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ABSTRACT

Electroencephalogram (EEG) provides a high-temporal resolution imaging modal-
ity for relating brain activity to cognitive function. However, individual EEG channels
measure superimposed activity generated simultaneously from various brain and extra-
brain sources. Therefore, signal processing methods are required in order to enhance and
categorize brain related activity.

Evoked potentials (EPs) reflect changes in the brain’s electrical activity due to stimu-
lation. A significant advantage of EP research is that cortical reactivity and function can
be assessed with high-temporal resolution. Therefore, EPs are used to observe changes
of brain function, and to explain cognitive processes. Evoked potentials are tradition-
ally separated from ongoing brain activity and noise by forming averages of time-locked
EEG epochs. This signal enhancement leads to significant loss off information about the
physiological mechanism.

Single-trial estimation methods can be used to provide information about trial-to-
trial phenomena. Of special interest is the case where some parameters of the potentials
change dynamically from stimulus to stimulus. This could be a trend-like change in
amplitude or latency of some component of the EPs.

In this thesis, novel methods for EP denoising and enhancement are presented. The
proposed methods involve state-space modeling and identification techniques. These are
developed within the framework of Bayesian mean square estimation and regularization
theory. Estimates of the EPs are obtained with Kalman filter and smoother algorithms.
The methods are able to track dynamic variability from trial-to-trial. This is demon-
strated with simulated and real EP measurements. The estimates could, for example,
be used to detect changes in cognitive state such as habituation effects, or to monitor
cerebral activity during anesthesia.
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National Library of Medicine Classification: QT 36, WL 26.5, WL 150, WL 102, WV
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Abbreviations

AEP Auditory evoked potential

BSS Blind source separation

cdf Cumulative distribution function

EEG Electroencephalogram, electroencephalography
EP Evoked potential

ERP Event-related potential
EWA  Exponentially weighted average
GM Gauss-Markov

IC Independent component

ICA Independent component analysis
KF Kalman filter

KKT Karush-Kuhn-Tucker

KS Kalman smoother

LMS Least mean square

LMS Linear mean square

LS Least squares

MA Moving average

MAP  Maximum a posteriori

MEG  Magnetoencephalogram

ML Maximum likelihood

MS Mean square

MWA  Moving window average
NLMS Normalized least mean square

PC Principal component

PCA Principal component analysis
pdf Probability density function
RLS Recursive least squares

RMSE Root mean square error
SNR Signal-to-noise ratio
STD Standard deviation

SVD Singular value decomposition
TR Tikhonov regularization
ucC Uniform cost
Notations
R Real numbers
C Convex set
R™ n-dimensional space
Ok Transpose

|- | Absolute value
Il Euclidean norm
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det A

trace (A)

dlag (a17a27 cee 7an)

inf{-}
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Vof

Unspecified, general norm

Quadratic norm, such as || H?D =27 Px
Identity matrix

Matrix inverse

Determinant of matrix A

Trace of matrix A, sum of diagonal elements
Diagonal matrix

Infimum, e.g. inf {r e R:0< 2z <1} =0
Matrix inequality, e.g. A > 0 denotes a symmetric positive definite matrix
Gradient vector

Gradient matrix

Hessian matrix

Direction, for example for a vector iteration z'*! = 2* + a;d’
i-th directional derivative of f at x in the direction d
Jacobian of function f

Jacobian of a function at the i-th iteration
Lagrange multipliers

Lagrangian function

Probability of an event

Probability density function of x

Joint probability density of z and y
Conditional probability density of x given y
Probability density of x that depends on parameters y
Mathematical expectation

Mathematical expectation over x

Empirical expectation, sample mean
Expected value of z, i.e. n, = E{z}
Conditional mean of x given y

Variance of z, or if  is vector then C, = 021
Auto-covariance of the stochastic process x;
Covariance matrix of x

Cross-covariance matrix of x and y
Conditional covariance of x and y
Correlation matrix of z

Cross-correlation matrix of  and y

k-th central moment

k-th cumulant

Characteristic function, Fourier transform
Moment generating function

Differential entropy

Conditional entropy

Mutual information

Negentropy

Kullback Leibler divergence

Measurement vector
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Observation noise vector

Parameter vector

Parameter estimate

Parameter estimation error

Regularization parameter

Bayes cost or risk function

Cost function

Risk function

Difference matrix of order d

Observation matrix

Weighting matrix

Regularization matrix, W = LTL

Related to least squares criteria

Functional related to likelihoods or posterior densities
State noise vector

State transition matrix

Kalman gain matrix

Matrix of eigenvectors or left singular vectors
Matrix of singular values
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CHAPTER |

Introduction

A great challenge in biomedical engineering is to non-invasively gather informa-
tion about the function of different parts of the human body. Various physiological
systems which cannot be observed directly are subject to variation. However, a
limited view of their behavior can be accessed by means of biosignals. The term
biosignal can be used for any time-varying quantity that can be measured from
the human body. A well known electrical biosignal is the electroencephalogram
(EEG), which reflects activity in the central nervous system. EEG is broadly used
for the study of different neurophysiological states and disorders. However, indi-
vidual channel recordings represent superimposed signals generated by different
neural or non-neural sources. Therefore, advanced signal processing methods are
required in order to enhance brain related activity and to analyze complicated
mental processes.

In the study of biosignals, three different approaches can be distinguished:
analysis of transient events related to some physical stimulation, analysis of spon-
taneous effects describing the general activity and function of the physical mech-
anism, and correlation analysis of two or more biosignals of different nature and
origin. The main benefit of an event-related analysis is that the system can be
investigated under specific experimental conditions in an action-reaction scheme.
The study of evoked potentials (EPs) is one such example. The aim is to analyze
those parts of the EEG signal that are related to some stimulation of the central
nervous system.

EPs are voltage changes of the brain’s electrical activity due to stimulation.
The measured signals are observed relative to an event, the timing of which can
be reliably assessed. These are often considered as the combination of electric
activity generated by different brain areas, which are active in association with
the eliciting event. In addition, significant contributions exist from ongoing brain
activity, and non-neural sources, such as eye blinks and other artifacts. In that
sense, EP analysis focuses on estimating, enhancing, and categorizing stimulus
evoked brain activity. In practice, EP measurements are usually performed with
multiple electrodes. This means that spatial information is also included in the
measurements, which can be used for the study of EPs.

Of special interest is the development of methods that enable access to in-

15



16 1. Introduction

formation about single events, and thus, overcome traditional analysis involving
simple averaging of stimulus-locked EEG data epochs. Traditional averaging aims
primarily to detect a common pattern in the EP waveform which is hidden into
random noise. In many situations, EPs have time-varying characteristics. Thus
averaging implies a great loss of information about the hidden physiological mech-
anism. Therefore, EP research focuses on methods that can provide additional
information about stimulus to stimulus characteristics. Trial-to-trial variability
can, for example, be used to study the ability of the brain to sense, recognize,
and store information. The applicability and performance of different estimation
methods relate to successful mathematical modeling, identification of realistic as-
sumptions, and more effective use of prior information.

The uncertainty of event-related phenomena allows probabilistic arguments
for their description. In the simplest case, the EEG epochs can be considered as
random vectors sampled from the same joint probability density function. Then,
all the measurements can be used to access statistical information. The EPs can
also be considered to have individual stimulus characteristics. Then information
obtained from the ensemble can still be used for the enhancement of single-trials.
Of special interest is the situation when some parameters of the potentials change
dynamically form stimulus to stimulus. This kind of situation can be a trend-
like change in amplitude or latency of some specific component of the EPs. Such
a dynamic behavior can be modeled in a state-space mathematical formulation.
Bayesian recursive mean square estimation methods, i.e. Kalman filtering and
smoothing, can then be applied to investigate dynamic features.

EEG signals are incomplete observations of hidden mental processes. They can
be used for the study of different brain dynamics. Processing this vast amount
of data calls for efficient and reliable mathematical methods to extract features
of interest, while suppressing different disturbances. The problem of separating
and estimating source waveforms from sensor signals, without knowing the mixing
system and the exact nature of the sources, can be addressed by several related
methods. These include Independent Component Analysis (ICA) and Blind Source
Separation (BSS), which over the last decade have been extensively used for EEG
analysis [85, 39].

THE AIMS AND CONTENTS OF THE THESIS

The aim of the thesis is to present novel methods for estimating dynamic features
present in EP measurements by means of state-space modeling, signal subspace
identification, and Bayesian methodology. Optimal estimates in the mean square
sense are obtained with Kalman filter and smoother algorithms.

State-space modeling for EP estimation was originally proposed in [117, 116].
In these studies, a Kalman filter algorithm was used. The method was further
developed in [64], and its applicability was systematically demonstrated and dis-
cussed. A Kalman smoother algorithm for trial-to-trial estimation of EPs was
briefly introduced in [63].

In this thesis, the applicability of Kalman filtering and smoothing for dynam-
ical estimation of EPs is described, and related assumptions and limitations are
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further clarified. Emphasis is given to a signal subspace based method for dynamic
EP estimation. The applicability of this method is demonstrated with simulated
and real EP measurements under different noise conditions. The performance of
Kalman filter and smoother algorithms for EP estimation is compared with dif-
ferent computer simulations. Different parametrizations of the problem are also
considered and presented. A method for including prior information in the state-
space model for dynamic estimation of EPs is also introduced. A state-space
identification method for the improvement of the tracking capabilities is hereby
developed and demonstrated. Since EP measurements are highly contaminated
by different artifacts, BSS methods are also considered. ICA for BSS of EEG is
used for artifact correction. Great effort is given to the presentation of the theo-
retical base of the related methods, by considering probabilistic and deterministic
mathematical arguments for the problem.

The main issues covered in the thesis are summarized chapter by chapter as
follows:

e Gradients and optimization methods (Chapter 2). Different estimation
methods used in the thesis lead to the minimization of a specific multivariate
objective function. Therefore, mathematical optimization based on vector
and matrix gradients is considered. This include different iterative methods
for nonlinear problems. Since prior information often constraints the solution
of an estimation problem, constrained optimization is also considered.

e Probability theory (Chapter 3). ICA is related to the concept of indepen-
dence. This is a theoretical concept understood by terms of probability
theory. Different properties of independence are presented. Formally, statis-
tical independence can be defined through the use of conditional probabili-
ties. These are the foundation of Bayesian estimation. Different properties
of Gaussian random vectors are also considered.

e Estimation theory (Chapter 4). The description of the theoretical properties
of some estimation methods that are able to take into account in a mean-
ingful and computationally feasible way prior knowledge about the nature
of the parameters is considered. These include Bayesian and regularization
methods in connection to least squares problems.

e Recursive estimation and Kalman filtering (Chapter 5). Kalman filter and
smoother algorithms are presented from a Bayesian mean square estimation
point of view. The smoothing problem is also treated as a constrained least
squares problem, and the connection with smoothness priors regularization
is emphasized. A method for including prior information in the state-space
model is presented. A state-space identification method is also presented.

e Independent component analysis (Chapter 6). Different estimation principles
exist for the problem of BSS, and in fact, some minimal prior knowledge is
required or assumed for a specific method to be applied. Thus, the quality
of source estimates and their statistical properties are naturally dependent



1. Introduction

on the method and the assumptions used in the estimation procedure. ICA
is presented from a Bayesian point of view.

e Estimation of EPs (Chapter 7). Different characteristics of EP signals are
discussed, focusing on cognitive auditory potentials. The applicability of
ICA for BSS of EEG is discussed and an artifact removal example is demon-
strated. The artifact corrected EEG is also used in Chapter 8. Some meth-
ods for single-trial estimation of EPs are briefly discussed. The connection of
Kalman filtering and smoothing with other dynamical estimation methods
for EPs is discussed.

e Tracking dynamic changes (Chapter 8). The applicability of the proposed
methods for tracking dynamic features in EPs is demonstrated and discussed.
For demonstration an auditory experiment is considered (the auditory odd-
ball paradigm). In that respect, different simulations are made to resemble
the P300 peak, though the methods can also be applied to other EPs. The
benefits of the smoothing algorithm versus the filtering algorithm are un-
derlined. Different parametrizations of the problem are also considered, in
relation to prior information about the smoothness of EPs, and other es-
timation needs. The developed state-space identification method for the
improvement of the tracking performance is demonstrated.

e Chapter 9 contains an overall discussion and conclusions of the thesis.



CHAPTER I
Gradients and Optimization Methods

In this chapter, an overview of mathematical optimization, focusing on gradient
based methods, is given. The concepts presented here are useful for obtaining
linear and nonlinear optimization procedures for specific problems treated in later
chapters of the thesis. Therefore, gradients of multivariate vector and matrix scalar
valued functions and the related Taylor approximations are considered. Another
useful concept discussed in this chapter is convexity that enables relatively easy
solutions for different classes of optimization problems. Finally, focus is given
on gradient based iterative procedures for nonlinear optimization like steepest
descent and Newton’s method. The chapter is primarily based on [23], though
other classical references on optimization theory include [178, 51, 21, 18].

2.1 Basic concepts and definitions

A mathematical optimization problem has the form [23]

minimize, fo(z) (2.1)
subject to  fi(x) <c¢;, i=1,....k. :
The vector x = (21, T2, ...,2,)T, where (-)T denotes transpose, is the optimization
variable of the problem. The function fy : R® — R is the objective function or
the cost function, the functions f; : R® — R define the (inequality) constraints,
and the scalar constants ¢; are the limits or bounds for the constraints. If exact
equality holds for some constraint, then we have an equality constraint. If there
are no constraints, the problem is called unconstrained. The set of points for which
the objective function and all the constraints are defined is the domain D C R™
of the optimization problem, i.e. D = ﬂle{x eER™: fi(z) < ¢}t ={zeR":
filz) <e¢,i=1,...,k}. A point is feasible if it satisfies the constraints.

The optimization problem (2.1) is an abstraction of the problem of making
possible choice of a vector from a set of candidates. The constraints represent
firm requirements, specifications, assumptions, or prior information for the nature
of the optimal choice that limit the possible choices. They might even represent
necessary compromises to be made so that the problem can have optimal or ap-
proximated optimal solution. The objective function can represent the cost of

19



20 2. Gradients and Optimization Methods

choosing a particular solution. If the problem is a maximization problem, which
can be considered as a minimization problem for the function — fy(x) subject to
the constraints, then fo(x) can be considered to represent a gain or profit.

A vector z°P* is called optimal, or a solution for the problem (2.1), if it has the
smallest objective value among all vectors that satisfy the constraints. Thus, for
any x for which f;(z) <¢;, i=1,...,k, it holds fo(z) > fo(x°P"). The optimal
value of the problem f* is defined as

ff=it{fo(x): fi(lz) <e¢,i=1,...,k}, (2.2)

where f* is allowed to take the extended values +oo [23]. If the problem is infea-
sible we have f* = oo, and if f* = —oo the problem is unbounded below. A point
x°Pt is an optimal point if it is feasible and fq(x°P*) = f*. If there exist such an
optimal point, then the problem is solvable. Note also, that there may exist more
than one optimal points. A feasible point y is locally optimal if there is an » > 0
such that

foly) =inf{fo(z) : fi(z) <ecii=1,...0k, |z —yl <r}, (2.3)

meaning that y minimizes fy over nearby points in the feasible set. The i-th
inequality constraint is said to be active at z, if x is feasible and f;(z) —¢; = 0. If
fi(x) — ¢; < 0 then the constraint is said to be inactive. Equality constraints are
active at all feasible points. Finally, an inequality constraint of the form f;(z) > 0
can be expressed in standard form as —f;(z) <0 .

A solution method for a class of optimization problems is a procedure that
computes an exact solution of the problem, i.e. an analytical formula, or more often
an algorithm that gives an approximation up to some measured accuracy. The
effectiveness of different procedures varies, and depends on the formulation and
nature of the problem, as well as on compromises related to reduced computation
time in the expense of the possibility of not reaching a satisfactory solution. In
local optimization, the compromise is to give up seeking the optimal z, which
minimizes the objective over all feasible points (global optimization). Instead, a
locally optimal point is searched, which minimizes the objective function among
all feasible points that are near to it, but it is not guaranteed to have a lower
objective value over all the feasible points.

2.2 Optimality conditions for unconstrained optimization

Derivatives of the objective function and constraints are usually needed for the
derivation of local optimality conditions for optimization problems, and for the
derivation of gradient based solution methods.

Let f : R™ — R be a differentiable real scalar valued function of n variables. We
have the notation f(r) = f(z1,22....,7,) € R, where z = (71, 22,...,7,)T € R™.
The gradient of f with respect to its vector domain is the n-dimensional column
vector of partial derivatives

T
V. f(2) = VF(z) = Of(x) _ (3f(w) af(x)) ' (2.4)

Oxr  \ Ox1 " Oz,



2.2 Optimality conditions for unconstrained optimization 21

While, the second-order gradient of a twice differentiable function with respect to
its vector domain is an n x n symmetric matrix (the Hessian of f at x)

82f<2z) o ng(:v)
0 f () -
Vif@) =V === | (29)
%f 9% f(x)
OxnTy ox2

A differentiable function is said to be continuously differentiable at x, if there is a
neighborhood of  such that the partial derivatives in (2.4) are continuous functions
over the neighborhood. If the partial derivatives in (2.5) are also continuous, then
f is twice continuously differentiable.

Let f: X — R, where X C R" is open. Assuming f has continuous first-,
second-, and third-order gradients over the open set X, then for x € X and any
d € R™ the function can be expanded on some open interval of 7 € R as

Pl rd) = f(@) + 7 s d) + g7 s d) +olr), (2.6)

or for any Z € R™ on some open interval of ||Z|

£(@) = f(@) + F (@2 — ) + o P2 — ) + of2l). (2.7

The reminder terms o(-) approach to zero when the approximation is close to x.
The mean value theorem is what ensures the finite order of the expansion (see
for example [180], Chap. 5). For some functions, one can show that the reminder
o(||Z||?) approaches zero as i approaches infinity. Those functions can be expressed
as Taylor series in a neighborhood of the point x, and are called analytic having
derivatives of any order. The function f?(z;d) € R is the i-th directional derivative
of f at x in the direction d defined for i = 1,2 by

flz+ Ard) — f(x)

fl(x;d) - Alilgo AT (28)
0 7d
- %TIO (29)
= Vf(x)d, (2.10)
2 T
Pad) = Wﬁo (2.11)

= Vo (@ d)Td = Vo(Vef (@) d) d = AV f(a)d,  (2.12)

where 7 € R. The first directional derivative may be understood as the change in
f at = when change in x is equal in magnitude and direction to d. The second
directional derivative describes the local curvature of f.

A direction d defines a descent direction of f at x if

flx+7d) < f(x) forall 7>0 and sufficiently small. (2.13)
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Consider a first order approximation of a differentiable function f at x. It holds
fx+7d) — f(x) = 7Vf(x)Td + o(r?), with o(7?) — 0 as T — 0. If

Viz)Td <o, (2.14)

then for all 7 > 0 and sufficiently small, f(x+7d) < f(x), and hence d is a descent
direction of f at . If x is a local minimum of f, then x must satisfy V f(z) = 0.
If it was V f(x) # 0, then d = —V f(z) would be a descent direction, whereby x
would not be a local minimum. Thus a necessary condition for local optimality is

Vi(z) =0, (2.15)

which defines the stationary points of the function f. Similarly, one can show that
for a twice differentiable function at = a necessary condition for local optimality
is Vf(x) =0 and

dT'V? f(x)d > 0, (2.16)

for every direction d or, in other words, the Hessian at x to be positive semidefinite.
Finally, it can be shown that a sufficient condition for local optimality states that
if Vf(z) = 0 and the Hessian is positive definite, then z is a strict local minimum.
Equivalently, if Vf(z) = 0 and the Hessian is negative definite, then x is a local
maximum. When Vf(z) = 0 and the Hessian is positive semidefinite we cannot
be sure if z is a local minimum. It could be a stationary point of inflection (saddle
point), where the curvature of f changes sign (concavity). As an example consider
the function f : R — R given by f(x) = 23 at = 0. For a thorough treatment of
the optimality conditions see for example [19].

The concepts generalize to vector-valued functions f : R® — R™, ie. m-

dimensional vectors of the form f(x) = (fi(z),..., fm(x))T, whose elements f;(x)
are scalar functions of € R™. The Jacobian of f with respect to x is the matrix
on@  0h)
a T Tn
Jy(z) = g(x) — SRV . (2.17)
v O fm () Ofm ()
oxq e Oxp

Thus is the m X n matrix with rows the gradient vectors of the scalar functions
fi(x). The best linear approximation of f near the point x is given by

f(@) ~ f(x) + Jp(2)(T — ). (2.18)

2.3 Convexity

Important concept in mathematical optimization is convexity, since it allows the
derivation of efficient solution methods for global optimization. A convex opti-
mization problem is one of the form (2.1), where all the functions fy and f; are
convex. Nonlinear optimization is the term used to describe an optimization prob-
lem when the objective and constraint functions are not linear, and in general not
known to be convex. In general, there are no effective methods for solving every
non linear problem.
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2.3.1 Convex sets

A set C C R™ is affine if the line through any two distinct points in C lies in
C, i.e., if for any 21,29 € C and a € R, it holds az; + (1 — a)xs € C. In other
words, C contains the linear combinations of any two points in C, provided the
coefficients in the linear combination sum to one. A set C is convez if the line
segment between any two points in C lies in C, i.e., if for any x1, 22 € C and any
a with 0 < a <1, we have

ary + (1 —a)xy € C. (2.19)

Clearly, every affine set is also convex. The empty set (), any single point zg,
and the whole space R™ are affine, hence convex sets of R™. Any line is convex
and affine, but a line segment is only convex. Also convexity is preserved under
intersection, i.e. if Cy,Cy are convex then C; N Cs is convex, and extends to the
intersection of an infinite number of sets (see for example [23], section 2.3.1).

A vector of the form a;xzy1 + ...+ arpxy, where a1 + ... +ar = 1, and a; >
0, i=1,...k, is a convex combination of the vectors z1,...,zr. A set then
is convex, if it contains every convex combination of its points. The concept of
convex combination can be generalized to include infinite sums and integrals (e.g.
[23], section 2.1.4). Let f : R™ — R that satisfies f(z) > 0 for all z € C , where
C C R" is convex, and fc f(x)dx = 1, then, if the integral exists, it holds

/ f(z)xdx € C. (2.20)
o
An (Euclidean) ball in R™ has the form
S(xe,r) = {zeR":||lz—z <r} (2.21)
= {zeR": (z—x)(z —x.) <r?} (2.22)
= {xc+ru:|ul] <1}, (2.23)
where, 7 > 0 and || - || denotes the Euclidean norm, i.e., |ul| = (u”u)'/2. The

vector z. is the center and the scalar r is its radius, and S(z.,r) consists off all
the points within a distance r from the center z.. S(x.,r) is convex, since if
lx1 — x| < 7, [z — 2¢]] < 7, and 0 < a < 1, then |ax; + (1 — a)zs — z.|| =
la(zy — z0) + (1 — )@z — 2o)|| < aller — well + (1 - a)lles — @] < r. This
is due the homogeneity property and triangle inequality for the Euclidean norm.
Equivalently, the set {z € R" : ||z — 2[|. < r}, where || - [|. is any norm on R"
is convex. Additionally, the set {(z,7) : ||z|. < r} € R"*! is convex set called a
norm cone.
A related family of convex sets are the ellipsoids, which have the form

{zeR": (x —x)"P Mo —z.) <1}, (2.24)

where P = PT = 0, i.e. the matrix P is symmetric and positive definite. The
vector x. € R™ is the center of the ellipsoid and the matrix P determines how far
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the ellipsoid extends in every direction from the center; the lengths of the semi-
axes are given by v/\;, where \; are the eigenvalues of P. A ball is an ellipsoid with
P = r%I. Another representation of an ellipsoid is given by {z. + Au : ||Jul| < 1},
where A is square and non-singular. In this representation, we can assume without
loss of generality that A is symmetric and positive definite. By taking A = P'/?
this representation gives the ellipsoid (2.24). When the matrix A is symmetric
positive semidefinite but singular, the set is called a degenerate ellipsoid and its
affine dimension is equal to the rank of A. Degenerate ellipsoids are also convex
([23], section 2.2.2).

2.3.2 Convex functions and optimality conditions

A function f : R® — R is convex if its domain C is a convex set, and if for all
z,y € C and for 0 < a <1 it holds (Jensen’s inequality)

flaz + (1 —a)y) < af(x) + (1 —a)f(y). (2.25)

Geometrically, this inequality means that the line segment between (z, f(z)) and
(y, f(y)), which is the chord from z to y, lies above the graph of f. A function
is strictly convex if strict inequality holds whenever z # y and 0 < a < 1. A
function f is called concave if —f is convex. Inequality (2.25) is extended to
convex combinations of more than two points. If f is convex, x1,...,x; € C, and
ai,...,ar > 0 with a; +...4+ar =1, then

flarzy + ...+ agzr) < ayf(zr) + ...+ ap f(ag). (2.26)

Additionally, the inequality extends to infinite sums and integrals (e.g. [23] section
3.1.8). For example, if g(z) > 0 and S C C, [ g(z)dz = 1, then, if the integrals

- f ( / g(a:)xda:) < [ 1o (2.27)

A function is convex if and only if it is convex when restricted to any line
that intersects its domain, i.e. for all d the function g(t) = f(x + td) is convex
for every t for which « + td € C ([23], section 3.1.1). This property is useful for
investigating the convexity of some function. In fact, it can be used to derive the
following important property for convex functions (23], section 3.1.3) . If f is
differentiable, then f is convex if and only if C is convex and

Fy) = f(2) + V(@) (y - 2) (2.28)

holds for every x,y € C. The linear function of y given by f(z) + Vf(2)T(y — x)
is the first order Taylor approximation of f near z. Thus, for a convex function
the first order approximation is a global under-estimator of the function. As a
consequence if Vf(z) = 0, then for all y € C it holds f(y) > f(x), i.e. x is
a global minimizer of the function. With & # y and strict inequality in (2.28)
we have strict convexity. Equivalently, for a concave function it holds f(y) <

f@)+ V@) (y - =).
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If now we assume that f is twice differentiable, that is, the Hessian V2 f exists
at each point in its domain C, which is open, then f is convex if and only if C is
convex and its Hessian is positive semidefinite for all 2 € C ([23], section 3.1.4)

V2f(x) = 0. (2.29)

This condition can be interpreted geometrically as the requirement that the graph
of the function has positive (upward) curvature at . Similarly, f is concave if C
is convex and V2f < 0 for all z € C. If V2f(z) = 0 for all # € C then f is strictly
convex, but the converse is not true; for example the function f : R — R given by
f(x) = 2 is strictly convex, but has zero second derivative at x = 0.

2.4 Constrained optimization and optimality conditions

Consider the constrained, not necessary convex, optimization problem

minimize fo(z)
subject to  fi(x) <0, 1=1,...,k (2.30)
gi() =0, i=1,...,1L

Because of the constraints, stationary points of fo(z) alone may not be solutions to
the constrained problem, since they may not satisfy the constraints. An approach
to study constrained problems relates to the theory of Lagrange multipliers.

The Lagrangian function L : R x R* x Rl — R associated with the problem
is defined as ([23], p. 215)

k l

where \;,v; are called Lagrange multipliers associated with the inequality and
equality constraints respectively. The vectors A, v are also called the dual variables
associated with the problem (2.30). The Lagrange dual function g : RF x Rl — R
is defined as the minimum value of the Lagrangian over z € D, where D is the
domain of the optimization problem, thus

g\, v) =infiepL(x, A\, v). (2.32)

When the Lagrangian is unbounded below in z the dual function takes on the
value —oo. Let Z be a (primal) feasible point, i.e. f;(Z) <0 and ¢;(Z) = 0, and let
Ai > 0 (dual feasible). Then from (2.30, 2.31) we have L(Z, \,v) < fo(Z), and thus
g(Av) < L(z, A\, v) < fo(Z). Since the inequality holds for every feasible point,
then it holds also for the optimal value of the primal problem, i.e. g(A,v) < f*.
The dual function gives a nontrivial lower bound on f* only when \; > 0 and
v; such as g(A,v) > —oo ([23], section 5.1.3). Thus, we have a lower bound that
depends on some parameters A, v.

Instead of deriving strict proofs related to the Lagrange multipliers and dual
problem theory, we give an intuitively easier interpretation of the lower bound
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property as a linear approximation of penalty functions approach. The original
problem can be rewritten as an unconstrained problem ([23], p. 218)

k !
minimize fo(z) +ZL(fi($)) +Z—’O(9i(x))a (2.33)
i=1 i=1
. o . 0 u<o0 o .
where I_ is an indicator function I_(u) = { , and similarly I is the
oo u>0

indicator function for 0. Thus they express our displeasure associated with a vi-
olation of a constraint. For example, for a inequality constraint our displeasure
rises sharply from zero to infinity, as f;(z) moves from non positive to positive.
Now, if in the formulation (2.33) we replace the sharp transitions with soft linear
ones, i.e. I_(u) with A\u, where \; > 0, and Io(u) with v;u, the objective be-
comes the Lagrangian . Thus in this formulation for the inequality constraints our
displeasure is zero when f;(x) = 0, and it is positive when f;(z) > 0 (assuming
A; > 0). So the displeasure grows as the constraint gets more violated. Unlike the
original formulation, in which any non-positive value of f;(z) is acceptable, in the
soft formulation we actually derive pleasure from constraints that have margin,
ie. fi(z) <0 ([23], p. 218). Clearly, the approximation of the indicator function
I_(u) with a linear one A;u is rather poor. But the linear function is at least
an under-estimator of the indicator function, since \ju < I_(u) for A; > 0, and
viu < Ip(u) for all u. Thus, we see that the dual function yields a lower bound of
the optimal value of the original problem.

The best lower bound that can be obtained from the Lagrange dual function
is the solution of the optimization problem

maximize g(\,v)

subject to A; >0, i=1,...,k (2.34)

This problem is called the Lagrange dual problem associated with the problem
(2.30) which is always convex since the objective is concave and the constraint
is convex ([23] p. 223). If g* is the optimal value of the dual problem then we
have g* < f* (weak duality). If the equality holds, then strong duality holds with
zero duality gap, and the best bound that can be obtained from the Lagrange
dual functions is tight. Strong duality does not in general hold. There are extra
conditions (constraint qualifications) that establish strong duality. One such is
Slater’s condition ([23], p. 226) that states that for a convex problem, i.e. fo, f;
are convex and g; are linear (Ax = b), strong duality is guaranteed if it exists
at least one strictly feasible point Z, i.e. it holds f;(Z) < 0, i =1,...,k, and
Az =b.

Suppose that strong duality holds for a general optimization problem. Let T be
a primal optimal and X, 7, dual optimal points, then from the definition of strong
duality and the definition of the dual function it holds ([23], p. 242)

k l
fo(@) = 9. 7) = infe (fo(w) + 3 Aifi(@) + 3 7igi(w)) (2.35)
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Now since the infimum of the Lagrangian over x is less than or equal its value at
r = T, we have

fo(Z) < fo(z

HM?r

Zulgz ) < fol@). (2.36)

The last inequality follows from \; > 0, f;(z) < 0 and g;(#) = 0. Thus the
inequalities in the chain hold with equality. So Z is a minimizer (not necessary
unique) of the Lagrangian L(z, \,7) over x and it holds Zle i fi(%) = 0, which
implies A; f;(Z) = 0, since every element in the sum is non-positive.

Optimality conditions for any optimization problem with differentiable objec-
tive and constraint functions are given by the Karush-Kuhn-Tucker (KKT) con-
ditions. They state that if strong duality can be obtained for any pair of primal Z
and dual \, 7 optimal points with zero duality gap, the following conditions must
be satisfied ([23], p. 243)

fi(@) < 0,i=1,...,k (2.37)
gi(z) = 0,i=1,...,1 (2.38)
XNi > 0i=1,....k (2.39)
Nfi(@) = 0,i=1,...,k (2.40)
k
V fo(z Z +Zu1ng = 0. (2.41)

The first two conditions state that T is primal feasible point and the third that
is dual feasible point. The third condition is known as complementary slackness.
This condition can be written as \; > 0 = f;(z) = 0, and additionally f;(z) <
0 = \; = 0. Roughly speaking, this means that the optimal Lagrange multiplier
associated with an inequality constraint is zero unless the constraint is active at
the optimum. The last condition states that since £ minimizes L(z, A, v), it follows
that its gradient must vanish at . Finally, if a convex optimization problem has a
strictly feasible point, then the KKT conditions are also sufficient for the points to
be primal and dual optimal with zero duality gap. In other words, x is the optimal
solution of the convex problem if and only if there are A, v that all together satisfy
the KKT conditions ([23], p. 244).

2.5 Descent methods for unconstrained optimization

Let f be a scalar valued multivariate differentiable function the minimum of which
is searched. If f is convex, a necessary and sufficient condition for a point z°P¢ to
be optimal is

V(2P = 0. (2.42)

Thus, solving the unconstrained problem is the same as finding a solution for
(2.42). In a few special cases, an analytic solution can be found by solving the
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optimality equation. Usually, the problem must be solved by an iterative algo-
rithm. Thus, starting from a given vector z° € D, where D is the domain of
f, an numerical method is searched that computes a sequence of points z! € I
with f(2?) — f(2°P*) as i — oo. The algorithm should be terminated when
f(z?) — f(x°P') <€, where € > 0 is some specified tolerance.

