
B+1 = B+Rd1 [Yt+1 - f(Xt+1aﬁt)} . (56)

The author proves that the algorithm converges to a local minimum of the squared er-
ror loss function. (Bottou 1998.) The method is not adaptive, because the step size is
proportional tol/n: B, = O(1/n).

3.2.2 On-line neural networks

Much of the recent work in on-line learning has been done in the field of neural networks.
Saad (1998) discusses the on-line learning of neural networks from many viewpoints.
The learning of neural networks is challenging because of local minima and plateaus in
the loss function (Bishop 1995). Despite that, on-line neural networks seems to be a well-
established method for adaptive modelling of a time-varying regression function: Saad
(1998) discusses the optimality and convergence properties of on-line neural networks and
presents successful applications. Several on-line learning schemes, like on-line gradient
descent

LT 3] (57)

Bir =B+ 3 0B [y = 10, )

and quasi-Newton type algorithms, have been proposed for on-line learning of neural
networks.

3.2.3 Reproducing adaptive kernels

On-line learning has been suggested for kernel methods where linear regression is per-
formed in a transformed, high dimensional feature space. The major problems are how
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to treat regularisation, the number of kernel functions and the high dimensionality of the
feature space. In recent work, recursive least squares (Ehgkl2004) and stochastic
gradient descent (Kivineat al. 2004) have been modified to be applicable in the repro-
ducing kernel Hilbert space. The on-line support vector regression of Kieinan(2004)

can be used to model a time-varying regression function.

3.2.4 Real-time lazy learning

In the framework of lazy learning, the training data set works as a model: When a pre-
diction is queried, the most similar observations are searched to construct the prediction.
The most common methods in this framework are nearest neighbour methods, kernel
smoothing and local linear regression. In the lazy learning framework, model updating

is extremely easy, the update step consists of simply adding the new observation to the
database. However, such a simple approach is problematic and not very adaptive: The
prediction time grows linearly with the size of the training data set, and new and old ob-
servations cannot be distinguished. These problems have been addressed, for example, by
Schaakt al. (2002). A related method is recursive calculation of kernel smooths, but that
method is not adaptive either (Krzyzak 1992).

3.3 Time-varying parameter regression

Several methods for modelling time-varying parameters in the regression context have
been developed (Riddington 1993). The methods used in time-varying parameter regres-
sion include change point models, functional coefficient models and stochastic coefficient
models. Let{3(t)} be the time-continuous series of the regression coefficient vector and
let the true parameter at tinhdoe 3.

3.3.1 Change point models

Change point models assume that the regression coefficients are piecewise constant. There
are break point81,Bsy, ... where a structural change in the modelled phenomenon hap-
pens

Bi=PBo+bil(t>B1)+bal(t>By)+.... (58)

The majority of the articles related to change point modelling discuss finding the break
points and testing the existence of break points. These kinds of 'all data on hand’ ap-
proaches are not of interest when adaptivity based on continuously measured new obser-
vations is needed.

Leischet al. (2000) and Zeilei®t al. (2005) propose to sequentially test for structural
change based on recursive or moving window regression parameter estimates. These
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papers do not discuss about prediction, but obviously the results of their tests could be
utilised to time the refitting of adaptive models.

A recent research topic is prediction using change-point models with an unspecified
number of change points. The model is capable of handling a continuous flow of obser-
vations in real time. In the proposed approach, the model is estimated using Bayesian
methodology. New observations are predicted using the MCMC algorithm. (Koop &
Potter 2004.)

3.3.2 Stochastic coefficient models

Stochastic coefficient models assume that the regression parameters form a stochastic
process. At every time step, usually after each observation, the regression parameters
are assumed to change because of stochastic innovations (Rosenberg 1972). A common
approach is to assume that the regression parameters form a random walk

B=pB-1+U, U ~N(OGy), uiid. (59)

where the covariance matri®, can often be assumed to be diagonal. Cooley & Prescott
(1976) proposed assuming that the parameter vector forms the process where changes in
the parameters can be divided into permanent and trajectory changes

B B +w  u~N(,Gy), u iid.
B = Biitu u~N(O,Gy), b iid. (60)

By adjusting the magnitude &, andG,, a model between the random coefficient model
and the random walk model can be chosen. A more general approach is to assume that
the regression parameters form an ARMA process (Liu & Hanssens 1981). Stochastic
coefficient models can be estimated using a Bayesian approach (Shively & Kohn 1997) or
a Kalman filter (Harvey 1989).

A special case of stochastic coefficient models is the random coefficient model, where
the distribution off3; is identicalvt (Hildreth & Houck 1968)

B=uw, Uu~N(0Gy),uiid. (61)

Random coefficient models can be used to introduce structural heteroscedasticity to the
prediction. Prediction with random coefficient models is discussed in more detail by
Beran (1995).

3.3.3 Functional coefficient models

Functional coefficient models are of the form

p
yi= > Bi(Uixj +e (62)
=
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The coefficients of regressors depend on some covatiateShe coefficient functions

B;(t) are usually estimated using a smoothing method (Fan & Zhang 1999.) Time-varying
coefficient models are easily included in the framework when the coefficients are func-
tions of timep;(t). In principle, functional coefficient models are not meant for adaptive
modelling, but the purpose is to find out the past behaviour of the parameters. Functional
coefficient models have also been applied in time series analysis (Huang & Shen 2004).

3.4 Models with time-varying variance

Several models allowing time-varying variance that does not depend on explanatory vari-
ables have been commonly applied in econometrics. The approaches assume that variance
is a one-dimensional stochastic process, and the methods differ in the way the variance-
generating process is formulated and estimated. However, none of these suggestions allow
the variance to depend on the explanatory variables.

