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1. Introduction

The design of an experiment aims at an efficient choice of the experimental conditions in
order to optimize the performance of the statistical inference which will be based on the
observations to be obtained. Schwabe (1996, page 1)

In practice, it is seldom possible to observe every potential datum of some study variable
associated with a phenomenon that varies over a continuous (or even a large finite) spatial
domain. Typically, an inference about the study variable may be made from a very small
subset of potential data. Thus, an important task of statistics is an optimization of a par-
ticular data-collecting procedure. This procedure is called experimental design or sampling
plan (network).

In the spatial context, the interest is typically in the prediction of (some function of) the
study variable at multiple unsampled sites. An optimal experimental design usually refers
to the choice of locations at which to sample in order to achieve optimality according to a
given criterion (e.g., minimize average mean square prediction error, where the average is
taken over multiple prediction locations). In practice, optimal experimental designs may
be extremely difficult to achieve. On the other hand, good, although suboptimal, designs
may be relatively easy to obtain and these designs, at least, should be sought.

Two directions in the theoretical statistics related to these problems can be found in
literature, namely, the so-called sampling theory (see e.g. Aldworth and Cressie (1999))
and the theory of optimal experimental design (Pukelsheim, 1993). They have been devel-
oped separately, though with a considerable theoretical overlap. For problems which are
motivated by geostatistics (Chiles and Delfiner, 1999) this overlap is more apparent.

Given an observation site, it is rather usual that there are several information sources
available. For instance, in environmental monitoring, it is possible to obtain information
about the amount of lead, zinc, sulphur or other pollutants from one soil sample. In this
sense, it is a multivariate problem. In such a situation, the question formulation is not only
where to observe, but also which component(s) should be observed, since not all observed
components contribute equally to the predictor. Another issue is that any observation (and
the following analysis) is associated with costs (financial, material or environmental). This
thesis is an attempt to provide a solution to a particular multivariate design problem
which is motivated by the following application areas.

In science and engineering, there are situations where gradient information on a stochas-
tic quantity is directly measurable. Sometimes, direct measurements of a study variable
are associated with very big costs or it is even impossible, but derivatives can be obtained
relatively easily. One example is the geophysical determination of gravity anomalies using
the E6tvos torsion balance (Jordan et al., 1967). These measurements are important for
exploration of deposits. A detailed listing of applications in earth science, where deriva-
tives are available is given in Jakel (1997). As a more general and modern notion the
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so-called satellite gradiometry should be mentioned (Freeden, 1999). Differentiable models
and gradients are of certain importance in meteorology (Daley, 1996).

Finally, another differently motivated area are so-called computer experiments (see Koehler
and Owen (1996) and Sacks et al. (1989) for overview). Computer modeling of physical
or behavioral systems has become an important tool in many fields of research and also in
manufacturing. Many of considered systems are so complex, that physical experimentation
is too time consuming or too expensive. Consequently, experimenters have turned to simu-
lations of these systems. Typically, simulators help to describe the relationship between the
model, the production process and the real system (or final product). Equally important
are the effects of uncontrollable variation in the production process parameters to the end
products. Here, computer experiments can be seen as a kind of sensitivity analysis.

Many simulators need to solve differential equations and can provide the gradient of the
response at a design point with little or no additional cost. For a listing of applications,
which includes problems from semiconductor industry, nuclear research and physics, see
Koehler and Owen (1996); Sacks et al. (1989) and Currin et al. (1991).

There are only a few references considering optimal design for derivatives. Some of
them are motivated by a series of papers (Sacks and Ylvisaker, 1966, 1968, 1970) and they
investigate large samples in an asymptotic optimal sense (Benhenni and Cambanis, 1992).
In this context, the inclusion of derivative information means that a stochastic process is
observed at a certain point simultaneously with all mean square derivatives of the process up
to a certain order. This is the case for example of papers related to computer experiments
(see Koehler and Owen (1996); Mitchell et al. (1994) and Morris et al. (1993) inter alia),
where this limitation arises from problem specifics. This restriction is not necessary in the
earth science and it is left in Holtmann (2001) where links to spline approximation theory,
regression and prediction problems are established. Some numerical results are presented
in Albrecht (1998).

For a good understanding of design problems in general, it is necessary to conceive what
their essential properties are. They are a space of design parameters, which should be
set optimally according to an objective function, and a model of described reality.

The concept adopted in this work arises from stochastics. The observations are supposed
to be realizations of a mean square differentiable random field or realizations of its
derivative fields. A focus is put to second order characteristics of the field, which is described
by a known covariance function. The first order characteristic, i.e. the mean, is supposed
to be known or equivalently equal to zero. This setup is sufficient for using the so-called
simple kriging predictor. Throughout this thesis, the prediction is regarded with respect
to the underlying (non-derivative) random field. The space of design parameters to be set
can typically be observation coordinates in Euclidian space.