If f is strictly convex (V2f(z) = 0) it can be shown that there are constants
m, M > 0 such that for every {z : f(x) < f(z°)} ([23], p. 461)

mI < V2f(x) < MI. (2.43)

The ratio k = M/m is an upper bound for the condition number of the Hessian
matrix, i.e. the ratio of its largest eigenvalue to its smallest eigenvalue, which in
general influences the speed of convergence of different algorithms (see for example
[23], section 9.5.3). By considering second order Taylor approximation and con-
vexity properties it can be shown ([23], section 9.1.2) that for the optimal value of
the problem it holds

F@) — 5 V@I < f@™) < @)~ g VF@P. (240

Thus, when the gradient is sufficiently small at a point then that point is nearly
optimal, verifying intuition.
A general iterative procedure that updates the current point with a new one
has the form
e =2t 4 a;d’ (2.45)

for © = 0,1,..., where the scalar parameter a; > 0 gives the length of the step in
the direction defined by the vector d¢. The step and the direction must guarantee,
since we have a minimization problem, that (descent methods)

fl@™h) = f@' + aid’) < f(a), (2.46)

except when ! is optimal (see also definition (2.13)). The procedure should con-
verge to a vector that approximately minimizes f in a finite number of steps
with good accuracy. Therefore, the success of a so-called line search optimization
method depends on effective choices for the directions and steps.
A descent direction of f at x?, for all a; > 0 and sufficiently small, must satisfy
(see eq. (2.14))
ViHTd <o, (2.47)

i.e., it must make an acute angle with the negative gradient. So the first part of
an optimization algorithm involves the sequential selection of descent directions.
The second part involves the selection of the step length a;. It should formally be
(ezact line search)

a; = arg gl;gf(x’ + ad'), (2.48)

i.e. a; is chosen to minimize f along the ray {z’ + ad’ : @ > 0}. An exact line
search is used when the computational cost of the minimization problem with
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one variable is low compared to the cost of computing the search direction itself.
Other line search methods are inexact. The step length is used to approximately
minimize f along the ray, or to just reduce f “enough”. Different inexact line
search methods have been proposed as well as conditions, for example Armijo’s
condition, that effective methods should fulfill so that enough reduction to the
value of f can be achieved and therefore to obtain convergence to the solution.
One inexact line search method that is simple and effective (see for example [23],
p. 464) is called backtracking line search, and it depends on two constants «, 3
with 0 < @ < 0.5, and 0 < § < 1. It starts with the selection of a descent direction
d’ and af = 1. Then the step size is reduced by the factor 3, i.e. a; = a¥ = Baffl,
until

[z + aid?) < f(zg) + a;aV fz) T d. (2.49)

2.5.1 Gradient descent and steepest descent

Let 2% be a given point of the iteration and let the step size be constant. Without
loss of generality let a = 1, and a direction d is searched such that f(z'+d) < f(z%).
We search for the direction that the rate of change of f is maximized. The rate
of change of f at point x' in the direction of the unit vector d = d/||d|| is given
by the directional derivative V f(x%)Td at point z; (see also eq. 2.9) for which it
holds

IV f(@)"dl = [V f(@)]lld]]| cos | < [V f(")]- (2.50)

Thus, the maximum rate of change of the function f is given by ||V f||, and will
occur in the direction Vf for ¢ = 0, with maximum rate of increment ||V f(x)]|,
or =V f for ¢ = 7, with maximum rate of decrement — ||V f(x)||. Since by keeping
the step constant we search for an optimal direction for the minimization problem,
the unnormalized direction

e = —Vf(z") (2.51)

points in a downhill direction where the function f gets decreased, and
Vi@@)Td = —Vf(a)TVf(z') < 0 as long as Vf(2') # 0. This is called the
direction of the steepest descent (unnormalized, for euclidean norm) or gradient
descent at the point 2. The directions giving zero rate of change ¢ = 7/2 are those
orthogonal to V f(z%). Thus, in a direction perpendicular to the gradient at point
2%, f(z) remains unchanged. This is because the gradient vector is perpendicular
to the level sets or equipotential surfaces of the function.
Finally, the gradient descent method can be formulated as

ot =" — a; Vf(ah). (2.52)
By equating the partial derivative of f(z**!) with respect to a to zero we have

6f(g;“):af(:ci—azw(mi)) g

d(z' —aV f(a'))
e (25)

—Vf()TVf(z?) = 0. (2.54)
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So the gradient descent method with exact line search moves in directions orthog-
onal to previous steps. This provides in general a slow rate of convergence to the
optimum (see for example [85], section 3.2.1).

The steepest descent direction can be defined in a more general way. The
directional derivative V f(x)?d gives the approximate change of f for a small d
and it must be negative (2.14). Being linear in d it can be made as negative as
possible, assuming d is descent, by taking d large (the magnitude measured by a
suitable norm). The search for a steepest direction must be, therefore, reduced
among descent directions (making acute angle with the negative gradient) that for
example obey ||d||. < €, where ||||. is a suitable norm. For appropriate € > 0, a
normalized steepest descent direction (not necessarily unique) can be defined from
the following optimization problem ([23], section 9.4)

deq = argmin{V f(x)Td : ||d||. < €}. (2.55)

i.e., as the direction that extends furthest in the ball defined by ||||. and € by making
acute angle with the negative gradient. From the first-order approximation of f

flx+d) =~ f(x+d) = f(z)+ Vf(z)d, (2.56)

we can also see that d.q is the step that gives the largest decrease in the linear
approximation of f under the constraints.

If the norm is selected to be the Euclidean norm, then the steepest descent
direction is simply the negative gradient, i.e. dsq = —Vf. For example, lets
select a quadratic norm ||d||p = (d¥ Pd)'/? = ||P*/2d||, where P is symmetric and
positive definite matrix. Thus from the KKT conditions we have that A > 0 and

VaL(d,\) = Va(Vf(x)Td) + A\V4(d' Pd - €*)) =0 (2.57)
yielding .
d= —5P—1Vf(x), (2.58)

where A is defined by the constraint. Thus the unnormalized direction
d=—P7'Vf(x) (2.59)

points to the steepest direction (gives the largest degree of decrement in f) in the
ellipsoid. Note, that for P = I we have the Euclidean norm. This has an interesting
geometrical interpretation. Define 2/ = P'/2z, so that ||z||p = ||2’||. Using this
change of coordinates, the original problem of minimizing f can be solved by
solving the equivalent problem of minimizing the function g(z') = f(P~'/?z') =
f(x). By applying the gradient descent method to g, the search direction at point

#’, which corresponds to the point & = P~1/2z/ for the original, is given by
d' = —Vug(a') = —P V2V, f(P7Y%2)) = —P7Y2V, f(x). (2.60)
This gradient search direction corresponds to the direction d = P~1/2d =

—P~1Vf(x), for the original problem. In simpler words, the steepest descent
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method in the quadratic norm defined by P can be thought as the gradient method
applied to the problem after the change of coordinates ([23], p 477). More general,
instead of defining a global change of coordinates for the problem, it can be defined
a local change, meaning that the choice of norm can be different in every step.
This generalizes (2.59) to

d=—P(x)"'Vf(x). (2.61)

The concept can be generalized even more, i.e. when the change of coordi-
nates cannot exist, in terms of differential geometry [1]. Let S = {x € R"} the
parameter space where f is defined. When S is an Euclidean space with an or-
thonormal coordinate system for the vectors x, then the length of a change Az
can be measured by [|Az|* = Y1 | (Az;)? and for a non-orthonormal coordinate
system by |Az||?> = > 9iAz;Axj. But S can be a curved manifold with no
orthonormal coordinate system. Such a space is a Riemannian space. Then, the
matrix G = {g;;} is called the Riemannian metric tensor and in general depends on
Azx. The steepest descent direction in that space is given by the natural gradient
named by Amari [1], i.e.

dnat = —G(2) 'V f(2), (2.62)
The positive definitiveness of G(z)~! implies
—Vf(x)'(G(z) 'V f(x)) < 0. (2.63)

Thus d,.: is a descent direction, except of when x is optimal. The Riemannian
structure of the parameter space is not trivially defined for every problem and a
metric is chosen having some proper invariance [1].

2.5.2 Newton’s method

Let now consider a second order approximation for the objective function f

flx+d) ~ f(x+d) = flx)+Vf(x)'d+ %dTVQf(x)(L (2.64)

which is a convex quadratic function of d (assuming the Hessian is positive defi-
nite). The Newton direction can be defined from the following optimization prob-
lem ([23], section 9.5.1)

dnt = argmin{ f(z + d)}, (2.65)

i.e., the Newton vector dp; is what should be added to the point 2 to minimize the
second-order approximation of f at z. It can also be defined as the steepest descent
direction in the ball defined by P(z) = V2f(z). By differentiating (2.64) with
respect to d and setting the result equal to zero, we have the following expression
for the Newton direction

dye = =V f(2) "'V f(2), (2.66)

where positive definitiveness of the Hessian implies that is a descent direction,
unless z is optimal. If we linearize the optimality condition V f(x°P!) = 0 near x
we obtain

Vi(x+d)~Vf(z)+ V2 f(z)d =0, (2.67)
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which is a linear equation of d, with solution d = dy:. So the Newton vector
is what must be added to = so that the linearized optimality condition holds.
This suggests that when z is near 2°P* the Newton update should be a very good
approximation of z°P* ([23], p. 485).

2.5.3 Gauss-Newton method

Let us consider the case where the objective function has a specific form, i.e.

m

1 2
f@) =53 hi@)?, (2.68)
=1
where h; are twice differentiable functions. The gradient and Hessian are given by

Vi) = Y hi(@)Vhi(z) (2.69)

i=1
Vif(z) = Z(Vhi(x)Vhi(x)T+h¢(:17)V2hi(:17)). (2.70)

The resulting minimization procedure based on the Newton’s direction is called
Newton-Raphson method. The Gauss-Newton method uses the direction

m

doy = —(Z Vhi(m)Vhi(x)T)_l(Z hi(z)Vhi(z)) (2.71)

= —(Ju Jn) "y (), (2.72)

where h(z) = (h1(x), ho(2),. .., hm(z))T. This direction can be considered as an
approximate Newton direction obtained by dropping the second derivative terms
from the Hessian of f. There is another interpretation, or derivation, for the
Gauss-Newton direction. Using the first order approximation h;(x + d) = h;(z) +
Vh;(z)Td we obtain the approximation

Fa+d) ~ % S (hi(w) + Vhi ()T d)?. (2.73)
i=1

The Gauss-Newton direction is the minimizer of the approximation (see for exam-
ple [23], p. 520). The algorithm has the benefit of not requiring the computation
of second derivatives. Its performance might be different than that of Newton-
Raphson method because it utilizes an approximation for the Hessian.

2.6 Gradient descent methods for functions with matrix ar-
gument
2.6.1 Matrix gradient and optimality conditions

Let X = {x;;} be a m x n matrix, and let f be a scalar function of X, i.e

f=fX)=f(@11,- - Tijy s Tinn)- (2.74)
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A typical such a function is the determinant of X. As with the vector gradient, the
matrix gradient is a matrix of the same size as X whose elements are the partial
derivatives of f with respect to x;;. Thus it is

o0
af X 1.11 aj.l'n.

v =BT (2.75)
Af(X) af(X)
mel e 61'mn

The second-order gradient has representation in R™*"*™*"_ Note, that any ma-
trix can be represented as a vector by stacking together its elements. However, if
the matrix X is known to have some specific structure (for example orthogonal)
then this can be preserved in the gradient, see for example [20, 55, 33, 39].

In Chapter VI, the gradient of the determinant of an invertible m x m square
matrix X is needed. A well known result for the inverse of a matrix states that

X111 .-+ Xmil
1 1 "

= X = . t. .
ex O =x | o ]
X1m s Xmm

-1

(2.76)

where adj(X) is the so-called adjoint matrix of X and the scalars y;; are called
cofactors. There are obtained by first taking the (m — 1) x (m — 1) sub-matrices
of X that remain when the ith row and jth column are excluded, then comput-
ing the determinant of the sub matrix, and finally multiplying by (—1)i*7. The
determinant of X can be expressed in terms of the cofactors as

det X = ininja (277)

Jj=1

where the selected row i can be any row. Note, that in the determination of the
cofactors x;; the elements of the ith row do not get involved. Thus, taking partial
derivatives with respect to x;; gives

gee s _ i (2.78)
8%—]— 7
Thus from (2.76) and (2.78) it holds
3‘;‘32)( — adi(X)" = (X7)" det X. (2.79)

Now, for the matrix gradient of function f(X) = log|det X|, where X is invertible,
it is ([85], p. 61)

dlog|detX| 1 OldetX| ;. 4
0X ©|det X|  0X = (X (2:80)




34 2. Gradients and Optimization Methods

Let f: X — R, where X C R™*" is open. Assuming f has continuous first-,
second-, and third-order gradients over the open set X, then for X € X and any
D € R™*"™ the function can be expanded on some open interval of 7 € R as

f(X+7D) = f(X)+7f(X; D) + %TQfQ(X; D) + o(7?), (2.81)
where the directional derivatives are in R and
fH(X;D) = 7810()(8: D) . (2.82)
= trace[Vf(X)' D] (2.83)
pacp) = HEETD) (2:84)
= trace[Vx fH(X; D) D] (2.85)
= trace[Vx (trace[Vx f(X)' D])' D] (2.86)

where 7 € R. The optimality criteria are the same as in the vector case, for
example for a stationary point we have Vf(X) = 0, but the second directional
derivative does not have a general representation as in the vector case (2.12), so
we can only write f2(X;D) > 0.

2.6.2 Natural gradient

As for a function with vector argument the steepest descent in the Euclidean
norm for the minimization procedure of the function f(X) is given by the negative
gradient ([41], p. 253)

Dgq = =Vx f(X). (2.87)

The Newton’s method cannot be easily defined, since it depends on the second
directional derivative. Let us then only consider the first order approximation

f(X + D) ~ f(X) + trace[V f(X)" D]. (2.88)

Thus by keeping the length constant an optimal direction (descent) can be searched
that is steepest for some appropriate norm.

Here we restrict the problem to the parameter space of non-singular square
matrices, which is a Lie group, also called general linear group. In order to define
the natural gradient (2.62) Amari introduced a Riemannien metric to the space of
those matrices ([1], see also [39], p. 235, and [85], p. 67) in the following way.

An inner product at X is defined by the squared norm of a deviation D = AX

<D,D>x=|D|*= Z Gijkt(X)dijdp, (2.89)
i,5,k,1

where d;; are the elements of D. Additionally, a matrix X, by right multiplication
with X!, is mapped to the unit matrix, i.e. XX~ = I. With the same mapping
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X + D is mapped to (X + D)X~! = I + DX~!. This shows that a deviation D
from X is equivalent to a deviation DX ! from I by the correspondence given by
multiplication with X ~!. According to [1] the Lie group invariance requires that
the metric is kept invariant under this correspondence, that is the inner product
of D at X is equal to the inner product of DY at XY for any Y. Therefore it
must hold

<D,D>x=<DY, DY >xy. (2.90)

This must also hold for Y = X! (XY =1), i.e with A = {q;;} = DX !

<DX ', DX >=> a. (2.91)
‘hj

Thus Amari defined the Riemannian metric structure at point X as
< D,D >x=trace[(DX 1)TDX '] = trace DX (DX 1)7]. (2.92)
As in (2.55), we can now consider the following optimization problem for ¢ > 0
D = argmin{trace[V f(X)" D] : trace[DX 1 (XT)"'DT] < ¢?}. (2.93)
The Lagrangian with A > 0 is given by
L(D,\) = trace[V f(X)T D] + A(trace[D(XT X) ™1 DT] — %), (2.94)

By differentiating with respect to D (note that V ptrace(DBDT) = D(B + BT),
for example see [39], p. 541) we have the condition

VF(X)+22D(XTX)"1 =0, (2.95)

and the natural gradient descent direction (unnormalized) in the standard form is
given by ([39], p. 235)
Dot = -Vf(X)XTX. (2.96)

For extensions see ([39], section 6.2).

A related result was derived in [33] (see also [85], p. 68). From the first order
approximation again a direction D of the form D = AX, i.e. is proportional to
X, was considered. Then (2.88) can be written as

F(X+AX) ~ f(X)+trace[VF(X)TAX] = f(X)+trace[(Vf(X)XT)TA]. (2.97)

The multiplier of A in the trace is called relative gradient by Cardoso. Therefore
the largest decrement in the value of f(X+D)— f(X) is happening at the direction
A= -Vf(X)XT or at the direction D = AX = —Vf(X)XTX, i.e. the natural
gradient.



CHAPTER III
Probability Theory

In this chapter, different concepts of probability theory are discussed. Probabilistic
models, making explicit reference to the nature and effects of chance phenomena,
are the foundation upon which different statistical methods are based; for example
for estimation and prediction. Of special interest are conditional densities and
higher order statistical properties. Some issues of information theory are also
treated. Special attention is given to the notion of independence. Significant
are also different properties of Gaussian densities. Finally, some properties of
stochastic processes are briefly discussed. Most of the concepts presented here
can be found from standard probability theory books, for example [161]. For a
thorough treatment see for example [59, 60, 11].

3.1 Basic concepts and definitions

An experiment can be intuitively described as a procedure that can be repeated
under the same well defined conditions an unlimited number of times. After the
completion of an experiment some outcome is observed. Experiments can be dis-
tinguished to deterministic and random. In deterministic experiments the selection
of the conditions defines completely the outcome. On the other hand, for a random
experiment the knowledge of the conditions just specify a set of possible outcomes.
The set of all the possible outcomes of a random experiment is called sample space.
Outcomes of a random experiment can be described in different ways, so that for
a given experiment there can exist more than one sample spaces.

A random experiment is well defined if we know the set & of all possible
outcomes ¢, and if we know for “enough” subsets S of & the probability P(S) that
the outcome of the experiment belongs to S. It is not, for example, enough to
know only the probabilities of the outcomes. The sample space G provides a model
of an ideal experiment in the sense that, by definition, every thinkable outcome
of the experiment is completely described by one and only one sample point ([59],
p. 14). Although not precise, this definition of experiment is considered broad
enough to encompass the usual scientific experiments and other actions that are
regarded simply as observations.

Mathematically, a random experiment is completely described by a sample

36
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space G, a probability measure P, i.e. a rule for assigning probabilities, and a class
S of admissible subsets of G forming the domain set of the probability measure.
The triad (&, S, P) is called a probabilistic model or probability space. The class
S is a completely additive family of subsets of G, i.e. a g-algebra of events, with
the properties: 1) & C S, ii) if Sy C & for k = 1,2,..., then U}_,;S; C S for
n = 1,2,..., and iii) if S C S, then S C S, where S is the complement of S
relative to &. An event S, i.e. a subset of the sample space belonging to S, is said
to have occurred if the experiment results in an outcome ¢ that is an element of
S,i.e ¢ € S € S. Equivalently the union of events U;c1.5; occurs if at least one of
the events S;,7 € I occurs, and the event N;c;.5; occurs if all events occur.

The probability of an event S, denoted P(S) is a number assigned to this
event. In order to have a mathematically well defined theory of probability, that
does not depend on the rule used for assigning probabilities to events, Kolmogorov
established a definition of probability measure based on azioms (e.g. [161], p. 5).
According to this definition, a probability measure or simply probability is a set
function P : S — R with the properties: i) P(6) =1, i.e. the event & is certain,
ii) is no negative, i.e. P(S) > 0 for every S C S, iii) is o-additive, i.e. if $;NS; =0
for i # j, then P(Uy_;Sk) = > 1, P(Sk), with n =1,2,... and 0 is the empty or
null set with P(0) = 0.

In many cases, the probability of occurrence of an event S; may depend on
the occurrence of a related event S;. The probability of the event S; given that
the S; is known to have occurred is called conditional probability P(S;|S;). The
probability of an event N;<;.5; is called joint probability of the events S;,¢ € I.
Then in terms of joint probability, if P(S;) # 0, the conditional probability of S;
given S; is defined by

P(S;NS;)
P(Si|S;) = — 25 3.1
( ‘ J) f«f%) ( )
If we also require that P(S;) # 0 then
P(S; NS,
P15 = S, (5.2)

and we have (Bayes’ rule)
P(8i]5;)P(S;) = P(S;15:)P(S)- (3-3)

It can be shown that the set function P(:|S;) forms a probability measure (e.g.
[161], p. 28, and [59], chapter V). Let (&, S, P) be a probability space and S; a
simple member of S. Then the information that an event occurred is equivalent to
consider that the original probability space is replaced by (S}, S;, P(-|S;)). Clearly,
it holds P(S;]S;) = 1. In that sense, the concept of conditional probability allows
the identification of the probability of events based on the occurrence of other
evens. If we now consider that the events S;,i € I C (1,2,...) form a partition
of the sample space &, i.e. S;NS;, i # j and UijerS; = 6, with P(S;) # 0,i € I,
then for every event S it holds (Theorem of total probability)

P(S)=P(SUG) =) P(SUS;)=> P(S|S;)P(S,). (3.4)

i€l iel
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This form for the probability P(.S) is often called marginal probability. If we also
require that P(S) # 0 then we have for every ¢ (Bayes Theorem)

P(S]5:)P(5i)

P(S;|9) = . (3.5)
> ier P(S[S)P(S5)

An important concept of probability theory is that of independence. The events
Si,i=1,...,n are called independent if for every events S;,,...,5;, with1 <k <
n it holds

P(S;,N...NS;,.)=P(Si,) - P(Si,). (3.6)

Therefore, there are 2" —n—1 conditions which must be satisfied ([59], p. 128). The
events S;,i = 1,...,n are called pairwise independent if P(S;N.S;) = P(S;)P(S;)
for every i # j. Clearly, if S;, S} are independent, from (3.1) we have that

P(S;|S;) = P(S:). (3.7)

Thus, two events are independent if the occurrence of one does not permit any
inference about the occurrence of the other. Note, that although presented oppo-
sitely, the basic definition of independence is equation (3.7) ([59], p.125), and (3.6)
is a rather technical equivalent definition or direct consequence. Definition (3.6) is
usually preferred since it allows P(S;) = 0, in which case P(S;|S;) is not defined.
It must be noted that the concept of independence, and the related concept of
conditional probability, are considered fundamental. In the sense that they justify
the mathematical development of probability, not merely as a topic in measure
theory, but as a separate discipline ([161], p. 35, and [59], Chapter V).

It is often useful to describe the outcome of a random experiment by a real
number. A function defined on a sample space is called a random variable ([59],
p. 212). Thus a random variable z is a function whose domain is the set of
outcomes ¢ € & and whose range is R. This function must guarantee that for
every S C S there is a corresponding set B C R called the image under x of S.
Another requirement is that the inverse mapping exists and for every well defined
set (Borel set) B C R there exists the inverse image x~!(B) that belongs to S.
Thus, by considering a probability space (&,S, P) and a random variable z, it
can be defined for every Borel set B € B the set function P,(B) = P(z~}(B)) =
P(s € 6 : z(s) € B), which is a valid probability measure. This probability
measure is called probability distribution function or simply distribution of the
random variable z. Formally, a random variable z is every real function z(s) that
for every € R the set {¢ : z(¢) < Z} is an event belonging to S. The concept of
random variable is analogous extended to define n-dimensional random variables,
or simpler random vectors, as vectors whose components are random variables.

3.2 Distribution and density of a random vector

Let © = (21,22, ... ,xn)T be a random vector with values in R". The cumulative
distribution function (cdf) of = is defined by P.(z) = P(x < ), where Z is
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some constant value of the random vector z. The cdf is a non negative, non-
decreasing (often monotonically increasing) continuous function whose values lie
in the interval 0 < P,(z) < 1. The multivariate probability density function (pdf)

Pz(X) = Doy o, (L1, T2, ..., Tp) is defined as the derivative of the distribution
function with respect to all the components of the random vector
o 0 0
r)=——...—P, -z 3.8
pz(7) 1 T . e (T) | v=2 (3.8)

hence P,(z) = ffoo pz(z)dz. The probability density functions of each random
variable z;,7 = 1,...,n, named the marginal density functions of the random
vector x, are obtained by integration

(oo} oo
pzi(xi)=/ / P (1, T2, .y Tp)d2y - dri1dwigy - day,. (3.9)

In the same way the joint probability function p, ,(z,y) of the random vectors
x and y is defined as the multivariate probability density function of the stacked
vector z = (2T, yT)T. The conditional density of x given y is defined as

Pay(7,y)
Pajy(xly) = === (3.10)
Iy by (y)
whenever p,(y) > 0 and 0 otherwise. Clearly, we can also write
pyie(yl) = LetPe0) (3.11)
P ()
and we have the Bayes’ rule for probability densities
Paly(2]y)Py (Y) = Pyja(Yl7)pe (z). (3.12)
Useful is also the following expression for the random vectors x,y, z
p(x,ylz) = p(zly, 2)p(ylz). (3.13)

Assuming that the two n-dimensional random vectors x and y are related by
the vector mapping y = g(x) for which the inverse mapping exists and is unique,
it can be shown that the probability density function p,(y) of the transformation
y is obtained from the density p,(z) of x as follows ([161], p. 244)

- Mm(gl(y)), (3.14)

py(y)
where J, is the Jacobian matrix (2.17) of g(z) = (g1(), g2(z), ..., gn(x))T. In the
special case where the transformation is linear and non-singular, so that y = Az,

it holds
1

py(y) = mpm(A’ly). (3.15)
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3.3 Expectation operator and covariance matrices

Let g(x) denote any quantity (scalar, vector or matrix) derived from the random
vector z, then the ezpectation of g(x) is defined by ([85], p. 20)

o0

E{g(x)} = / 9(@)p(2)da, (3.16)

— 00

if the integral exists. For a n-dimensional random vector z its mean or expected
value 1, € R™ is by definition the integral

o0

ne = E{x} = / xpg(x)de, (3.17)
—0o0

where the integral is computed over all the components of z, and each component

of the vector 7, is given by E{x;} = [*_ @ips, (2i)dx;. Let y = g(x) be a vector-

valued function of x, then the expected value of the random vector y is

Bl = [ " upy(w)dy = / T g@)pe(@)de = E{g@)}).  (3.18)

— — 00
Thus the expectations are equal even though the integrations are carried out over
different probability density functions. Based on this theorem it appears that for
the determination of the mean of y it is not necessary to find its density p,. For
the random vectors x;,i = 1,...,m, for the nonrandom matrices A;,i =1,...,m

and for the functions g; we have for the expectation of the weighted sum
E{Z Aigi(zi)} = Z AiE{gi(;)}. (3.19)
i=1 i=1

The conditional mean of the random vector x given y is a function of y and is
defined as

oo

Nty = E{zly} = / ep(aly)dz. (3.20)

—00
The expectation operation can be extended for functions g(z,y) of two or more
different random vectors as follows

Bl = [ h / " (@ y)pay (. y)dady. (3.21)

With the subscript notation

o0

B, {g(z.v)} = / o, y)po()de (3.22)

— 0o

is defined the expectation that is taken only over the random vector x. We also
have from (3.21) and (3.10) that

E{g(z,y)} = /_Oo /_Oo 9(x, y)payy (z]y)p(y)drdy (3.23)

E{E{g(z.y)ly}}- (3.24)
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The non-normalized correlation matrix of a random vector x is defined as

g{mlm} g{x1$2} - g{an}
E{xpz1} FE{rpze} -+ Ef{x,z,}

that is the component-wise expectation of the outer product of x with itself. The
correlation matrix is symmetric (R, = RI), positive semidefinite, i.e. (a” R.a >0
for all the n-dimensional vectors a), and all its eigenvalues are real and non-
negative. Covariance is the correlation of the random vector x — 7,

Cy = E{(z —nz)(z — Wx)T} = E{xxT} - nxnf, (3.26)
and the conditional covariance of x given y is
C'95|y = E{(.’E - 77m|y)(x - 77I|y)T|y} = E{xxT\y} - 77@|y77£|y- (327)

The cross-correlation of random vectors z and y is defined as
Ryy = E{zy"}, (3.28)
and the cross-covariance of x and y is defined as
Cuy = E{(z —n2)(y —1y) "} = E{ay"} —nany . (3.29)

By definition, cross-covariance and cross-correlation measure the relation between
the random vectors x and y.
For the cross-covariance using equation (3.24) we also have

Coy = Ey{E{zy" ly}} — nany, = By{E{x|y}y"} — num,, (3.30)

since when y is given it is not any more random. Since n, = E{z} = E,{n,,} we
also have the following expressions

Coy = Ey{nupyy"} — nemy = Ey{nayy”} — Ey{napy I, - (3.31)

Clearly, it also holds Ryy = Ey{n,,y" }. The conditional mean 1, is in general
a nonlinear function of y. If we assume that it is a linear function, i.e E{z|y} =
Ay + a, where A, a are constant matrix and vector respectively, then we have

Cuy = By{(Ay + a)y"} — E,{(Ay + a)}n, = AC,. (3.32)
It can be easily seen that then n, = Any +a, A= Cg;yCy_l, and
Nzly = Cwycy_ly +a=n;+ Cwycy_l(y - ny)' (333)
For the conditional covariance we first observe that

E{(x —n.)(x — )" |y} = E{za" |y} — ey, — nepyns + nans - (3.34)
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Then from (3.27) we have

Copy = E{(z = n2) (@ = n2) "y} = (Maty — 1) My — 1) (3.35)

and by inserting (3.33) we have after some simple calculations that the conditional
covariance is

Copy = B{(z = n)(x — 1) Iy} — Aly —my) (y — ny) " AT, (3.36)

that is a nonlinear function of y. Finally, if we consider expectation over y, by
using (3.24), A = C,,C,*, and that C,, = Cyy, we have

Ey{Cuy} = E{(x — ngy) (@ = 03py) "} = Co — CayCy ' Cypa. (3.37)

It must be noted that if the conditional mean is not linear then it cannot anymore
be easily identified and it requires the computation of the posterior density py|,.

3.4 Characteristic functions and higher-order statistics

For a random variable z with probability density function p,(x) the k-th moment
mg, k=1,2,..., is defined by the expectation ([161], p. 146)

o0

my, = E{zF} = / 2*p, (z)dz, (3.38)

— 00

and the k-th central moment g by the expectation
o= Bl —m)} = [ (@ = n)pa(o)da, (3:9)

The first moment m; is the mean 7, of x, and the second central moment ps is
the variance 02 of x. Mean and variance give only a limited characterization of
pz- Knowledge of other moments provides additional information, that can, for
example, be used to distinguish between two densities with the same 7 and 2.
The third central moment

ps = B{(z —n.)°} = E{a”} = 3B{a*}n, + 20 (3.40)

is called skewness and it is a measure of the asymmetry of the density function,
being zero for probability densities that are symmetric around their mean.

The moments can be determined through the characteristic function ®(w),
which is defined as the continuous Fourier transform of the density p,(z) of =

d(w) = B{e™"} = / e“Tp,(x)dr, (3.41)
where i2 = —1 and |®(w)| < ®(0) = 1. Every distribution function is uniquely

determined by its characteristic function and the inversion of the Fourier transform
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gives py(z) = 5= [7 ®(w)e ™ dw ([161], p. 153). If iw is changed with z,
the function ®(z) is called the moment generating function of x. Clearly, by
differentiating & times we obtain
d*®(z)
dzk

The derivatives at zero equal the moments of z ([161], p. 154)

= B{z*e*®}. (3.42)

d*®(z)
dzk

By expanding the moment generating function into Taylor series we have

E{l‘k} = My = ‘z:O- (343)

B(z) = kaﬁ (3.44)
k=0 ’

This is valid only if all the moments are finite and the series converges absolutely
near zero. So since the characteristic function defines p,, the density of a random
variable is uniquely determined if all its moments are known. The second charac-
teristic function p(w) of x or cumulant generating function is given by the natural
logarithm of the first characteristic function. Then for the cumulant generating
function we have ([161], p. 154)

o0 k
z
Pl(2) = n(®(2)) = " kn (3.45)
k=0
where kj, is by definition the k-th cumulant of x and is obtained as the derivative
d*o(2)
Rk = de |z:0- (346)

The first four cumulants are the most commonly used, and it holds ([85], p. 41)

k1 = E{z} =mi =, (3.47)
ke = FE{2*} —n?=po =02, (3.48)
kg = E{2} —3E{2*}n, + 202 = ps, (3.49)
ke = E{o*} —3(E{z?})? — 4B{z®}n, + 12E{a*}n? —6n2.  (3.50)

The forth cumulant x4 is called kurtosis. A distribution having zero kurtosis is
called mesokurtic. A typical mesokurtic distribution is the Gaussian distribution.
Distributions having a negative kurtosis are said to be platykurtic (or subgaussian),
and if the kurtosis is positive they are said to be leptokurtic (or supergaussian).

The definition of moments can be extended in the multivariate case to define
joint moments for random vectors. The joint characteristic function of a random
vector x is again the Fourier transform of the joint density ([85], p. 42)

o0

B(w) = B{e ) = / ¢ %y (2)dz, (3.51)

— 00
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where 2 = —1 and w is now a column vector with the same dimension as z.