3.4.1 Conditional autoregressive heteroscedasticity

Autoregressive conditional heteroscedasticity (ARCH) models (Engle 1982) are defined
as follows,

Ilt+€t\/ﬁ

0o+ (182 11+ (82 kot + LR ey (63)

Yt
hy

whereg; are i.i.d. random variables withg; = 0 and vafe; ) = 1. Generalized autoregres-
sive conditional heteroscedasticity (GARCH) models (Bollerslev 1986) are of the form

h =ao+ 162 1+ + &gl v +ih 1+ mhem. (64)

The estimated model parameters describe how variance depends on lagged squared errors
and variances. Although the predicted variances are changing, the model describing the
autoregressive structure is static. The models can be estimated by ML, and several mod-
ifications of the basic method have been usedeflal. 2002). Recurrent mixture density
networks (Schittenkopét al. 2000) employ a similar approach, but the dependence of
conditional variance on the lagged variances is modelled by a neural network model.

3.4.2 Stochastic volatility models

The principle of a stochastic volatility model is to assume that conditional variance forms
a stochastic process. The approach can be seen as an application of time-varying coeffi-
cient models to the modelling of variance. Variance is usually examined on a transformed
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scale to ensure its positivity

& = Ht-H/EEt
loghy = 61+ 6:loghi_1+ Ut (65)

whereg anduy are i.i.d., often Gaussian processes.

The most popular approaches to model estimation are probably Bayesian MCMC in-
ference (Jacquiest al. 1994), the method of moments (Andersatral. 1999) and quasi-
maximum likelihood (Ruiz 1994). Some methods do not make restrictive assumptions
about the form of the variance generating process: Andreou & Ghysels (2006) applied
change point models to the modelling of volatility and Mercurio & Spokoiny (2004) ap-
plied a local linear method for predicting time-varying variance.

3.5 Adaptive modelling of conditional variance

This section proposes that the methodology related to on-line learning and time-varying
parameter regression can be used to model a time-varying variance function. In original
paper VIII, two methods, namely moving window estimation and adaptive on-line quasi-
Newton, are proposed for adaptive modelling of conditional variance.

The process of squared residuals of the mean model fit can be used as the response
variable in adaptive modelling of conditional variance. The difficulty is that many of the
adaptive regression methods assume that the response is normally distributed, but squared
residuals are gamma distributed. Zeileis & Hornik (2002) propose using quantile residuals
of generalised linear models in change point modelling. A quantile residual is defined as
the quantile of a standard normal distribution that corresponds to the value of the assumed
cumulative distribution function of the observation (Dunn & Smyth 1996)

G=0o"t [F (Wi; ﬁifp)} : (66)

It could be possible to utilise quantile residuals of the variance model in adaptive mod-
elling of variance.

McGilchrist & Matawie (1998) developed a method for computing recursive parame-
ter estimates in a GLM family. Lefiy = f(X{3_1) ando? = @V (). Their recursive
formulas can be written as

L [PBe] o )R
B = Bt —
V(At)[f/(XtTBtfl)} +XR-1%
(R-1%-1) (R-1%-1)"
~ 72 .
V(@) [104B)| T +XR-2

The method can be interpreted as the on-line version of the Fisher scoring algorithm.

The authors prove that the recursive formula approximately follows the exact recursive

parameter estimates. The approach of Eq. (67) could be applied to recursive estimation
of variance function parameters under the gamma generalised linear model.

R = Ri- (67)
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3.5.1 Variance function estimation with recursive smoothing

Stadtmuiller & Tsybakov (1995) proposed a method for recursively estimating the variance
functiona?(x), x, € OP. They employed recursive kernel smoothing of squared residuals
to expand the variance function after each new observation

hy

The positive sequencés andn; go to zero and ;> , i = o, th? — . The mean model

is estimated simultaneously with a similar recursive kernel principle. Stadtmiller & Tsy-
bakov (1995) assume that the variance function is static and prove the convergence prop-
erties of the estimator. Their estimation method does not adapt to changes in the variance
function, because the old observations are never discounted or removed from the model.

a%mzaﬁﬂw+n4¥—aﬁﬂmﬂnpK(“X). (68)

3.5.2 Moving window modelling of conditional variance

In original paper VIII it is proposed that the moving window method can be used to
estimate a variance function with time-varying parametgts= g(x, ;). The model

is occasionally re-estimated by maximising the gamma log-likelihood related tev the
previously squared residuals

- ! £?
T = max —logg(T,Xj) — — ) (69)
‘ 2, X~ g

Re-estimation of the model after each new observation is computationally expensive. In
practical application the model can be re-estimated less frequently, for example at certain
time intervals. In addition, discounting of older observations can be considered to make
the model behave more smoothly.

3.5.3 Adaptive on-line quasi-Newton algorithm

Estimation of time-varying conditional variance by applying an adaptive version of the
on-line quasi-Newton algorithm to the squared residuals is proposed in original paper
VIII. Let 621 = 9(T;,%+1), and let

O(T,%) = (9/91)9(T,%) (70)
denote the vector of partial derivatives. The matrix
t
ﬂ:;wmm@ﬂWﬁm@T (72)
i=

denotes the first-order approximation of Hessian cumulated from the gamma distributed
observations at=1,...t. The matrixR ~ .# ! denotes the approximate inverse Hessian
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used in the quasi-Newton algorithm. The parameter estimates are updated after each new
observation by

/\2 o~

~ ~ o(T,

Tr1=T+nNt+1)Rs (i;l - 1) ( ,t\th-H) . (72)
Ot Ot

The constant learning ratgis tuned separately in each application. The inverse Hessian
is kept up-to-date by applying the matrix equality Eq. (51):

[R 6(ﬁ7)q+1)/6-tz+l] [35(ﬁ7xt+1>/5él]T
14 [0(Tt,%41)7/02 1) R [0(Tt, % +1)/ 02 4]

The algorithm is initialised by fitting the model using a sufficient number of early obser-
vations. New and old observations have equal contributiofs. tdhe matrixR reflects

the accumulated information, but the model has forgotten the oldest information. The
proposed adaptive on-line quasi-Newton algorithm differs from the non-adaptive versions
(McGilchrist & Matawie 1998, Bottou 1998) in that the learning steps are proportional to
tR instead of the non-adaptive steps

Ria=R-

(73)

3.5.4 Results in steel plate data

For the steel plate data set, the adaptive models performed better than the non-adaptive
model. The differences between the models are significant, but the non-adaptive model
seems fairly adequate. The adaptive quasi-Newton algorithm outperformed the moving
window method. In two groups of steel plate products, variance had slightly decreased
with time. The time paths of the model parameters and predicted variances indicated that
major changes had not taken place in the conditional variances during the study period.
Details are given in original paper VIII.