The objective function exclusively considered here is the so-called imse-update. This
criterion is derived from the well known integrated mean square error (imse), which has
been widely used (see for example Sacks et al. (1989) and Barnes (1989)) because it is
intuitively appealing. Basically, one seeks a design that does 'best’ on the average, where
"best’ is measured by the mean square error of a linear predictor. Let us also note that the
imse criterion often appears in a rather different context (cf. e.g. Khuri and Cornell (1996)
and Biedermann and Dette (2001)).

In geostatistics, the covariance function is never a priori known. Typically, after some
data are collected, the so-called model fitting is done. This means that some parameter-



ized covariance function (family) is chosen and its parameters are estimated from data.
The present work is an attempt to explain how the choice of a covariance function
influences the quality of information obtained from derivatives of diverse order.

The problem can be also formulated in another way. Can a careless choice of a covariance
function lead (in the context of derivative observations) to an erroneous or over-optimistic
inference? This question formulation is, in particular, inspired by the work of Stein (1999).
However, the way it is solved here, is rather far from that of Stein (1999). Finally, the
question is, what are simple rules of thumb which lead to an efficient design.

This thesis is organized as follows. Chapter 2 provides a basic introduction to the
terminology. For good understanding, the notion of mean square differentiability of a
random field is essential (Section 2.1.4). Lemma 2.2, formulated in this section, is of a
certain importance too, since it is used later on many times. Section 2.2 gives an orientation
in a hierarchy of prediction problems. One of them is the topic of this work. Section 2.3
provides very briefly some links to other design problems.

Chapter 3 summarizes some properties of covariance functions. A focus is put to mean
square differentiability and spectral properties of covariance functions. The chapter follows
with a detailed overview of some examples of (families of) covariance functions. Attention
is paid to the Matérn class, which has recently been recommended (Stein, 1999) for its flexi-
bility and other reasonable properties. Some formulas, which are used later, are stated here.
In particular, the formulas for the variances of derivative random fields under the Matérn,
the Gaussian and the J-Bessel model are relevant to the further considerations. Lemmata
3.1 and 3.3 provide simplifications of formulas for differentiation of the Matérn and the
J-Bessel class. Proofs are more or less technical and they are postponed to Appendix A.

Chapters 4 and 5 contain the main results of this thesis. Unlike to Chapter 4, where
the reasoning is carried out theoretically, in Chapter 5, an empirical investigation is mainly
made, however, with a lot of important links to the previous results

In Chapter 4, a certain class of designs is studied, namely, designs with vanishing
inter-site correlations. The aim of the first part of this chapter is purposely not to
construct an optimal design (it can be seen that these designs are in most cases not good),
but to obtain some notion about the information, which a particular derivative observation
can serve in some general sense. As already said, as a measure of this information, the
imse-update criterion is used and this criterion should be maximized. Further, covariance
functions and their L?-properties are a very essence of the discussed approach.

The imse-update depends both on a particular design and on a covariance function of the
study random field. This dependence is typically very complex. Due to an asymptotic, it
disappears dependence on the design, i.e. all limiting desing (given number and derivative
grades) are mutually equivalent.

Thus, can the (limiting) imse-update be bigger for derivative observations of higher
order than for lower ones? Theorem 5 and connected claims are a survey of this problem.
Basically, both positive and negative answers can turn out and the solution is closely
connected to a particular covariance function of the random field under study. Although
the case, where the J-Bessel class is considered, is likely not of practical importance, the
opposite is hopefully true for the Matérn class. For the later class and for the Gaussian
covariance function, it is shown that the (limiting) imse-update decreases rapidly to zero
as the order of derivative increases. These results can be used for establishing the efficiency
of designs, which consist of diverse derivative observations or as a comparison between
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several designs. In this context, the J-Bessel class can be seen as a counterpart of the
Matérn class. It is an example for the fact that covariance functions allow a large variety
of possibilities and their proper choice is of great importance in modeling.

The main focus of the second part of Chapter 4 is an investigation of the problem whether
the (limiting) imse-update can be improved by a suitable combination of observations
of distinct derivative random fields in one site. It is shown that correlated pairs of
derivatives outperform the other discussed possibilities.

In Chapter 5, the asymptotic setup is left and designs are examined empirically. At first,
an alternative analytical formula for imse-update is given, which is further substantiated
for the case of two observations. Attention is paid to the Gaussian covariance function and
some numerical case studies are investigated.

On the basis of some evidence, well constructed regular grids are proposed to be an
efficient solution of the design problem for derivatives (at least for Gaussian-like or Matérn-
like covariance functions). Finally, an analogous comparison of efficiency as in Theorem
5 is given in this chapter but for optimally constructed regular grids. This chapter is
supplemented with many plots and tables which support the argumentation.

The Appendix consists of three parts. In the first part, the postponed proofs can be
found. In the second part, the problem of conditional simulation using derivatives is
solved. This section is not directly related to design problems and therefore it was post-
poned to Appendix B. Note that, although simulations are of a great interest in geostatis-
tics, simultaneous (conditional) simulation of multiple derivative fields was not explicitely
formulated in the literature. The third part of the appendix supplements Chapter 5 with
figures related to the Matérn and the J-Bessel class.