Moments and cumulants (cross-cumulants) of x are the coefficients of the Taylor
series expansion of the first and second joint characteristic function respectively,
defined by the appropriate partial derivatives. It can be shown that for a zero mean
random vector x = (x1,Za,...,2,)" the second, third and fourth order cumulants
are for every ¢,7,k,l =1,...,n ([85], p. 42)

cum(z;,z;) = E{zz;}, (3.52)
cum(z;, xj,x5) = E{zxjzg}, (3.53)
cum(z;, xj,xp, 1) = FE{wz e} — E{ex; tE{xa}

—E{zixi} E{z;x;} — E{z,x; } E{z;xr}. (3.54)

Therefore, the covariance matrix of a random vector contains all the cumulants of
order two, and thus all second order properties of the joint density.

3.5 Uncorrelatedness and independence

Mathematically, independence is defined in terms of probabilities (3.6) or condi-
tional probabilities (3.7). Therefore, the random variables z, y are called inde-
pendent if the events {z < Z} and {y < g} are independent. Similar definitions
can be applied for the joint distributions, densities and conditional densities. The
random vector x has mutually independent components or the random variables
x; are statistically independent if and only if equivalently ([161], p. 244)

Py(z) = H Py, (2;), (3.55)

pa(T)

[1pe (z:). (3.56)
For the expectation of the product of independent variables 1, zo,...,x, it holds
E{x1x2~--xn}:/ / / T1Z2 - - TPz (X1, T2y . .., Ty )dxrdxg - - - dy

= / / i / T1To -+ TPy (T1)Pay (X2) -« D, (Tn)dzrd2s - . . dXy.

Thus we have the following property for independent variables

E{zixa...xn} = E{z1}E{z2}... E{z,}. (3.57)
If the random variables x1, xs, ..., x, are independent, then it can be shown that
the random variables gi(x1), g2(22), -, gn(zn) are also independent ([161], p.

245) and the previous property of independence is generalized for any absolutely
integrable functions g1, g2, ..., g, ([85], p. 27). Note, that the random variables
r1,T3,...,T, are independent if and only if

E{g1(w1)g2(w2) . .. gn(zn)} = E{g1(z1) } E{g2(22)} - - - E{gn(wn)}, (3.58)
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for all functions g1, g2, - . ., gn that the integrals exist. For specific functions equa-
tion (3.58) is just a consequence of independence. Based on this alternative defi-
nition of independence (3.58) we have that for the function €™i%i it holds

E{ei(wlml—i-...—i-wnmn)} — E{eiwlml} L. E{eiw"m"}. (359)

Hence, for the characteristic functions of independent random variables it holds
Oy (w) = [[ @, (wi) (3.60)

Conversely, from the inversion of the Fourier transform, if (3.60) holds then the
independence definition based on densities is obtained, and thus equation (3.60)
provides an alternative definition for independence through the characteristic func-
tions. From the definition of independence it is clear that every subset of a set
of independent variables is a set of independent variables as well. The opposite
is not true. For example, if the random variables x;, ¢ = 1,...,n are pairwise
independent, i.e. pz,o, (7i, ;) = Pe, (2i)pe, (75), for every i # j, then they are not
necessarily mutually independent. The components of the random vector = are
mutually uncorrelated if

Cy = E{(z —ns)(x —12)"} = D, (3.61)

where D is a diagonal matrix whose non-zero entries are the variances of the
components of z. Clearly, independent components of a random vector are also
uncorrelated, the opposite is not true since independence is a much stronger con-
dition. For a zero mean mutually uncorrelated random vector all the cumulants
of order two (3.52) vanish for every i # j. For a zero mean mutually independent
random vector all the cumulants (except the expectations of the powers of the
same component) vanish.

The independence between random vectors is defined in the same way. For
example, the random vectors x, y are independent if

p(xly) = pa(z). (3.62)

Let 2,9, z, ... independent random vectors then it holds
Pryz (T:Y,2,--) = pa(@)py(y)pa(2) -+ (3.63)
E{ge(2)gy(y)g=(2) -} = E{ga(x)}E{gy(y)} E{g:(2)}--- . (3.64)

Two random vectors x and y are uncorrelated if their cross-covariance matrix Cyy
is a zero matrix

or equivalently if

Rey = Blay"} = B{z} B{y") = nuaf]. (3.66)
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3.6 Entropy and mutual information

An alternative approach for characterizing random variables is given by informa-
tion theory. Starting point of information theory is the concept of entropy. Al-
though, the functional of entropy was derived from a number of postulates based
on heuristic understanding of uncertainty, its properties are developed axiomati-
cally within the framework of probability theory [161, 133]. Intuitively, entropy
of a random variable can be interpreted as the degree of information that the ob-
servation of the variable gives. Since, entropy is a measure of uncertainty about
the random variable, the more random it is the larger its entropy. For discrete
random variables the entropy is positive and it is exactly used as a measure of
uncertainty about the random variable. However, this is not so for the continuous
case. Then the entropy can take any value from —oo to oo, and it is used to
measure changes in uncertainty. For a continuous random vector z the entropy or
differential entropy H(zx) is defined by the expectation ([86], p. 108)

H(z)=- /pz(x) log p.(z)dx = —E{log p,(x)}. (3.67)
For the joint entropy of the random vectors x, y we have

H(z,y) = —E{log(p(x, y))} = —E{log(p(x|y)py(y))} = H(zly) + H(y), (3.68)

where H(x|y) is the conditional entropy over all values of y ([161], p. 656), i.e.

H(zly) = —E,{E{log p(z[y)|y}}. (3.69)

Considering the invertible transformation y = g(z), the entropy of y is (3.14)

H(y) = —E{logpy(y)} = —E{log p=(97" ()} (3.70)

I
| det Jy(9~*(y))]

Thus, we obtain the following relation between the entropies
H(y) = H(x) + B{log | det Jy (97" (1))} (3.71)

So the transformation increases the entropy. If the transformation does not have
unique inverse then H(y) < H(z)+ E{log|det Jy(z)|} ([161], p. 660). In the case
that the transform is linear y = Az and invertible we have (3.15)

H(y) = H(x) + log | det A|. (3.72)

If the n-dimensional random vector has independent components then from
(3.67) and (3.56) it holds

n

H(z) = H(x). (3.73)

i=1
Based on entropy, mutual information of a random vector z is defined as follows

I(2) = I(z1,23,...,2,) = Y _ H(z;) — H(z) = Ex{log m}, (3.74)
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where p, is the joint density and p,, the marginal densities ([86], p. 110). Consider
two random vectors x and y with densities p,(z) and p,(y) respectively . The
Kullback-Leibler divergence [128] between two probability densities is defined by

_ " Pa(T) - — o pa(2)
5(pw,py)—/pw( o 222 e = Eflog 2 20 (3.75)

Kullback-Leibler divergence (or relative entropy) is not a proper distance measure
because it is not symmetric, but it satisfies

6(paspy) = 0, (3.76)

with equality if and only if p, = p, (see for example [85], p.110). This property
is due to the convexity of the logarithm and Jensen’s inequality. By the form of
Kullback-Leibler divergence we can obtain the mutual information of a random
vector x

i1 P, ()

1) = 802 [T pe) = [ pet)os Hp(“"”)dx (3.77)
=1

From the properties of Kullback-Leibler divergence we have that mutual infor-
mation vanishes if and only if the variables z; are independent and it is strictly
positive otherwise. So mutual information is a measure of dependence between
the random variables z; ([85], p. 111, and [39], p. 234). Based on that we also
have that in general (3.74, 3.76)

H(z) < Z H(x), (3.78)

and ([161], p. 658)
H(zly) < H(x), (3.79)

with equality for the second equation when the vectors x, y are independent.

3.7 Gaussian probability density functions
3.7.1 Normal random variables

The function defined by p(x) = \/%e“’”z/z is called the (standard) normal or
Gaussian density function, and its integral ffoo p(z)dz is the standard normal
distribution function ([59], p. 174). Then x is said to have standard normal N (0, 1)
distribution with mean 7 = 0 and variance 02 = 1. The N(n, 0?) distribution is

by definition that of  + oy where y ~ N(0,1), and it holds ([161], p. 162)

1 2 2

— —(z—n)*/20
T) = e , 3.80
p() oV 2w ( )

Bwg) = e w2, (3.81)
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If 2 is zero mean then ([161], p. 148)

s }_{ 1-3---(n—1)o", n=2k

The odd moments of x are zero because p(—x) = p(z). For the kurtosis it holds
Ky = E{z*} = 3(BE{2?})? = 0. (3.83)

Gaussian random variables have some properties that are not shared by every
other distribution. An important property is that: If 1 and zo are independent
random variables and if two linear combinations a;x; + asxs and byxy + baxo are
also independent, where aq,as, by, and by represent nonzero coefficients, then all
random variables are normally distributed. Thus if two nontrivial linear combi-
nations of two independent random variables are also independent, then all of
them represent normal random variables. This theorem is due to Darmois and
Skitovitch (see for example [161], p. 217, [45], [60]).

Another important property of the normal distribution is given by the central
limit theorem. If x1,x9,... are independent identically distributed random vari-
ables with finite mean E{z;} = 1 and finite variance E{(x; —n)?} = 02 then the
limiting distribution of

(3.82)

Ty —Mn

y= % ; - (3.84)

is that of N(0,1) (e.g. [59], p. 244). This type of convergence is called conver-
gence in distribution implying that for large n the distribution of y is close to
standard normal. Several different forms of the theorem exist, where requirements
on independence and identical distributions have been weakened [59, 60, 161].

3.7.2 Normal random vectors

An n-dimensional random vector = (z1,xo,...,7,)7 is said to be Gaussian or
normal if its probability density function has the form
_ 1 1 T -1

So the joint density is an exponential whose exponent is a negative quadratic.
Clearly, the mean n, and the covariance matrix C, (assumed positive definite)
are sufficient for defining the multivariate Gaussian density completely and this is
denoted by  ~ N (n,, C,). Also, the contours of the multivariate Gaussian density,
i.e. p(z) = c where c is constant, are ellipses centered at 7, i.e. (x—n,)TC 1(z—
nz) = ¢’. The principal axes of the ellipse are parallel to the eigenvectors of C,
and the eigenvalues \; are the respective variances.

Let x, y be jointly Gaussian, then for the joint density, i.e the density of the
vector (x7,yT)T | if we omit the means it holds

exp{—é(xTny)( oc;z %yy >1 ( :; )}
)

pz,y) = I PTaRE : (3.86)
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where n,m the dimensions of x,y, and det C' the determinant of joint covariance

block matrix which is
Cy Cuy I Cuy C, — CzyCy’ ICW 0
det( Ce C, > det (( e ) < ColCy 1

= det Cy det(Cy — CpyCy ' Cyar). (3.87)
The matrix inversion lemma [69] gives the inverse of the joint covariance of z, y
—1
c, C Cn C
C—l _ T Ty _ 11 12 , 3.88
( Cya  Cy ) ( Co1 Oy (3.88)
where
Cy = (Cp— C’ggyCy_legg)_1 =C '+ C’;lenggCymC’;l (3.89)
Cor = (Cy—CyaCr'Coy) ' =C)' + C ' CuaCriCry O (3.90)
Cp, = C¥= —C’uCgcyCy_1 = —C;lengg. (3.91)
Based on this, the joint density can be written in the form
p(x,y) = q(y)h(z,y), (3.92)
where
_exp(—3y7CMy)
L@ -c,,Cry)TC — O,y Ct
hey) = exp(—3 (¢ — CuyCy y) ill(w vCy Y) (3.94)
(27m)"/2(det Cp7 )1/2

Clearly, the function h(z,y) is for fixed y a Gaussian density. Now, the marginal
density of y is given by

pyly) = / p(x,y)dz = g(y) / h(z, y)dz = q(y). (3.95)

Thus, marginal densities of jointly Gaussian distributed vectors are also Gaussian.
The Gaussian conditional density of x given y is

plaly) = ) — o), (3.96)
and is of the form
plaly) ox exp(— (& — 1u1y) " — 1) (397)
where
Moy = CayCyly (3.98)
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So the conditional mean is always linear. This is exactly, if we include the means,
the linear conditional mean derived in (3.33). This is an important property
related to mean square estimation methods. Consider that the random vector x
is Gaussian having uncorrelated components, thus C, = D, where D is diagonal
matrix with the variances of the components o2 on the diagonal. The matrix C; !
is also diagonal with elements 1/ afci and the density is

n n

Ty — Ny 2 L
) = (L] el 3 T < [Tt 100

So uncorrelated jointly distributed Gaussian variables are also independent.

For the multivariate Gaussian density, the marginal densities are also Gaussian
x; ~ Nz, Uii). So if x1,x9,...,x, are jointly normal distributed, then all z;
have normal distributions. There is an alternative definition that express the
normality of n random variables in terms of the normality of a single random
variable. This states that ([161], p. 257) the random variables z; are jointly
Gaussian if and only if the sum

n
Zwmi =wle =y, (3.101)
i=1

is a Gaussian random variable for every constant column vector w with the same
dimension as z. Based on that definition if x is a Gaussian vector then the ran-
dom variable y is Gaussian N(w?7n,,w?C,w). From (3.81) and without loss of
generality by setting wy = 1 we have for the joint characteristic function of x

O(w) = E{e“"%} = W' Caw/2 (3.102)

The inversion theorem gives (3.85). Based on the definition (3.102), the random
vector y defined by the linear invertible transform y = Az, is also Gaussian with
mean 7, = An, and covariance matrix Cy, = AC,A” since ([169], p. 91)

D, (w) = E{e™ v} = B{e® A7) = B{e” 7} = 3, (@). (3.103)

Note, that with the definition (3.102), the covariance matrix is not required to be
positive definite ([108] p. 73). If A is an orthogonal matrix and x = ATy then y
is Gaussian with probability density independent of A, since

n(y) = (27T)"/2(;et C,)1/2 exp(—%(y - Wy)Tngl(y —y))
- (QW)"/Q(detlACEAT)lﬂ exp(_%“ﬁ —n.) AT (AC, AT) T Al = ny))
N (27r)n/2(;et C/2 eXp(—%(x = 12)" O (& = ma)).- (3.104)

Thus any orthogonal linear transform of independent or uncorrelated Gaussian
variables cannot be estimated because it does not influence the joint pdf (it does
not appear at the pdf).
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The entropy of a n-dimensional random vector = having a Gaussian distribution
can be evaluated as ([85], p. 113)

1 1 B
(2m)™/2|(det Cy) /2| exp(—5(@ - 1) 'O (@ —ma))}

= B{log((2n)"|(det Co) 2} + B{5 (¢ — 1) €7 (& — )}

H(x) = —E{log

1 1
= glogZﬂ' + 3 log | det C,| + E{i(a: —n)TCT (& — )}
1
~ S log|det G|+ gu + log 27). (3.105)

It can be shown ([85], p. 112, [161], p. 669) that the Gaussian distribution
has maximum entropy among all distributions with a given mean and covariance
matrix. Negentropy J(z) of a random vector z is defined as ([85], p. 112)

J(z) = H(z') — H(), (3.106)

where 2/ is a Gaussian vector with the same mean and covariance matrix as x.
Negentropy is always non-negative and it is zero if and only if x has a Gaussian
distribution [45, 85]. It is also invariant by any linear invertible change of coor-
dinates ([85], p. 113). Using negentropy there is another expression for mutual
information given by [45]

I(z) = Z(H(wé) — J(x;)) — H(z") + J (x) (3.107)
(3.108)

3.8 Stochastic processes

A random or stochastic process is a family {x:,¢ € T} of random variables, all
defined on the same probability space (&, S, P). The parameter ¢ is usually referred
as time and the set T is the parameter set of the process, and can be continuous
or discrete defining respectively continuous or discrete stochastic processes. Here,
stochastic processes with discrete parameter set, where the random variables x;
take continuous values, are only considered. A random process is a function of
both time and outcomes ¢, i.e xy = x(t,s). Thus, for fixed time and outcome
Z(to, o) is the state that the process is at that moment, for fixed time x(t,,<) is
just a random variable and for fixed outcome x; = x(t,<,) is a function of time that
describes one evolution of the process that is called a realization of the process. A
collection of many realizations of the process is called an ensemble ([169], p. 101).

A k-th order distribution of a random process is the joint distribution function
Py, +,,....t, of the random variables xy,,x¢,,...,%¢, . For the determination of all
the statistical properties of a stochastic process, knowledge is required of Py, 1, ... 1,
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for every k = 1,2,... and for every t1,ta,...,tx ([169], p. 104) . If the random
variables z; are independent and identically distributed (i.i.d) then the process
is just a sequence of i.i.d random variables. Note also that if the parameter set
is finite then the path of the process {x;,t = 1,2,...,T} can be considered as a
random vector x = (x1,22,...,27)’. Additionally, we can define vector valued
random processes, where for fixed ¢, z; is a n-dimensional random vector

Ty = (th’ .T27t, e ,$n7t)T. (3109)

In many applications, only the second order properties, i.e. second order tem-
poral statistics, of a process are needed which in general are functions of time.
The mean and variance of a process are

e, = E{w}, 0, = B{(ze = 12,)*} = %(t), (3.110)

and the autocovariance v, (t1,t3), i.e the covariance of the random variables xy,
and x4,, is a function of ¢, t2 and

Ve (1, t2) = E{(xt, — N, ) (Tt — Ny, }- (3.111)
If we use the time lag 7 between ¢; and t5 the autocovariance function becomes
Yo (t, 7) = E{(z¢ — 02, )(@tsr — Ny, ) - (3.112)

Analogously is defined the cross-covariance function 7., (t,7) between two pro-
cesses xy and y;

Yoy (t,7) = E{(xt = 0z,) Wesr — Nyoss ) }- (3.113)
3.8.1 Stationarity

A property that can characterize stochastic processes is that of stationarity. The
class of stationary processes contains processes that their statistical properties
depend only on the time difference, and are invariant to a shift of the origin.
Mathematically, a stochastic process is strict-sense stationary if for every k, 7 and
for every t1,t2,...,tx it holds Py, 1, .t = Pigrtotr,.. tu+r- A more general class
is that of wide sense (or weakly, or second order) stationary processes containing
finite variance processes that ([169], p. 106)

Ne = E{a:}, 7o(7) = E{(xt — n2)(@egr — 1)} VL, (3.114)

where for the 7 = 0,1, ... time lag autocovariances it can be shown that it holds
v(=7) = v(7) < ~(0) ([169], p. 109). Analogously, the autocorrelation sequence
ro(7) = E{x4241 .} is defined which coincides with the autocovariance sequence for
zero mean processes. Assuming that the autocovariances or the autocorrelations
are known up to a lag 7 then they can be summarized in a matrix form

¥2(0) 7z(1) Y (7)
Vw(l) 7x(0) e 'YJ;(T - 1)

xr — . .

'ya:.(T) '79:(7-._ 1) o Vz(o)

(3.115)
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This matrix, namely autocovariance matrix, has all the properties of covariance
matrices defined earlier, furthermore it is Toeplitz having the same elements in the
main diagonal and each sub-diagonal. It can be also interpreted as the covariance
matrix of the (7 + 1)-dimensional random vector = (x4, T411,...,%41,)] with
the additional properties (3.114). Higher order statistics of a stationary process
can be defined in an analogous manner. Applications of stationary process in time
series analysis or signal processing can be found, for example in [160, 169].

3.8.2 Markovian processes

An important class of stochastic processes is that of Markovian or Markov pro-
cesses, which are the simplest time dependent stochastic processes [59]. A Markov
process is a process {xz;,t € T} that given the present value of the process the
families of the random variables {z, : p < t} (past) and {z : f > t} (future) are
statistically independent. Thus, they are used to describe stochastic systems that
their future development depends only on the present state, and not on the the
manner in which the present state was reached. This property is called Markovian
or memory less property. Mathematically, in terms of conditional probabilities,
the Markovian property, for ¢;_1 < t;, is expressed as ([161], p. 695)

P{xy, < zilae,t <tiq1} = P{ay, < wilze,_, ) (3.116)
From this it follows that if t; < t5 < --- < t,, then
Play, <aplee, Xt oy ey} = Play, < xplzg,  }e (3.117)

For discrete-time, continuous-state Markovian processes, in terms of conditional
density functions, there are many important properties. For an evolution
X1,Ta,...,xs from (3.117) it is

p(xe|xe—1,...,21) = p(ae|zi—1). (3.118)

For the joint density of 1, 2s,...,2; we have by conditioning (chain rule) and
(3.118) that

p(Te,. . x1)=p(xt|@io1, ..o 1) p(Te—1|Ti—2, ..., 21) - - P(@2|21)p(21)3.119)
(e wr—1)p(xr-1]w1—2) - - p(2|z1)p(21). (3.120)

For the conditional density p(x¢|Tit1, ..., Trrr) we have by applying the definition
of the conditional density, (3.120) and Bayes rule in line

T, T P iy X X X
D@ |Tesny- -y Togn) = (T, Ty t4k) _ p(ig1|ze)p(ae)
p(fﬂt+1, cee a$t+k) p(33t+1)
= p(@e|ritr). (3.121)

Thus a Markov process is also Markov if time is reversed. The same properties
given here hold also in the case of a Markov random vector process.



CHAPTER [V

Estimation Theory

The subject of statistical inference, traditionally divided between estimation the-
ory and hypothesis testing, is related to the process of deriving valuable conclusions
from observations. In estimation theory, key concept is to obtain plausible values
for parameters, called point estimates, or plausible ranges of values, called inter-
val estimates, that describe realities from the observations. The available finite
set of measurements may contain errors or noise and so the concept is then re-
lated to denoising, filtering and smoothing. In hypothesis testing, starting point
is an assumption that specifies values for parameters and then the determination
of whether the data are consistent with the hypothetical values is under consid-
eration. Both topics are highly related and it could be said that they belong to
the subject of decision theory. However, this thesis is only concentrated on the
point estimation side of inference, and especially on estimation methods related
to parametric models and mean square error criteria. The main references for this
chapter are [184, 145, 161, 169, 108, 23].

4.1 Basic concepts and definitions

If we denote the observations or measurements with z, then what is under concern
is the identification of an estimator @ for some unknown parameters of interest,
i.e. for a parameter vector # that takes values in some parametric space ©. A
natural requirement is that the estimator is a function of the measurements, i.e.

0=0(z). (4.1)

Every function of the measurements that does not contain the unknown parameters
is also called a statistical function. So under consideration is the identification of an
estimator, i.e a statistical function, with the desired property that for the observed
measurements its value is an estimate close enough to the unknown parameters.
Estimation error is then the difference of the actual and estimated values of the
parameters, i.e. 0 =60 — 0.

Different estimation theory concepts arise with the characterization of the pa-
rameters  as random or not. If # is treated as non-random, but still variable,
then the measurements, random variables or vectors, can be assumed to have a
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joint density function p,(z;#), which depends on the unknown parameters. Since,
the unknown variables are assumed non-random this can be also treated as the
conditional density of the measurements given the parameters p(z|0). The char-
acterization of a parameter as random, i.e. the so called Bayesian assumption,
leads to Bayesian estimation and inference. Then, the parameters are directly
assumed to have a joint density function with the measurements p, ¢(z, ). What-
ever the characterization of the parameters is, the estimator being a statistical
function of random measurements is always random. Although, other methods
do not require the interpretation of neither the measurements nor the parame-
ters as random vectors. Well known such methods are different regression and
regularization methods. It must be noted that different approaches can lead to
identical estimators, but with different properties and interpretation of the related
assumptions.

In general, assessing the quality of an estimate is related to the estimation
error ([184], p. 87)

0=0—0=0—0(z). (4.2)

Although this is a natural way to measure the quality of an estimate, it cannot
be used since é(z) is a random variable and does not have any specific value, i.e.
it depends on the realization z. Also, it is preferable to have a scalar criterion
for choosing optimal estimators. For this reason, other estimation criteria can be
used. A widely used criterion is the mean square error MSE, i.e. the expected
value over z of the squared error norm (e.g. [169], p. 300)

Rus(6,0) = E{|6 - 0]°} = E{§70} = E{Cuns(6,0)}. (4.3)
More general, a cost (or loss) function
c(,6) =C(9) (4.4)

can be defined, that describes the cost (or loss) if we estimate § with the value
0. Typical properties required for the cost function are that it is symmetric, i.e.
C’(é) = C’(fé)7 convex, and, for convenience, that the cost corresponding to zero
error is zero ([184], p. 159). The convexity property, i.e. C(M; + (1 — \)fa) <
AC(61) 4+ (1 = N)C(fy), 0 < X < 1, guarantees that the loss function increases
as the estimation error increases. These properties cover a wide range of cost
functions, for example, the quadratic error cost function Cp;s = 076 and the
absolute error cost function Caps = 3 |6;], see for example [184, 23, 145].

In order to obtain an error measure as a performance index or error criterion
the expectation of the respective cost function is defined. This is also called the
risk function of the estimator 6 ([184], p. 159)

R(0,0) = E{C(0,0)}, (4.5)

in relation to the respective cost function. Clearly, this is a function of the unknown
variable 6 and takes into account all the possible realizations of z, at least through
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some density of the form p(z;6). An estimator 6; is better than an estimator 65,
respective to the risk function R, if

R(97 01) S R(aa 92)a (46)

for every 6 € ©, or R(Go,él) < R(Ho,ég), for some 6, € ©. Ideally, an optimal
estimator should minimize a risk function for every value of 6. The identification
of such an estimator does not always have solution, except for the trivial case that
the parameter is constant. For example, consider the MS error criterion and let
01 # 6> both belonging to the parameter space © C R. Let us also assume that
exists an estimator #* that is optimal for every #. Then for every other estimator
0 = 0(2) it holds E{(0*—0)%} < E{(6—6)2}. So, for 6 = 6, it is E{(#* —61)2} <0
and yields 8* = 0;. Equivalently, starting with 6 = 0o, yields 6* = 05, implying
that 6, = 05, which is different from the assumption.

Different methods exist for solving the problem of non-existence of optimal
estimator. Omne such a way is to restrict the search in a class of estimators that
satisfy some intuitively logical condition. One such a condition is the property of
unbiasedness. This implies that the expected value of the estimation error should
be zero for every value of the parameter § and measurements z. If the parameters
are treated as non random then the condition leads to ([184], p. 88)

E{6} = / 0(2)p(z; 0)dz = 0, (4.7)

for every 6 € O, and for random parameters to

E{6} = / / 0(2)p(z,0)dzdf = n,. (4.8)

Note, that an estimator satisfying (4.7) is also called absolutely unbiased ([184],
p. 88). If an estimator does not meet the unbiasedness conditions, it is said to
be biased, and the mean value of the error b = E{f} is defined as the bias of the
estimator. If the bias approaches zero as the number of measurements grows in-
finitely large, the estimator is called asymptotically unbiased. Another reasonable
requirement for a good estimator is that it should converge (in probability) to the
true value of the parameter, when the number of measurements grows infinitely
large. Estimators satisfying this property are called consistent ([184], p. 92, [169],
p. 301).
For non-random parameters € we have for the mean square error

E{6—-0T®0—-0) = E{T0—6T6—0T0+ 076} (4.9)
= 00— 0TE{f} — E{0}70 + E{6T0}.  (4.10)

Similarly, it also holds

E{||6 — E{6}|]*} E{0T0 — 6T E{6} — E{6}T0 + E{0}TE{A}} (4.11)

= E{070} — E{0}T E{6}. (4.12)
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Thus, from (4.10) and (4.12) we have another expression for (4.3)

Rus(0) = (06— E{0})"(0 - E{0}) + B{(0 — E{0})" (0 — E{0})} (4.13)
= [|E{6}|1® + trace[ E{(6 — E{0})(0 — E{6})"}] (4.14)
[[6]|? 4 trace[Cy), (4.15)

where Cj is the covariance matrix of the estimator. Therefore, the mean square
error criterion or risk function both measures the bias, i.e. the systematic error
of the estimator, and a term related to the variance of the estimator, i.e. the
accuracy of the estimator. So, with the unbiasedness constraint the MS error
criterion searches the estimator with minimal sum of variance components.

Another closely related measure of the quality of an estimator is given by the
covariance matrix of the estimation error

Gy = E{(0—0)(0 - 0)"), (4.16)
which measures the errors of individual parameter estimates, while the MS error
Rys(0) = E{(0 — )T (6 — )} = trace[C}] (4.17)

is an overall scalar error measure for all the parameter estimates. An estimator that
provides the smallest error covariance matrix among all unbiased estimators is the
best one with respect to this quality criterion. Note, that a symmetric matrix A is
said to be smaller than another symmetric matrix, if the matrix B — A is positive
definite. When the parameters are treated as non-random, such an estimator is
called efficient, because it is considered to use optimally the information contained
in the measurements. An important theoretical result states that there exists a
lower bound for the error covariance of any unbiased estimator for deterministic
or random parameters based on available measurements. This is provided by
the Cramer-Rao lower bound [184]. A closely related concept for identifying MS
optimal estimators is sufficiency. Informally speaking, a statistical function is
sufficient if it retains all the information that the data contain. Precise definitions
of the concept as well as conditions such as Neyman-Fisher factorization theorem
can be found for example in [184]. Sufficiency can be used for the identification
from the class of unbiased estimators one that minimizes the MS error for all 8
(Rao-Blackwell and Lehmann-Scheffé theorems)[184].

Instead of searching for an estimator that minimizes a risk function R(G,é)
for every value # € © in some class of estimators, it is convenient to require that
R(8,0) does not become large for many values (areas) of § € ©. This can be stated
as requiring minimization of the area (surface) [o R(6, 0)df, or more general of

/ R(6,0)w()do, (4.18)
©

where w(f) is a weighting function that represents the meaning that is assigned
to different values of 6. An estimator that minimizes (4.18) is called Bayesian
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estimator. By treating the parameter 6 as random and selecting w(6) = p(0), i.e.
a prior density for 8, and the quadratic cost function, we have the Bayesian mean
square error criterion [184].

4.2 Estimation with observation model

In various situations, it might be available, or preselected, a model for the de-
pendencies between observations and parameters. The most common observation
model is the additive noise model

z=h(f)+v. (4.19)

Where 6 is an n-dimensional parameter vector, z € RM is the measurement vector,
and v € RM is a vector whose components are unknown observation errors or
measurement noise. The vector valued function h(-) is completely known, or at
least its values for different values of 6 are known. In this section, the parameters
are treated as deterministic unknown quantities.

4.2.1 Ordinary and generalized linear least squares estimators

In the basic linear least squares method the data vector z is assumed to follow the
linear additive noise model ([184], p. 33)

z=H0+ v, (4.20)
where H is a deterministic observation matrix which contains the basis vectors
U1, %, ..., Y, of length M is its columns. The least squares criterion is defined as

Ersg = ||v||2 = ||Z—Ht9||2 = (z—H@)T(z—HO). (4.21)

Minimization of the criterion with respect to 6 gives the ordinary least squares
estimator. Indeed, the gradient of the quadratic function is

Ors
00

Then the least squares estimator satisfies

= 20" (2 — HO). (4.22)

H"(z— Hlps) =0 < HTHO,5=H"z (4.23)

The equation in the right is called system of normal equations for determining the
least squares estimate éLS of §. The matrix HT H corresponds to 02E15(0)/062,
and if it is positive definite the quadratic function is strictly convex. Then the
solution is guaranteed to be unique given by

Ors = (HTH)"*H” 2 (4.24)

The matrix H+ = (HTH)"'H7 is called left pseudo-inverse of H (assuming H
has maximal rank n and more rows than columns M > n). The estimated fit
(s=H0) is

85 =HOps = HHTH) *H 2. (4.25)
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The M x M matrix P = H(HTH)~'H™ is a projection matrix projecting measure-
ments onto the space spanned by the columns (the basis vectors) of the matrix
H, and it holds PT = P,P? = P, rank(P) = trace[(HTH(H"H)™'] = n, and
PH = H. Equation (4.23) implies that the residual r = z — Hbg, or fitting error,
is orthogonal to all columns of the matrix H and

r=t0=z2-4% = (I-HH"H)'H")z (4.26)
= (I-HHTH)'HT)(HO +v) (4.27)
= (I-HH'H)'H v (4.28)
= HO-0)+v (4.29)

The least squares estimation problem can be generalized by adding a symmetric
and positive definite weighting matrix to the error criterion. The generalized least
squares error criterion becomes ([184], p. 40)

Eors = (2—HOTW(z — HO) (4.30)
= ||Lz — LH|? (4.31)
where LT L=W. If W is diagonal the index is also called the weighted least squares

index. For the minimization of the generalized least squares error criterion, by
using equation (4.24) with 2’ = Lz and H' = LH, it holds

Oars = (HTH) 'H'"Z =HTLTLH) '*H"L" Lz (4.32)

= (H'WH)'HT"W . (4.33)

The least squares method can be regarded as a deterministic approach for the
estimation problem, where no assumptions on any probability distributions are
necessary. However, statistical arguments can be used to justify the use of the
method. For example, the observation error v can be considered random ([184],
p. 37). Thus the model (4.20) can define a deterministic vector H6 buried into

random noise. If the noise has known mean 7,, and covariance matrix C,, then the
observations are necessarily random with mean 7, and covariance C, given by

n. = HO+mn,, (4.34)
c, = O, (4.35)

Then from (4.33, 4.34) the mean of Ocrs is

Moo s = (H'WH)'H"W(HO+n,) (4.36)
= 0+ (H'"WH) 'H"Wn,, (4.37)

thus, unless v is zero mean, Ogrg is biased. For the unbiased estimator

Ovcrs = (H " WH) ' H'W (2 —n,) (4.38)
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the estimation error covariance, or the covariance of the estimator would be

Cy =0y = (H"WH) *H'"WC,WHHTWH)™*. (4.39)

U,GLS U,GLS

It turns out, see following section, that an optimal choice for the matrix W is the
inverse of the covariance matrix of the measurements errors W = C1. Note also
that 0y, ¢rs minimizes the least squares index

Ev.crs = ||L(z — 2" — HO)|]?, (4.40)
where z* is known and was selected to be 7,,.