3.6 Simultaneous adaptive modelling of mean and dispersion

When the true mean model remains unchanged over time, a natural approach to adaptive
modelling of the mean and variance is to update the mean model recursively. Because
the accuracy of the mean model increases with time, estimation of time-varying variance
should be based on the squared residuals of the latest, most accurate mean model.

In the case of the time-varying mean mo#ak = x{ 3, it is much more difficult to
assume that the estimated mean model is the true model. Joint modelling of the time-
varying mean and dispersion is balancing between bias and variance. Distinguishing the
error due to bias and variance may often be difficult. A highly adaptive mean model
estimator has a large variance and results in a strong correlation between the observations
and the fit, so that ofteBe? < g. Often it may make more sense to avoid overfitting and
to accept that the true mean model can not be satisfactorily estimated without a time delay.
As a slowly changing mean model estimator has low variance, its bias has to be taken into
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account in the modelling of variance. Because of the bias, it often hold&#3at o?.
The following moving window framework is an example of the latter approach.

In original paper VIl a moving window framework for adaptive heteroscedastic linear
regression is sketched. In the proposed method, the true paraffgfeese assumed to
form a continuous time Levy process

E(By —Ba) =0, cov(By; —B) =Bt —ta. (74)

In the notation, théth observation is observed at timjewhen the true parameter value
is B;. Updating of the model begins with an estimation of the mean model parameters

using a moving window. The resultlng estlmﬁ\é is used to construct the squared resid-

uals. Assuming that the estlmalﬁY" equals the true parameters at tltgl,eBW B, the
expected squared error is

E(yi —XB")% = 02 (%, Ty) + [t — taX/BX. (75)

The result can be utilised in the estimation of the variance function: An additional offset
variable

G = [ti —ta|X/BX (76)

is employed in the variance model fitting. The problem is then to estiBaiad to
determind,. The result Eq. (75) is employed also when future predictions are produced.

Another possible approach to simultaneous adaptive modelling of the mean and disper-
sion is to apply an adaptive on-line learning method to the joint log-likelihood of the mean
and variance parameters. When variance does not depend on the mean, the information
matrix is block diagonal and the mean and variance can be treated separately.



4 Industrial process data in predictive modelling

A large amount of data are measured from industrial production processes. The data
contain information that is useful in controlling the production process. The problem
is to extract information from the data. This has commonly been done by developing
statistical prediction models, which are then utilised in process control, process planning
and product planning (Khattree & Rao 2003).

Industrial process data sets are usually large. Both the number of variables and the
number of observations are high. Process data are often clustered: there are clusters of
observations and sparse or empty regions between the clusters. The clusters occur in
the regions of normal process settings. Statistical analysis of large data sets has been
commonly discussed under the topic of data mining (Giudici 2003).

A successful industrial plant has to develop its processes. The process changes as
it is developed, which means the relationships between the process variables vary. The
relationship described by the model can also change. As a consequence, the need for
model updating is obvious. Adaptive prediction models that are fit for using process data
have been commonly applied in industry (VanDoren 2002).

These special features characterise industrial process data for the purpose of regression
modelling. In this chapter, the results related to process data-based regression modelling
are presented.

4.1 Dispersion modelling using process data

Modelling of variance in large data sets has not been specifically discussed in earlier lit-
erature. Recent industry-oriented textbooks about statistical modelling (Khattree & Rao
2003, Giudici 2003) do not consider modelling of conditional variance. However, it is
not unusual that not only the mean but also the deviation of the response variable de-
pends on the process variables. In this case, a model of the deviation gives additional
information and makes more efficient utilisation of the models possible. Previously, dis-
persion modelling methods have rarely been applied to industrial process data, but some
examples include (Myllykoski 1998, Smyth 2002). A related topic is modelling of model
uncertainty (Tjarnstrom 2002). In original paper V, variance modelling methods suitable
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for several explanatory variables are surveyed and their suitability for large data sets is
discussed.

Variance is often sensitive to even small changes in the process. Changes and varia-
tion in the facilities and practices of the production line cause heteroscedasticy and also
time-dependent variation in the conditional variance function. In spite of that, methods
for adaptive modelling of the variance function have not been discussed earlier. In origi-
nal paper VIII, methods for adaptive modelling of conditional variance are proposed and
applied to steel plate data.

4.2 Model selection

Expected squared prediction error is the sum of irreducible variance, squared model bias
and model variance

~ ~

E [yo— Fixo)| = 02+ [EF(r0) — 100)] +E [Txo) ~Efbo)] . (77)

Model complexity increases model variance, but decreases model bias. Optimal complex-
ity is determined in the model selection phase. For example, in linear regression, model
variance is N N N

E(xIB—XEB)? = Xicov(B)x;. (78)

Model variance depends on the location of the observatjonif x; is located so that

yj has a large influence on model estimation, model variance anguisdarge. Model
variance usually increases when the distance from the query point to the estimation data
set grows.

The task of model selection includes selection of the structure of the model, the input
variables and their transformations and the model estimation method. Validation, cross-
validation, bootstrap validation and information criteria are the most common methods
used for model selection. In validation the training data set is split into two parts: The
prediction accuracy of the fitted model is measured in the data which are not used for
learning. InK-fold cross validation, the data are split itfoparts. The model is fitted
K times usingK — 1 parts for fitting and one part for validation at a time. The model
is selected using the average prediction error inKhealidation data sets. Bootstrap
validation works similarly, except that the training data sets are obtained by re-sampling
the original data. Information criteria consist of the log-likelihood of the fitted model in
the training data and a penalty term for the complexity of the models. (Hzstle2001.)