The presented work offers a rather specialized view to an optimal design problem and it
attempts to contribute to the current discussion of the geostatistical modeling. It remains,
of course, a lot of open problems and many questions with unsatisfactory answers. Chapter
5 points out some effects, which can be verified on an empirical basis but a rigorous ma-
thematical proof is missing. A further investigations in this area is surely a great challenge
for the future research.



2. Basic definitions

2.1. Random processes and fields

Suppose an observer has collected certain data, for example, pollution levels in an area. The
problem is now, how to model the observed reality. There are certainly many approaches
to the problem. The approach adopted here assumes the observations to be a realization
of a parent random function.

In this chapter, random processes and random fields will be introduced and a simple
classification of random fields will be summarized. The goal of this chapter is to define
mean square properties of random fields, above all mean square differentiability. The
chapter continues with a hierarchy of prediction problems. The last section provides a
short overview of other design problems.

Let us recall some definitions from the theory of stochastic functions. For more details see
Yaglom (1987a); Skorokhod (1996); Todorovic (1992) and Gikhman and Skorokhod (1996).

2.1.1. Definitions

A probability space is a triple (€2, .4,P), where € is a certain nonempty set called set of
elementary events, A is a collection of subsets of 2 forming o-algebra and P is a probability
measure on A. Sets from A are referred to as random events and P(A) is the probability
of Ae A

Each measurable function ¢ : £ — R is said to be a random wvariable. This means that
{w:{(w) <t} € Aforall t € R. A measurable vector acting from  and having values in
R™ is said to be a random vector.

A random function is a mapping

Z:QxD—R, D c R,

such that for every = (21,...,24)" from the domain set D the function Z(-,z) is a
random variable. On the other hand, for a given w € ) we refer to Z(w,-) as a realization
of the random function Z. It is customary to denote a random function by Z(x) and a
realization by lowercase z(x).

It is common to distinguish the following cases. If d = 1 and d > 1, we speak about
a random process or about a random field respectively. The one-dimensional case corre-
sponds typically to temporal phenomena. The cases of higher dimensions are frequent in
geostatistics or environmental science and they correspond to spatial (or spatial-temporal)
observations.

Sometimes, it can be profitable to consider complex valued random functions, which are
defined as

Z(x) = Z1(x) + iZs2(x), xeD,

where Z; and Zs are real valued random functions.
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The basic characteristics of random processes are finite dimensional distribution func-
tions, i.e. probabilities

le,m27...7mn(t1,t2, . ,tn) = P(Z(:Bl) < tl, Z(mg) < t2, e ,Z(a:n) < tn), (21)

which are defined for all n € N, and for all 1, xs,... 2, € D.
If an n-dimensional distribution function Fg, . 4. (t1,...,t,) can be written as

t1 tn
Fay oz (b1, b)) = / / Payaen (P1y oo t)dEy, ..., dt]
— 0 — o0

for all n € N, pg,. o, (t],...,1,) is referred to as an n-dimensional probability density.

In natural sciences as well as in finance we usually have several information sources
which can be observed simultaneously. For instance in meteorology an observer can obtain
information about temperature, atmospheric pressure, wind velocity, concentration of ozone
etc. All the observations could be realized at the same time or time interval at a certain
place. Similarly, a broker possesses information about prices of different shares, contracts
or their composite indices. Thus, it is useful to generalize the above concept and we can
define a multivariate random function, that is a mapping

Z:QxD—R™, D c R,

such that for every & € D the mapping Z(-, ) is a random vector.

2.1.2. Moments of random processes and fields

In practice, it is usually very complicated to get a complete description of a (multivariate)
random function by means of probability distribution functions. A theoretical determi-
nation of a probability distribution function is possible only in rare cases as for instance
for Gaussian fields. For this reasons, it is common to restrict oneself to the relatively
simple characteristics of probability distribution functions. The most important numerical
characteristics of distribution functions are their moments.

Mean function Mean function m(x) (trend or drift) is a basic characteristic, which de-
scribes a systematic variation of the random function Z. It is simply the expected value of
the random variable Z(x)

m(x) :=EZ(x) = /Rt dF4(t).

Covariance function Covariance function C(x,y) describes a stochastic variation or local
deviations from the mean. It is defined as

Clx,y) =cov(Z(z), Z(y)) = E{(Z(x) —m(=x))(Z(y) —m(y))} (2.2)
= EZ(z)Z(y) — m(z)m(y).

It follows immediately from (2.2) that covariance functions are symmetric, i.e.

C(z,y) =C(y,x). (2.3)
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A covariance function normalized by the standard deviations C(z, z)'/? and C(y,y)/?

C(xz,y)
C(x, ) /2C(y,y)1/?

clx,y) = (2.4)

is called correlation function. The definition (2.2) implies that the wvariance function
C(x,x) = var(Z(x)) is everywhere non-negative. In the following, it will be assumed
that C'(x,x) is in fact strictly positive, in order to assure the correlation function (2.4)
corresponding to a given covariance function is well defined.