4.2.2 Minimum variance linear unbiased estimator or Gauss-Markov
estimator

Let us consider the linear observation model, that is
z=HO+ v, (4.41)

where v is a random vector with known mean 7, and covariance C,,, assumed
positive definite. The unknown parameters are considered non random. A linear
unbiased estimator of # is searched that minimizes the mean square error criterion
(4.3). Because of the unbiasedness requirement, from (4.15) this is equivalent to
the minimization of

Rys(0) = trace[Cy) (4.42)

Since a linear estimator is searched, this must be of the form
0=Kz+k (4.43)
Then it holds
E{0} = E{Kz+k} = KE{z}+k = KE{HO+v} +k = KHO+ Kn, + k. (4.44)
For 6 to be unbiased, i.e. E{é} = 0 for every 6, K and k must satisfy
KH=1, k= —Kn,. (4.45)

For the variance of the estimator it is

C; = E{(6—E{0})(0 - E{})"} (4.46)
= E{6-6)(@-0T (4.47)

= E{(Kz—Kn, —0)(Kz—Kn, —60)"} (4.48)

= B{(KHO+Kv—Kn,—0)(KHl+ Kv—Kn, — 0"} (4.49)
KC,K". (4.50)

So with the linearity and unbiasedness constrains the covariance matrix of the
estimator, or the covariance of the estimation error, is given by (4.50). Now, what
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is under concideration is the identification of a matrix K so that the covariance is
minimized for every 6 € ©. For the matrix

K' = (H'c'H)'HTC! (4.51)

it holds
K'H=1, and  K'C, KT =(HTC;'H)™'. (4.52)

So with this selection the estimator § = K’z is unbiased and the covariance does
not depend on parameters 0. It must now be shown that this is the best form for
K, that is based on the assumptions this is the minimum covariance matrix to be
achieved, meaning that the matrix

KC,K'" - K'C,K'" = KC, KT — (HTC'H)™! (4.53)

is positive semidefinite for every K. It also holds K'H = I and KH = I, thus

K'C, K" = (H'C;'H)™, (4.54)
KC,K'" = (H'C;'H)™'. (4.55)
Thus it holds
KC,K' - K'C, K" = KC,K' - K'C,K" (4.56)
~-KC,K'T + K'C,K'" (4.57)
= (K-K)C,(K - KT, (4.58)

where the matrix at the right of the last expression is positive semidefinite ([184],
p. 157). Also, for the trace of the error covariance matrix it holds

trace[C;] = trace[(K — K')C\, (K — K')T] + trace[(HT C,; ' H) ™1, (4.59)

and can be minimized for K = K’. The Gauss-Markov estimator can be written
in the form

b = (HTCy H) " HT O, (= = ), (4.60)
with covariance matrix or error covariance
Coprs =Co.,, = HTCTH) ™, (4.61)
and mean square error value
Rars(0cnr) = trace[(HTC P H) Y. (4.62)

The estimator is often referred as best linear unbiased estimator (BLUE) [184]
for non random parameters. The vector v is usually assumed zero mean. In that
case and if for the covariance of v it holds C, = o¢2I, i.e. v(i) are zero mean
uncorrelated with common variance o2, then clearly the estimator coincides with
the standard least squares estimator. Furthermore, the GM estimator is exactly
minimizing the generalized least squares index (4.30) with the selection W = C1.
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For the estimator of s = H# it holds
$oum = Hlgy, (4.63)

and
Cs=HH"C;'H)'H". (4.64)

The estimator Sgp; = H éG ar is the Gauss Markov estimator of s and its covariance
is minimal, among all the unbiased linear estimators of s of the form H6 when 6
is restricted to be a linear function of the data.

4.2.3 Quadratic constraints and regularization

Least squares minimization with a quadratic inequality constraint is an estimation
method that can be used in cases that the least squares problem needs to be
regularized [23, 69]. Commonly such cases arise when attempting to fit a function
to noisy data. The constrained least squares method considered here searches
solution of the minimization problem

mein |Li(HO — 2)||> subject to ||La(6 — 0%)|]* < 2, (4.65)

where LlTLl = Wh, L2TL2 = W5, and ¢ > 0. The constraint defines an ellipsoid in
R™ centered around an initial (prior) guess for the solution, and is usually chosen
to damp out excessive oscillations of the fitting function. This can, for exampler,
be done if Lo is a discretized derivative operator. Another common selection is
Lo = I, that constrains the solution in a ball.

The Lagrangian of the problem is

L(0,X) = (HO — 2) "Wy (HO — z) + X ((0 — 0°) " Wa(0 — 0) — ?), (4.66)

where ) is the Lagrange multiplier associated with the constraint. By equating to
zero the gradient of L with respect to 6 we obtain a linear system of equations

(HTWH + A\W2)0 = HT' W, 2 + \Wa6*, (4.67)

with solution §(\) as a function of A that must satisfy the constrain. From the rest
of the KKT optimality conditions (see section 2.4) we have that if the constraint is
satisfied at the optimal, i.e. |Lo(0(A\) —6%)||)? —c? < 0, then it must be A = 0 and
the solution of (4.67) is then the generalized least squares estimator (4.33). When,
A > 0, then || L2(0()\) — 0,)]|)? — ¢® = 0, i.e. the solution of the problem occurs on
the boundary of the feasible set. A more thorough treatment of the problem can
be found in [69].

TIKHONOV REGULARIZATION

Often there is not exact knowledge for the value of the side constraint c¢. Then the
problem can be defined from (23], p. 306)

Orr(a) = argmin{ || Ly (HO - 2)||* +a®|| Lo (6 - 07||*} = argmin{érr(0, @)} (4.68)
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This is recognized to be the generalized Tikhonov regularization solution [197]. By
equating to zero the gradient of Erg(, &) with respect to § we obtain the linear
system of equations (4.67), where \ is now replaced with a?. The regularization
parameter controls the weight given to the side constraint (i.e. keeping ||Lo(6—60*||?
small) relative to the minimization of the weighted least squares index. Thus «

controls the believe on the constraint and the estimator f7 r(a) is a function of a.
The problem can be also written in the form

it = o[ (5 Yo- (i [} o

= axgmin{|L'(H'9 — )%} (4.70)

H’:(l;[), z':(ai), L’:(Lol agz). (4.71)

Then the LS solution for the modified observation model is
Orr(a) = (HTLTLH)Y'H'TLTL Y (4.72)
= (H'"W\H + *Wo) Y (HT W12 + o*W26%). (4.73)

where

Equivalently, a regularized solution for the least squares problem with k inequality
constraints will be

k k
Orr(on, oo, op) = (HTWH+ Y afW) " HH "Wz + Y afWib;)  (4.74)
i=1 i=1
The simplest form of regularization solution is given for W7 = I, W = I and
0* = 0, then the estimator becomes

0= (H"H + o) 'H” 2. (4.75)

The matrix HT H+a?1 is positive definite for every a? > 0 ([23], p. 306). This can
be seen from the singular value decomposition of H (e.g.[39], p. 58). Therefore,
the regularized solution requires no rank assumptions on H.

Regularization is used in several contexts. It must be must noted that the
quadratic norms used here is not the only case, see for example [23]. In an esti-
mation setting, the extra term penalizing large ||0|| can be interpreted as our prior
knowledge requires ||f|| not to be too large. In statistical literature, Tikhonov
regularization is also called ridge regression [69, 142], though there is also the
Bayesian interpretation [184, 108]. The constraint ||@]| to be small can also reflect
a modeling issue. It might, for example, be that s = H@ is only a good approxi-
mation of the true relationship s = h(#) between s,6. In order to have h(f) =~ z,
it must Hf ~ z, and also need 6 small to ensure h(f) ~ HO ([23], p. 306). Fur-
thermore, regularization is also used in the case, for example, that the matrix H is
square, and the goal is to solve the linear equations Hf = z. In cases where H is
poorly conditioned, or singular, regularization gives a compromise between solving
the equations and keeping 0 of reasonable size. Therefore, it have gained great
popularity for the study of inverse and ill-conditioned problems [108, 74, 73, 149].
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ROBUST LEAST-SQUARES

We consider an approximation problem with basic objective ||z — H6||?, but now
for the matrix H there is some degree of uncertainty or variation. For more general
settings see for example [23, 69, 65]. More specific we consider the statistical robust
least square criterion ([23], p. 318)

E{||z — H'0|*}, (4.76)

where the parameters 6 are still considered as non random. The only random term
is the matrix H’, which is assumed to be of the form H' = H + U, where H is a
deterministic part and U is a random matrix with zero mean that describes the
statistical variation. Then (4.76) becomes

E{(z—HO—-UO) (2~ HO—-UO)} = (2 — HO)" (2 — HO) + 0T E{UTU}0. (4.77)

Therefore the statistical robust approximation problem has the form of a regular-
ized least squares problem with solution (by setting P = E{UTU})

0, =(H"H+P)"'H” 2. (4.78)

If the observation matrix is subject to uncertainty, the vector H’'# will have more
variation the larger 6 is. This can be controlled with regularization ([23], p. 319).

SMOOTHING REGULARIZATION

The idea of regularization can be extended in several directions. A useful extension
is obtained when the regularization term is of the form ||D40||?, where Dy is
a discrete approximation of the d-th order derivative. Methods using difference
approximations can in general be called smoothness priors methods [122, 108]. In
this case, Lo is a banded matrix with full row rank. The most commonly used
matrices are the 1st and 2nd difference matrices

1 -1 0 --- 0 O 0
o 1 -1 --- 0 O 0
o A e (4.79)
0 O 0 1 -1 0
0 0 0 0o 1 -1
1 -2 1 0 0 0o 0 O
0o 1 -2 1 0 0 0 0
0 O 1 -2 0 0 0 0
Dy = |0t n o n L ERMTINL(A80)
0 0 0 0 -2 1 0 0
0 0 0 0 1 -2 1 0
0 0 0 0 0 1 -2 1

Then the problem becomes

mgin(HHQ—z\|2+a2||Dd9|\2), (4.81)
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which represents a trade-off between the measure of fit and the regularization
term. For example, || D20||? is an approximation of the mean-square curvature
of the parameter. Thus the parameter a? provides compromise between good fit
and smoothness ([23], p. 307). There are situations that the parametrization of
the problem does not give meaning to the smoothing problem (4.81). Instead,
prior knowledge about the smoothness of H6 is to be enforced directly. Then the
problem becomes

min(| HO — 2| + o | DyHO|), (4.82)

with the modified side constraint || Do H||? and with solution
0(c) = (H'H + o*H' DY D,H) Y HT 2. (4.83)
In the simplest case, when H = I, we have the model
z=s+w, (4.84)

which represents a deterministic signal buried in noise. The noise is simply as-
sumed to be unknown, small, and unlike the signal rapidly varying. The process
of recovering s from z is called signal reconstruction or denoising. Often the oper-
ation of recovering s is smoothing. A simple reconstruction can be performed by
using the quadratic smoothing penalty function ([23], p. 312)

M

| Dys||* = Z(Sz —si-1)” (4.85)

1=2

Which implies that the signal s is assumed slowly varying. The estimator of s is
given for different values of a? by

§=({I+a*DID)) 2 =Gx. (4.86)
The operator G is consider as a basic smoothing operator in this thesis.
4.2.4 Nonlinear least squares
Let us consider now the nonlinear additive noise observation model
z=h(0) + v, (4.87)

where h(0) = (h1(0),ha(0),...,har(0))T is a vector valued function of the pa-
rameters . The generalized non-linear least squares estimator with quadratic
inequality constraint for the parameters is the solution of the minimization of the
functional

EO) = |Li(h(B) = 2)|1* +a®|| L2(6 — 6%)]? (4.88)
= (2= h(0)"Wy(z — h(0)) + a2(0 — 0°)TWa(0 — 07).  (4.89)
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For a non-linear function h(f) the minimization has to be done iteratively, for
example with Gauss-Newton method. We consider here only the unconstrained
problem. The Gauss-Newton method (2.72) then becomes ([184], p. 247)

0 = 0"+ ai(J] W) NI W (2 — h(6))), (4.90)

where J; is the Jacobian matrix of h evaluated at 9% and the step size a; >
0 can, for example, be found with backtracking line search (2.49). In order to
be a descent procedure JTW.J must be positive definite. The Gauss-Newton
method is approximating the Hessian by J7 W.J, while the Levenberg-Marquardt
enhancement [132, 141] adds to the approximation a positive definite matrix, in
order to control ill conditioning. In the Levenberg-Marquardt algorithm, usually
the line search strategy is replaced with a trust region strategy (e.g. [21]).

4.3 Maximum likelihood estimation

The method of maximum likelihood constitutes a general way for deriving estima-
tors for an unknown parameter vector 6 ([169], p. 305). The method is due to
Fisher and considers the unknown 6 as non-random. Is is based upon a principle
stating that as soon as a realization of a random vector z is observed, then as an
estimate of 0 is chosen the value 0 M1 that maximizes for every 6 € O the likelihood
function (mazimum likelihood principle). If z has a probability density function
p:(2;0),0 € O, which is a parametric function of the parameters to be estimated,
then the likelihood function is defined as

L(0) = p(z;0), 6€0, (4.91)

that is the density evaluated at the observed value of z and considered as a function
of #. Thus, the maximum likelihood estimator is defined as

Onr = argrgleaé(p(z;H). (4.92)

Since many density functions contain an exponential function, it is often more
convenient to deal with the log likelihood. The ML estimator is then found from
the solution of the log likelihood equation

13}
5 Inp(z;0) =0, (4.93)

in the case that it is differentiable for § € ©. The maximum might be obtained
for an unique value ), or for many or it might not exist.
Let us now consider the observation model

2= h(0) +v, (4.94)

where the random vector v is considered zero mean with known density function
py- Thus from the model we have that the density of z is the same as that of v
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except of the mean, i.e E{z} = h(0) + E{v} = h(f). For the likelihood of the
observed z, given the model, we have

p(z;0) = p(h(0) + v;0) = p,(z — h(0);0) (4.95)

If we assume that the density of the random noise vector v is Gaussian then

p(:10) = ey S5 (2 — RO G = hE). (490)
and by taking logarithms
In p(z;0) = const — %(z — ) C (2 — 1)) (4.97)

Thus, because of the quadratic form of the density, maximization of the likelihood
is equivalent to the minimization of the functional

lur = (2 = h(0))C (2 = h(0)). (4.98)

This is identical to the generalized least squares index with the selection W = C!.
In the linear case the estimator is

Ovrr = (HTC'H) ' HT O 12, (4.99)

which is exactly the Gauss Markov estimator (4.60), i.e. a minimum variance
unbiased estimator for the non random parameters 6.

4.4 Bayesian estimation

The starting point in Bayesian estimation is the consideration of the unknown
parameters 6 as random ([108], p. 50). Then a joint density between parameters
and measurements is assumed p(z,6). Estimation is then based on the posterior
density p(0|z), which from the Bayes rule is given by

Py (0]2) = pze(;l?il;e(e)7 (4.100)

where the denominator is computed based on the law of total probability by inte-
grating the numerator over all the possible values of 6 ([108], p. 52)

p.(z) = /Oo P210(2]0)pe(0)dO. (4.101)

The density p(z|6) is recognized as the likelihood function defined earlier. The
prior distribution p(#) is assumed known. Although the interpretation of the pa-
rameters as random in many applications is rather technical, in Bayesian inference
the probability functions for the parameters can be interpreted as degrees of belief
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related to the values that the parameters can take, and they are the result of prior
knowledge or consideration [22, 184, 108].

Note that in Bayesian methodology, if inference is required for the random
parameters 6 with prior density p(6), it is considered that after observing z the
knowledge that we have about 6 has been naturally updated to the density p(0|z).
This is an old observation related to the meaning of inverse probability of Laplace
and Bayes study on the doctrine of chances. Estimates for 6 could then be searched
from the posterior density, which is a density for 6, with reduced uncertainty
because of the observations. In this thesis, we concentrate mainly to the Bayesian
cost methodology and discuss some useful properties of optimality of the derived
point estimators. However, a point estimator is not enough for a fully Bayesian
inference since the inference should be based on the whole posterior density [108].

4.4.1 Bayes cost method

In Bayesian estimation, the selection of point estimates can be done by defining a
cost function C(0, é), which assigns an unique real valued cost to each combination
of actual parameter value and estimate ([145], p. 182). The expected value of the
cost is called Bayes cost or Bayes risk function and is given by ([145], p. 183)

B(9) = E{C(6,6(2))} = /_ ~ /_ " 00,6()p(6, 2)d=d6 (4.102)
B /:)o (/‘” C(o’é(z))p(zw)dZ) p(0)d6 (4.103)

_ / - ( / - C(G,é(z))p(0|z)d0> p(2)d=. (4.104)

— 00 — 00

Since from the Bayesian assumption it holds for the joint density p(0,z) =
p(2]0)p(0) deriving (4.103), and p(0,z) = p(0|z)p(z) giving (4.104). According

to the Bayesian estimation criterion the optimal estimator fp is the one that
minimizes the Bayes cost for a given cost function, i.e.

B(0p) < B(6) (4.105)

for all 4. In general, the identification of the joint density is needed for deriving
Bayesian estimators.
The inner integral in (4.103) is the conditional expectation of the cost given 6.

B(6]6) = /_ (0, 6(2))p(210)dz = E{C(6, )0}, (4.106)

p. 183), which for non random

This is called the conditional Bayes cost ([145],
) defined in (4.5). For the Bayes

parameters is equal to the risk function R(6,
cost it holds

B(O) = / " B@IORO)8 = E{ECO,0)0}} = Bo(BOO)}).  (4107)

— 00
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Similarly the conditional cost given z is
B(f)z) = / C(60,0(2))p(0]2)d0 = B{C(0,0)]2}, (4.108)
and for the Bayes cost it holds
B(8) = BAB{C(0,0)|2}} = EAB(0]2)}. (4.109)

When this form is applied, the minimization of the Bayes cost is equivalent to
the minimization of the conditional cost given z since the outer integral does not
depend on 6 and p(z) is a non-negative integrable function with [ p(z)dz = 1.

4.4.2 Bayesian mean square estimation

In mean square error based estimation, the cost function is the squared norm of
the estimation error Cyrg(0,6) = (0 — 6)7(0 — ). Then the Bayes mean square
cost is defined as

Bus(@) = E{(0-6)T0-0)} (4.110)
= trace[E{(6 — 0)(6 — 0)T}] (4.111)
= trace[R;), (4.112)

and for the error correlation matrix it holds
Ry = E{(0-0)(©0-0"} (4.113)
= EAE{(0-0)(0-0)"|z}} (4.114)
= E.{E{067 — 00" — 00" + 407 |2}} (4.115)
= E.{E{667|2} — E{0]2}67 — 0E{0]2}7 + 667} (4.116)
= EA{Cop: +nopap). — E{62}67 —0E{0]z}" + 067} (4.117)
= EACo:+ (0 — o)) (0 —m2)"} ( )
= EACo:} + EA{(6 — 1012) (0 — mpj2)" - ( )
The Bayes cost can be written in the form

Bus(0) = E{Cs(0,0)} = E.{Bns(0]2)}, (4.120)

where Bjrg(0]z) is the conditional Bayes mean square cost ([184], p. 137)

Bus(6lz) = E{(6—0)"(0—0)z} (4.121)
= trace[Cyy. + (6 — 1p12) (6 — 162)"] (4.122)
= trace[Cp.] + |0 — 1) ||*- (4.123)

The first term in (4.123) does not depend on (z) and is positive. The second term,
also positive, can be made zero by choosing 6 = 7y|,. Therefore, the Bayesian
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minimum mean square estimator, that minimizes the conditional Bayes cost and
the Bayes cost is the function 7., is the conditional mean ([184], p. 137)

bars = / Op(0)2)d0 = E{6]2} = 1o, (4.124)

The result holds for all conditional densities p(6|z) and 6,5 is an uniquely defined
optimal estimator, which is also called conditional mean estimator ([145], p. 184).

Let 6 = A(2) be an arbitrary estimator of the random parameter vector 6, then
for the expected value of the estimation error it holds

E{(6 - 0)} = E{E{(6 - 0)|2}} = E{(B{0]z} — 0)} = E-{(s). — 0)}. (4.125)

Clearly, the Bayesian mean square estimator éMS = 19|, is unbiased and

E{éMS} = 19 oOr E{éMs} = 0. For the estimation error covariance of any es-
timator 6 it holds from (4.119) and (4.125)

C; = E{(6-0)06—0)}—E{(0—-0)}E{0—-6)"  (4126)
= EACo:} + EA(0 — =) (0 — )"} (4.127)
—E.{(ng)= — 0)}E-{(ng — 0)}" (4.128)
The unbiased conditional mean estimator has estimation error covariance
Cjye = E{L(O = 1912)(0 —1p-)"} = E-{Cp). }. (4.129)

Additionally, it holds

C3=Ciyys = EALO—n02) = E={(n9)2 = )} [(0—1p12) — E{ (9. — ) 1)} (4.130)

Thus, by considering the unknown parameters 6 as random and by searching an
estimator that has the smallest error covariance matrix, since the matrices in
(4.130) are positive semidefinite, then the optimal estimator is identical to the
Bayesian mean square estimator. So the Bayesian mean square estimator can be
defined either as the estimator that minimizes the conditional Bayes cost given z,
and therefore the Bayes cost, or as minimum error variance estimator for random
parameters ([145], p. 185, [184], p. 140).

The previous results can be applied to a generalized mean square cost function

Cans(0,0) = 6TW9, (4.131)

where W is a symmetric positive semidefinite weighting matrix. The conditional
Bayes cost for this cost function is then

Baus(0]z) = E{(6—0)TW (0 —0)|z} (4.132)
= E{(0"W0 —6TWH—6TWo + 06T Wo)|z} (4.133)
(0 = 1912)TW (0 — mgp2) + E{OTW 0|2} — ). Wg)... (4.134)
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This is minimized again by the conditional mean ([184], p. 137)

Oaus = 79|z - (4.135)
Note, that the mean square cost function can be written as

Chs(0,0)=0"0="Y_0"W0, (4.136)

Where W; is chosen such as only its (7, 4)-th diagonal element is nonzero and equal
to one. Thus the the conditional mean minimizes each squared error term 62
individually ([184], p. 138).

Another important property is the orthogonality principle. Let £ = £(z) any
function of the data z only. Then for the cross correlation of the estimation error
and £ we have

EA(0 - 0ns)€"Y = EAE{(0 - Oms)¢"|2}} (4.137)
= E{E{0 —0Ous|z}eTY} (4.138)
= E{(E{0]z} — E{Ous|z})¢"} (4.139)
= E.{(Oms — Ors)ET} ( )
= 0. ( )

This indicates that the error in the minimum mean square estimator is orthogonal
to any function of the data ([184], p. 139).

The Bayesian mean square estimator is theoretically very significant because
of its conceptual simplicity and generality. However, actual computation of the
Bayesian minimum mean square estimator is often very difficult. This is because
in practice we only know or assume the prior density py(6) and the conditional
density of the observations p.|¢(z|0) given the parameters (the likelihood). In order
to obtain the conditional mean estimator the posterior density is required, which
is obtained from Bayes rule. The computation of the conditional expectation then
requires still another integration. These integrals are usually impossible to be
evaluated analytically. Nevertheless, Monte-Carlo methods are often applied for
the calculation of the mean square estimator [112, 108].

4.4.3 Linear Bayesian mean square estimators

The conditional mean 7y, is in general a nonlinear function of z and to be de-
termined it requires the computation of the integral (4.124). However, there are
special cases that it has a specific form. In the case that is linear, then from (3.33)
the (linear) mean square Bayesian estimator is given by

Orars =16 + Co.C 1 (z — 1), (4.142)

with error covariance

= Cy — Cp.C7 Cp. (4.143)

OLms
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In a different way, we can restrict the search for optimal estimator for 6 in
the class of linear estimators of the form 6 = Kz by requiring that the optimal
estimator should minimize the Bayes cost B{#} = trace[Cj]. Then for the error
covariance it holds (for simplicity z and 6 are considered zero mean)

C; = B{O-0)(0-0)"} (

= E{(0-K2)(0 - K2)T} (4.145
Co—KC.p— Co. K" + KO, K™ (
= Cg+(K—CQZC;1)CZ(K—C%C;1)T—C’GZCZ_ICZQ. (

Only the second term on the right of the last equation depends on the matrix K,
thus the trace and each term of the diagonal of the error covariance matrix can be
minimized by choosing K = Cy,C; ! ( [184], p. 153).

Thus, we have two interpretations for the linear mean square estimator. It is
a minimum error variance (covariance) estimator for random parameters optimal
among other linear estimators and orthogonal to them. Additionally, it is overall
optimal under the same criteria for the densities p(#, z) that the conditional mean
79|~ is a linear function of z. Such an example is the Gaussian conditional density.
In fact, if z and 6 are jointly Gaussian distributed, then the conditional density of
6 given z is also Gaussian with the form (see section 3.7.2)

_ 1 1 T -1
pO\z(e) - (27r)"/2(det C¢9|z)1/2 eXp(_§(9 - 770|z) C@‘z(e - 776|z))7 (4148)
where
nol: = mo+ CoCo (2 —n2) (4.149)
Co. = Cp—CpC;'Crp. (4.150)

This again underlines the fact that for the Gaussian distribution linear process-
ing and knowledge of the first and second order statistical properties are usually
sufficient to obtain optimal results (see for example [184], p. 149).

In many practical estimation problems, it is difficult to determine the cross
covariance Cy,. Let us now constrain the observations to be a specific linear form
of the parameters, i.e.

z=HO+ v, (4.151)

where H is a deterministic observation matrix and 6, v are random vectors with
known means 7, 7, and covariances Cy, C,. Then, for the covariance matrix of
the measurements we have

C, = E{(z—nz)(z—nz)T} (4.152)
—  B{(HO+v)(HO +v)"} — (Hng +1.) (Hng +1.)"  (4.153)
= HCyH" + HCy, + CroH" + C,,. (4.154)
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For the cross covariance Cy, it holds

CGz

E{0(HO +v)"} — no(Hno +1.)" (4.155)
= CoHT + Cy,,. (4.156)

The mean square estimator with linear observation model then becomes

Orars =10 + (CoHT + Co)(HCoHT + HCyy + CogHT + C,) " (2 — Hng — 1),
(4.157)

with error covariance

=Cyh— (CGHT + C@U)(HCQHT + HCy,, + CUQHT + Cv)_l(HCQ + Cvg).

(4.158)
A special case of interest is when 6 and v are uncorrelated, i.e. Cy, = 0. Then
the previous equations become

OLms

C. = HCyH" + C., Co. = CoHT, C.o = HCy. (4.159)

And the estimator is
brars = o+ CoHT(HCoHT +Cy)~ (= = Hug =), (4.160)
5,0s = Co—CoH"(HCoH" 4 C,) " HC. (4.161)

Yet another useful form is obtained by applying the matrix inversion lemma (3.89-
3.91). First we have

Cii = (Cg— CoHT(HCoHT + C,) "' HCy) ' = C;t + HT Cy0 H, (4.162)
6

Co = (HCyH" +C, — HCyCy 'CoHT )™t = C " (4.163)
Thus it is
Cop— CoHT(HCoHT + C,)'HCy = (C; ' + HY O H) L. (4.164)

Also we have
—C1CoHY (HCyHT + C,) ™t = —C; ' CoH  Coy = —HT C (4.165)
thus
CoH"(HCoH" +C,) ' = (C; '+ HY C;tH)*HT C L. (4.166)
For the estimator we have

Ovs = CoHT(HCoHT +C,) 7Y (z — 1)
+ CoCylng — CoHT (HCoH™ + C,) " HCyCy 'y

yielding finally (see for example [184], p. 155)

s = (Cp'+ HTCJVH) H(HTC M (= = n0) + Cy 'ng) - (4.167)
(C,t+HT O H) L (4.168)

OLms
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This form can now be compared with the fully deterministic case of Tikhonov
regularization (4.73) , and gives a Bayesian justification for the method. Further-
more, it shows how the constraints should be chosen (if we assume randomness),
so that the variance of the estimation error is minimized. If we compare with the
Gauss-Markov estimator (4.60) (optimal estimator for deterministic parameters),
we can see that the prior density (first and second order statistics) serves as a base
for optimal regularization. The absolutely unbiased optimal estimator (GM) is
obtained by letting Cy ! = 0, which is more convenient than assuming an infinite
covariance matrix. This corresponds to the case that no prior information about
0 is available ([184], p. 157).
Let us now consider the linear model

z=s+w. (4.169)
Then, the Bayesian LMS estimator for s is (4.160)
dprs = s + Co(Cs + C) Mz — 15 — 1) (4.170)
If we assume that s = H6 then n, = Hny, Cs = HCyH”, and substitution gives
$oms = Hlpys. (4.171)

4.4.4 Maximum a posteriori estimation

The maximum a posteriori estimator is defined through another cost function,
namely the uniform cost function ([145], p. 188)

0 if |0k <e, forevery k

1 otherwise ’ (4.172)

Cro(6.02) = {

where € is a small constant. Thus, this cost function assigns zero cost if all the
components of the n-dimensional estimation error vector 6 are small, and unit
penalty if any of the components is larger than €; and this for every 6 and mea-
surement vector z. If we denote with I = (—€,€) x ... X (—¢,€) C O the zero cost
region, I the unit cost (penalty) region, i.e. the complement of I, then the Bayes
conditional cost given z associated with the uniform cost function is

Bue(dlz) = /@ Cuc(6,0)p(60]2)do (4173)

[ 1-p(0]2)do (4.174)

oel

=1 —/éejp(ez)de (4.175)

é1+5 én-‘re
= 1—/ / p(01,....002)d0; ... dB,. (4.176)
0 (2
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Based on the mean value theorem for integrals, for the continuous function p(6)|z)
there is a value 0, such as 0 — € < 0 < 0y + € for every k, for which it holds

. . O14¢ On+e
Byc(0]z) = 1—p(9|z)/é /9 1 db,...do, (4.177)
. n O +e
= 1—p(9|Z)H/ 1 doy (4.178)
k=1 ék—e
= 1—p(6]2)(2e)" (4.179)
~ 1—p(0]2)(2e)" (4.180)

So for small enough e, it is 0 ~ é, and the above conditional Bayes cost can be
minimized by maximizing the posterior density p(f|z). Thus, the optimal estimator
Oy e related to the uniform cost function is defined as ([145], p. 189)

p(0uclz) > p(d]z), V. (4.181)

So since fy7¢ maximizes the density function p(0]z), i.e. is the mode of the density,
Oy ¢ is also called the conditionzil mode estimator, or more commonly the maximum
a posteriori (MAP) estimator 0y 4p [145], and directly

Orap = argrgneaécp(ﬂz). (4.182)

In order to obtain the MAP estimator the posterior density is required and is
obtained from the Bayes’ formula
=16 (2(0)po(0)
where the denominator p,(z) does not depend on the parameter vector 6, and
merely normalizes the posterior density py.(6|z) [108]. Hence, in order to obtain
the MAP estimator of 8 it suffices to find the value that maximizes the numerator,
which is the joint density

Po,2(0,2) = p219(20)po(0). (4.184)

Like in the maximum likelihood method, the MAP estimator can usually be found
by considering the logarithm. This now has the form

Inp(0,z) = Inp(z]6) + lnp(6). (4.185)

By comparing with the respective log-likelihood equation we see that the MAP
equation contains an additional term lnp(#) that takes into account prior infor-
mation about the parameters 6. The solution is then regularized by that term. It
can be shown, that if the prior density of 6 is uniform for parameter values which
include the ML estimator, then the MAP and ML estimators become the same.
In other words, if we have no a priori knowledge concerning 6 other than it is in a
given region, then the ML and MAP estimates are equal ([145], p. 191). Clearly,
Oprap = Ours if the mode of the density p(f|z) equals the mean ny.. This is the
case that p(0|z) is symmetric and unimodal, like in the Gaussian case.



CHAPTER V

Recursive Estimation and Kalman filtering

In this chapter, recursive mean square estimation methods are discussed. This
involves state-space modeling and Kalman filters and smoothers for state estima-
tion. The related concepts are approached through Bayesian estimation theory
and much less through adaptive Wiener filtering theory. Main references include
[145, 184, 185, 108] see also [7, 75, 71, 161, 160, 25].