In original paper Il, it is suggested that validation methods are preferable in model
selection for large process data sets. The real predictive performance of the models can
be measured most reliably in the validation data set (Purushottam & Ibrahim 1995). If the
data are split between validation and training using a split in time, more emphasis is given
to the interpolation ability of the models, because the estimation and the validation data
sets are more dissimilar.

In original paper Il, an approach to model selection for joint modelling of the mean
and dispersion is presented. The variance model is selected on the basis of the validation
deviance of squared residuals. The proposed procedure for model selection is
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1. Specify preliminary models for the mean and dispersion.

2. The model for the mean is selected by minimising the weighted sum of squared errors
in the validation data s&t. Unit weights or weights proportional to the inverses of
the predicted variances are used.

3. Squared residuals are calculated and used for variance model fitting and validation.
The selected variance model minimises validation deviance

2 @252

g
y i;[ 0t o (79)
4. The whole model is re-estimated.

Some authors have emphasised the role of model generalisation ability in model se-
lection Busemeyer (2000). In original paper VI, model selection that attempts to respond
to the need for well-generalising models is proposed. The proposed distance-weighted
validation criterion gives more weight to the validation data observations whose distance
to the training data set is large. However, the experiments did not confirm the hypoth-
esis that the proposed distance-weighted validation criterion selects a model with better
interpolation capability than the unweighted validation criteria.

4.3 Utilisation of industrial prediction models

The aim of industrial data analysis is to produce information and models that can really
be utilised to improve the production process. When prediction models are developed for
industrial use, the utility of the models lies in their applicability. Prediction models can
be utilised in planning products and the flow of production, in planning and optimising
process settings, and in process control.

In joint modelling of the mean and variance, prediction of conditional distribution is
constructed on the basis of the conditional mean and variance. Sometimes it may be better
to construct conditional distribution using the expected squared error

E(yi —%)? (80)

rather than the error varian@g. It can be thought that the mean model is first specified

to be as accurate and unbiased as possible. Then the uncertainty of the mean model
is modelled so that the expected likelihood of future observations becomes maximised.
Error variance usually forms the major part of the expected squared prediction error, but
model bias and model variance also have their own effects, as presented in Eq. (77).
When the model is used for interpolation, both model bias and variance increase and the
expected squared prediction error grows rapidly.

Predictions can be needed in different stages of the production process. At early stages,
the realised values of some explanatory variables are not necessarily known exactly. When
the predictions are made only target values can be given for some of the explanatory vari-
ables. Optimally, the expectations of the realised values agree with the target values, but
the realised values have some variance. Lacking information about the explanatory vari-
ables decreases prediction accuracy: The expected squared prediction error increases as
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the dispersion between the target values and measured values of the explanatory variables
grows. If predictions are queried from the same model in different process stages in which
the amount of uncertainty about the input variables differ, then the effect of the uncertainty
should be taken into account in the predicted variance. This approach has not been given
much attention in the literature. The alternative is to construct different models to be used
in the different process stages.

In original paper 1V, it is proposed that model uncertainty is predicted as a sum of three
components:

1. Error variance. Error variance can depend on the explanatory variables.

2. The effect of uncertainty about the input variables used for prediction. The use of
target values in the early stages of the process increases the prediction error.

3. Model variance. The model is less accurate in the regions with sparse data.

The effect of uncertainty about the input variables is approximated by the error propaga-
tion formula

E[Yi—f([/ixi)} =0 +var[ } io [afﬁx] (81)
(x=x)

where each observatioq is a realisation of the input vecter= (X(1),X),---X(p)) and
a(zj) is the expected squared difference between the target value and the realised value

of xj). The approximation employs the first order Taylor expansion of the fitted model
around the query point.

4.4 Model maintenance

The long-term utilisation of industrial process models requires systematic analysis of the
data that aims at maintaining of prediction accuracy. Because of the evolution of the
processes and changes in the relationships described by the models, there is a need for
maintenance of industrial prediction models. In model maintenance, the model is regu-
larly re-fitted to correspond to the current state of the production process. The develop-
ment of a completely new prediction model can be laborious and it can be made easier by
utilising the experience from the previous models. In adaptive modelling, model re-fitting

is performed automatically. If the variance depends on the inputs, the variance model may
need to be re-fitted regularly.

A system for model maintenance has to systematically analyse and store the production
line measurements. If a large amount of data are measured, it is not feasible to store all
the data or, at least, not all of the data can be used for modelling. Algorithms for data pre-
processing and selection are needed in model maintenance systems. To detect the need
for model updating actions, the performance of the models in the process data should be
monitored. A model maintenance system should also include algorithms for re-fitting of
models. An illustration is given in Fig. 2.
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4.5 Measuring distance between data point and training data set

A measure of the distance between the training data set and a new query point or observa-
tion could be useful in assessing the uncertainty of prediction and in finding outliers. Mea-
suring the distance from a training data set has not been proposed earlier, although quite
similar approaches have been used. Standard errors of predictions measure uncertainty
with variance, but they do not take bias into account. In local methods, distances between
observations are utilised to find the nearest observations of a query point (Wettschereck
et al. 1997). In clustering and prototype methods, several measures of the distance be-
tween a single observation and a set of observations, like average pairwise Euclidean
distancey !, ||xo — Xi||/n, Mahalanobis distancex — my)"S 1 (xo — my) and Euclidean
distance to the cluster centrdiey — my||, have been used (Kaufman & Rousseeuw 1990).
HereS; is the empirical covariance matrix ®ndm is the average vector af In novelty
detection, the aim is to detect abnormal observations. The usual approach has been to con-
struct a model for a joint density function of input variables and judge observations with
a density below a given threshold as novel (Markou & Singh 2003). Also several other
approaches have been suggested, such as measuring the minimum distgjfreehsif|
to a vector in a set of prototypes, s, . .., S (Alanderet al. 1991).