Covariance and variance matrix, positive definiteness Mean function and covariance
function are defined using appropriate random variables. Analogously, for random vectors
X and Y, we define covariance matriz of X and'Y

cov(X,¥7) = E{(X ~ EX)(Y ~EY)"},

where the expected value of a random matrix (vector) is just a matrix (vector) of expected
values. If X =Y we refer cov(X, X7T) to as covariance matriz of X, var(X).

A real symmetric (n x n)-matrix A is said to be positive semi-definite if ATAX > 0 for
all real (n x 1)-vectors A. This matrix is termed as positive definite if AT AX > 0 for all
real (n x 1)-vectors XA # 0. Note that if matrix A is positive definite, it follows immediately
that A is invertible and A~! is also positive definite. The family of all positive definite and
positive semi-definite (n x n)-matrices will be denoted by PD,, and PSD,,, respectively.

Note that, since

0 < var(ATX) = AT var(X)A

for any random vector X = (Xi,...,X,)T, such that cov(X;, X;) < oo, 4,7 € {1,...,n}
and for all (n x 1)-real vectors A, covariance matrix var(X) is at least positive semi-definite.

General moments General moment functions are given for the sake of completeness by
the following equation

pItIzedn (g @y, xy) = B Z (a1 Z(x0)7 .. Z ().

Therefore, a mean function is the first moment of Z(-) and a covariance function is the
centered second moment of Z(-). The exclusive topic of the thesis will be properties of
random fields considering only the first two moments.

Gaussian random fields There are a couple of arguments that this restriction is reason-
able. An important class of random fields are Gaussian random fields, which are cha-
racterized by the property that all finite dimensional probability densities are multivariate
Gaussian, i.e., it holds for all n € N

5 1
Pay,..zn (t) = (270)/2(det 32)1/2

exp (= 5(6— m(@)" S (¢~ m())),

where t and x denote (t1,...,t,)7 and (x1,...,x,)T for short. ¥ is n x n-matrix with ele-
ments 3;; = C(x;,x;), 1,5 € {1,...,n}. Therefore, a Gaussian random field is completely
determined by its mean and its covariance function.
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Random fields of the second order A random variable ( is termed to be of the second
order if E|¢|? < co. A random field Z is said to be of the second order if Z(x) is of the
second order for all x € D.

All random processes and fields considered in the following text are of the second order.

2.1.3. Stationarity and isotropy

Even if we confine ourselves only to the simplest quantities like a mean and a covariance
function, a statistical inference from data about the quantities can be very difficult. A
common simplifying assumption is that the underlying probabilistic structure remains the
same or similar in some sense in different parts of the domain set D.

Stationarity

A random field is said to be stationary in the strong sense if all its finite dimensional
distribution functions are translation invariant, i.e.,

F:z:1+h,:1:2+h,...,a:n+h(tl7 t27 o 7tn) - le,wg,...,wn (t17 t27 o 7tn)

for all h,xy,...x, € D, such that h +x; € D (i = 1,...,n), for all ¢t;,t3...,t, € R and
for all n € N. As a rule, stationary random fields are always considered on the whole R¢,

A random field Z of the second order is called stationary (in the wide sense), if the mean
function E Z(x) is identically constant for all € D and if the covariance function C is
translation invariant, i.e.,

C(x,y)=C(x+h,x+h), foral xyhecD.

Translation invariant functions defined on R% x R? can be represented by a function K (-),
which is defined on R? as follows. Given the translation invariant function C(zx,y), define

K(x):=C(0,z). Then
K(y —x)=C(0,y —x) = C(z,y), forall z,y € R

If the function C(-,-) is moreover covariance function, its representative K (-) is usually
called covariance function, too. Observe that

K(0) = var(Z(x)), forall x € RY,

whenever K(-) is a covariance function of a stationary random field Z. Further, in this
case, K(-) is also an even function with respect to each of its arguments by virtue of the
symmetry property (2.3).

Isotropy

A second order random field Z is called isotropic (in the wide sense), if the mean func-
tion E Z(x) is identically constant for all € D and the covariance function are rotation
invariant, i.e.,

C(x,y) =C(Hz,Hy), forallx,yeD,

where H is an orthogonal d x d-matrix, i.e. HHT = H'H = 1.
Isotropy means that there is no reason to distinguish between one direction from another
for a random field under consideration.
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Covariance function C(x,y), ¢,y € R%, of a stationary and isotropic random field de-

pends on & and y only through the Euclidean norm |jy—|| := /3%, (y; — ;). Therefore,
a function ¢ : [0,00) — R exists such that

Cla,y) = K(y —z) = ¢(ly — =), foralz,yeR

(see Gaspari and Cohn (1999)). However, it is usually convenient to define ¢ on the whole
R as its even extension, i.e. p(—t) := ¢(t),t € [0, 00).

The class of all functions ¢ : [0,00) — R, which are covariance functions of a stationary
and isotropic random field on R? will be denoted as ®.