5.1 Basic concepts and definitions

Consider that we observe T realizations of a random vector, for which we assume
the additive noise models

Zt :Ht9t+vt7 t:17...,T7 (51)

where H; are known matrices. If we assume that the random parameters 6, and
the noise vectors v; are uncorrelated for every ¢, estimates can be obtained by the
optimal linear mean square estimator as (4.167)

0, = (HIC, H, + Co ) MHICL 2+ Cytme,), t=1,...,T, (5.2)

where we have assumed that v; are zero mean for every ¢. Thus, the identification
of the first and second order properties of the prior densities p(6;) are needed. If
all the involved densities are Gaussian, then the estimator is overall optimal, not
only among linear estimators, and is also the MAP estimator. For the parameters
0; we can also assume a common prior density p(6;) = p(f) for every ¢. Then
estimates for the T realizations of the random vector 6 can be obtained by

0, = (H C, Hy + Cy ) HHT C e + Cylmg), t=1,...,T, (5.3)
Estimates for s; = H;0; are obtained in both cases as
§,=Hb,, t=1,...,T. (5.4)
We can consider also the model

Zt:Ht0+Ut, tzl,...,T, (55)

76
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i.e. all the measurements are about the same parameter #. The parameter can
still be considered random. We can then form the model (or the posterior if we
consider Gaussianity)

z=HO+ v, (5.6)
where z = (2{,...,25)T are the measurements, v = (v{,...,v5)T is the noise
and H = (HE,...,HE)T is the observation model. If we also assume that the

noise vectors v; are mutually independent, then the estimator becomes

0 = (HTC;'H 4+ CyY) Y HTC 2 4 Cylgg) (5.7)
T T

= O _H/C,'H +Cy ) (O HCLl i+ Cy hg). (5.8)
t=1 t=1

Note, that the prior information becomes negligible when T grows, see also for
example ([184], p. 203). If now we drop the prior the estimator reduces to the
Gauss-Markov estimator (or maximum likelihood for Gaussian noise vectors). If
we also consider H; = I and C,, = C for every ¢, i.e. the noise vectors are
independent identically distributed, then the estimator is the conventional average
of the measurements § = § = % Zthl Zt.

In the following we are interested in the first case (5.1), where the distribution of
the parameters has different characteristics in every realization, and especially for
the situation that the parameters #; have time correlations. Then the order of the
measurements is important and {z;},{6;} can be considered as vector stochastic
processes. Estimates for the parameters can be obtained recursively in terms of
Kalman filtering [110, 111].

5.2 State-space modeling
5.2.1 State-space observation model

Consider that the time-varying parameters 6, are indeed time instances of a vector
valued stochastic process {6;}. The simplest non-stationary process that can serve
as a model is the first order Markov process. Consider a process that satisfies the
recursion

0r = [e(Or—1,wr), (5.9)

where f; is a time-varying vector valued function of ;_; and w;. The noise process
w; is a sequence of independent random vectors with time-varying distributions.
The vector 0; is determined in terms of 6;_; and w; only, hence it is conditionally
independent of 6, for kK <t — 1, so the process is Markov having the memoryless
property

p(@t\ﬂt_l,ﬂt_g,...,ﬂo) :p(@t\ﬁt_l). (510)

Where we considered a random starting point 6y independent of w, for every t.
From the independence of {w;} and the model we have that 6;,_; depends on all
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the past of the noise process, i.e. wg for k =1,...,t —2,t— 1, and is independent
of wy, for k = t. For example, for the function f;(6;—1,w:) = 0;—1 + wy we have

0 =0, 1+w=...=0pg+wi +ws+...+ws. (5.11)

Thus, the sum of independent random vectors or variables is a Markov sequence.
This process is called random walk and is non-stationary. Also, if w; are zero mean
and a sample path is given up to 6;_1, then from equations (5.10) and (5.11) it
holds

E{(gt'et—l, Or_o,..., 90} = E{et_l + wt\et_l} =0;_. (5.12)

In general, a random sequence with the previous property is called martingale [59].

Consider now a random process {z;} that relates to the process (5.11) through
the relation z; = 0; + v;, where v; is a sequence of independent random vectors
independent of w; and not necessarily identically distributed. We observe that the
process z; is not Markov, since

zp =0 +v =0;1 twp + v =2p1 — Vi1 + v+ wy, (5.13)

and the vector & = —wv;_1 + vy + wy depends on &_1, because they have the
common term v;_1. After these observations we can now generalize.

A random process {z;} is observed and is assumed to relate to another process
{6:} through the model

9t = ft(ﬁt_l, wt) (514)
Zt = ht(Gt,Ut) (515)
for every t = 1,2, .... Equation (5.14) defines the state or time evolution for a not

directly observed Markov process {6;} and (5.15) the observation equation that
relates the hidden process to the measurements. This an example of a state-space
observation model ([108], p. 119). The assumptions of the model are summarized
as follows

e the functions f;, h; are well defined known vector valued functions for all ¢,

e {w;} is a sequence of independent random vectors with different distributions
and defines the state noise process,

{v:} is also a white random vector process that represents observation noise,

the random vectors w; and v; are mutually independent for every t,

the distributions of wy, v are known (or preselected),

there is an initial vector 6y with known distribution independent of w; and
v for every t.

Obviously, the simplest state evolution is given by the random walk model. The
observation model can be linear or non-linear depending on the application. Fi-
nally, the estimation problem related to the state-space model is to make inference
about {6;} by observing {z:}.
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5.2.2 The evolution observation pair

The previous estimation problem can be described in a different way. Let {z}
be an observable sequence of data that contain information about an unobserved
physical mechanism or system that has a stochastic behavior. For the description
of the system a vector of parameters 6y, i.e. the process of parameters of interest, is
selected that naturally depends on the measurements. With natural dependency of
parameters and measurements we only assume that the likelihood densities p(z:|6;)
have meaning. The processes {0}, {z:} form a (first order) evolution observation
pair if the following properties hold ([108], p. 118)

e the hidden state evolution process {6;} has the memoryless property
P(0¢]0r—1,0:—1,...,00) = p(04]0:—1) (5.16)
for some random starting point 6y and some evolution up to t,

e the observed process {z;} has the memoryless property with respect to the
history of {6;}, that is

P(Zt|9t79t—17-~-790) :p(zt|9t)> (5-17)

e the parameter process {6, } depends on the past only through its own history,
that is
p(0]0t—1, 201,202, 21) = p(0¢|0;—1)- (5.18)

Notice, that as soon as a state-space model is defined for an evolution observation
pair, then the assumptions of the model come in parallel with the above definitions.

Let {0k}, {2z}, k =1,...,t a path of the evolution observation pair. Then we
can regroup the join density

p(zt,Qt,...,zl,Ql) (519)
t

= p(z1,01) HP(ZIW Or|zk—1,0k—1,-.,21,01)(5.20)
k=2

p(2ty ...y 21,08, ...,01)

Where we applied the chain rule for conditioning over the pairs {z,0;}. For the
conditional densities by applying (3.13) we have

p(zk, Okl 2k—1, Ok—1, - - -, 21,01) = p(2k|Ok, Ok—1,...,01,2Kk—1,...,21)
p(Ok|Ok—1,--,01,2K-1,-..,21)
= p(2k|0k)p(0k|0k—1)
= p(2x|0k, Ok—1)p(Ok|0k—1, 26—1)
= p(zk,Oklze—1,0k-1).

Where we applied (3.13) again. Equation (5.22) holds because of (5.16-5.18). Also
from (5.15) and from the mutual independence of vy, if 6 is given then z; is
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conditionally independent of the previous observations. From the last equation we
have that the stochastic process defined by the pairs {z;, 6;} have the memoryless
property. Also by using equations (5.22), (5.20) and (5.17) it holds

P(2t:0t5 -5 21,01,00) = p(z:]00)p(0:]0:—1) - .. p(21161)p(61100)p(00) (5.25)

= p(0o) [T p(z116:)p(6x10k1)- (5.26)
k=1

Thus, for the evolution observation pair to be completely specified we need the
probability density of the initial state p(6p), the transition conditional densities
p(6:]0:—1) and the likelihood functions p(z|6;), for all ¢t = 1,2,... ([108], p. 119).

5.2.3 Bayesian formulation and related estimation problems

Let {0:}, {z:} be an evolution observation pair, then the following problems are
under concideration

e prediction, i.e. the determination of the predictive conditional densities

p(0¢|21, 22, . .., z.—1) or more general p(¢|z1,...,2—p) for p > 1 (p-step),

e filtering, i.e. the determination of p(6;|z1, ..., 2¢),

e fixed lag smoothing, i.e. the determination of p(6;|z1,...,214p) for p > 1
(p'lag)a

e fixed interval smoothing, i.e when a measurement sequence is obtained for
t=1,...,T the determination of the conditional densities p(6¢|z1, ..., 27).

Based on these conditional or posterior densities, estimators can be defined in a
Bayesian framework. It can be noticed, that all the above mentioned problems are
computationally related to the one step prediction problem as an intermediate step.
In general, prediction problems are important for estimating future evolutions
based on current information, thus forecasting. Filtering or (p-lag) smoothing
can be used, for example, in situations that on-line processing is important as in
optimal control problems. However, they can be used for batch processing as well,
but the fixed interval smoothing usually yields smaller estimation errors.

FILTERING AND PREDICTION DISTRIBUTIONS

Let us now consider the posterior density for 6, given past and present measure-
ments up to time instant ¢. Based on that conditional density, Bayesian MAP
or conditional mean estimators can be defined. If we denote Z; = {21, 29,...,2:}
the compound measurements up to ¢, we have for the posterior in terms of the
likelihood and the prior density of 6; that

p(Z:|0:)p(0:) _

2(Z0) (5.27)

p(9t|21, 22y .. 7Zt) = P(9t|Zt) =
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For the likelihood by applying (3.13) we have

p(Zi)0:) = p(z1, Ze-110:) = p(2e|Zi-1,00)p(Z1-1101) (5.28)
p(2¢100)p(Z1-1104), (5.29)

since if 6, is given then z; is conditionally independent to its past. Furthermore,
(5.27) becomes [77]

p(2¢)04)p(Zi—1104)p(0:)

p(0:|Z:) = oo Zs ) (5.30)
~ p(2e|00)p(0¢)| Zs—1)p(Zs 1)

T el Zen(Ze) (5:31)

D(2¢|04)p(0¢| Zp 1) (5.32)

p(zt|Zt71) ’

where we applied again the Bayes rule. Thus, the posterior density is proportional
to the product of the likelihood function p(z;|0;) based on current information for
the parameters and a compound prediction-prior density, which contains informa-
tion from the state evolution process and past measurements since

p(04|Zi—1) = /p(et,et—ﬂzt—l)det—l = /p(etlat—l)p(et—l‘Zt—l)det—l- (5.33)

The last equation provides the base for the different estimation problems. Equa-
tions (5.32), (5.33), see also (5.26), suggest a recursive estimation procedure for
the determination of the density. For the denominator of (5.32) we can write

p(zelZees) = / Pz, 00| Zo—1)d6, = / p(2el60)p(6:| Zo—1 )b, (5.34)

which is the the integral of the nominator, i.e. a normalization constant, and it
holds

B S p(2¢10)p(04]01—1)p(O—1|Z¢—1)db;—1
P2 = ffP(Zt\Qt)pwt\at—l)p(et—l|Zt—1)d9td9t—1 (5.35)

o< p(2e0)p(0e| Zi-1). (5.36)
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SMOOTHING DISTRIBUTION

Let us now consider the smoothing problem p(6;|Zr). For this posterior we have

p(0:]Zr) = /p(eta9t+1|ZT)d9t+l (5.37)
_ / (0410011, Z2)p(Brs1 | Z0)dBrss (5.38)
— / (0410111, Z)p(Oy41| Z 1) dBy i1 (5.39)
i P
= p(6:]Z) / (0t+;|(99tt)+1(02)1|ZT)d0t+1 (5.42)

Equation (5.39) is due to (3.121) and (5.18), and denotes a backward treatment
for the process. The last form suggests again a recursive estimation procedure for
the determination of the conditional density [10]. It is thus possible to compute
the filtering and prediction distributions in a forward (filtering) recursion, i.e cal-
culating p(6;|Z;) and p(0¢11|Z;) from (5.32), (5.33), and then execute a backward
recursion with each smoothed distribution p(6;|Zr) relying upon the quantities
calculated in the forward run and the previous (in reverse time) smoothed distri-
butions p(6;1|Z1). This property enables the formulation of the forward-backward
method for the smoothing problem [174, 7], which gives the smoother estimates
as corrections of the filter estimates.

Let us now write the joint density p(6y,0:11|Zr) in a different form, i.e.

p(ZT|9t7 9t+1)p(9t7 9t+1)

p(6t, 0e411Z7)= 2(Zr) (5.43)
D(Zt, 2441y -+ 27|08, Orp1)D(Or 41, 0r)
= 5.44
p(Zr) (5.44)
- p(Zi|zegrs - 21, 00, 0000)D(2011, - - 27|08, 011 )D(O1 41, 01)
_ (5.45)
p(Zr)
_ p(Zi|0)p(ze g1 - - -5 27|0011)P(Or1110:) ()
_ (5.46)
p(Zt+1a"'aZT|Zt)p( )
:p(9t|Zt)p(Zt+1> ooy 27|0041)p(0r4116:) . (5.47)
p(zt+1, cee ,ZT|Zt)

This form will be used for the derivation of the forward backward smoother as
n [174]. Furthermore, by applying twice the Bayes rule we have from the last



5.3 Recursive mean square estimation 83

expression

p(0:|Zr) = /p(eta9t+1|ZT)d9t+l (5.48)

Ori1|zea1, .00, 2 0:|0
p(9t|Zt)/p( t+1\ t+1 p(g )T)p( t| t+1)d9t+1’ (5.49)
t

where p(0;) = m(6;) is an artificial prior distribution for 6;. This form suggests
a two-filter smoothing procedure, such that the first filter recurs in the forward
direction computing p(6¢|Z;) and the second filter recurs in the backward direction
computing p(0¢|zt, . . ., z1) (backward information filter). The smoothing distribu-
tion is then computed as an optimal combination of the two independent filters
61, 144, 122, 71).

Finally, we have from (5.26)

R

p(01,21,...,07, 21)

p(91,...,0T\z1,...,zT) = p(ZT) (550)
T T-1
[ p(zl00)160) T p(8:l6:-1)ér(6r), (5.51)

where £1(01) = p(61) = p(61|60) = p(00|01)p(61), and &r(07) = p(Or|fr-1) =
p(0r—1|07)p(07)/p(67—1). This reflects the fact that there is not enough prior
information from the model about the distribution of 67 [61], since no information
obtained after the end of the measurements is used for the terminal state. This
can also be understood by considering initialization for the backward recursions
for both the previous discussed cases. However, it must be noted that this is of
small practical interest when long measurements are available, since estimates for
initialization can be obtained by backward and forward filtering.

5.3 Recursive mean square estimation
5.3.1 The linear Gaussian case

Let us consider the case of the linear state-space model, i.e.

Gt = Ftet—l + Gtwt, (552)
zZt = Htﬁt + Vt, (553)

where H;, F; and G; are assumed to be known matrices. Without loss of gen-
erality, we can assume that the noise processes are zero mean. For determining
the posterior (5.32) we need an error distribution to define the likelihood p(z:|6:)
and a recursive procedure to define (5.33). Since the MAP estimator takes the
same form with the linear conditional mean estimator for Gaussian densities we
are going to derive it based on the Gaussianity assumption.
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A Gaussian density for y and Gaussian densities for w; directly give from the
state evolution that 6, are Gaussian distributed for every ¢ as linear combinations
of Gaussian vectors. Thus it is

0: ~ N(Fyng,_,. FiCy,_,F|" + G,C.,G}) (5.54)

and 6y ~ N(ng,,Co,). Additionally for the conditional density of 6; given 6;_; it
holds
001 ~ N(F0;—1,G:C., GT). (5.55)

Also vy is assumed Gaussian, thus leading to a Gaussian likelihood model, and the
covariances C,,, C,, are assumed known.

5.3.2 Kalman filter
We search for the value that maximizes the density

p(24]04)p(04] Z1—1)
p(ze|Zi—1)

p(0:Zt) = (5.56)

Thus, we search for the estimator
0 = E{0|Z,}, (5.57)

based on the linear model and the Gaussian assumptions. For Gaussian densities
we only need to derive the means and covariances. For the mean and covariance
of the density p(z¢|6;) we have

Nelo, = E{z)0:} = E{H:0; + v4|0;} = H:0; (5.58)
C.oo. = E{(Hib: +vr —n2,00,) (Hibp + vp —12,00,) 7 [0:} = o, (5.59)

Thus, the Gaussian density p(z¢|0;), or the likelihood function, is the density of v;
and is of the form

1
p(2¢]0:) x exp (—Q(zt — Htet)Tc;l(zt — Hth)) ) (5.60)

For the density p(0:|Z;_1) we have

Nouzey = BE{F0i-1+ Guwor|Zio1} (5.61)
= Ffi1 =0y 1, (5.62)
Cozoy = E{O—no,z,_) 00 —0,12,_,) |1 Z1-1} (5.63)
= EBE{(0; — Fib;—1)(0; — Fi6;_1)"|Zi_1} = Cj (5.64)

tit—1’

where ét|t71 is the estimate (or prediction) for the state 6; given the past obser-
vations Z;_1, and Cém,l is the error covariance of the prediction. The density

p(04|Z;—1) is then of the form

1 - _ -
P(0i| Zi—1) ox exp <2(9t —0ue)"Cy (60— 0t|t_1)> : (5.65)
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Thus, the posterior has the Gaussian form

1 1 .
p(0:]Z1) oc exp | =5 [ze — Ht9t||é—1 — 50— 9t|t—1||?;51 : (5.66)
2 vt 2 Ot1e—1
In order to obtain the MAP estimator first the logarithm of the posterior is con-
sidered. By setting to zero the gradient of the log posterior with respect to 6; we

have . o
HEC;l(Zt — Htet) — Cil (Qt — 9t|t71) = 07 (567)

ét\t—l
which gives the form (e.g. [145], p. 247)

6, = (HIC,'H, + Gyl )THHICT w + Cé—ﬂltiléﬂt,l). (5.68)

1
This has exactly the same form as the Bayesian mean square estimator (4.167),
or the MAP estimator for Gaussian variables. Prior information is used in the
estimator sequentially in terms of the prediction prior density (5.65). Another
formulation of the estimator as in (4.160), by applying the matrix inversion lemma,
is given by

00 = Oye—r + Ki(ze — Hibyjr—1) (5.69)
= Fiby1 + Ki(2 — HF0;,_1), (5.70)

where the matrix K is called Kalman Gain matrix given by (e.g. [145], p. 247)
Ky =Cy,, H{f (H:Cj  H{ +Cy,)"". (5.71)

Thus, the estimate at time t is obtained by correcting the prediction Ftét,l,
based on the state model and past observations, with the one step prediction
error z; — HtFtét_l, or innovation vector, that represents the new information in
the observed data z; (e.g. [75] chapter 7). The estimation error can be written as

0, = 0,—0, (5.72)
= 0 — Oy — Ki(2 — Hibyer) (5.73)
= 0 — Oy — Ko (H0y + v — Hibypy 1) (5.74)
= Oye1 — Ke(Hibyp—1 + ;) (5.75)
= (I - KH)0y—1 — Koy, (5.76)
and has covariance
Cj, = (I—-KH)C5 (I KiHy)" + K Co K[ (5.77)
= (I-KH)C, |, 5.78)

where we could have also used directly equations (4.161) or (4.168). Thus, the
following expression is equivalent

Cy, = (Cé_,,i_l +H{C, Hy) 7 (5.79)
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In order to be complete, the Kalman filter algorithm requirs the recursive
computation of the error covariance Cém_l' For the prediction error it holds

§t|t—1 = Gt — ét\t—l = Ftﬂt_l + Gtwt - Ftét—l == Ftét—l + Gtwt (580)
Thus, C§t|t—1 can be written as

= E{(Ftét_l + Gtwt)(Ftét_l + Gtwt)T} (581)
= KRG Fl'+GC,,GF, (5.82)

O41t—1

since, 0;_1 and w; are uncorrelated. Thus, we have a recursive formula to update
the prediction error covariance and the derivation of Kalman filter is now complete.
It can take at least two different forms depending of the formulation for the mean
square estimator. We can summarize one of them as

By = FC;, K +GiC,,GY (5.83)
K: = G, H{(H:Cj  H +Cp)™" (5.84)
0 = Fi0;_1 + Ki(z — HFi0,_1) (5.85)
C;, = (-KH)C;,, . (5.86)

In order to initialize the algorithm, prior knowledge for by = E{6y} and Cs, = Co,
is required.

If the state-space model contains known (input or control) deterministic vectors
Tt, Yt, so that it becomes

Gt = Ftet_l + Gtwt —+ (587)
Zt = Htat + V¢ + Yt (588)

the recursive mean square estimator for the state becomes
ét = Ftét—l + x4 + Kt(Zt — HtFtét—l — Htxt — yt) (589)

The covariance and gain equations remain the same ([145], p. 249). The same
form is obtained for the case that w; and v; have non-zero means. Their time
varying means can, for example, be treated as known inputs. See also equation
(4.160) for the general form of the mean square estimator.

Finally, consider a different state-space model, where state and observation
noise are correlated. Thus there are extra known matrices for the cross correlations
Cu,vi1 = C¢ # 0. The rest of the previous assumptions remain the same. We can
transform this model to the case that Kalman filter can be used ([145], p. 250).
We rewrite the state equation by adding a zero valued term, i.e.

0, = F0,_1+ G + At(zt—l — H; 101 — Ut—l) (590)
(Fy — AyHy_1)0—1 + (Guwy — Ayvp_1) + Az (5.91)
= F/6i_1+w, + (5.92)
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We also have that
ngyvt—l = E{(Gtwt — Atvt—l),UtT_l} = FtCt — AtC’Ut_l. (593)

Thus, with the selection A; = F,C,C, ! ,» the cross correlation in (5.93) becomes
zero and the modified state space model has the necessary properties and Kalman
filter can be applied. Different transformations of an original state-space model
can be applied in order to bring the problem in the standard form for Kalman
filtering, for example, for the fixed-lag smoothing problem as well as for higher

order Markov models [108].

5.3.3 Fixed interval smoother

Similar to the filtering problem we search for the value that maximizes the density

p(et‘ZT) :p(9t|zlvz27"'7zT)a (594)
where Zp = {21, 22, ..., 27} is a given measurement path. Thus, we search for the
estimator (smoother)

0; = E{6:|Zr}, (5.95)

based on the linear state-space model and the Gaussian assumptions. From (5.47)
we have for the joint density p(6¢, 0:41|Z7)

PO, 0111Z7) o< p(0¢| Ze)p(2e41, - - - s 27|00 41)P(Or1110:)- (5.96)

Since first a forward filter recursion is considered, the densities p(6|Z;) are esti-
mated to be Gaussian with means and variances

Moz, = Or, (5.97)
Coz, = G, (5.98)
For the Gaussian evolution density p(f:41]6:) we have from the model
Noraloe = Firabr, (5.99)
C91,+1|9t, = Gt+1th+1 G$+1~ (5100)

Lets us denote éf the (smooth) estimator or the value of #; that maximizes the
required density p(6¢|Zr). Then 67, 67, are the values that maximize the joint
density p(0y,0:4+1|Z7). We search for the maximum with respect to 6y, 0;41 of

GT

log p(6y, 0141|Z7) x _||0t+1_Ft+19tH?GHIC T,

" o1 =16 =0: 12— +C, (5.101)
0t

where C represents terms arising from p(z¢41, ..., Zr|0i+1) that do not depend

on #;. Now, since we try to define the backward sequential procedure, the esti-

mator 02 1 = argmax p(fy41|Zr) is considered to be already obtained. It follows

immediately that 67 is the one that minimizes the expression

=051 — Fi4100)" (Gi1Cuy, GLt) 7 (0701 — Friabr) + (6, — ét)Tngl(et —6,).
(5.102)
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By considering the gradient with respect to 6, and equating to zero and then
applying the matrix inversion lemma the optimal estimator for the smoothing
problem can be written in the original form in a backward recursion [174]

0; = 0,4+ A0, — Fiy16y) (5.103)
= O+ A0y, — Orrpe), (5.104)

where
Ay = cgtFtﬂlcam (5.105)

fort =T —1,T —2,...,1, which relates the smoothing estimates with the stored
filter and predictive distributions as it was indicated from (5.42). For the initial-
ization of the backward steps the filter estimate éT is used, i.e. AT = éT. For
the error covariances, similar recursive procedure can be derived by examining the
estimation error 6 of the smoothed estimates. This results in the recursion [174]

Co; = Cy, + AlCyy = Cj,,, VAT, (5.106)

which completes the solution of the fixed-interval smoothing problem. The com-
putation is initiated by specifying C’~;} for example based on Cj_.

A NON-RECURSIVE FORMULATION

In order to obtain a non-recursive formulation for the smoother, we consider the
posterior p(f1, ..., 07| Zr) and equation (5.51). Based on the Gaussianity assump-
tions and the model the smoothing estimator can be obtained by minimizing the
functional (after considering the logarithm)

T T
Or, . 07) = D e = HiblZo + D110 = Fibeallgon + 1161 — Fumg, |17
t=1 t=2 @1

(5.107)
Where for simplified notation we considered G; = I or w}*¥ = Giw;. Also from
(5.54) we considered a gaussian density for 6y and C,; = FiCy F{ + C,,,. The
smoothing algorithm that we presented is a recursive estimation procedure for
the above problem and the connections are also discussed in the original work
[174]. Additionally, we can write the above problem in a more suggestive form as
a constrained least square problem

T
: _ 2
o, 00 ; |2 Htet”c;} (5.108)

subject to the constraints or prior information given by the state evolution model
and the initial Gaussian density. In order to find an alternative, non-recursive
solution, for the problem, we first write the augmented observation model for all
the measurements, that is
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21 H,y 01 U1
Z2 H, 62 U2
= . . + . . (5.109)
27 Hyp Or vT
—_——— —_—— ——
z H 0 v

The Gauss-Markov estimator or the ML estimator for the augmented model z =
HO + v minimizes (5.108) and is given by (4.99), where C,, is a block diagonal
matrix with elements C,,. In the spirit of equations (4.69)-(4.73) we form a new
model, that takes into account the constraints (see the state-space model), as

0 -1 wy

21 H; 0 U1

0 Py —I 01 wa

zZ9 HQ 2 U2
= . + Pl

Or_
271 Hr_4 :g ! vr_1

0 FT —1 T wr

T Hr vr
(5.110)

where for simplicity we considered 79, = 0. The smoothing estimates are obtained
as ML estimates for the model H’ and the extended measurement vector z’ from

0° = (HTC H) T TH'T O, (5.111)
where

F1C90F1T + Cwl
Cy,

Cy = , . (5.112)

By making the rearrangement

0
H:(Ig) Oﬁ(a’ % ) s (5.113)
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where
—I
B -1 Co,
L= Iy -1 , Cy= . (5.114)
. - ..
Fr -1
and C,, equivalently, we obtain a Bayesian MS estimator
0° = (HTC'H + LTc; L) *HT O Lz, (5.115)

In this form, it can be perhaps easier seen that the prior information in the
estimation procedure is related to a smoothing density N(0,(LTC;1L)~!) that
relates to the state evolution model. Note, that in the state space model L, C,,, C,,
are assumed known and exactly of the form (5.114). However, this form for the
smoothing estimator is not so useful for practical applications with long mea-
surements. Actually, block Gaussian elimination (an operation that turns out to
be equivalent to the Kalman filter forward algorithm), followed by block back
substitution (equivalent to the backward smoothing operation) provides a compu-
tationally optimal solution for problem, i.e. the smoothing algorithm described
earlier [216]. Another issue that can be observed from this formulation is that
the initial condition constraint is not necessary for the problem to have solution.
We can assume no prior information, and thus remove the first blocks from the
matrices L and C,.

If we now assume that C,, = 021 for every t, i.e. time invariant and diagonal,
then the estimator becomes

0°=(H"H +o2L7C;' L) HT 2, (5.116)

from which we can roughly see that the performance of the estimator is influenced
only by the ratio 02C*!, and not by the exact values. Thus, by setting the
variance term o2 = 1, the performance of the estimator can be controlled by, in
some sense, the modified state covariances. Another observation for (5.115) is that,
since the right term under the inverse comes clearly as a regularizer, the magnitude
of the observation model H influence the performance of the regularization. For
example, if we consider fixed the regulirizer and we change the observation model
with another of the form H' = cH.

Let us now consider a useful example. Starting with a random walk model, i.e.

F, =1, H, = I, and a scalar case, that is §; € R, we have the state space model

975 = gtfl + wy (5117)
zZr = 09t + Ug. (5118)

The smoothing estimator optimal in the mean square sense for the parameter

vector is given by R
0° = (I +o2L"C L) 2, (5.119)
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where now
-1
1 -1
L= o , (5.120)
1 -1
and C, = diag(aii, ...,02._), by the uncorrelatedness conditions of the model,
and 02, = 02, + 0 . Thus we can write
1
0=(1+L"dL) 'z, (5.121)
where
® = diag(¢7, 03, . .., o7), (5.122)
and
2 _ o 5.123
o7 = 02 (5.123)

This underlines that the smoothing density involves the determination of T pa-
rameters. Furthermore, if we set ® = oI and if we assume no prior information
for the initialization, then we have the smoothing priors regularization method
(4.86). The first order difference operator comes in accordance to the first order
Markov model (random walk) and the smoothing problem can also be treated
deterministically.

5.4 Priors for the state evolution and a state-space identi-
fication scheme

We have seen that the state evolution model in Bayesian filtering forms the prior
information for estimation in filtering and smoothing problems. The order of the
Markov model characterize the predictive densities and the strength of the prior
relates to the selection of the state noise and observation noise covariance matrices.
Significant is also the role of the state evolution matrices F; that relate directly
to the parametrization of the problem and to other properties of the parameters
;. Especially, in estimation problems that there is not a clear and unique a priori
parametrization , i.e. the observation model, the choices for H; and F; can come
in parallel.

For example, there might be prior information outside the context of the time
evolution. Indeed, if we were to estimate ; based purely on measurements z;
we might have (or want to enforce) prior knowledge in terms of a prior density.
The parametrization can, for example, allow to use extra smoothing criteria. This
prior information can be embedded in the state evolution model by adding spatial
regularization in the observation model [13, 109, 127], that is

{?}[f]{g}gﬁ[%} (5.124)
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Let us assume that we already have a state-space model for an estimation
problem and we want to enforce some extra prior knowledge in terms of a prior
density ppr(6:). In terms of the extra prior, for the transition density we have from
Bayes’ rule ([108], p. 134) that

(0¢—110+)ppr (01)

p(6i]6, 1) = P (5.125)
where
p(0;_1) = /p(9t_1|9t)ppr(9t)d9t- (5.126)
The density p(6;—1|6:) is a back transition density. Let
Ppr(0) o exp(—%Hfolet) (5.127)
be the prior density and let
0y =01 +w, wy~N(0Cy,,) (5.128)

be the random walk model (F; = I) that we want to enforce. For this model we
have

1
p(Or—1]0;) o exp(—§||9t,1 - 9t||20;t1)' (5.129)
The forward transition density (5.125) becomes

1
p(0:—1)

the denominator being the integral of the numerator. From the equation

p(9t|9t—1) 0.8

Lop o
exp(—=(0; — 0,-1)"C. (0 — 04—1) — 5tﬁ)tTCt Y9,), (5.130)

1
2

0 — (Cit+C ) 7C o) (Crt + CoN (0 — (Crt+ L) TICL 0mr)  —
0/ \CoHCT +CoN T CL 0 + 61 ,CL 0y =
(0: — 0,—1)"CLH(0: — 0:—1) + 0] C; 10,

we have that (5.130) by considering (5.127-5.129) can be written as
1 _ _
P(0e]6:-1) o< exp(—5 (6 — AC 0, 1) T AT (0, — ACLM:0)), (5.131)

where
A= (Cit+o )l (5.132)

This transition density corresponds to the modified state evolution model, see
(5.55), given by (see also [108] p. 135)

0, = AiCL1 01 +wy, wp~ N(0,Ay) (5.133)
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or
0= (I+Co,Ci ) 01 +wi, wi~NQO,(I+C,,C;iH)CL,).  (5.134)

Note, that the observation model is the same. For example, if we consider a
random walk model F; = I with C,, = 07I and prior density with covariance
(DI D4)~', then we obtain the model ([108] p. 135)

0; = (I +0?DXDy) 10,1 +wi, wi~N(0,62(I+02DIDg)™").  (5.135)

The operator G = (I + 0?DTDy)~! is a smoothing operator, thus removing non
smoothness of 0, while the noise w; is distributed according to a Gaussian smooth-
ness density. Of interest is also the prior

0, ~ N(0,(D{ ®,D1)""), where &, =diag(¢],,5,....,05.,). (5.136)

This has the extra interpretation of an embedded random walk model based
smoother that connects individual parameters within a time instant ¢ (section
5.3.3).

We can consider that the prior covariances C; depend on some unknown pa-
rameter vectors ¢;. Then we can reformulate the smoothing problem (5.107, 5.110)
as

: A = 2
min||2’ — H'(6)6]], (5.137)

@)
where 2/, H', C!, are as in (5.110), and 6 = (67 ,... ,05)T ¢ = (¢7,...,¢2)T. Or
from (5.108, 5.109)

r&ngZ — HO|IZ, 1, (5.138)

subject to the constraints. For a fixed value of ¢ the value of 6 that satisfies the
constraints and minimizes (5.138) is given by (5.115)

0°(¢) = (H'C,'H+L(¢)"Cu(¢) 'L(¢)) "HTC'2 (5.139)
Alp)tHTC 2 (5.140)

Then (5.138) becomes

min (I~ HA() " HTC; )20 = min 2 = 3(6) 3, (5.141)
which is a nonlinear minimization problem of ¢ only and could be solved for
example with Gauss-Newton method, see also [68, 21]. The optimal value for ¢
can then be used to find 6.