An interesting approach was given by Angiulli & Pizzuti (2005), who used the sum of
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Euclidean distances to thkenearest observations

k
3 dig (82)

to rule out outliers. Mahamud & Hebert (2003) discussed optimal distance measures. The
optimal distance measure in 1-nearest-neighbour prediction minimises the expected loss
functionEL(yo,Y') wherey' is the measured responsedatvhich is the nearest neighbour
of Xp using distance measude The authors showed that the distance measure equaling
the expected loss functio(xp, ;) = EL(yo,Vi) is optimal and they proposed to use a
distance measure that approximates the expected loss of nearest neighbour prediction.

In original paper VI, a method for measuring the distance between a single observation
and a training data set is proposed. The distance is measured as the harmonic sum of the
distances to thk nearest observations in the data set

1
2i=13;
The distances between single observations
=2 2 2
d(Xo,Xj) = 0°+ Z\Ki (Xji — Xai) (84)
i=

are squared Euclidean distances plus a congtanthe estimated error variance. In the
formula, diy),d2),...d are the orderett smallest distanced(xo,X;j) betweenx, and

training data observationg, Xz, . .. X, and thusd(i) = d(Xo,X;j) for somej. The variables

that have a large effect on the response have a large weight on the distance measure.
In original paper VI, a data-driven procedure is proposed for defining the scatings

of each variable in such a way that they are proportional to the variable’s contribution
to the fitted regression function. The proposed distance measure can be seen as a linear
function of the approximated expected squared prediction error when the new observation
is predicted by distance weightéehearest-neighbour. The expected squared prediction
error is approximated under the condition that the distances and directionktogheest
training data points and the measured response in these points are given.

Details, the mathematical reasoning behind the above definitions and the results for
simulated data sets and for the steel plate data set are given in original paper VI. The
results show that prediction accuracy depends on the distance to the training data: When
the distance to the training data is large, the model gives a poor prediction with a high
probability.

4.6 Interpolation ability of models

Often the predictive power at the boundaries of the data currently on hand is an important
property in the practical utilisation of models. However, research on the interpolation
ability of models at the boundaries of the data region has not been published previously.
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The problem is that the generalisation ability of prediction models outside the data region
is very difficult to measure. Intuitively, it is reasonable to assume that models behaving
smoothly at the boundaries predict reliably in a wider volume around the data region, i.e.
they interpolate better. A model that generalises well would be very useful in process
optimisation problems and in finding novel improvements to the process. Unfortunately,
all statistical modelling techniques have major problems in predicting reliably outside
the training data. There are probably differences between the generalisation abilities of
various learning methods, but no methods for gauging the merits of different learning
methods have yet been proposed.

The upper bounds of the generalisation errors of learning methods have been derived
under the assumption that the distribution of input variables does not change (Vapnik
1998). However, in industrial practice the distribution of inputs changes because of im-
provements in the process. A model with good generalisation ability is useful in the
changing environment of industrial processes.

In original paper VI, it is proposed that the interpolation ability of models can be mea-
sured using the prediction accuracy of the validation data set observations whose distance
from the training data set is large. The distance measure developed in original paper VI
is utilised in measuring interpolation capability. In original paper VI, the interpolation
capabilities of quadratic regression, local linear regression, additive spline models, multi-
layer perceptron and support vector regression are compared. Quadratic regression and
local linear regression interpolated poorly compared with the other methods, both for sim-
ulated data sets and for the steel plate data set. The result can be explained by the unstable
boundary behavior of the quadratic terms and local fitting. The effect of model complex-
ity and meta-parameters on interpolation capability was also examined. It seemed that
model complexity does not have a strong effect on interpolation capability.



5 Application to the mechanical properties of steel plates

The methods presented in the thesis have been applied and developed for use at Ruukki's
steel plate mill in Raahe. The research was carried out in three projects. In the first
project, a product planning tool for planning the strength margins of steel plate products
was developed. In the second project, a model for elongation was added to the developed
tool. In addition, a tool for assuring the fulfillment of the requirements of the mechanical
properties in the positioning of orders was developed for used in production planning. In
the third, currently ongoing project, a maintenance system for the developed prediction
models will be developed.

Both developed tools employ the same prediction models for tensile strength, yield
strength and elongation. The functionality of the developed tools is based on predicting
the probability of rejection in tensile testing. The probabilities are predicted on the basis
of models for the conditional mean and conditional variance. In the Ruukki application,
the term 'rejection’ means the result of a single tensile test is below the specified minimum
value. The research was based on a large data set collected from the production process
of steel plates.

5.1 Modelling the probability of rejection in a qualification test

Joint modelling of the mean and dispersion has been commonly applied to the construc-
tion of confidence intervals (Rigby & Stasinopoulos 2000, Wright & Royston 1997).
There are several proposals concerning how the confidence intervals are constructed. Let
z4/> denote thea /2 quantile of the standard normal distribution. The basic method is to
assume normal distribution and construct the confidence interval accordingly,

CLia(¥i) = [Hi — 25201, Hi+Zq/20i]. (85)

Rigby & Stasinopoulos (2000) proposed finding a Box-Cox transformation, Eqg. (7), so
that the error distribution of the transformed variapple= L, (y) is Gaussian. The mod-
elling is performed in the transformed scale. Mak (2002) proposed a sampling method for
estimating variance in the original metric. Th@0(1 — a)% confidence interval foy; is

Clia(Vi) = Ly (B — 202G7), LM + 20267 (86)
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whereli* ando;* are the predicted mean and variance of the transformed response. Akritas
& van Keilegom (2001) proposed employing the empirical distribution of the standardised
residuals

= 1&, (Yi—H
== <
{EREY ( s (87)
to construct the confidence interval
Clia(yi)=[fi +Fs a/2)G, [i+F*(1-a/2)a). (88)

Confidence intervals constructed on the basis of the predicted mean and deviation have
been employed in medical statistics (Stasinopoulos & Rigby 2000), for example. Also
different conditional probabilities can be constructed by assuming a distribution for the
standardised residuals. In original paper Ill, an approach to predicting the probability
of rejection in a qualification test using joint modelling of the mean and dispersion is
proposed. LetYy,iy,  Ymax be the acceptance region of the qualification test. Then the
probability of rejection is predicted with