Anisotropy

If a random field is not isotropic, it is said to be anisotropic. In nature, isotropic random
fields can be quite rare and a detection of a potential anisotropy from data is an important
statistical task. Nevertheless, anisotropy is in many cases modeled as a linear transforma-
tion of coordinates. Precisely, Z exhibits a geometric anisotropy, if there exist an invertible
matrix V such that Z(Vx) is isotropic. For instance, in R? the matrix V transforms any
ellipse to a circle (cf. Chiles and Delfiner (1999) or Journel and Huijbregts (1978) for other
types of anisotropy). In this text, only isotropic random fields are considered.

2.1.4. Mean square continuity and differentiability

In this section some important properties of random processes will be summarized. The
section provides simple classification of processes based only on a mean and a covariance
function. The major goal is to introduce mean square differentiable processes, which are of
the main interest throughout the thesis. Here, we restrict ourselves only to the definition
and basic properties, examples are widely discussed in Chapter 3.

Convergence in the mean square sense

A sequence {(, }52; of random variables of the second order is said to converge in the mean
square sense to a random variable ¢ if

lim E(¢, — ¢)?> =0. (2.5)

n—oo

We use the notation l.i.m. (, = (.
n—oo

A sequence of random fields {Z,,}72; of second order is said to converge to a random
field Z if
Lim. Z,(x) = Z(x), forallze D.

n—oo

It means that a convergence of a process in the mean square sense is defined as a convergence
of corresponding random variables in the same sense. It holds, (cf. Yaglom (1987a, p.64))
that l.im. Z,(x) = Z (=) if and only if

n—oo

lim E(Z,(z) — Zm(x))? =0, (2.6)

n,Mm—00

which is further equivalent to lim,, 1,00 E Z () Zp, () < 00.
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Mean square continuity

A random field Z(x) is said to be mean square continuous if its mean m(x) and its co-
variance function C(x,y) are continuous with respect to all components of  and x,y
respectively. Note that if a stationary random field is mean square continuous in the ori-
gin, it is mean square continuous everywhere. If a stationary random field is not mean
square continuous in the origin, it is not mean square continuous in any point of R,

Note that mean square continuity of the field Z does not mean that all its realizations
z(+) are continuous. It can easily be found examples of mean square continuous random
processes whose realizations have discontinuities. On the other hand, for processes, which
are not mean square continuous, it is possible to construct their infinitely differentiable
realizations (cf. Yaglom (1987a)).

Mean square differentiability

Definition 1 A process Z(-) is said to be mean square differentiable at a point x if a
random variable ZW (z) exists, such that E|ZM (z)[> < co and

_ Z(x +h) — Z(z) 2

lim E AR = 0. 2.7

tim 1 (20 @) (2.7

By the virtue of (2.5), (2.7) can be rewritten as
Lim. Z(x+h)—Z(z)
h—0 h

=7ZW(2).

Lemma 2.1 In order that a process Z be mean square differentiable on an interval [a, ],
it 1s necessary and sufficient that the derivatives

d o) 9C(z,y) _ 0C(z,y)

l ~C =

dmm@)’ ox (z,9), Oxdy Oyox
exist for all xz,y € [a,b]. It is sufficient if the derivative of the mean function %m(a:) and
the limit

. Clx+hz+9)—-C(x,x+6) —C(x+ h,z) + C(z,x)
lim
h,6—0 ho
exist for all x € [a,b)].

Proof : Let Z()(z) exist for all z € [a,b]. Then
Zx+h)—Z@x) .. mx+h)—m(z) d
= 1 = — . .
h B h " 28)

In (2.8), the first equation is a consequence of the Schwarz inequality. Hence, the derivative
mM(z) := %m(a:) exists. Therefore, the zero mean process

Zo(x) = Z(x) — m(x)

EZW(z) = lim B

is differentiable. In the same manner, it can be shown that

cor(ZV(2), 2()) = BZV(@)Zo(y) = 2Cla.y)

ox
cov(Z(x), 20 (y) = Ezo<x>Zé”<y>—§—yc<x,y> (2.9)
cov(zW(),200) = B2l @z ) - 250 - Ty

10



2.1. Random processes and fields

On the other hand, to prove sufficiency, it suffices (by means of claim (2.6)) to show that
the limit

. Z(t+h) — Z(t) Z(t + 6) — Z(t)
é,lflzrgo B h 1)

}

exists. This limit can be re-written as

. { 20t +R) = Zo(t) + [t + h) = m(D)] Zo(t +0) = Zo(t) + [m{t +) — m(t)]
§,h—0 h 5 s

where Zy(t) = Z(t) — m(t). This is further equal to

a

lim

C(t+h,t+0)—Ct+ht)—Ct,t+8)+Ct,t) [d 2
8,h—0 hé * @)

and this limit exists by the assumed conditions. O

The derivatives of higher order are defined simply by induction: Z® () is the mean
square derivative of Z()(z) and Z®) (z) is the derivative of Z*~1(z), k > 2. In order that
a process Z(-) has the nth mean square derivative, it is necessary and sufficient that the
derivatives

Ak okl

@m(a:), Oxk oyl
exist for all k,I < n. Analogously to (2.8) and (2.9) in the proof of Lemma 2.1, the mean
function of the kth derivative process Z*) is given by

C(x,y),

EZ®) (z) = m®) (2) = @m(a:)

The cross-covariance function between Z®*)(z) and Z®(y) is determined by

O (x,
cov(Z(k) (w),Z(l)(y)) = Cyiwyz0) (T,y) = Wyzy)

Differentiability in R?