Solution for the problem (5.138) subject to the constraints can be searched by
using a minimization procedure by alternating between minimization of the two
sets of variables. Kalman smoother estimates 6% = §%(¢) can be obtained by the
forward-backward smoothing algorithm and locally optimal values for ¢ from the
numerical solution of the nonlinear problem in the right of (5.141). By determining
an initial estimate for ¢ = ¢°, for example the one that gives a random walk model
(no prior information), we have the algorithm
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¢ = ¢ (initialize for some ¢ = ¢°)

compute 65 = QAS(gbi)7 i.e. the smoother estimates with the forward-backward
smoother algorithm and obtain § = H6,

estimate the Jacobians J¢ (numerically) as follows:

for every parameter ¢; (j = 1,..., number of parameters) introduce a
small perturbation §. Then for every j compute Kalman smoother esti-
mates és(qﬁi +de;), where e; = (0,...,0,1,0,...,0)T, i.e a vector whose j-th
component is only non zero and is equal to 1. Approximate the j-th column
of Ji with

Ji(§) = 67" (3(¢" + dej) — 8(61)) (5.142)

compute Gauss-Newton direction (or some other gradient based direction)

d' = (JIWINT TTIW (2 - §(¢)) (5.143)

compute optimal step size a;, for example, with backtracking line search
(2.49) by computing new Kalman smoother estimates until improvement
with (¢ = ¢* + ad")

update . ‘ ‘
o = ¢' + aid' (5.144)

repeat until convergence to obtain A¢? and for the estimated state-space model
optimal mean square parameters 6°.



CHAPTER VI

Independent Component Analysis

A significant problem in statistics and related areas is the identification of a suit-
able representation or transformation of a multivariate data set. The aim is that
its essential structure is made more visible and more accessible for further investi-
gation and analysis. Independent component analysis (ICA) is a class of decompo-
sition methods in which the desired representation is the one that minimizes the
statistical dependencies of higher order between the components of the represen-
tation. The concept of ICA may be seen as an extension of principal component
analysis (PCA), which impose independence up to the second order by using the
information contained in the covariance matrix of the data. ICA is related with the
problem of blind signal separation (BSS). BSS consists in recovering unobserved
signals or sources from several observed mixtures of them by using minimal prior
information about the mixing system and by taking advantage of different statis-
tical properties of the sources. Main references of the chapter are [85, 39, 103].

6.1 Basic concepts and definitions

Consider T realizations of the random vector & = (21,2, ...,2,)’. These can be
summarized in a matrix notation as

1‘1(1) 33‘1(2) X1 T)
X = : : . : . (6.1)
xn(l) rn(2) o zn(T)

The matrix X can be considered to represent a cluster of 7' points in the vector
space R™. If these points are represented by the use of the common orthonormal

base e = {e1,ea,...,e,} of R™, then the values of the data are the coordinates of
the points, i.e. x(t) = e121(t)+eaza(t)+ - +enxn,(t), wheree; = (0,...,1,...,0)T.
The data points could be represented through another base u = {uy,uz,...,un}

(coordinate system) not necessary orthogonal, as

x(t) = uryi(t) + ugya(t) + - - + unyn(t), (6.2)

95
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12 1.2

Figure 6.1: An example of a different representation of two dimensional data.

Under the representation ui,u2 the new variables (right) are independent.

where y;(t) are the new coordinates. So, what is under consideration, is the iden-
tification of a better representation or transformation y = Bx that reveals some
information that is hidden into the data set. The representation could be based
on the statistical properties of the resulted components, see Fig. 6.1.

A suitable representation of multivariate data can be searched through the con-
cept of independence [85]. Thus, given a set of T realizations of a random vector x,
ICA consists of estimating a new coordinate system (6.2) to decompose z, so that
the resulting components y are as statistically independent as possible. If there
is an accurate measure of independence, other considerations are not necessary
for the identification of a new representation for every random vector. In that
spirit, ICA can be understood as as extension of PCA, in which the independence
condition is imposed up to uncorrelatedness.

The problem of finding a suitable representation of a set of observations could
also be seen from a different point of view. Consider that some physical sources
generate a set of continuous signals s;(t). These source signals can not be observed
directly, but we observe an instantaneous mixture of them. Thus, at each time
point ¢ we observe several signals x;(t) such us

In general, the problem of BSS consists of recovering the unobserved source signals
sj(t) by observing only the signals z;(t), i.e. without information about the mixing
system [39]. In other words, if the mixing matrix A is assumed square and non-
singular, then we are looking for a matrix B = A~! to recover s(t) = Bz(t). In
practice, the mixed signals are observed at different time instancest =1,...,7T. If
we assume that the signals x;(¢) are the realizations of a random vector z, then the
problem of blind source separation is related to the problem of defining a suitable
transformation to the observations. Formally, what is under consideration is the
estimation of both the matrix B and the source signals s;(¢). It turns out that
such a problem is not in general uniquely defined and the problem can be reduced
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Figure 6.2: An illustration of source separation: (a) the original source signals,
(b) the observed linear mixtures, (c)the separated signal, where the separation

could be achieved up to permutation and scale change.

up to the estimation of a matrix B’ = SPB, where P is a permutation matrix and
S a scale matrix (non-singular diagonal matrix), see Fig. 6.2.

The lack of a priori knowledge for signal separation can be compensated by
a statistically strong, but often plausible, assumption of independence between
the source signals [29, 85, 39]. In this case, given a set of T realizations of a
random vector z = (x1,Z2,...,2,)7, such as x = As is a mixture of independent
sources, where the mixing matrix A is assumed non-singular and the sources s =
(s1,82,...,8,)T are unknown, ICA-BSS consists of estimating a matrix B such
as y = Bz, where y1,¥2,...,y, are as independent as possible and y = SPs. It
turns out that the identification of a non-orthogonal transformation so that the
transformed variables are as independent as possible can solve the problem of BSS,
under some weak conditions and up to permutation and scale change, when the
sources are independent and at most one source is Gaussian distributed [45]. For
an intuitive illustration of the ICA-BSS problem see also Fig. 6.3. Some extensions
related to identifiability and separability for ICA-BSS problems can be found in
[27, 56, 195, 196].

6.2 Principal component analysis

PCA is a linear transformation that transforms the data to a new orthogonal coor-
dinate system such that the greatest variance by any projection of the data comes
to lie on the first coordinate (called the first principal component), the second
greatest on the second coordinate and so on. PCA can be used for dimension-
ality reduction in a dataset by retaining those characteristics in the dataset that
contribute most to its variance.
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Figure 6.3: Examples of sample distributions of two random variables (four

pairs) for five different transformation matrices. From left to right: the identity

transform, a permutation, sign change, a rotation, and a generic linear transform.

6.2.1 Principal components

Consider T independent realizations of a random vector x = (x1,72,...,2,)7,
summarized in a matrix X. Every column of X represents a point of R"”. Without
loss of generality we can assume that the vector is zero mean, because the vector
2’ = x —mn, is a zero mean random vector and the mean can be estimated from
the data. Let y; be a linear combination of the elements of x, i.e.

y =l (6.4)

for which we search a vector u, such that the variance the variance of y; is max-
imized. It is clear that the maximum will not be achieved for finite u unless
a normalization constraint is imposed. A convenient constraint is [jul| = 1 or

uTu = 1. Thus, we have the optimization problem

uy = argmax E{(u”z)?} = arg max(u? E{zzT }u), (6.5)

subject to the constraint u”u — 1 = 0. By considering the Lagrangian and taking
the gradient with respect to u and setting to zero we have for the optimality
condition

(Cy — A)uy = 0, (6.6)

where A is the Lagrange multiplier. Equation (6.6) suggests that u; is an eigen-
vector of the matrix C, and that the optimal Lagrange multiplier is the cor-
responding eigenvalue. For that selection, we have that the variance becomes
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E{y?} = uFC,uy = ), and since it should be as large as possible we have that
A = ) is the largest eigenvalue of C;, and u; is the corresponding eigenvector. The
second principal component is defined by the maximization u” C,u subject to being
uncorrelated to ul 2 and u”u = 1. The solution is the eigenvector corresponding
to the second largest eigenvalue and accordingly the m-th principal component is
given by selecting u,, to be the m-th dominant eigenvector [103]. Note, that from
the eigenvalue decomposition of C, = U, DU, where U, = (uy,us,...,u,) we
have that

y=Ulz (6.7)

is a vector with uncorrelated components.

6.2.2 Mean square error compression

Principal component analysis can be seen in connection to the mean square error.
We search for a set of m n-dimensional orthonormal basis vectors uy, ug, ..., Um,
spanning a m dimensional subspace, such that the mean square error between
the random vector z and its projection on the subspace is minimal. Thus for the
projection

& =Un(ULU,) 'ULe = U, UL, (6.8)
and for the mean square error
E{lle = 2*} = B{l|*} - E{||lz]*} (6.9)
= trace(Cy) — ZuiTC$ui, (6.10)
i=1

it can be shown that the minimum of (6.9) is given by any orthonormal basis
of the PCA subspace spanned by the first m eigenvectors [53]. However, the
criterion does not specify the basis of this subspace at all. Any orthonormal basis
of the subspace will give the same optimal compression. More general, consider in
equation (6.8) the matrix AT = TUL where T is not necessarily orthogonal but
invertible.

In practice, principal component analysis can be done by using the eigenvalue
decomposition of the data covariance matrix. The data correlation matrix can
also be used to extract eigenvectors [153]. Then the eigenvectors will also reflect
the mean. This approach is analogous to the one using covariance matrix with
the exception that the quadratic E{y?} is maximized to define PCs instead of the
variance.

6.2.3 Whitening

A random vector z = (21, 22,...,2,)7 is said to be white if its elements are un-

correlated and have unit variances ([39], p. 130). Since the eigenvalues of the
matrix C;, contained in the diagonal matrix D correspond to the variances of the
transformed variables y = U” z, clearly the transformation

z=D"12UTy = Vu, (6.11)
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where D~1/2 = diag()\l_l/g, ce, )\;1/2) transforms z to a white vector, i.e.
E{zz"} = D7V2UTE{zzT Y UD™Y? = D~V2UTUDUTUD Y2 = 1.  (6.12)

If z is a white random vector, then the vector z/ = Az, where A is an orthogonal
matrix, is also white since

B{2'2T} = AE{22" AT = ATAT = I. (6.13)

So whiteness or uncorrelatedness cannot solve the BSS problem because we cannot
say if the independent components are given from z or 2’.
Whitening can transform the original mixing problem x = Ay into a new one

z=Vx=VAy= Ay. (6.14)

Since, as we have discussed, the exact variances of the sources cannot be identified
without prior information for example about the mixing system, we can consider
that y is white as well (having independent components with unit variances) and
then we have

I =E{2:"} = AE{yyT}AT = AAT. (6.15)

So the matrix A is an orthogonal matrix. This means that the search for the
mixing matrix can be restricted to the space of orthogonal matrices and

y=A"12=A"1Vz (6.16)

or

Al =AY (6.17)

Note that the definitions of ICA given up to now imply no ordering of the indepen-
dent components which is in contrast to PCA. However, it is possible to introduce
some ordering between the independent components.

Blind source separation can be based on independence, but independence can
not be reduced to the simple decorrelation condition. However, second order in-
formation (correlations between the variables and decorrelation) can be used to
reduce the ICA problem to a simpler form [85]. In the first column of Fig. 6.4 three
different sample distributions from two subgaussian, two supergaussian and two
Gaussian independent random variables are plotted. The second column shows
the sample distributions after a linear mixture of them. The third column shows
the PCA representation of the mixed variables and the last a whitening transform.
The arrows show the directions where the kurtosis of every component is maxi-
mized. Clearly, in the first two cases after the whitening transform the recovering
of the original shape of the sample distribution is simplified to a simple rotation.
Though, information about the nature of sources, i.e. sub-/super-Gaussian is re-
quired for separation. After whitening, for the Gaussian variables it is not possible
any further rotation due two the total symmetry of the distribution. This is be-
cause uncorrelated Gaussian variables are also independent. Considering that any
orthogonal linear transform of uncorrelated Gaussian variables does not influence
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Figure 6.4: Different two dimensional sample distributions.

the joint probability density function it is clear that ICA for jointly distributed
Gaussian variables reduces to a whitening procedure. Considering now the prob-
lem of blind source separation it is clear that ICA for BSS requires the assumption
about non-Gaussian source variables (at most one is allowed [45]).

6.3 ICA by maximum likelihood identification

ICA relates to the identification of a matrix that creates independence between
the transformed components. Independence is a theoretical concept, and thus the
identification of a suitable measure of independence or an objective function that
leads to independence up to some level is common to all different approaches for
ICA [45, 29, 83, 88, 130, 37]. Optimization of such an objective is then required.
So an ICA estimation method can be seen as a two stage procedure. First, the
identification of the suitable objective and then the implementation of a suitable
algorithm that optimizes it. Most of the ICA-BSS methodological directions can
be found in [39, 85, 129, 67], but see also [89, 90, 91, 92, 93, 94] for different
applications. Different algorithms for use can be found in [95, 96, 97, 98].

6.3.1 Bayesian formulation of the problem

In order to investigate the assumptions related to the basic ICA model, we shall
start with a more general model and define the solution in a Bayesian framework.
Therefore, let us consider the additive noise model for ICA

= As+ v, (6.18)

where s is a vector with independent components. For the matrix A we do not
have to assume anything yet, for example, about its rank. We search estimates
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for both s and A. Then from Bayes rule the posterior density is

p($|A, S)p(A, S)

p(A,S|CL‘) = »(2)

. (6.19)

The source signals must be independent of the mixing system so we can write
P4, s|lz) o p(a|A, s)p(A)p(s)- (6.20)
From the model (6.18) we can also write for the likelihood of the observed x
p(z|A, s) = pu(z — As|A, s) (6.21)

for some noise distribution. The sources are assumed independent so we have the
following general form for estimation

p(Av S|.’E) x pv($ - AS|A7 S)p(A)p(S) (622)

X pv(gj - AS|A7 5)p(A)p1(51)v e 7pm(5m)a (623)

where p;(s;) are prior densities for the random variables s;. We can try to reduce
the number of parameters for the estimation problem (6.22). In the sense that,

if we knew some value for A, we could use it to estimate s. This can be done by
marginalizing over all possible values of s

p(Alz) = /p(A,s|x)d5 (6.24)
x / p(2]A, 5)p(A)p(s)ds (6.25)
x p(A) / p(2]A, s)p(s)ds. (6.26)

Correspondingly for s it is
p@m%z/pMﬁMﬂAzp@%/ﬂﬂA@MAMA, (6.27)

with the assumption of independence (6.20) and the model (6.21). Alternatively,
if we had an A from the model (6.18) it is

p(slz) oc pu(@ — As|s)p(s). (6.28)

Furthermore, we observe T realizations of a random vector x = (21, 72,...,2,)7,
summarized in the matrix X. Therefore, we have the model

X =AS+T. (6.29)

If we assume v(t) independent and identically distributed, the likelihood becomes

T
p(X[4,5) = [ [ po(a(t) — As(t)| A, s(1)). (6.30)
t=1
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6.3.2 The likelihood of the ICA model

Until now, we have a general description of the estimation problem of ICA with
minimum amount of assumptions. Now we reduce the problem to the basic ICA
model

x = As, (6.31)

where A is further considered to be an invertible square matrix. For no noise in
the model, we can model the likelihood densities (6.21) with a § function, i.e.

po(x — As|A,s) = 0(x — As) (6.32)
which is one when the model holds and zero otherwise. Then, (6.26) becomes

p(Alz) o p(A) / 5z — As)p(s)ds. (6.33)

By introducing a change of variables £ = x — As or by considering the model and
(3.15) this becomes [125] (see also [85], p. 203)

1
A A)———ps(A7 ). 6.34
P(Af) oc p(A) s (A7) (6:34)
Clearly, if we have a value for fl, then we can obtain estimate for s as
y=A"'z = Bz. (6.35)

Furthermore, we can consider the source distributions time invariant. So the
vectors s(t), t = 1,...,T are assumed identically distributed and have independent
components. Then the prior joint density of S becomes

T n
p(S) = ps(s(1)) .. po(s(T)) = [T T i s:(0). (6.36)

t=14=1
Substituting the result to (6.34) and considering the logarithm we have

T n
logp(A|X) = C +logp(A) — Tlog|det Al + > Y “logpi(b] z(t)),  (6.37)

t=1 i=1

where A=! = B = (by,...,b,)T. By using that posterior, the optimal mixing
matrix A can be searched by considering the gradient with respect to A. Note
that the posterior p(A~!|z) is not the same with the posterior p(A|z) [125]. We
can assign a uniform prior distribution for A = (a,;), for example p(A4) = ¢, if
Gmin < Qij < Amaa and zero elsewhere to denote lack of prior information.

The maximum likelihood method for ICA defines an estimator for the mixing
matrix B = A~! from the following functional ([85], p. 204)

T n

log L(B) =logp(X; B) = Tlog | det Bl + Y > "log p; (b x(t)) (6.38)

t=1 i=1
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or from

I7(B) = % log L(B) = log | det B| + E{) _log p; (b x(t))}, (6.39)
i=1

where E denotes average. We can also write that

Ir(B) —— E{Xn: log pi(bF )} + log | det B| (6.40)

T—o0 .
=1

Considering the densities of the independent components as exactly known and B
as nonrandom, maximization of (6.39) gives the maximum likelihood estimator for
B. Though in many real data applications the densities p; are unknown. It is then
preferable to consider them as prior model densities as in the Bayesian formulation.
Note, that with Gaussian prior densities and orthogonality constraints we obtain
the PCA criterion.

6.3.3 Gradient optimization methods

The gradient of I (B) with respect to B is given by ([85], p. 207)

Il (B)

5 = (BT)~™' + E{g(Bx)2T} (6.41)

and defines a gradient ascent direction for optimization. The function g(y) =
(91(51), 92(y2), -+ gn(yn))" is given from

Pi(y:)
pi(yi)’

0
9i(yi) = @ log p;(y:) = (6.42)

and it is based on the prior densities g;. For the gradient of log | det B| see section
2.6.1 and (2.80). From (2.82) we have

9 = S T T % T T
5 PO oep Ol 4 rdia} o = BLY (o) w) (6.43)

i=1

E{trace(z Z gi(bFx)dl)} (6.44)

i=1

= trace((E{g(Bz)z"}))TD) (6.45)

From (2.83) we have the gradient. At every iteration estimates for the independent
components are obtained from the current value of B as y = Bz. This algorithm
is also referred as infomax derived through information theory criteria [15].

An algorithm that avoids matrix inversions and has better properties is ob-
tained by the natural gradient, which becomes (2.95)

Dpar = (B") ™' + E{g(Bx)z" })B"B = (I + E{g(y)y" })B. (6.46)
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See section 2.6, and [6, 4, 5, 1]. The algorithm has been independently proposed
also in [33], though a similar algorithm was also derived in [43]. In order to resolve
the indeterminacy of scales, the basic natural gradient algorithms impose some
constraints on the magnitudes of the recovered signals, for example E{g;(y;)y;} =
1. A least in terms of better stability the following direction is proposed ([39], p.
238)

D= (E{g(y)yT} - diag(E{gi(yi)yi})) B, (6.47)
where diag(E{g;(y:)y:}) is a diagonal matrix with elements E{g;(y;)y;} for i =
1,...,n in the main diagonal, see also [3]. For prewhitened data, the gradient of

the functional (6.39) is not any more given by (6.41) since the matrix B is restricted
to be orthogonal. Then it can be shown that the natural gradient direction that
takes approximately into account the orthogonality constraint (up to first order
Taylor approximation) is given by ([1, 33], see also [39], p. 239)

D= (E{g(y)y"} — E{yg(v)"}) B. (6.48)

Yet another algorithm, derived as a fixed point iteration and having characteristics
of Newton’s method uses the direction [82, 88]

1
E{gi(yi)yi} — E{g' ()}

where at every step the matrix B is projected on the set of whitening matrices by

D = diag( ) (E{g(y)y"} — diag(E{g:(y:)yi})) B, (6.49)

B = (BC,BT) *B. (6.50)

The algorithm is referred as FastICA for ML estimation ([85], p. 210).

The prior densities p;(s;) are unknown for different real data applications.
Therefore, they could be also parametrized, i.e. p; = p;(s;;¢;). We could have
included extra parameters for the total posterior in the Bayesian methodology.
Though, instead of optimizing over these parameters they can be replaced with
some estimates qAS Many ICA methods use such estimates, usually, obtained by
the method of moments. If the prior densities are assumed smooth, unimodal
and symmetric, a characterization of the density is obtained from the kurtosis, to
differentiate between super and sub-Gaussian densities [66, 40, 131]. More general,
a parametric density family is considered and estimates for the parameters are
obtained in every iteration [57, 36, 215, 119, 120, 121]. In the following it is
sketched a general algorithm for the basic ICA model

e center the data to make its mean zero (it also possible to consider prewhiten-
ing possibly combined with PCA dimension reduction)

e set B = B’ (for some B = BY)
e compute new estimates Y = B/ X

e find new estimates for the parametrization of the prior densities éi = ¢EZ(Y2)
and g; = ¢;(ys; ¢;) from (6.42) (note, that only the nonlinear functions (6.42)
are needed and not the exact densities, and the variances are unknown)
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e compute new direction DI = DI(B7,Y, §)

e update _ _ _
BT = BI 4 a; DI (6.51)

e repeat until convergence to obtain B and Y = BX.

A simple parametric density model related to the hyperbolic-Cauchy distribu-
tion for distinguishing between supergaussian and subgaussian sources respectively
is given by [85, 39]

9i(y;) = —2tanh(y;) (6.52)
gi(y;) = tanh(yi) — . (6.53)

Another possibility is —y? for subgaussian components. The selection between
the two densities can be made based on the sign of the kurtosis of the estimated
transformed variables. The choice between (6.52) and (6.53) can be also made
based on the sign of the non polynomial moment [85]

B{—tanh(y;)y; + (1 — tanh(y;)*)}. (6.54)

When the algorithm (6.49), (6.50) is used, then the nonlinear function g;(y;) =
tanh(y;) can be selected for all the components. This is possible because in the
algorithm there is embedded information about the nature (sub- or supergaussian)
of the components ([85], p. 211).

6.4 Connection with other estimation principles

Source separation methods have emerged from the field of neural networks and they
were related to the concept of nonlinear decorrelation, which leads to independence
up to some level [76, 107, 46, 186, 42, 44, 43], see also equation (3.58). Note
that any nonlinear function introduces, through its Taylor series expansion, higher
order statistical properties of the underlined variables, see also equations (3.60)
and (3.44). Other related methods and generalizations are given by the estimating
functions approach [4, 39], see also [33, 155, 5, 2]. Some related concepts are also
given by nonlinear PCA methods [113, 114, 154, 115, 155, 159]. The interpretation
of nonlinear PCA criteria as maximum likelihood estimation has been presented
in [115], see also [85].

Early approaches based on maximum likelihood include [62, 167, 164]. An
estimation principle for ICA that is very closely related to maximum likelihood
formalism is the infomax principle [15]. This approach is based on maximizing the
output entropy, or information flow, of a neural network with nonlinear outputs.
If the related nonlinear functions are chosen to be of the form (6.42), then the
criterion becomes equivalent to maximum likelihood method [163, 28, 152]. Then
Bayesian interpretations and generalizations followed [123, 176, 124, 146, 179], see
also [12, 58, 35, 203, 79, 177]. For modeling prior information about the mixing
matrix see [86, 125, 201]. A distinct advantage of the Bayesian formulation is that
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it breaks the problem into three parts, i.e. the signal model, the cost function and
the optimization algorithm.

Besides entropy maximization other information theoretic concepts have been
applied for ICA-BSS. Mutual information is a measure of independence (see sec-
tion 3.6). Therefore, minimization of mutual information gives independent com-
ponents, see [45] where an approximation based on cumulants was considered to-
gether with the definition of ICA through an appropriate function that measures
independence. Another measure of independence is given by negentropy (3.106)
[45]. Tt turns out that independent components y; are those that their marginal
negentropy is maximized or those that are maximally far from being Gaussian [85].
Approximations of negentropy and other measures of nongaussianity (for example
kurtosis) enable a deflationary approach, i.e. one-by-one estimation of the inde-
pendent components, by searching maxima of nongaussianity of a single projection
bT'z [87, 80, 81, 82, 88], see also [39] for other related algorithms. The connec-
tions between all the information theory criteria for ICA-BSS as well as maximum
likelihood identification are established through the definition of Kullback-Leibler
divergence (3.75) [45, 28, 29, 152, 36, 37]. In fact the relevant assumptions are
better understood and generalized as with the Bayesian formulation.

The source separation methods described until now exploit primarily spatial
heterogeneity and homogeneity, i.e. investigating structure across the sensors and
not across time. The consequence of ignoring any time structure is that infor-
mation contained in the data is represented solely by the sample distributions of
the observations. In many applications, this is enough to separate sources from
mixtures even for non stationary source signals. However, signals with Gaussian
or elliptical contoured joint sample distributions, for example Gaussian autore-
gressive stochastic processes, can not be separated by those methods. Also mix-
tures of sinusoidal signals, that have bimodal amplitude histograms, are better
separated by other BSS methods that exploit time structure. These limitations
hold also for some algebraic methods for ICA [32], which impose some level of
independence by approximately canceling higher order correlations estimated by
cross-cumulants (3.51-3.54), see also [30, 212, 39] for related methods. From the
methods using time structure of the signals, some assume stationarity and use
time delayed cross-correlation matrices for separation, see also equations (3.25),
(3.113) and (3.114). By canceling time correlations between signals source separa-
tion can be achieved [198, 147, 17, 217], see also [39]. Note that those algorithms
are not strictly speaking ICA methods since they exploit second order information
for stochastic processes. However, they can separate, for example, time correlated
Gaussian processes when they have distinct normalized autocorrelations (3.115)
[166]. Finally, some approaches can take into account the non-stationarity of the
signals for separation, for example [143, 16, 165], see also [67, 31, 39, 162, 79, 84].



CHAPTER VII
Estimation of EPs

In this chapter, different characteristics of electric brain signals are briefly de-
scribed and difficulties arising from the complexity of EEG measurements and
evoked potentials are discussed. The applicability of ICA-BSS methods for EEG
separation and analysis is also considered. An application of ICA for BSS of EEG
is presented, aiming to underline different characteristics of EEG signals. The ar-
tifact corrected EEG measurements are used in chapter VIII, aiming to show how
the EP signal subspace is affected by strong disturbances. Some single-channel EP
estimation methods are also discussed, in relation to chapters IV and V. Finally,
dynamical estimation methods, and some noise considerations for EP modeling
are presented. More about the origin of brain potentials, research methods, and
applications can be found, for example, in [151, 168, 26, 8, 52, 209, 140].

7.1 Basic concepts and definitions

Many anatomical and functional brain imaging methods have been developed to
study the brain noninvasively, and is now possible to collect vast amounts of data
from the living human brain. Structural information can be reached by means of
static pictures of living tissues through, for example, computer-assisted x-ray to-
mography (CT) and magnetic resonance imaging (MRI). Another class of methods
provides information about the function of the brain with limited time resolution.
This includes single-photon-emission computed tomography (SPECT), positron-
emission tomography (PET), and functional MRI (fMRI). Noninvasive methods
that provide information about the neural dynamics on a millisecond scale are
EEG and magnetoencephalography (MEG). They measure effects of brain electri-
cal activity. Disadvantage of these methods is that spatial resolution is usually
poor, due to noise contamination, instrumentation, and modeling issues. EEG
is measured using electrodes on the scalp. For MEG recordings superconducting
quantum interference devices (SQUIDs) are used. The MEG measurements need
to be carried out inside a magnetically shielded room. Therefore, instrumentation
needed for MEG is more sophisticated [72].

The electric activity of the brain consists of ionic currents generated by bio-
chemical reactions at the cellular level. The human brain consists of about 10'°
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neurons in the outermost layer, i.e. the cerebral cortex. The neurons are the basic
information processing units. EEG mainly represents the summation of synchro-
nized activity of different groups of cortical neurons, though, sub-cortical areas,
such as thalamus, may also contribute [8]. For the estimated levels of conduc-
tivity of brain and surrounding tissues the propagation velocity is very high, so
that, practically, changes in activity may be detected simultaneously on the scalp.
Additionally, this important statement leads to the conclusion that no charge is ac-
cumulated at any time in the brain and the potentials recorded at a given point on
the scalp are the summation of potentials induced by several generators [151, 140].

Both in EEG and MEG, the measured signals are generated by changes of
synchronized neural activity in the brain. The detection of temporal and spatial
changes in active cortical areas gives the means to investigate higher mental func-
tions. Of importance are also the geometry and conductivity of different parts
of the head. It can be discussed that EEG is more sensitive to the morphology
of the head. However, the use of realistic geometries based on MRI seems to be
necessary for both methods for accurate modeling [156, 211].

A significant problem in EEG and MEG analysis is related to the fact that
brain signals are seriously contaminated by noise. Strong electro-physiological sig-
nals are generated by the heart and by different skeletal muscles, and they may
contaminate the measurements. Eye blinks and movements are also creating signif-
icant artifacts. Additionally, different brain areas are under continuous activation
at any given time by handling many body or mental functions, and by processing
information from the environment. In that sense, MEG and EEG analysis aims
to investigate some meaningful signals buried into artifacts, ongoing brain activ-
ity, and other disturbances. Separation, estimation and denoising methods are
necessary for the investigation of complex mental processes.

7.2 Electroencephalography

It is well know that the characteristics of EEG change in many situations, for ex-
ample, with the level of vigilance (alertness, drowsiness, rest, sleep and dreaming),
anxiety, and emotional tension. EEG is also used for the detection of abnor-
malities, such us epileptic spikes (spike wave complexes of 3Hz), different brain
diseases, injuries and damages, and to monitor surgery recovery. Particular men-
tal tasks also alter the pattern of the waves. Finally, EEG has been used to study
psychiatric disorders (dementia, schizophrenia, mood and personality disorders).
More about EEG research methods and applications can be found in [151].

7.2.1 EEG measurements

EEG recordings are usually taken by placing electrodes on the scalp, and the
electrode skin interface is filled with conductive gel. Brain potentials can be also
recorded through depth electrodes implanted in the brain. The electrode place-
ment should conform the international 10-20 system [52] shown in Fig. 7.1. Usu-
ally, as a first preprocessing step, EEG signals are bandpass filtered in the interval
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Figure 7.1: International 10-20 EEG electrode system (redrawn from [140]). A
= ear lobe, C = central, Pg = nasopharyngal, P = parietal, F = frontal, Fp =
frontal polar, and O = occipital.

around 0.05Hz to 70Hz, which is the band where significant brain activity could
be observed. Though, narrower bands are often used for analysis.

The amplitude of EEG signals is of a few microvolts and changes stochastically.
Different frequency bands of EEG have been empirically labeled with names such
as alpha (8-13 Hz), beta (13-30 Hz), theta (4-8 Hz), and delta (0.5-4 Hz). Activity
in a given frequency band may have time-varying characteristics (e.g. [190]), and
different physiological origin depending on the particular situation (e.g. [150]).

7.2.2 Evoked potentials

Evoked potentials reflect changes of brain electric activity due to external (physical
world), or internal (triggering mental process) stimulation of the central nervous
system. EPs are observed as EEG epochs, time locked to a stimulus or event, the
timing of which can be reliably assessed [52] (see Fig. 7.2). Significant advantage
of EP research is the fact that cortical reactivity and function can be assessed
with high temporal resolution. Therefore, they are used to study changes of brain
function, for example levels of sedation [213], and to explain cognitive processes
such as memory [151].

EPs can be divided into two categories: exogenous and endogenous. Exogenous
potentials are determined by the type of stimulation (e.g. auditory, somatosensory,
visual), the neurological path, and by physical characteristics of the stimulus (for
example frequency, intensity, duration for auditory stimulation). In the acoustic
modality exogenous components comprise the acoustic brain stem evoked poten-
tials and the mid-latency components. So exogenous potentials depend on the
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Figure 7.2: EPs during auditory stimulation. Upper part EEG measurements,

lower part EEG epochs of 700ms length, crosses indicate stimulation time.

sensory system and general brain condition on receiving and decoding stimulus
information. In contrast, endogenous EPs reflect higher mental procedures and
are generated as a function of the mental processing allocated to the stimulus.
Endogenous potentials are longer in latency (e.g. >100 ms after auditory stimula-
tion). Late potentials can relate to recognition of novel stimulus, task requirements
and difficulty, instructions, memory, or preparation for some upcoming motor ac-
tion. Sometimes, it is difficult to separate purely sensory potentials from cognitive
ones and they might overlap in time. The term event-related potentials (ERPs) is
mainly used for evoked potentials that are elicited by cognitive activities [52].
The measured potentials are often considered as voltage changes resulted by
multiple brain generators active in association with the eliciting event, and back-
ground noise, which is brain activity not related to the event. Additionally, there
are contributions from non-neural sources, such as ocular artifacts (for an illus-
tration see Fig. 7.3). In relation to the ongoing EEG, EPs exhibit very small
amplitudes starting from few pV, and thus it is difficult to detect them straight
from EEG. Therefore, traditional research and analysis of EPs requires an improve-
ment of the signal-to-noise ratio by repeating stimulation, considering unchanged
experimental conditions, and finally, averaging time locked EEG epochs. For ex-
ample, in EEG source localization studies it is common to use averaged signals in
order to identify cortex locations that are responsible to a specific mental task.
Evoked potentials are assumed to be generated either separately of ongoing
brain activity, or through stimulus-induced reorganization of ongoing activity. For
example, it might be possible that during the performance of an auditory oddball
discrimination task, the brain activity is being restructured as attention is focused
on the target stimulus [99]. Phase synchronization of ongoing brain activity is one
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Figure 7.3: Noise sources in event related measurements.

possible mechanism for the generation of EPs. That is, following the onset of a
sensory stimulus the phase distribution of ongoing activity changes from uniform
to one which is centered around a specific phase [135]. Moreover, several studies
have concluded that averaged EPs are not separate from ongoing cortical processes,
but rather, are generated by phase synchronization and partial phase-resetting of
ongoing activity [138, 102]. Though, phase coherence over trials observed with
common signal decomposition methods (e.g. wavelets) can result both from a
phase-coherent state of ongoing rhythms and from the presence of a phase-coherent
EP which is additive to ongoing EEG [139, 135]. Furthermore, stochastic changes
in amplitude and latency of different components of the EPs are able to explain
the inter trial variability of the measurements [139, 200, 126]. Perhaps both type
of variability may be present in EP signals.