Yoi 1 T
Pr—F(m'rlM)JrlF(anai(”') (89)
o &

whereF(s) is the assumed cumulative distribution function of the standardised residual.
In original paper I, itis proposed to use the approximated empirical distribution function.
The approximation consists of two halves of a cumulative normal distribution whose tails
are replaced with exponential functions

F(s) = Ce M when s<l
F(s) = q><s_0m°>7when s€ [le,mg]
|
F(s) = q:(S;%),when S€ [Me, Ug)
u
F(s) = 1—Cue ™ when s> U. (90)

Later it was observed that a better fit with the data can be achieved using a Box-Cox
transformed response variable. The probability of rejection is predicted by transforming
the requirement¥,,;, andYmax and comparing them to the cumulative standard normal
distribution

La (Ymin) — K

R=0 (91)

1o [L/\ (Ymax) _ﬁi*}
o* ’
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5.2 Steel plate data set

The steel plate data set utilised in the research consists of tensile test results, measure-
ments of the composition of steel, the dimensions of steel plates and slabs, the thermo-
mechanical treatments of the production process and the shape of the test bar. About 50
variables were measured and about 30 of them have an effect on the response variables.
About 225000 observations made between July 2001 and October 2005 were utilised.

In tensile testing, the test bar is drawn until it breaks. Three important mechanical
properties are measured: tensile strength (Rm), yield strength (ReH) and elongation (A5)
(Fig. 3). Elongation correlates negatively with the strengths, which are positively cor-
related. Tensile strength is considered the most important mechanical property of steel.
All steel plate products have a minimum requirement for Rm. Most of the products have
minimum requirements for ReH and A5 and a maximum requirement for Rm. Tensile
testing is used to assure fulfillment of the requirements.

Rm

ReH|

[ar]
L

Stress

[ A5

Elongation

Fig. 3. Measurement of mechanical properties from a tensile test curve.

Steels are the most widely used metallic material because of the wide variety of prop-
erties that can be produced at relatively low cost for different purposes. Steel plates are
produced in large-scale rolling mills. At Ruukki’s steel plate mill the focus is on produc-
ing low-alloyed hot-rolled steels with a ferritic-pearlitic microstructure. The modelling
done in this research aims at predicting the properties of these types of steels.

Many variables and mechanisms affect the mechanical properties of hot-rolled steel
plates (Honeycombe 1981). These mechanisms are controlled with alloying as well as
with heating, working, and cooling operations (thermomechanical treatments). In many
cases complicated and expensive treatments are needed to obtain the required proper-
ties for the final product. Modelling of steel properties is important because many of the
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required properties are achieved only if the interactions between composition and thermo-
mechanical treatments can be predicted and controlled reliably. Modelling of the strength
of steel is commonly applied in steel mills, and many models for strength have been cre-
ated (Hodgson & Gibbs 1992, Dumortier & Lehert 1999). One model can usually cover
only a small subset of all known steel grades.

5.3 Planning the strength margins of steel plates

Before this research work was done, planning of strength at Ruukki’s steel plate mill had
been based on an old planning model that predicts tensile strength with a linear combi-
nation of the composition of steel. The first motivation for this research was the need
to update the model to predict better under the developed production process. The de-
velopment of a new prediction model for tensile strength is reported in original paper I.
Carefully specified regression models predicted similarly to neural network models, and
it was decided to implement the regression model because of its better interpretability.

The variance of tensile strength depends strongly on several explanatory variables. It
was observed that the variance heterogeneity of strength should be taken into account in
planning the process settings for steel plate products. A large planning margin is needed
between the expected strength and the strength requirements when the variance of strength
is large. In original paper IV, an approach to planning strength margins on the basis of the
predicted probability of rejection in a tensile test is presented.

The proposed approach to planning tensile strength margins seemed to work well, and
a similar model was developed for yield strength. Both developed models were het-
eroscedastic linear regression models Eq. (32). Original paper Il discusses the model
selection procedure used in the development of the models. The models were imple-
mented in a planning tool. The purpose of the planning tool is to help determine process
settings for the products in product planning. The developed planning tool is in everyday
use in Ruukki, and the number of rejections has significantly decreased after the model
was introduced. Modelling deviation in addition to the mean significantly improves the
model’s ability to prevent rejections. Details are given in original paper IV. The decrease
in rejections yields economical benefits to the steel plate mill.

One of the tasks of product planning is to define process settings separately for each
product. This is a demanding task, as there are thousands of products and every product
has many requirements for mechanical properties, alloying and the delivery condition.
On the other hand, the flexibility of the production process is important because it allows
more products to be produced in a shorter time, permits smaller orders to be accepted
and decreases the need for storage slabs. Needless alloying and expensive treatments also
have to be avoided. When the variance of mechanical properties is decreased, these goals
can be achieved more easily. The situation is controlled by determining default values
and acceptable limits for the values of the process variables for each product separately.
Figure 4 illustrates planning of steel plate products using the developed planning tool.

The prediction models are used in two process phases: before casting the slabs, where
only the target values of the composition of steel are available, and after casting, where
the composition is already measured. Uncertainty about the composition increases the
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Fig. 4. Planning of steel plate products.

variance of the mechanical properties. The deviation of the mechanical properties is about
5-20 % larger before casting, depending on the input variables. When the same prediction
model is used in both situations, the effect of the uncertainty about the composition before
casting has to be added to the prediction of the variance model. A method for estimating
the effect of uncertainty on the expected squared prediction error using the first order
Taylor approximation is proposed in original paper IV. An alternative is to fit two separate
models; the one used before casting fitted on the basis of target composition and the other
fitted on the basis of the measured composition.

5.4 Modelling the mean and variance of elongation

Because the developed models for strength were considered useful, it was decided to ex-
pand the developed planning tool by also introducing a model for elongation. At the
same time, the models for strength were updated. All three models were link-linear het-
eroscedastic regression models, Eq. (34). The models employ a transformed response
variable to achieve a normally distributed error term. The link functions for the mean and
variance were selected to maximise the fit with the data. In addition, the predicted mean
was included in the explanatory variables of the variance model. All the models have
about 120 terms in the mean model and about 30 terms in the variance model.