The concept of the mean square differentiability of processes generalizes straightforward to
the higher dimensions. Nevertheless, unlike the univariate case, where only one derivative
process Z(t) exists for Z(0)(t), in R? there are d random fields, which play the role of the
first derivatives. Precisely, we have to consider the following random fields or the d-variate
random field (see. definition p. 6)

%Z(az), %Z(az), cee iZ(az), x=(x1,...,2q)7, (2.10)
which are the mean square derivatives in the direction of axes. Sometimes, we use to refer to
(2.10) as gradient random field. Further, there are d? second mean square derivative fields
in R, d® third derivative fields etc. Generally, for a multi-index n = (n1,...,nq) € Ng, we
can define the mean square nth derivative Z(™ of Z

olnl

ZM(z) = WZ(:c)
o

(2.11)

11



2. Basic definitions

where |n| = ny +ng + ... +ng. If Z(™ exists, the field Z is called n-times mean square
differentiable. Similarly as in R', the mean function of the derivative process Z(™(z) is
given by

ol

1 - d

and the covariance function of the derivative random fields Z® () and Z® (y) is given by
Hlk+

cov(Z®) (z ,Z(l) =
Fe) 200 = G e ooy oy

C(x,y). (2.13)

The sum k41 is defined elementwise.
Clearly, a random field Z(x) is n-times differentiable, if and only if the derivatives

m w ) w’ y 9
axlfl e 8x§d axlfl e 8x§d aylll e 8yé‘i
exist for all multi-indices k = (k1,...,kq) and l = (I,...,ly), such that k; < n;,l; < n; for

alli e {1,...,d}.
If the random field Z is stationary and K(-) is the stationary representative of C(:,-),
the equation (2.13) obviously shorten to

e+

k140 kq+lq
(9h1 o (9hd

cov(Z®) (), 2V (y)) = Ky 5 (h) = (—1)M K(h), (2.14)

where h = y — x. Particularly, it holds
R

var(Z9(2)) = var(Z9(0) = () S K

h) . (2.15)
||R||=0
Let us note that under the stationarity of Z, it follows from (2.14) that
cov(Z2¥ (@), 2V (y)) = (-1) M cov(2®)(y), 2 ()).

If the n-times differentiable random field Z is moreover isotropic, Z(™ exists for any
permutation of n. In this case, Z is termed to be an |n|-times differentiable random field.

From the text above it clear that we must be careful when speaking about observations
of derivative random fields. For instance, we have to distinguish if all the first partial
derivatives are to be observed or only one of them.

Definition 2 A multi-index k = (k1,...,k,) € N¢ is called even if all ky, ..., k, are even.
The multi-index k is called odd if any of the integers k1, ..., ky, is odd.

Lemma 2.2 Let Z be a stationary, isotropic, n-times differentiable random field on R?
and let k = (k1,...,kq) and l = (I ...,lg) be multi-indices, such that |k|,|l| <mn. Then

cov(Z® (), z0(x)) =0, xeRY,
if k+1 is odd.

The proof of Lemma 2.2 can be found in Appendix A on the page 83. Note, that the
proof formalizes the very fact that an odd derivative of an even function is an odd function
in R and it extends this claim to higher dimensions. Note that the claim can not be
conversed under given prerequisites. This can be seen from the fact that any function,
which is constant in R is a covariance function. Note that Lemma 2.2 also holds under the
geometric anisotropy (see page 9).

12



2.2. Linear prediction and design

2.2. Linear prediction and design

In the opening of Chapter 2, we have considered that an observer (meteorologist or mining
engineer) has collected some spatial distributed data (temperature levels resp. pollutions
levels in the soil in different parts of a region). His or her main task is typically to suggest
some assessment of a quantity in the locations, where the observations of the quantity
were not realized. We speak about a prediction of the quantity. Here, the prediction does
not mean a prediction of a behavior in the future, but a reconstruction of the quantity in
different parts of the space, where it is not known precisely.

Design

Let us denote by

Vp=Az;:i=1...n} eV, cXCD (2.16)
a set of locations, where a realization z(x) of a random field Z(x) has been observed.
The set X is referred to as an observation area. In the context of Section 2.3, the set V,
is called (discrete) n-points experimental design and it is an element of the set V), of all
discrete n-points experimental designs. The integer n € N in (2.16) is called size of the
design V.