A generally accepted EP terminology denotes the polarity of a detected com-
ponent by the letters “N” for negative and “P” for positive, with a number indi-
cating the typical latency. For example, for auditory evoked potentials (AEPs),
N100 indicates a negative wave occurring with peak amplitude around 100ms af-
ter stimulation. It is usually followed by a positive deflection P200. However, the
psychophysiological significance of the N100 depends on the context of its elicita-
tion. When EPs are recorded during two different conditions, like in the oddball
auditory paradigm where standard tones occurring in random times of about 1-2
Hz are interrupted by infrequent deviant tones, then other potentials arise (see
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Fig. 7.4).

Among all endogenous potentials, the P300 has attracted the widest interest in
cognitive research. Even though there are still considerable controversies concern-
ing its functional significance and generator structures, it is used in various areas of
applied research and even in clinical examination. The difficulties in interpreting
P300 “effects” in different paradigms have led to an enormous literature. Perhaps
an explanation is that an unique P300 effect does not exist and with different
experimental settings different subcomponents of it are involved. An important
consideration of a P300 generation stems from the observation that intrusive or
novel stimuli can produce an earlier positive peak P300a. This is to separate it
from a later peak, the canonical P300 or P300b that is generated when the subject
is required to respond to a designated stimuli. More information about the study
of P300 potential can be found in [151].

Mental processes are sometimes considered as hierarchical steps and EPs are
manifestations related to an elementary level in this hierarchy. For example, the
auditory N100/P200 complex is believed to be associated with early discrimination
of incoming stimulus and attention. N200 is believed to reflect manifestation of a
memory retrieval system that stores physical characteristics of the regular stimuli.
P300 amplitude could reflect attention to incoming stimulus information when
memory representations are updated, and the latency is considered as a metric of
stimulus classification speed and task difficulty.

EP research has to deal with several inherent difficulties. Firstly, the genera-
tion mechanisms of many components are not precisely known. Secondly, the sep-
aration in subcomponents is rather artificial, and a wide overlap of components
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generated by different mechanisms might occur. Thirdly, traditional analysis is
based on averaged data often by forming extra grand averages of different pop-
ulations. Thus, trial-to-trial variability and individual subject characteristics are
ignored. Therefore, the study of isolated components retrieved by averages might
be misleading, or at least it is a simplification of the reality. For example, habit-
uation may occur and the responses might be different from the beginning to the
end of the recording session.

7.3 ICA for BSS of EEG

Individual EEG channels measure superimposed activity generated simultaneously
from various brain sources. The behavior of the sources can be argued to be
stochastic and generally non-stationary. In addition, artifact sources, such as eye
blinks, can distort statistical properties of the signals. Therefore, the applicability
of BSS and ICA methods relates to many EEG analysis fields.

The application of ICA to the analysis of EEG signals assumes that several
conditions are verified, at least approximately. Although these restrictions of the
basic ICA model could be argued to be more or less critical, the applicability of
ICA and the gained separating results are considered useful for brain research.
ICA for EEG analysis was first proposed in [134] and for MEG in [204]. Different
applications of ICA and other BSS methods for EEG and different biosignals can
be found in [89, 90, 91, 92, 93, 94|, see also [85, 39]. In many studies on EEG
and MEG signals it is shown that BSS methods can estimate noisy sources and
potentially brain generated signals.

In this section, the applicability of ICA for BSS of EEG is discussed and an
artifact removal example is demonstrated. The artifact corrected measurements
are also used in chapter VIII.

7.3.1 Assumptions and applicability

For the problem of blind source separation of the multichannel EEG measurements,
target is to recover the unobserved initial source signals of the brain by using only
the available sensor data and some statistical properties assumed for the sources.
Therefore, no physical model is usually used. For the same reason BSS and ICA
methods do not aim and are not able to solve the EEG inverse problem and point
out active locations within the brain. For example, the goal of ICA is to recover
independent signals given only sensor observations (see chapter VI). Therefore,
BSS and ICA methods for the analysis of EEG signals aim [101, 38]:

e to separate a set of measurements into their constituent components or source
signals, and to provide information about the number of distinct sources
producing the measurements,

e to provide the spatial distribution (on the sensors) of each estimated source
along with the time varying characteristics of the source itself,
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e to isolate components describing artifact signals and to identify signals re-
flecting distinct mental processes, and

e ultimately to track changes in the number, spatial distribution and morphol-
ogy of sources over time.

The basic problem that BSS attempts to solve assumes a set of n measured data
points at time instant ¢, i.e. x(t) = (x1(t),...,2,(t))T to be a combination of m
unknown sources s(t) = (s1(t),...,sm(t))’. For EEG n is the number of channels,
and X is the matrix having the vectors = as its columns and different channel
recordings as its rows (see (6.1)). A general formulation, without any assumptions
about the nature of the data, will leave the problem of EEG separation intractable.
Therefore, some basic assumptions are needed.

A first assumption for ICA and other BSS methods for EEG is the assumption
of linear, time invariant, and without time delays mixing, i.e.

x(t) = As(t) + v(t), (7.1)

where vy represents sensor noise. This is based on the plausible treatment of
EEG recordings as linear sums of sources arising from spatially fixed, distinct,
but overlapping brain or extra-brain areas, while the mixing mechanism is not
changing. This may not be the case in all situations. For example, when elec-
trocardiogram (ECGQG) is recorded on chest electrodes, the electrodes move over
time due to breathing. An additional consideration stems from the fact that in
biomedical recordings electrical impedance and therefore channel gain can change
due to sweat production of the skin and pressure of electrode contact.

In order to use the basic ICA model for estimation, some other assumptions
must be made, that is the noise free model

(t) = As(t), (7.2)

where the number of sensors is bigger or equal than the number of sources, i.e. n >
m. This allows different algorithms to be applied, but the estimated components
may remain contaminated by measurement noise. Reduction in noise for EEG
signals can be done with high-pass, low-pass or band-pass linear filtering without
altering the basic model ([85], p. 264). For example, if we assume the model (7.2)
with m = n, low-pass filtering can be done by multiplying with a matrix M from
right as

X' =XM=ASM+TM = AS"+ 7', (7.3)

that can reduce the noise. Similarly high-pass filtering can remove slow trends
that in general can distort statistical properties of the measurements. Thus, ap-
propriate band-pass filtering aims to enhance the properties of the measurements
(e.g. spatial dependencies) without destroying useful information for estimation.

If it is further assumed that n > m and that the sensor random noise vectors
are identically distributed having relatively small variances, then PCA dimension
reduction can be used to reduce the noise and make the mixing system square.
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Note that filtering and dimension reduction has as a consequence the loss of some
measured source signals. This is the basic criticism for PCA dimension reduction,
as well as that the number of retained dimensions is usually selected subjectively
[101]. Though PCA will not eliminate relatively strong sources (at the sensors),
especially for high-density measurement systems (see section 6.2). Additionally,
when short data segments are analyzed with ICA, reducing dimensions prevents
overlearning ([85], p. 268). This means that if the number of parameters in a
statistical model is too large compared to the number of data points, then the
estimated parameters depends less on the observed data and much more on the
model assumptions. In addition, with band-pass filtered data a much stronger
dimension reduction is necessary to prevent overlearning [85]. Though a very
strong dimension reduction will not allow separation. Finally, if the sources have
strong time-dependencies the sample size must be larger to avoid overlearning [85].

By far the most important assumption for ICA for BSS of EEG is that of inde-
pendence of the sources. This assumption can be physiologically plausible in some
situations, for example, between brain signals and ocular artifacts. But in general
it could be argued that there is not enough evidence to support independence of
brain generated signals in every situation. Furthermore, the ICA model considers
the data as independent and identically distributed and requires non Gaussian
sources. Thus, by ignoring time structure, the estimation is based solely on in-
vestigating structure across the sensors as estimated by the sample distribution
of the measurements and the embedded density parametrization. Therefore, the
model might not be able to separate every kind of source (e.g. stationary Gaussian
random processes, bimodal sources etc.). However, in many situations predomi-
nant artifacts, for example blinks, show a highly kurtotic sample distribution that
enables estimation. Therefore, ICA has found applicability in identifying and re-
moving artifacts associated with blinks, eye-movements and muscle noise, see for
example [207, 104, 105, 100]. For some other ocular correction methods see for
example [47], and in comparison with ICA see also [208].

It must be noted that in contrast to other Factor Analysis methods ICA concen-
trates on finding the matrix B based on assumed properties of the components and
not of the mixing system (e.g. sparseness). Though in many applications on EEG
the mixing matrix A has proved to be sparse for distinct estimated source signals.
In addition, some independent components tend to have clearer time/frequency
characteristics than the original signals. Source localization methods applied to
ICA components often suggest physiological plausible locations within the brain.
These observations have encouraged the use of ICA for the analysis of brain gen-
erated signals. Therefore, ICA has been proposed for the study of brain signals
in event related studies [182, 199, 137, 138, 136, 135, 106, 50, 49, 157, 48], where
it is discussed the possible physiological origin of different estimated components.
For related assumptions and considerations see also [14, 206, 205, 70]. For other
BSS methods that take advantage of the time or frequency structure of EEG see
for example [188, 189, 148, 9, 101, 38].
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7.3.2 An artifact removal example

ICA methods carry ambiguities about the ordering, the overall amplitude, and sign
of the estimated sources. The rows of the data matrix X are the EEG channel
recordings. The estimated separating matrix B and the independent components
matrix Y are given by Y = BX. Y describes time-varying characteristics of the
sources. The matrix A = B~! mixes the estimated independent components,
which have variance one, back to the sensors

X = AY. (7.4)

The columns of A give the relative projection strengths of the respective com-
ponents at each of the scalp sensors. An artifact source can be removed from
the measurements by replacing the respective row of Y with zeros and using the
previous equation to obtain denoised measurements at the sensors. Note that the
dimension of the data is then reduced. The columns of A can be used to produce
scalp maps that can help, together with the time, frequency, and time-frequency
morphology, the characterization of components as artifacts. Eye movements and
eye blinks project mainly to frontal sites (near electrodes FP1 and FP2), temporal
muscle activity to the temporal sites (near T3 and T4), and occipital (rear head)
movements to the back (near O1 and 02). The interpretation of scalp maps in
any EEG analysis must be done with caution, since the location of maxima and
minima on these maps does not locate the areas of maximal and minimal activity
on the underlying cortex. If we denote A = {a;;}, with j = 1,..., m being the
column index, an ordering of the components can be based on the quantity [101]

(7.5)

which describes the power of the contribution of a unit variance component. An-
other possibility is to order the components according to their estimated kurtosis.

EEG measurements were obtained from a standard odd-ball paradigm with au-
ditory stimulation (1 subject, 60 EEG channels, reference: ears). In the recording,
569 auditory stimuli were presented with an inter-stimulus interval of 1 second,
85% of the stimuli at 800Hz and randomly presented 15% deviant tones at 560
Hz. The subject was sitting in a chair and was asked to press a button every time
he heard the deviant target tone. The sampling rate of the measurements was 500
Hz. Averaged EPs from the experiment (after artifact correction, channel CZ) can
be seen in Fig. 7.4.

For the analysis, the data were digitally filtered in the range (1-40Hz). All the
measurement length (about 10 minutes) was used for the estimation of the sepa-
rating matrix. The dimension of the data was reduced with PCA to 31, m = 31, by
keeping eigenvectors associated with eigenvalues larger than 1, \; > 1, resulting in
more than 99.9% of explained variance, ;" A;/ Y. A;. After whitening the data,
the FastICA algorithm in parallel form (see 6.49, 6.50) was used for the estimation
of independent components, which were shorted according to (7.5).
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Figure 7.5: Strong blink related artifact.

For the evaluation and categorization of ICs time and time-frequency plots,
histograms, and scalp maps were computed. For example, IC1 (Fig. 7.5) clearly
represents a strong artifact associated with eye activity (blinks). From that compo-
nent, estimates for the blink occurrence time were obtained. For every component
epochs relative to blinks were sampled. Epochs were also sampled relative to the
two stimulus types for every component. The epochs represent activity as it is
observed from channel CZ (backprojection of the component). The epochs are
also presented as image plots for the facilitation of ICs categorization.

IC1 is a clear blink artifact, easily detectable and highly kurtotic, giving confi-
dence for a good separation result from brain related activity or other noise. IC19
(Fig. 7.6) is also an ocular related signal, but weaker and more noisy (having
prominent activity between 20-30 Hz). Though it does not seem to be any stimuli
related activity within and it correlates perfectly with blink occurrences. Both
IC1 and IC19 represent most of the noise subspace related with blinks though it is
difficult to characterize them as separate source signals since first order difference
operation and rescaling of IC1 produce a signal similar (cleaner) to IC19. Those
two signals were removed from further analysis.

Some other components representing artifacts are presented in the Appendix.
Another distinct group of signals is given by IC7 (Fig. A.1) and IC26 (Fig. A.2)
that maximally project on left and right temporal channels. They decrease in
amplitude during the recording period and are active in the same frequency band.
They probably represent artifacts (muscle or head phone related noise). I1C25
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Figure 7.6: Second blink component.

(Fig. A.3) must be a rear head related artifact without any visible correlation to
stimulation, or blinks, or the previous two characteristic signals. So these three
signals were also removed from the measurements, as well as IC29 (Fig. A.4).
Here, it must be noted that from the rejected signals primarily IC1 influences the
quality of the estimates presented in chapter VIII.

In the Appendix, some interesting components originating from the brain are
also presented. The characterization of brain signals is much more difficult. IC2
(Fig. A.5), IC4 (Fig. A.7), and IC5 (Fig. A.8) represent components of stimuli
related activity, and seem to originate from different brain areas. IC3 (Fig. A.6)
represents ongoing brain activity having large spectrum bandwidth. 1C6 (Fig.
A.9) has prominent alpha activity. It can be noticed that IC6 has some degree of
correlation with stimulation and blinking.

When placed in physiological analysis the utility and assumptions of ICA and
other BSS methods for the study of mental processes, individual application char-
acteristics should be taken into account [158]. Then it is beneficial to use avail-
able physiological information for the selection of appropriate modeling method
and for possibly embed prior information in the estimation. For a discussion see
[101]. For this thesis, it is enough to conclude that EP signals can be the results
of multiple overlapping event related activations and ongoing brain activity (al-
pha rhythms and others). Also it exists significant contamination from artifacts.
Those observations can not be easily made straight from EEG, and especially from
a single-channel.
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7.4 Single-channel EP estimation

Several techniques have been proposed in order to denoise and estimate EPs.
In general, the performance of the estimator or the filter is naturally dependent
on the prior information imposed for the statistical properties of the EPs and
the background noise. For an extensive discussion about different EP estimation
methods see also [116]. Of special interest is the case when some parameter of the
EP changes dynamically from stimulus to stimulus. This kind of situation can be,
for example, a trend like change of amplitude or latency of some specific peak of
the EPs. A method in which preceding or following measurements are used in the
estimation procedure can give additional information about the EPs and improve
single-trial estimation.

7.4.1 Single-trial estimation

The simplest model for EP estimation considers the EEG epochs to be the sum of
an invariant signal (from trial-to-trial) and random noise. Then estimators of the
form (5.8) can be used for selective or weighted averaging of EP epochs (see also
[116]) . This model implies a loss of information about trial-to-trial variability, and
time-varying features of event related phenomena [78, 213, 200]. In that sense, the
investigation of the variability of EP parameters could reveal interesting hidden
mental processes.

Digital filtering is sometimes used for single responses [181]. The main problem
in linear time invariant filtering is that usually the spectra of EPs and background
noise overlap heavily. Wiener filtering is also possible for single measurements,
with some specific structure of the filter (e.g. [34]). Other approaches involve time-
varying filtering of single-trials based on Wiener formalism [214]. A crucial problem
in time-varying mean square error filtering is to obtain a good model for the cross
covariances between the EPs and the measurements. This is a difficult estimation
task, especially when there exists a significant level of correlation between the EPs
and the noise. Later methods include, for example, time-frequency decomposition
of the signal based on wavelet transform [171] and regularization based methods
[118]. Some estimation methods also exist for the case that multiple channels are
used in the analysis (e.g. [172]).

Different methods for single-trial EP analysis aim to decompose the measure-
ments into relevant components or to explain the data through some parameters.
The parametrization gives the means to investigate, for example, the changes that
the stimuli caused to the ongoing EEG signal or that the repetition of the test
caused to the responses. Most of the methods are based on some explicit model or
on some assumptions for the EPs. Every decomposition then involves at least two
main considerations. On the one hand, if the resulting estimates follow too closely
the measurements, it is probable that some features are still going to be hidden by
phenomena not related to the stimulation. On the other hand, if the estimates are
not following closely the measurements, some features may have been lost or some
extra features may have been created by the model itself. A balance between these
considerations is necessary for the correct interpretation of a parametrization that
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is able to reveal some specific features of the experiment.

7.4.2 Time-varying estimation with linear observation model

A sampled potential relative to the t-th stimulus from a single channel can be
denoted with a column vector of length M, ie. 2z = (2:(1), 24(2),...,2(M))T.
Using these measurements, a vector of random parameters 6; is to be estimated.
The linear estimator that minimizes the mean square Bayes cost is (4.142)

ét = 1o, + C‘9t72t Cz_tl(zt - nZt)’ (76)

where 7,, is the mean and C,, the covariance of the measurement vector z;, g,
is the mean of the parameter vector, and Cp, ., is the cross-covariance of the
measurements and the parameters to be estimated. The estimator is optimal
among all possible estimators, not only linear, if 6; and z; are jointly Gaussian.
The mean square optimality among linear estimators holds for every joint density
of the form p(z, 0;).

The selection or estimation of Cp, ., is in general difficult without some prior
knowledge about the EPs. For the linear additive noise model we have

2t = St + vy (77)

The vector s; corresponds to the part of the activity that is related to the stimulus
and the rest of the activity v can be considered to be independent of the stimulus
and the EP. With this model, the EP s; equals the parameter vector 6, and
equation (7.6) is the time-varying (within a trial) Wiener filter used, e.g., in [214].
The EPs can be further modeled as a linear combination of some pre-selected basis
vectors. Then, the observation model takes the form

Zt = Hth + Vt, (78)

where H; is a deterministic observation matrix, which contains the basis vectors
Wi, .., Py of length M in its columns, and 6, is a parameter vector of length n.
The estimated EP §; can be obtained from the estimated parameters 6; as

8 = H,6,. (7.9)

The linear mean square estimator with observation model Hy, in the special case
that 6; and v; are uncorrelated, i.e. Cy, ,,, =0, is given by (4.167)

0, = (H} C, Hy + Cy ) HHTCGt e + Cp Mg, (7.10)

where Cp, and 7y, are the covariance and the mean of ; (prior density), and
Cy, is the covariance of the zero mean measurement noise. Again this estimator
is optimal among all possible estimators, not only linear, if §; and z; are jointly
Gaussian, but with the requirement of uncorrelated parameters and noise.
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Based on the Bayesian formalism, a simple estimation method for EP denoising
that assumes only the smoothness of the EP signals is given by smoothness priors
method (4.86)

;=T +a?DIDy) (7.11)

See also section 5.3.3. Of importance is the selection of the smoothing parameters
at,t: 1,...,T.

7.4.3 Signal and noise subspaces

Several parametrizations have been used for single-trial estimation of EPs in dif-
ferent studies. Common ones are based on different types of Gaussian shaped
components and exponentially damped sinusoidal functions [210]. Other choices
are Fourier basis or several possibilities of wavelet basis. While these choices are
not based on the measurements, it is possible to form decompositions based on
the data. Singular value decomposition (SVD) has many theoretical and practical
applications in signal processing and identification problems [69]. In relatively
high signal-to-noise ratio conditions SVD of a data matrix can divide measure-
ments into signal and noise subspaces. Alternatively it can also be understood in
terms of principal component regression (PCR) as a combined method for signal
enhancement and optimal model dimension reduction [103], see also section 6.2.
The subspace method has been used to enhance stimulus phase-locked activity in
different studies (e.g. [118, 41]).

The available data matrix Z = [21,...,27r] € RM*T having as columns the
EEG sampled epochs relative to the stimulation can be decomposed as

Z=UxvV7%, (7.12)

where U € RM*M gatisfies UTU = I, V € RTXT satisfies VIV =1, and £ €
RMXT s a pseudo-diagonal matrix with non-negative diagonal elements o; such
that o1 > 02 > ... > owin(,ry > 0. If M < T then ¥ has the form ¥ = [¥4,0],
where ¥, = diag(oy,...,0) and 0 is a zero matrix. If M > T then ¥ has the
2
0
zero, where r = rank(Z). For the additive noise model and relatively small noise
the following decomposition can be considered

form ¥ = }, where 3, = diag(o1,...,0r). Only r singular values are non

s 0

Z = [Us, U] [ 0,

] A (7.13)

The matrix ¥4 contains the k largest singular values and Uy the respective left sin-
gular vectors associated mainly with the signals s;. Thus the matrices (Us, X, Vs)
represent a signal subspace and (U, X, V,,) represent primarily the noise subspace
([39], p. 118).

From the SVD of the matrix Z = ULV7T we also have

7zt =uxivt. (7.14)
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This means that the left singular vectors of Z are the eigenvectors of ZZT or of
the data correlation matrix

|
R= MZZT. (7.15)

If we denote with H the matrix with columns the & dominant eigenvectors, then
the ordinary least squares estimator for the parameters 6; becomes

Oy = (HH,) " Hz = H . (7.16)

Estimates for the EPs can be obtained from (7.9). Quantitatively, the first basis
vector is the best mean-square fit of a single waveform to the entire set of epochs.
Thus, the first eigenvector is similar to the mean of the epochs and the corre-
sponding parameters or principal component ét(l) (t=1,2,...,T) reveal the con-
tribution of the eigenvector to each epoch. The rest of the dominant eigenvectors
model primarily amplitude differences between individual EP peak components
and latency variations from trial-to-trial.

The estimator can be combined (preprocessing) with smoothness prior method.
Estimates can then be obtained from

8§, = H,H! 2, (7.17)

where now the signal subspace (dominant eigenvectors) is estimated from the
smoothed vectors (7.11) S'=l[$§1,..., 8|, rather than the raw measurements. A
related approach was proposed in [41], see also [187]. The effect of strong artifacts
on the EP signal subspace is discussed in Chapter VIII.

7.4.4 Dynamical estimation

In this thesis, focus in given on the case that dynamic changes exist from stim-
ulus to stimulus. Although some of the methods that are briefly mentioned here
and in chapter IV, could be used to estimate dynamically changing features, the
possibility that previous trials and estimates may contain relevant information to
next trials and estimates, is not taken explicitly into account in the estimation
procedure. State-space modeling (chapter V) can give a good theoretical base and
estimation performance for tracking time-varying features of the EPs.

The most obvious way to handle time variations between single-trial measure-
ments is sub-averaging of the measurements in groups. Sub-averaging is used, e.g.,
in [24] to demonstrate the decrease of amplitude in visual EPs. Sub-averaging
could give optimal estimators if the EPs are assumed to be invariant within the
sub-averaged groups. Another method for the dynamical estimation of EPs is the
windowed averaging of the measurement vectors. This can also be called sliding
window averaging. The estimator then takes the form of a moving average filter.
In vector form the moving window average filter for dynamical estimation is

k—1
A = Zwizt—i7 (7.18)
i=0



124 7. Estimation of EPs

where ¢t denotes the ¢-th stimulus. In [194], this filter average was used with equal
weights w; = 1/k. Another method which was used in [194, 54| is exponentially
weighted average (EWA) in which the weights are of the form w; = 7%/ Zf;é v,
for some 0 < v < 1. It can be shown that an equivalent form is given by

SPWA = vz + (1= )82 4, (7.19)

The common disadvantage of these moving averages is that they cannot be
adaptively tuned based on the data. Another disadvantage is that neither their
statistical properties nor the assumptions imposed to the EPs and background
EEG can be directly defined. However, their statistical properties can be investi-
gated through the Kalman filter equations.

A more natural way to handle time variations is given by state-space modeling
and recursive mean square estimation. In this formulation, the measured EP
epochs are directly assumed to be vector valued stochastic processes. With the
selections Fy = I, Gy = I for every t the state-space equations are of the form
(random walk)

9t+1 = Gt + wy (720)
Htet + vy (721)

2t

If we denote the conditional covariance matrix of the parameter estimation error
as P, = Cj, + C,, the Kalman filter equations (5.83-5.86) can be written as

K, = P HI'(HP_HI +C,,)™" (7.22)
P = (I-KH)P1+C,, (7.23)
ét = ét—l + Kt(Zt - Htét—l)a (724)

where K is the Kalman-gain matrix. Estimators for the EPs can be directly
obtained from §; = H;0;. The last equation can be written in the following form

0, = 0r1 + Kyer, (7.25)

where the residual or prediction error ¢, = z; — Htét,l is the estimator of the
unknown noise vector v;. With different choices or assumptions for C,,,, C,,, and
P, several adaptive algorithms can be written in the form (7.22-7.24). Kalman
gain matrices K, and recursive covariance estimates P, for different recursive al-
gorithms, namely recursive least squares (RLS), least mean square (LMS), and
normalized least mean square (NLMS), are presented in Table 7.1. In that sense,
these adaptive algorithms can be optimal in the mean square sense if the specific
choices or assumptions about the parameters are valid. The connections of RLS,
LMS, and NLMS algorithms to Kalman filtering are discussed e.g in [183, 75]. Such
methods have been proposed for EP estimation (especially brain stem potential
tracking), see for example [170] and the references therein. For a comparison of
different adaptive algorithms in EEG spectrum estimation see [193, 190].
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Table 7.1: Kalman gain matrices K; and conditional covariance matrices of
parameter estimation error P for different recursive algorithms.

Kalman filter

Kt = Pt_lHtT(HtPt—lHtT + Cvt)il
P,=(I—-KH)P,_1+C,,

RLS
Ky =P, HI' (HP,_ HI 4+ X))~ !
P=)\'(I-KH,)P,_,
LMS
K = pH]
P, = p(I — pH  Hyyph) ™!
NLMS

Ky = pHT (uHHT 4 1)
Pt = [1,.[

If we further choose H; = I, from (7.24) it holds
§t = ét = étfl + Kt(Zt — étfl) = KtZt + (1 — Kt)gtfl. (726)

If we compare now with equation (7.19), we can see that exponentially weighted
average can be obtained by choosing some fixed value for the Kalman gain such
as K; = vI. Actually, it is enough to choose H; = I, C,, = C,, C,, = 7v?/(1 —
¥)C,y, for every t and Py = v/(1 — v)C, in the Kalman filter equations to obtain
exponential weighted average. Through the connection of all the above mentioned
methods with Kalman filtering theory we can conclude that state-space modeling
and recursive Bayesian mean square estimation gives a good theoretical base for
the investigation of realistic models for dynamical estimation of EPs.

Some smoothing methods have also been proposed for modeling trial-to-trial
variability in EPs (e.g. [175, 202]). A Bayesian smoothing method that can be
applied for smoothing EPs across trials is given by smoothness priors method. If
G = (I +a*D¥ D;)~1, then estimates can be obtained in matrix notation as

S =2a, (7.27)

where Z is the matrix having as columns the single trials. A pseudo two dimen-
sional smoothing procedure is given by (see eq. (7.11))

S =G'Za, (7.28)

for appropriate selected dimensions. The connection of the above methods with
Kalman smoother has been presented in chapter V.



CHAPTER VIII

Tracking dynamic changes

In this chapter, novel methods for estimating dynamic features present in evoked
potential measurements are presented, and their applicability is discussed. The
methods are based on state-space modeling and recursive Bayesian mean square
estimation. These topics were treated in chapter V. Here, it is demonstrated the
capability of the proposed methods to track time-varying changes due to repeated
presentation of stimuli. The evaluation is based on simulated and real EPs. The
same measurement set, obtained form an auditory oddball type of experiment, is
used throughout the chapter.

8.1 Basic concepts and definitions

The sampled potential (from a single channel) relative to the ¢-th stimulus is
denoted with a column vector of length M

Zt(l)

24(2)
%= ) L t=1,...,T (8.1)

(M)

The observation at the t-th stimulus z; depends on some unobserved parameters
0; (state vector) through the model

zZt = Hth + Vg, (82)

where H, is an observation matrix, which contains the basis vectors ¢y 1, ..., %, of
length M in its columns. The unknown quantity 6; depends on the parametrization
of the estimation problem. For the time evolution of the hidden process 6; a linear
first order Markov model is used, i.e.

Ht = Ft9t,1 + we. (83)

The assumptions of the state-space model are given in section 5.2. The estimated
EPs §; can be obtained from the estimated parameters 6; as

ét = Htét, (84)

126
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and it represents stimulus triggered EEG activity. Optimal estimates 6, based
on past measurements are obtained recursively by Kalman filter (KF) algorithm.
If all the measurement vectors are available, i.e. z;,t = 1,...,T, then the fixed
interval smoother (KS) can be used. The algorithms are summarized as follows:

e Initialization

Co, = Coo (8.5)
o = E{60}. (8.6)
e Prediction step
ét\t—l = Ftétfl, (87)
Oét\t—l = Ftcét_lFtT =+ wa,-
o Filtering step
K, = G5, HI(HGC; H +C,)7", (8.9)
O = O + Kz — Hiflyo), (8.10)
C;, = (I-KH)C (8.11)

fort=1,...,T.

e Smoothing (backward recursion)

A, = cétFtﬂlcétw, (8.12)
0; = 0,4+ A0, — Oprpe), (8.13)
Cgf = Cét+At(Céf+1_C§t+l\t)A?7 (8.14)

fort =T —1,T —2,...,1. For the initialization of the backward recursion the
filter estimates can be used, i.e. 05 = 0.

A random walk model F; = I, for every t, for the state evolution can be
modified to (5.135)

0, = (I+C,,CiH™ 10,1 +wi, w~N(,(I+C,,CrH71C,,), (8.15)

in order to include extra prior information in the estimation procedure (e.g. extra
smoothness). Though, the prior selection of C; depends on the parametrization.
Finally, the state-space identification algorithm presented in section 5.4 can also
be used. This can improve the tracking capabilities of the methods by introducing
time variation to the basic model.
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8.2 Applicability

For the methods based on Kalman filtering, a common issue is the investigation of
optimal choices for the covariance matrices C,,, Cy, in an unknown environment.
The adaptation, or the speed-of-change of the parameters can be controlled by the
selection of different state noise C,,, and observation noise C,,, covariance matrices.
The matrices C,,, although assumed to be known until now, could be estimated
based on the data. This is a difficult estimation task, since background EEG, even
not related to the stimulation, is a non-stationary process. Therefore, its properties
cannot be estimated accurately from a pre-stimulus sample or from ensemble data.
Estimation based on the prediction error is one possibility, but it is related to the
selection of the state noise covariance matrices. When recursive algorithms are
applied for adaptive modeling of time series, some strategies exist for time varying
selection. For some approach see [191, 192]. This thesis is primarily focused on
the selection of C,,,, and of an appropriate state-space model for estimation. Since
different statistical properties of the residuals depend at least on the selection of
observation model, the selection C,, = 021, for all ¢, can be made. In that case
the selection o2 = 1 follows, see equation (5.116). Then care can be given to the
selection of C,, in relation to the selected state-space model.

A common strategy in state-space modeling is the choice of diagonal matri-
ces for C,,. This implies that the vectors w; have uncorrelated components. For
dynamical estimation of EPs, it can be further assumed that the interesting phe-
nomena should be slowly varying from stimulus to stimulus. Then the selection
C,, = C,, for every t can be made. This assumes that every sudden variation is
due to the background noise, and it should be filtered out. The simpler choice
is then C,, = 021, i.e. all the parameters are allowed to change similarly from
trial-to-trial. Naturally, the speed-of-change of the estimated parameters is tightly
related to the selection of o2 (in relation always to the observation model). When
it is selected to be too large, then the estimates tend to be close to the least squares
solution (e.g. see (5.116)). A very small selection forces the estimated parameters
to be almost identical, and identical to the initialization (e.g. see 5.107).