The functionality of the developed models is illustrated by using the developed model
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to predict the mean and variance of elongation. Figure 5 gives an overview of the variance
heterogeneity of elongation. Variance is highest when the steel plates are water-cooled or
rolled at a low temperature. Variance is also high when the plates are relatively high-
alloyed, but not very thin, and a normalising heat treatment is not applied. Variance
is lowest for steel plates to which a normalising heat treatment is applied and whose
predicted elongation is about 30.

The accuracy of the model in predicting rejections is illustrated in Fig. 6. Figure 7
is another illustration of the accuracy of the predicted probability in detecting rejections.
Only products with over 30 measurements are included. Sensitivity means the proportion
of correctly predicted rejections. Specificity means the proportion of correctly predicted
acceptances. All of the presented results are obtained from an independent test data set.

predicted deviation

T T T T T T
15 20 25 30 35 40
predicted mean

Fig. 5. Predicted deviation plotted against the predicted mean. The colours differentiate the
different production method branches.
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Fig. 7. ROC curve of the developed model in finding rejections in a tensile test.



6 Discussion

The methods presented in this thesis were developed for the purpose of predictive regres-
sion modelling for large industrial data sets. The presented ideas were tested using a large
data set collected from a steel plate mill, but use of the methodology is not restricted to
the steel industry. One data set does not give much evidence about the general importance
of variance heteroscedasticity in analysing industrial process data. However, the vari-
ous publications about quality improvement experiments, which are based on modelling
of conditional variance, prove that variance heteroscedasticity is common in industrial
processes. Analysis of designed experiments is a topic with a long history, but process
data-based modelling has been established only recently. It seems probable that the devel-
oped methodology for joint modelling of the mean and dispersion can improve modelling
accuracy in many kinds of industrial applications. The study demonstrates the potential
need for modelling of conditional variance for industrial model developers.

When only the mean and variance of the response are modelled, it is assumed that the
other moments of the distribution of the response are independent of the explanatory vari-
ables. In most applications, the conditional distribution of the response can be satisfacto-
rily described by modelling only the first two moments. The advantage, compared with
the usual approach of modelling only the mean, is that the conditional distribution can be
modelled more accurately. The more accurate model can then be utilised in the applica-
tions. The advantage compared with modelling of skewness is simplicity: The danger of
overfitting decreases and estimation of models is more efficient when additional parame-
ters are not estimated. It seems probable that joint modelling of the mean and dispersion
is the optimal solution in many cases: A model for conditional variance is needed, but a
model for conditional skewness is unnecessary. Sometimes this is not enough, especially
when the number of explanatory variables is small, and the conditional distribution func-
tion has to be modelled in more detail. Of course, in many cases constant variance is the
most rational assumption and variance modelling is not needed.

The optimal variance model is often less complex than the optimal mean model, be-
cause observations give more information about the mean than about variance. A large
number of observations is needed to fit a variance function that depends on several input
variables. The presented methods focused on the case where there are at least a couple of
input variables: In the case of only one or two input variables, even more detailed models
can be utilised.
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The application to the planning of strength margins shows that process data-based joint
modelling of the mean and dispersion is a useful approach that can yield economical ben-
efits when properly applied to industrial practice. The proposed approach to utilising the
predicted probability of rejection in a qualification test could have plenty of applications,
as the properties of final products have to be controlled in many industries.

6.1 Variance function estimation

Variance function fitting and mean model fitting can be accomplished separately using it-
erative methods. Thus, the form of the mean model does not constrain the learning method
used in variance function estimation. The results of the study support the approach of in-
dependently selecting the learning method used in the estimation of the conditional vari-
ance function. It is not necessary to limit the proposed methods to joint modelling of
the mean and dispersion; modern learning methods can also be utilised in the modelling
of conditional variance. Surely, the optimal learning method depends on the applica-
tion, and usually several alternatives give good results. Only a few extensive publications
about variance modelling methods have been written (Dadidian & Carroll 1987, Carroll
& Ruppert 1988, Welslet al. 1994). Thus, the reviews written in this study are a relevant
complement to the existing literature.

Variance is even more sensitive to outliers than is the mean. Real but exceptional in-
stances of the process can contain very important information, which may lead to new
understanding. Selective removal of true observations from the data leads to biased mod-
els, especially when variance is modelled. Thus, removal of exceptional true observations
must be avoided. Another simple approach is to downweight observations that have been
interpreted as outliers. The problems with this approach are the same, although more ac-
ceptable. Because the problem of outliers is emphasised in variance modelling, it seems
natural to develop robust estimators for variance. The topic has been, however, rarely dis-
cussed. In our study, the bounded influence estimator Egs. (29), (30) and (31) predicted
too small variances because of systematic downweighting of the largest squared errors.
Development of robust variance function estimators seems to be an interesting topic for
further studies.

6.2 Process data-based modelling

A model is only an approximation of complex relationships. Models are based on data, a
random instance produced by the underlying relationships. The data were collected in the
past, but the model is used to improve the future.

In model development, special attention has to be paid to the applicability of mod-
els. Before models are implemented into the production line, the economic benefit of
applying the models have to be assured. Cumbersome or needless implementations cause
complexity and costs instead of benefits. Often, the payback of model application can not
be measured directly using the average prediction accuracy of the model, such as MSE
or log-likelihood. The utility value of models should be taken into account already in
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the model development phase. Single bad predictions given by a model that usually pre-
dicts well can cause costly mistakes. The model should be accompanied with information
about the reliability of prediction.

Expected response values when using familiar settings are often known even without
a model. The model can be most valuable in predicting the properties of rarely manufac-
tured products on the basis of rare process settings. Major improvements may be realised
by using completely novel settings. Such settings can rarely be tested in the production
line, because failures would be too costly. The validity of a model cannot be assumed in
the empty parts of the data space. Optimisation of process settings has to be restricted
to the data region where the model is reliable. A model with great interpolation ability
would be very valuable in optimisation.