There are some other issues considered in geostatistics. Typically, data are sampled
not only at single points of X, but they always involve a support of a positive volume.
The reader can take, for instance, a core drill or a soil sample of a certain diameter into
consideration. This aspects are always application dependent and they are not considered
here, i.e. observation locations will always be in the idealized form (2.16).

In the following, we will not distinguish the (uppercase) parent random field and its
particular (lowercase) realization. It is clear that probabilistic calculations involve the
random field and all numerical estimates involve the realization. Thus, let us denote by

Z = (Z(x1),...,Z(x,))T

the observed particular data, or precisely, the random vector we have observed at the points
given by the design V.

Later in Chapter 4, observations of multivariate random fields will be regarded. Specifi-
cally, we will consider derivative random fields. In this case, we call also the set

n-points experimental design. The notations (2.17) means that the random field Zj, should
be observed at the location ;. In the case of derivative random fields, (2.17) means that
the random field Z(*)) has to be observed at the location @;. The observed random vector

Z = (Z, (), ..., Z, (e )T resp. Z = (2% (ay),..., 2% (x,))T (2.18)

is called data. A design is called regular if cov(Z, Z T) is regular.

Without going to details, let us note that the aim of an experiment planning is to find a
design that performs efficiently or optimally in some pre-defined sense. To preconceive what
will follow, the reader can observe that different settings of the optimization problem are
possible under the definition (2.17). Basically, if a set of multi-indices {k1, ..., ky} is given,

we can look for the optimal locations {x1,...,x,}. On the other hand, it is possible that
the locations {x1,...,x,} are given and the task is to find corresponding an optimal set
of multi-indices {k1,...,k,}. Of course, design conditions can be formulated so, that both

the locations {x1,...,x,} and the multi-indices {k1, ..., k,} should be chosen optimally.
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2. Basic definitions

Structure of random fields

It is often reasonable to split the observed random field into several components. The first
part is deterministic and it is given in a form of a functional relationship. Typically, it
represents a macro-structure of the observed phenomenon, i.e. it is a natural law, which is
known in some sense.

The second part represents variations from this law, i.e. it is a micro-structure of the
observed random fields. There could be also a natural law behind this component, but this
law is unknown. Therefore, the second part is modeled as a zero mean random field. Since
the kind of randomness is closely related to the nature of the study quantity, the modeling
of its stochastic structure is of the main interest.

Nevertheless, sometimes it is necessary to consider an additional source of uncertainty
which arises from a particular observation mechanism. It is called measurement error
or (white) noise and it is supposed to be an independent identically distributed (i.i.d.)
zero mean random variable e(x) of the second order. The noise e(x), as emphasized, can
depend on the location . Thus, the random field Z(x) can be split into a sum of three
components, the mean function m(x), the zero mean random field S(x) representing the
smooth or noiseless version of Z(x) and the noise () :

Z(x) =m(z)+ S(x) +e(x), forxeD. (2.19)

The stochastic components S(x) and e(x) are supposed to be independent.

Apart from that, since the main focus of the thesis is an investigation of differentiable
random fields, a direct incorporation of the measurement error £(-) into the model is not
correct. The random field Z would no longer be mean square continuous and therefore not
mean square differentiable.

Prediction error

Let us denote by p(xo; Z) an arbitrary predictor of Z at the point @y € D from data Z.
The difference

Z(x0) — p(xo; Z) (2.20)

is referred to as the prediction error of p(xy; Z) and
E{Z(x0) — p(x0; Z)}*

is called mean square error (mse) of p(xo; Z). We say that the predictor p(xg; Z) is unbiased
if
Ep(xo; Z) = E Z(xo) = m(xo). (2.21)

Note that (2.21) can be rewritten as E{p(xo; Z) — Z(x0)} = 0, so p(xo; Z) is unbiased if
and only if its expected prediction error equals zero.

The main focus of the presented work is a survey of mean square error properties, con-
sidering not only prediction at a single location but rather prediction over an (possibly very
large) prediction area denoted by W. We define the integrated mean square error over the
area W (imsey) as

imseW—/ mse(x) dx, (2.22)
w
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2.2. Linear prediction and design

where do = dx; . .. dzg denotes a volume element of R%. Similarly, we can also consider the
mazximal mean square error over the area W (mmsey ), which is defined as

mmsey = sup mse(x). (2.23)
xzeW

Note that Cressie (1991) modifies (2.22) and (2.23) by including weight function in the

integral and behind the sup operator. He gives as an example of weights which focus
attention on sub-regions whose mean and variance exceed some given threshold.

2.2.1. Simple hierarchy of prediction problems

In prediction problems, the following alternative states of knowledge can be considered.
1. All finite dimensional distribution functions (2.1) of Z(:) are known.
2. Only the mean m(x) and covariance function C'(x,y) of Z(x) are known.

3. The covariance function C(x,y) of Z(x) is known, but its mean function m(x) is
supposed to be in the linear form

P
m(x) = Bifi(x) = f(=)"B, (2.24)
i=1
where f = (f1,..., fp)T is a known vector of the so-called regression functions and
B=(b,... ,ﬂp)T are unknown parameters.