The assumptions imposed to the background noise are important for dynami-
cal estimation of EPs. The Gaussian assumption can be easily relaxed, if we only
require the optimality among all the linear estimators. Furthermore, it is under-
stood that EEG measures activity generated from different brain locations as well
as activity arising from non-neural sources. Therefore, it can be considered that a
significant part of the variability in EP data is created by superposition of a large
number of random processes that are not relevant to the stimulation. Addition-
ally, and much more important for the applicability of the proposed methods, some
part of the activity must be uncorrelated from stimulus to stimulus. Then it is
possible to eliminate all nearly Gaussian variability, and every other uncorrelated
from trial-to-trial contributions.

In practice, it is difficult to decide which part of the activity is related to the
eliciting event, and which parts represent just randomly occurring phenomena.
From this arises the following intuitional approach for dynamic estimation of EPs
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when slow changes of interest exist from stimulus to stimulus. With appropriate
tuning of the relevant parameters state-space representation and recursive mean
square estimation model the most dominant phenomena correlated to the stim-
ulation. Any other nearly randomly occurring phenomena will be filtered out.
Any significant violation of the assumptions may hide interesting results of the
experiment.

State-space modeling for EP estimation was originally proposed in [117, 116],
where the Kalman filter algorithm was considered. In those studies models of the
form H, = H, F; =1, C,, = I, and Cy,, = 0,1, for every t = 1,...,T, where
only considered. In [64] the method was further developed, and the applicability
of Kalman filter was demonstrated based on the use of time shifted Gaussian
shaped functions (generic observation model). Kalman smoother algorithm for
EP estimation was briefly introduced in [63]. In this thesis, in the spirit of [64],
Kalman filter and smoother algorithms are compared in order to demonstrate the
better performance of the smoother, and to discuss the applicability of the method.
Additionally, models of the form (8.15) are introduced for the enhancement of the
random walk model for EP estimation. Finally, a state-space identification method
is presented for the improvement of the tracking capabilities of the methods.

In section 7.4.3, it was concluded that the dominant eigenvectors of the data
correlation matrix can form an observation model for EP estimation. Since this ba-
sis contains prior information about phase-locked characteristics of the EP signals
the following state-space model for dynamical estimation can be considered

Qt = Fth_l + we (816)
H0: + vy, (8.17)

2t

with H; = H, for all t. This observation model was also considered in [116]. The
performance of the method relates on the quality of the signal subspace in low
signal-to-noise ratio conditions, as well as on the assumption of hidden dynamical
behavior. In this thesis, this model is further exploited and its usability discussed
together with other generic parametrizations.

8.3 Simulations

Although the proposed methods are capable to estimate different kinds of EPs,
data resembling the P300 peak were simulated. The P300 peak is one of the most
extensively studied cognitive potential and there exist many studies where the
trial-to-trial variability of the component is discussed.

Real EEG measurements were used as background EEG activity (noise) in the
simulations. From the recordings, only the channel CZ was used, after preprocess-
ing and artifact removal by ICA (see section 7.3.2). As background activity for the
simulations, prestimulus EEG epochs from -700 ms to 0 ms relative to the deviant
stimulus onset were sampled. Simulated EP measurements were then constructed
according to the additive noise model by superimposing upon the selected real
EEG epochs linear combinations of 3 Gaussian shaped functions of the form
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3
50 =Y au(i)e mHOP/E0), (8.18)
i=1

where a;(7) is the amplitude , b:(7) is the latency, and ¢;(i) is the width of the
i-th Gaussian component at the ¢-th stimulus. The Gaussian components were
computed over the points 7 = {—49,...,0,...,300}, such that the theoretical
stimulus occurs at point zero. In order to be consistent to the real measurements
sampling rate (500Hz), each pseudo-real EP vector has three Gaussian peaks,
a negative around 100 ms after the stimulus, a negative around 200 ms, and a
positive around 300 ms.

In order to evaluate the methods for different dynamic variations, four sets of
simulations (87 EPs per set) for the noiseless third peak were created. In the first
case (Case 1), trial-to-trial dynamic variations of the amplitude and latency of the
third peak were set to be linear functions of time. In Case 2, dynamic variations
were created by two different sinusoidal functions, one for the amplitudes and one
for the latencies. Random variations uniformly distributed were further added to
the amplitudes and latencies for both cases. In Case 3, for the amplitudes and
latencies of the third peak uniform variations in a larger range were allowed. Case
4 simulates a sudden change in amplitude and latency after trial 45. The range of
the random variability was set double compared to Case 1. The widths of the third
peak in all the cases were also uniformly distributed but in a smaller interval. The
amplitudes and latencies of the simulations are presented in Fig. 8.1 as functions
of the stimulus number. The other two peaks were selected to be the same for
the three cases having random variations for the amplitudes, latencies and widths,
and linear trends in amplitudes. The background noise was the same for all the
cases for better comparisons.

8.4 Kalman filter vs. smoother

For estimation the model (8.16), (8.17) was considered. For the state evolution
the random walk model , i.e. F; = I, was selected. In section 8.5.1, the problem
of selecting the appropriate number of eigenvectors is treated. Here it is shown
that a few eigenvectors are enough to model dynamic variability. Focus is given
on the comparison of Kalman filter and smoother, as well as on the applicability
of the methods for tracking different trends. In this section, the matrix H, can be
treated as preselected or fixed.

8.4.1 The model and practical considerations

From the eigenvalue decomposition of the matrix R =277 /T, where Z is the
matrix with columns the measurement vectors, a few dominant eigenvectors can be
selected to form the columns of the time invariant observation matrix H,. The first
5 dominant eigenvectors were here selected for every simulated set individually.
For better estimation performance, before obtaining the eigenvectors, the noisy
simulations have been smoothed with the smoothing operator in (4.86), i.e. z; =
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Figure 8.1: Amplitudes and latencies of the third peak for the (noiseless) simu-
lations. Case 1: slow linear trends, Case 2: faster sinusoidal, Case 3: only random

variations uniformly distributed, and Case4: a jump in amplitude and latency.

Gz, where G = (I + o?D¥' D)1, and D; is the first order difference matrix.
The regularization parameter was selected as a? = 25 by visual inspection of the
eigenvectors. Therefore, the matrix Hg was formed based on z;, but for estimation
the original simulations were used. Estimates for the parameters 6; were computed
with Kalman filter and smoother algorithms, and for s; as §; = H,0,.

For the covariance matrices the selection C,, = 021 and C,,, = 021 was made,
for every t = 1,...,87. Therefore, the selection of o2 is not essential since only
the ratio 02 /02 has effect on the estimates. Then the choice C,, = I can be made
and care is given to the selection of ¢2. If it is tuned too small, then the estimates
have bias toward the previous estimates. If it is selected too big, then they have
too much variance tending to be similar to the ordinary LS estimates. The same
parameter controls the adaptivity or the over-smoothing of Kalman smoother. The
selection can be based on experience, expected variability, and visual inspection of
the estimates. If the variance of the background noise change randomly from trial-
to-trial, a time-varying selection is not expected to improve the overall properties
of the estimates. It may improve some individual single-trial estimates mainly
related to much lower or much higher signal-to-noise ratio conditions. Intuitively,
very noisy single-trials are better estimated based on the past, or past and future
measurements, while less noisy based on the present. If the background noise is
changing with a clear pattern, for example, if its variance grows from trial-to-trial,
the model variances should be selected accordingly.
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The influence of the initial values 8y, Cp, can be reduced by using the algorithm
first backwards in time. The last estimates of the backward run can then be used to
initialize the forward run. Usually, around 10 backward steps are enough for a good
starting point. Since we have a time invariant signal model, Kalman filter matrix
equations can be iterated until an adequate convergence is observed. The speed of
convergence relates to the initial conditions, properties of state-space model, and
state and observation noise covariance matrices. More about the convergence of
Kalman filters can be found for example in ([71], p. 286, [7]). The converged values
can be used to initialize the backward run. The average vector of the ordinary
LS estimates was used for initialization of the backward procedure (40 backward
steps). With this initialization, in the limited case of a very small state noise
variance parameter, §; will vary slowly around the mean of the measurements.
For bigger values the initialization is less important, and it is visible for a few
first estimates. Though, the smoother is less sensitive to initializations. The same
procedure was used for every initialization in the thesis.

8.4.2 Error comparison and state-noise variance parameter selection

In order to identify optimal values for the variance term 02 = o2, root mean square

errors (RMSEs) were calculated, between the estimates based on the noisy data
and the noiseless simulated EPs (for all the different cases, and for both Kalman
filter and smoother). This also describes the performance of Kalman filter and
smoother in relation to the parameter selection. In parallel, in order to investigate
the performance of the methods when the noise is not present, new estimates were
computed based on the noiseless data, and new RMSEs between these estimates
and the noiseless simulations. The same observation model, based on the smoothed
noisy data, was used for these estimates. This aims to describe the damage on
the hidden variability due to over filtering or over smoothing. A balance between
these two considerations is the guide for optimal selection. Since focus is given
on the third peak, the RMSEs were computed over the time interval (250-400ms).
The means of the RMSEs for different values of the variance term are presented
in Fig. 8.2 for all cases.

In all situations, the smoothing method results in significantly smaller errors
when the noisy measurements are used. For Cases 1, 2 and 4 the error measure
takes clear minimum for both filter and smoother. Case 1, which simulates the
slowest transition, is better estimated for values around 0.01. Case 2 and 4 require
bigger values around 0.05. The damage is naturally bigger for the sudden transition
(Case 4). These values give a compromise between noise reduction and tracking
performance. Additionally, it can be observed (see also Section 8.4.4) that the
difference in both estimation methods is due to two factors. Smoother reduces
greater the noise having in the same time better tracking performance. For Case 3,
although noise reduction is achieved, clear minimum cannot be observed. A value
bigger than 1 is reasonable with respect to the damage of the random variability
of the peak. Past and future measurements contain information about the shape
and sign of the EPs that is used to reduce the noise. Though, in that case the
damage is bigger for the smoother.
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Figure 8.2: Mean of the root mean square errors for different values of the state
noise variance parameter o2, where C,,, = 021, and C,, = I for every t. RMSEs
were computed between the estimates and the noiseless simulated EPs in the
interval 250-400 ms (third peak). The x-axis is in logarithmic scale. Observation

model: 5 eigenvectors of the data correlation matrix.

8.4.3 Single-trial estimates and applicability revised

By construction, the synthetic datasets have similar means, but different higher
order statistics and time correlations. Different plots describing the simulated EPs
are presented for Case 1, Case 2, Case 3, and Case 4 in Figs. 8.3-8.6 respectively.
The general structure and dynamic variability of the EPs is estimated by both
Kalman filter and smoother. The extra noise reduction by the smoother is visible
in all the image plots. Excellent estimates are obtained under poor signal to
noise ration conditions (Case 1 after stimulus 70, Case 2 stimuli 40-70, second
half of Case 4). With bigger values for the variance parameter noise is still highly
present (Case 3). In that case also over filtering and especially over smoothing is
observed. But even in that case the estimates preserve the general structure of
the peak. The effect of the filter and smoother for different values of o2 can be
observed by comparing the estimates for the first two peaks. The first two peaks
are, by construction, better estimated in Case 1.
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Estimates for the latency and amplitude of the third peak were also computed,
by simply taking the maximum value in the interval 250-400ms. The estimates
for the different cases are presented in Figs. 8.7-8.10. The tracking capability
of the methods can be compared from these plots. The amplitude and latency
estimates are presented on top of each figure, and estimates based on noiseless
data on bottom. For the first two cases the reduction in noise is greater for
Kalman smoother, which provides better estimates for the latencies when the
signal-to-noise ratio is poor. Other significant observation is that it cancels the
time delays that the filter is causing (see also e.g. [193, 190]). With that selection
of parameter, for Case 2 the amplitudes are over smoothed towards the mean.
For Case 4, Kalman filter tracks well until the jump and creates a time delay after
that point for both amplitude and latency. The smoother tracks better the sudden
latency change, but oversmooths the sudden amplitude transition.

Case 3, with only random variability, represents the worst performance for the
methods. Although, there can be observed reasonable estimates for the latencies.
This is partly due to the selected observation model, which naturally contains prior
information about the range of the peak, and up to some level about the shape
of the peak. This depends also on the number of the eigenvectors included in the
model. Less eigenvectors preserve better the shape, but they might not be able to
model late potentials, and long latency trends. More eigenvectors introduce noise.
For small values of o2 the selection is less important since prior information of the
observation model becomes inactive, as prior information from the state evolution
becomes dominant (see also section 8.5.1). The amplitude range is underestimated
and a bigger value for o2 is perhaps more appropriate. This can improve individual
estimates for strong EPs, but it will keep hidden into the noise the smaller ones.

From the analysis of the simulations some general observations can be derived.
Recursive estimation by Kalman filter can model dynamic variability and creates
accurate estimates for the simulated EPs. Though, for small values of the state
variance parameter creates time delays in the estimates. Kalman smoother cancels
these delays, and in the same time removes greater portions of noise. Both have as
an effect reduction in the mean square error. Though, the biggest part of the noise
reduction is achieved during the filtering procedure. For slow variations, Kalman
filter and smoother give very good estimates. Relatively slow variability permits
the choice of small values for o2, which leads to highly improved signal-to-noise
ratio. Bigger values for the state noise variance can still give good estimates,
but more noisy. The clear superiority of Kalman smoother makes necessary the
use of filter only in situations that the estimation is needed on-line (for example
to monitor depth of sedation in clinical applications). Then improvement in the
tracking capability is related to the fixed-lag smoother. When only sudden and
large random variations exist, bigger values for the state noise covariance are
appropriate in order to keep the random structure of the peak. Kalman filter seems
to track better some sudden jumps in the expense of more noise in the estimates.
In those situations extra prior information is needed for better estimation. In
addition, time-varying models should improve the tracking performance.
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8.5 On the selection of observation model

In the previous section, the applicability of recursive mean square methods in
estimating dynamic variability present in the measurements was demonstrated.
Since Kalman smoother is essentially based on the filtering procedure, its better
performance do not seem to depend on the selection of observation model, neither
to the state evolution model.

8.5.1 Number of eigenvectors

The number of eigenvectors included in the previous analysis contains prior in-
formation about the overall mean and latency range of the peaks. Note that by
construction the simulations are covering the same range. In Figs. 8.11-8.14, there
are presented the dominant eigenvectors (up to 9) for the four simulated cases. In
the first column of each figure, there are the eigenvectors computed from the raw
simulated measurements (top row), after conservative smoothing (middle row),
and from the noise free simulations (bottom). On the other two columns there are
error measures based on different number of eigenvectors (average RMSEs between
estimates and noiseless simulations for the third peak). For small state variance
parameter selection, prior information embedded in the observation model con-
cerning individual peaks becomes inactive. Though, at least 2-3 eigenvectors are
needed in order to estimate latency variation for the 3 peak.

If the assumption is that the EPs should be smooth transient waveforms, then
too many eigenvectors do not contribute to the accuracy of the estimates. When
big state noise variance parameter is selected, better estimates are obtained with
less eigenvectors (preserving shape information). Since even perfect (noise free)
eigenvectors can largely model the noise (in the least-squares sense). Less domi-
nant eigenvectors model mainly random variability of the peaks, and details related
to the width and exact shape. Therefore, the associate parameters have mainly
uncorrelated from trial-to-trial behavior, and as a consequence they become eas-
ier eliminated in the filtering-smoothing procedure. Therefore, for small o2 the
introduction of extra eigenvectors do not change the quality of the estimates. Ad-
ditionally, less dominant eigenvectors, when are based on raw measurements, they
largely correspond to the noise subspace. A combination of these considerations
gives the number of eigenvectors for estimating a single peak.

In relation to the assumptions for the speed of change of a particular peak,
someone can control the quality of estimates by introducing a diagonal matrix
for the state noise covariance, with different values associated to different eigen-
vectors. For example, in Case 1, first and second noiseless eigenvector model the
main amplitude decrease and latency shift. Therefore, they could be tuned with
different values. Though, with noisy eigenvectors this is rather difficult (especially
in real unknown measurements) since their order and shape do not always match
to intuition. Even dominant eigenvectors can correspond largely to the noise sub-
space, while containing information about the EPs. Notice that in Case 1 and 2
the order of the second eigenvector has changed to third when noise is added.

Another issue worth mentioning relates to the correlation between individual
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peaks. Naturally the eigenvectors contain prior information about the correlation
structure between the wave-shapes of the hidden source signals. If the peaks are
largely correlated in amplitude, and especially, in latency changes then perhaps
eigenvectors are an optimal choice (in comparison to other generic observation
models) for reducing the dimension of the problem and for dynamic estimation.

8.5.2 (Generic vectors

Other generic parametrizations can also be used for estimating features of EPs.
Here some examples are presented by considering only simulated Case 1. As a
starting point for a demonstration, an observation model formed by time shifted
and scaled (sampled) Gaussian functions was selected. The selection was not
intended to be optimal in any sense, but reasonable by visual inspection of the
obtained estimates. Thus the observation matrix becomes H = [¢1, ..., ¥,], where
its columns are formed by

P = e*(‘rﬂzi))?/?bQ7 (8.19)

The width parameter was chosen b = 20 and n = 20. The basis vectors are plotted
in the upper left part of Fig. 8.15.

It is known in regularization theory that the effect of the regularization param-
eter on the estimates relates to the singular values of the observation matrix (e.g.
[39], p. 59). For example, if the singular values of H are much larger than the
regularization parameter then the regularization parameter has little effect to the
solution. So at least the largest singular value must be considered, for example, in
order to compare the performance of two different observation models. However,
this is true when the model F;, = I,C,, = I,C,,, = oI, is considered. Even the
introduction of diagonal matrices can change the situation, making the comparison
more difficult.

Furthermore, the singular value decomposition of the matrix H was considered,
ie. H=UXVT where U = (uy,uz,...,up) € RM*M and V = (vy,vg,...,0,) €
R™ "™ are orthogonal matrices and ¥ is a pseudo-diagonal M by n matrix whose

top m rows contain the singular values diag{o1,02,...,0,} (ordered o4 > o9 >
... > o0,) and whose bottom (M — n) rows are all zero. From the SVD of H a
second observation model was formed H, = [u1, us, ..., uy], with columns the left

singular vectors. This matrix is shown on the top of Fig. 8.15 (b). Finally, a third
observation model was formed as H' = H,V”, and it shown on the top of Fig.
8.15 (c). Note, that the matrices H, H,, H' provide the same LS fitting error. In
order to have a reasonable, but not exact, comparison with the original matrix,
each column of H was normalized to unit norm.

The columns (length M = 350) of the observation models are shown in Fig.
8.15 (top row). In the second row there are plotted the LS parameter vector
estimates ét,LS, forevery t =1,...,87, k=1,...,20, obtained from the noiseless
simulated Case 1. The parameters 9}7 Ls are given in absolute values for better
visualization of the parameter space. Parameter estimates (based on the noisy
simulated Case 1) obtained with Kalman smoother are given in the third row. The
state noise variance was selected to be 0.01 for every observation model. Kalman
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Figure 8.15: Case 1: Different parametrizations of the EP estimation problem.
First row: basis vectors, Second row: LS parameter estimates (absolute values)
based on noiseless simulations, Third row: KS parameter estimates (absolute

values) based on noisy simulations, Last row: EP estimates (KS, noisy).

smoother estimates for the simulated EPs are give at the last row. For observation
model b) and c) the EP estimates are identical. Note that the vectors in H,,, H’
are orthonormal. The Gaussian humps a) have the ability to provide smoother
results (bottom). However, the resulting estimates $; for the 3 observation models
tend to be the same for very big or very small values for the state noise variance
parameter.

This example aimed to emphasize that although the LS fit can be the same
for some observation models, when the state space model is considered the results
can be different. Additionally, even though the base and parameter space look
different (model b) and c)) the estimates for EPs can be exactly the same. These
observations are important for imposing extra prior information for estimation
or for state-space identification. The Gaussian functions can form a useful all
purpose model, for example for online estimation. The base in column b), is of the
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form of discrete sinusoidal type functions of different frequencies. Therefore, the
parameter estimates describe in that example decreasing signals from trial-to-trial
of different frequencies. The base in column (c), is of the form of time-shifted
discrete sinc type functions, uncorrelated, with band pass type discrete Fourier
transform. Roughly speaking, the parameters represent the time-varying behavior
of the power in a frequency band within a trial and from to trial-to-trial. Therefore,
different observation models (e.g. band pass filters) can be designed focusing on a
particular application.

8.5.3 A smoothness priors evolution model

Different observation models can force smoothness for the EPs. Though they
require the non trivial selection of wave shape and number of vectors in the ob-
servation model. Extra smoothness for the EPs can be enforced directly via the
smoothness priors method. The simplest observation model for estimation is given
by H = I. Thus, it is 6; = s;. Estimates for Case 1 with the same variance pa-
rameter as before (02 = 0.01) are shown on the left of Fig. 8.16. Prior information
about the smoothness of the EPs can be introduced through the state evolution
model (5.135)

F'= (I +0%*DID))"!, C =0o*F, (8.20)

where D is the first order difference operator. This model can be understood as a
two dimensional smoothing method for EP estimation. For the selection o = 0.01
and o2 = 1000 the improved estimates are presented in the middle of Fig. 8.16. As
a comparison, estimates obtained with observation model 5 dominant eigenvectors
of the noiseless data correlation matrix are presented on the right of Fig. 8.16.

8.6 State-space identification

In the previous sections different parametrizations for state-space modeling and
estimation of dynamic features in EP measurements were considered. For every
parametrization improvement of the tracking capabilities is related to the intro-
duction of time variation in the model. In this section, the performance of the
state-space identification method presented in section 5.4 is demonstrated. Its
form is general and can be modified according to the parametrization.

In order to continue the comparison based on the four simulated cases, as before
the 5 dominant eigenvectors are used for estimation. The simplest time-varying
prior for the enhancement of the random walk model (Fy = I,C, = I,C,, = o2I)
is then (see section 5.4) C; = c?I and the model becomes

,_ G 1

= = I =
L 4o 1+ o2¢?

£, (8.21)

where it was set ¢7 = % and
t

1

! 2 2
Cor=o =0

(8.22)
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Figure 8.16: Case 1: Prior information only about the dynamic variability (left),

extra smoothness (middle), 5 eigenvectors from noise free simulations (right).

Estimates for the parameters ¢? for t = 1,...,7T can be obtained with the algo-
rithm presented in section 5.4. It must be noted that this parametrization is self
constrained not to over-fit to the measurements, neither to over-smooth the data.
Since for big values of ¢2, state noise variance becomes small (thus over smooth-
ing) and the estimation criterion gets bigger, and small values of ¢? lead to the
random walk model. Initialization was based on the random walk model. Thus, a
local minimum was searched in order to provide tracking improvements over the
basic random walk model. Though, the prior selection of o2 is still necessary.

In Fig. 8.17, it is presented as before the error measure as a function of the state
variance parameter o for the 4 simulated cases. The optimization was performed
in the interval 0-500 ms. The error is smaller than the filter. Near the optimal
choice for the parameter the presented state-space identification method and the
introduction of time variation at the model seems to reduce the error (smoother,
random walk model). The selection of the variance parameter seems to be less
important near the optimal since the adaptivity is improved. For big value of o2
naturally bigger jumps are possible, which has as a consequence that the estimates
may follow also the noise. Inevitably the performance of the method relates to the
properties of the noise. Though the damage in the trends is always smaller.

For Case 1 it allows the use of even smaller values for the variance parameter
which leads to greater noise reduction. For the same value as before (o = 0.01)
the error is improved by reducing the noise, tracking better the linear trends and
introducing some random variability in the estimates (Fig. 8.18). Though, for
the latencies there are very small differences. For Case 2 (Fig. 8.19), similar
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Figure 8.17: Error measures as a function of the variance parameter for the four

simulated cases.

observations can be made (02 = 0.05). For Case 3 (Fig. 8.20), the damage is
comparable to the filter (¢2 = 1). However, the identification method models
faster changes with greater noise reduction than the filter and plain smoother. For
Case 4, the estimates are overall improved (Fig. 8.21). For the selected parameter
(02 = 0.05), and the noise levels, the method could not estimate so sharp jump but
rather broke the amplitude jump into two smaller ones. Though now in the epoch
plots and in the image the sudden transition is more clear. The estimated models
ft are shown on the top left corner of Figs. 8.22-8.25. These figures also present
three individual single-trial estimates. Visual observation of the raw data for the
decision of amplitude and latency of peaks can be misleading (Stimulus 25) even
in simple pseudo real simulated examples. A compromise between following too
closely the measurements and respecting prior information gives better estimates.

Next, the performance of the methods is tested under different noises. In Fig.
8.26 mean RMSEs after repeated simulations for Case 1 (left) are presented. Dif-
ferent noise levels were considered (Gaussian noise with different variances) and
the error measure was computed for least squares, Kalman filter, smoother and
smoother optimized (the data were always smoothed before computing the eigen-
vectors). In this plot, the error measure is presented as a function of the standard
deviation of the added observation noise. The state noise variance parameter for
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Figure 8.26: Error measure for different realizations of background noise.

estimation in all the simulations was fixed (¢2 = 0.01). In the same Fig. 8.26
(right) estimates with (¢ = 0.05) were computed for Case 2 for different Gaus-
sian noises (100 set of realizations) with fixed standard deviation (STD= 40). In
Figure 8.27 it is presented the ensemble mean of all the estimates of amplitude
and latency (thin lines) for Case 2 only. Dashed lines denote intervals of £2 times
the (ensemble) standard deviation and thick lines the simulated trends. The time
delay of the filter is visible, the state space method seems to over all correct the
smoother. The variance of the estimates is kept small even in poor signal-to-noise
ratio conditions. The state identification method seems also robust, and given
that it fixes individual EPs, corrects the trends, and controls over smoothing it
seems overall preferable. For higher signal-to-noise ratio conditions and for bigger
values of the state variance parameter the method can model accurately sudden
jumps of the state evolution (see Fig. 8.28).
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Figure 8.29: Deviant tone measurements and obtained eigenvectors.

8.7 Application to real EP data

In this section, the proposed single-trial estimation methods are applied to the
real EP data used in the ICA example (section 7.3.2).

8.7.1 Deviant stimuli and P300 component

As in the simulated examples, 5 eigenvectors of the data correlation matrix of
the smoothed measurements (after artifact removal by ICA) are used. Dominant
eigenvectors and measurements are plotted in Fig. 8.29. Three sets of estimates
were computed for different values of state noise variance parameter (o2 =0.05,
0.1, and 0.5). Estimates obtained with Kalman smoother and smoother optimized
(in the interval 0-500ms) are presented in Fig. 8.30-8.32. By visual inspection
of the estimates the value 0.05 over-smooths the data (Fig. 8.30). Though by
adding time variability to the model better estimates are obtained. In Fig. 8.32
the estimates start to follow the noise. By considering the good quality of the
eigenvectors (at least the first 3) and by observing that for small values of o2 the
data still show trend like variations both in latency and amplitude, a value around
0.1 seems optimal for o2. For that value the optimized method seems also to give
better results. For that value single-trial estimates are presented in Fig. 8.33.
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8.7.2 Standard stimuli and N100/P200 complex

Estimates for the N100/P200 complex obtained from the standard tone were also
computed. The EP measurements and eigenvectors are shown in Fig. 8.34. In
the same way, 5 dominant eigenvectors of the data correlation matrix were used
for estimation. By visual inspection the value 02 = 0.01 was selected. Estimates
for the EPs are presented in Fig. 8.35, image plots (up), and estimates for the
amplitude and latency of the P200 (bottom). Optimization was now considered
in the interval (0-400ms).

In order to investigate the effect of artifacts in the accuracy of the estimates,
dynamical estimation was applied to the measurements without artifact removal
by ICA. EP measurements with artifacts are presented in Fig. 8.36. The blink
artifacts are visible, especially at the end of the data epochs. The eigenvectors
and the signal subspace is distorted and the most dominant eigenvectors model
largely the blinks. Furthermore, estimates are presented in Fig. 8.37. Naturally,
the estimates are of less quality. Since the blinks were more concentrated at the
end of the epochs, and since there are randomly occurring, Kalman smoother
has largely removed them providing, for example, comparable estimates for the
amplitude of P200 (see Fig. 8.35 and Fig. 8.37). Though at the end of the
measurements the latencies are distorted. In case of noisy eigenvectors, it is better
to use other generic observation models, or to estimate the signal subspace by
first rejecting some corrupted epochs. Single-trial estimates (without artifacts)
are presented in Fig. 8.38, together with the estimated state-space model.

Furthermore, the blink artifacts are also visible in the averaged epochs. In
the Appendix (Fig. A.10) there are presented the averaged epochs obtained for
each channel separately before and after ICA. Clearly the blink contribution is
largely visible and ICA and BSS methods, or other artifact removal methods, are
important even for simple traditional analysis. In Fig. A.11 it is presented the
revealed variability of the N100/P200 complex in terms of amplitudes and latencies
of the two peaks. The estimates are based on the optimized smoother (channel
CZ). Kalman smoother estimates were also computed for each channel separately
(artifact corrected measurements). The observation model was 5 eigenvectors of
the correlation matrix of each channel individually. Multichannel estimates, in
form of scalp maps time locked at the latencies estimated from channel CZ for
the P200 are presented in Fig. A.12. The scalp maps (row by row) correspond to
steps of 10 stimuli. An overall decrease in amplitude is visible.
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CHAPTER IX

Discussion and Conclusions

In this thesis, novel methods for EP denoising and enhancement were presented.
The developed methods involve state-space modeling and identification techniques
for dynamical estimation of EPs. Estimates for the EPs are obtained with Kalman
filter and smoother algorithms. The performance of the methods relates to the
quality of the EP signal subspace in low signal-to-noise ratio conditions, and es-
pecially to the assumption of hidden dynamic behavior from trial-to-trial. The
estimates could, for example, be used to study different habituation effects, to
detect changes in cognitive state, or to study cortical activity during anesthesia.

For the analysis of EPs, the clarification of different assumptions entering in
the estimation procedure is critical. Different assumptions can be investigated
or imposed within the framework of probability theory, based on the Bayesian
formalism, or rather deterministically, based on regularization theory. This has
been extensively discussed in this thesis. A mathematically elegant way to inves-
tigate dynamic variability in EPs is given by state-space modeling. The measured
potentials are treated as vector valued stochastic processes, and the target is to
recover slowly varying features buried into ongoing EEG and other interferences.
Bayesian recursive mean square estimation methods can then be applied. In this
thesis, the applicability, assumptions, and limitations of the approach were dis-
cussed and demonstrated. Furthermore, it was shown that the proposed methods
are able to track dynamic variability from trial-to-trial with simulated and real
EP data.

Kalman filter and smoother algorithms were systematically compared with
computer simulations. The simulation studies provide also empirical ways for tun-
ing relevant variance parameters. In this thesis, it was shown that the smoothing
estimation procedure should be used when all the measurements are available and
the filtering procedure is necessary only in cases when the estimation is required
to be on-line. This is because the tracking capability is improved and the noise
reduction is greater. This conclusion is neither restricted to the particular applica-
tion (e.g. [193]), nor to the selected observation model [63]. Compromises between
tracking capability and on-line estimation are given by fixed-lag smoothing algo-
rithms (e.g. [108]).

The identification of an appropriate observation model for estimation was also
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considered. Data-based observation models based on eigenvectors provide a good
choice since they contain information about prominent characteristics of the sig-
nals; although even dominant eigenvectors can reflect artifacts and ongoing ac-
tivity. The spatially dependent nature of multichannel EEG measurements can
be exploited for identification and correction of different artifacts. One way to
approach the problem is within the framework of blind source separation (e.g.
[85, 39]). ICA for BSS of EEG was considered in order to demonstrate that the
signal subspace, and therefore, the quality of the estimates can be affected by
strong artifacts. However, the proposed methods are able to estimate EPs under
very low signal-to-noise ratio conditions, as soon as slow changes from stimulus
to stimulus exist. This was demonstrated with computer simulations and real EP
measurements.

Some cases of generic observation models were also considered and demon-
strated. However, the development of other models which can be tailored accord-
ing to the application and estimation needs is still necessary. In parallel with
the selection of the observation model, a method for enhancement of the state-
evolution model for dynamical estimation of EPs was presented. The method
imposes extra prior information for the parameters and can be tailored depending
on the parametrization, for example, to provide smoothness. One such example
was demonstrated. Based on the same formulation, a method for state-space iden-
tification was proposed that seems to perform well in difficult estimation problems.
The method introducestime variability in the state-space model by estimating ex-
tra parameters from the data. Furthermore, it can better track sudden changes
and prevents over-smoothing. Though, the prior selection of one parameter is still
necessary for estimation.

In this thesis, the introduction of estimates for the observation noise variances
was not considered. Estimation of extra non-stationary properties is a difficult
task, but could improve tracking capabilities and estimation accuracy. More im-
portant, the fully Bayesian nature of the method is then going to be revealed by the
provision of meaningful estimates for the parameter error covariances. Modeling
of extra prior information obtained from the multichannel measurements or other
relevant biosignals could also be investigated. For some approaches see [172, 173].
Finally, the introduction of extra control inputs in the estimation procedure may
lead to further improvements.



APPENDIX I

Additional Figures

For the evaluation and categorization of ICs time and time-frequency plots, his-
tograms, and activation maps were computed. From the strong blink artifact
component estimates for the blink occurrence time were obtained, and for every
IC epochs relative to blinks were sampled. Epochs were also sampled relative

to the two stimulus types for every component, see
A.10-A.12 are discussed in section 8.7.2.

also section 7.3.2. The Figs.
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A. Additional Figures
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