Because the process is usually run with familiar settings, it is quite difficult to obtain
new information using the process data. An alternative to process data-based modelling
is designed experiments. Designed experiments can give data from process settings that
have not yet been tried in production. The drawback of designed experiments is their cost.
A large number of expensive experiments would be needed to obtain an extensive data set,
especially to model variance using many design factors. The advantage of process data-
based modelling is that the data are cheap, as additional arrangements are not needed to
obtain the data for modelling. The large amount of process data facilitates more accurate
and more complex models than could be obtained using designed experiments.

6.3 Adaptive modelling

The maintenance of prediction models should be taken into account already in the imple-
mentation of the model applications. Implementation of adaptive models may sometimes
be risky, because then the prediction model can change uncontrollably. A static model
with an easy possibility for updating may often be a better alternative.

When a large amount of data is measured, it is not feasible to store all the data. The
data can include millions of measurements from the same, typical process settings. Not
all of them are needed in model fitting, and the whole data set cannot even be handled
by the learning algorithm. On the other hand, measurements using rare and experimental
process settings can be valuable for expanding the reliable prediction region of the model.
An interesting approach to model maintenance is to refit the models using exceptional
input observations for a very long time period, but only the newest observations for the
usual settings. The practical functionality of the idea needs to be studied further.

Time-dependent changes in the modelled relationships of industrial processes are dif-
ficult to formalise in a statistical framework. The changes can be related to developments
in the process, wearing of facilities or imperceptible changes in process practice. It may
be difficult to describe a stochastic process that could explain the time-varying parameters
of an industrial process model. Some of the changes are permanent, but some are tem-
porary. Some of changes are slow shifts, but some can be sudden changes. Because of
the permanent changes, the assumption about stationarity does not often hold. In spite of
that, assuming stationarity may often be rational in order to simplify adaptive modelling.

Joint modelling of the time-varying mean and time-varying dispersion is a complicated
problem. It is difficult to distinguish which part of the prediction error is due to mean
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model bias and which is due to error variance. When a time-varying phenomenon is
modelled in real time, the current parameter values are usually inaccurately estimated. Old
parameter values can be estimated more accurately, because from their point of view also
future observations are available for estimation. Obviously, differences in the accuracy of
the mean model should be taken into account in the modelling of time-varying conditional
variance. The topic is raised the first time in this thesis, and more studies are needed to
develop more efficient methods.

Industrial processes are developed, and it is clear that the variance structure sometimes
changes at the same time. However, it is unclear how important time-dependent variation
is in the conditional variance function in practical applications. If the changes in the
conditional variance function are small, the advantages of time-varying modelling can
be smaller than the cost of implementation. Adaptive modelling of variance decreases
the need for model updates. It seems probable that the proposed methods for adaptive
modelling of the variance function are useful in some cases, but not very often.

6.4 Uncertainty of prediction

Basically, it seems rational to fit the model using the same explanatory variables that are
available in the prediction phase. When only target values are available in prediction,
target values should also be used in model fitting. Then the model answers the right
guestion How is the response distributed when these target values are diido®ever,

if the same model is needed in several process stages, it seems attractive to fit only one
model using the measured values and to estimate the effect of using target input values
on conditional variance. In these cases, the proposed method for estimating the effect of
uncertainty about explanatory variables on variance can be utilised.

Information about the reliability of prediction is important when a model is utilised in
decision-making. The developed distance measure seems most useful when considering
the query points at the boundaries of the training data set. If the query point is clearly out-
side the data, then the prediction is not reliable. If the query pointis in a dense data region,
then the prediction is reliable. But, in cases where the query point is at the boundaries
of the data, the distance can give valuable information about the reliability of prediction.
In very large data sets, the proposed distance measure is, however, computationally too
expensive for real-time applications.

The interpolation ability of models is difficult to compare in the model selection phase,
because validating model performance in the empty regions of the input space is impos-
sible. Thus, information about the interpolation capability of learning methods is very
interesting when the model application needs prediction accuracy at the boundaries of the
data. The steel plate data set is very suitable for comparing the interpolation capabilities
of learning methods: The data include observations about rare products and settings, and
several new products were introduced during the research period. In the study conducted
on interpolation capabilities, the results from the simulated data sets and the steel plate
data set supported each other. It can be concluded that the study gave a strong indication
of the differences in the interpolation capabilities of the learning methods. The topic is
interesting and important, and it would be useful to conduct further studies with other
large data sets.



7 Summary

This thesis combined two known statistical methodologies: modelling of a conditional
variance function and industrial process data-based prediction. The thesis presented meth-
ods, applications and approaches to utilising process data by means of joint modelling of
the mean and dispersion.

A comprehensive review of the methods used to model conditional variance was given.
The suitability of the methods for predictive modelling based on large industrial data sets
was evaluated and compared. It was suggested that modern statistical learning methods
can be applied to modelling of conditional variance.

The thesis highlighted the need and possibility of adaptive modelling of a time-varying
variance function. Two methods for adaptive modelling of conditional variance were
proposed, and the background for the methods was presented in detail.

Methods for estimating the uncertainty of a model’s prediction at a query point were
discussed. Variance modelling was utilised in a method developed for evaluation of the
uncertainty of prediction at early process stages, when all the explanatory variables are
not known. A novel measure of the distance between a training data set and a query point
was proposed. The method approximates the model uncertainty based on the density of
the data around the query point. The distance measure was utilised in a method devel-
oped for measuring the interpolation ability of models. A comparison of the interpolation
capabilities of different learning methods was presented. The most important result was
that local methods seem to interpolate poorly.

The developed methods were applied to a large data set related to the mechanical prop-
erties of steel plates. An approach to planning working allowances based on the predicted
probability of rejection in a qualification test was proposed. The probability of rejection
is predicted using joint modelling of the mean and dispersion. The approach was imple-
mented in a planning tool that has been successfully used in a steel plate mill to optimise
process settings. Modelling of the conditional variance of strength has yielded economic
benefits for the steel plate mill.
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