4. The only knowledge is that m(x) is assumed to be in the same form as in the third
state, but the covariance function C(z,y) of Z(x) is supposed to be a known function
of an unknown parameter 8 = (61,...,60,)", whose values are restricted to a known
set ©.

5. A nonparametric setup for m(x) and C(x,y) can be assumed.

2.2.2. Best prediction

Suppose that we know all finite dimensional distribution functions of an unobservable ran-
dom variable Z(x(), whose realization is to predict. The predictor will be based on the
observable random vector Z. A possible predictor is the conditional expectation

p(xo; Z) = E(Z(%0)|Z). (2.25)
It is well known that E(Z(x¢)|Z) has the minimal mean square error among all predictors.
A predictor which minimizes mse is referred to as the best predictor. Note that the predictor

(2.25) is unbiased. The mse of predictor (2.25) is

mse E(Z(x0)|Z) = var { Z(xo) — E(Z(20)|Z)} = E(var(Z(x0)|Z)).
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2. Basic definitions

2.2.3. Best linear prediction

Suppose that Z has mean function m(x) and covariance function C(x, y), which are known,
but we have no further knowledge of the finite dimensional distribution functions. There-
fore, the conditional mean E(Z(x()|Z) is generally not determinable from the available
information. One possibility and a very frequent approach used in geostatistics is to con-
sider a predictor which is a linear function of the observations

n
p(®o; Z) =Y  NiZ(wi) + Xo = AT Z + o, (2.26)
i=1
where A = (\q,..., /\n)T. The coefficients A; are chosen in some optimal way to obtain

desirable properties of the predictor (2.26). The mean square prediction error is equal
E(Z(x0)—p(xo; Z))? = {m(xg) —Ao—ATm}? + C(xg, 20) —2ATc + ATZT), (2.27)

where m = E Z and ¢ = cov(Z, Z(xg)) and 3 = cov(Z, Z1). The equation (2.27) means
that the mse of the linear predictor (2.26) is just the squared mean of the prediction error
plus its variance. It can be seen that, for any choice of A, the square mean term can be
set to zero by taking A\g = m(xg) — A'm. Suppose further that ¥ is invertible. It is well
known (cf. e.g. Stein (1999); Cressie (1991) or Rao (1973)) that the second term reaches
its minimum if

A=X"e (2.28)

The condition on \g goes to
o = m(xg) — I 7 m. (2.29)

The best linear predictor (BLP) is therefore equal to

pi(x0; Z) = m(zo) + "2 H(Z —m) (2.30)
and its mean square error equals

mse p (zg; Z) = C(zg, z0) — c' X e (2.31)

Let us emphasize that both ¢ and ¥ directly depend on the design V;,. Moreover, inverting
of ¥ usually leads to a very complex dependence, where every entry in 7! is a function
of the whole design V.

Note that the best linear predictor is usually called simple kriging in literature related
to geostatistics or to spatial prediction (Chiles and Delfiner, 1999; Cressie, 1991; Journel
and Huijbregts, 1978; Deutsch and Journel, 1992; Stein, 1999). The name origins from
G. Matheron, who named this method after South African mining engineer D. G. Krige,
who proposed the method for estimation of ore deposits. The system of linear equations
(2.28) and (2.29) is called kriging system.

It is very significant property of the mean square prediction error (2.31) that it does not
depend on the particular collected data. The mse (2.31) is merely function of the location
of the predicted variable and the design V,,. This observation is a starting point for a
formulation of a design problem as discussed later in Section 2.3.
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2.2.4. Best linear unbiased prediction

Suppose the third state of knowledge (see page 15), i.e.
EZ(x) = f(z)" 8.

Let us denote F = (f(x1),..., f(z,))? for z; € V,, (i.e. Fis (n x p)-matrix). Further, let
3’ be a covariance matrix and ¢ vector of covariances defined the same way as in Section
2.2.3 and let 3 be regular. If 3 were known, we could use the BLLP

pi(®0; Z) = f(wo)' B+ "S7(Z - FP) (2.32)

for estimating of Z(xg). Nevertheless, 8 is supposed to be unknown, then it is natural to
substitute 3 in (2.32) by an estimator. One possibility is to use generalized least squares
estimator of 3,

B=(FTs'F)y'FTx"'7, (2.33)

where F' is supposed to be of full rank. It is well known (see for instance Rao (1973) or
Rao and Toutenburg (1995)) that 3 is the best linear unbiased estimator (BLUE) of 3,
i.e. covariance matrix of 3

var(8) = (FT2~1F)~! (2.34)

is minimal (in sense of partial ordering of positive definite matrices). Note that the predictor
(2.32) with 3 replaced by its estimate (2.33) is linear and unbiased. We denote this predictor
as py(xo; Z). The predictor is referred to as the best linear unbiased predictor (BLUP).

An alternative but equivalent approach how to obtain the BLUP, is to minimize the
mean square prediction error among all predictors of the linear form (2.26) subject to the
unbiasedness constraint, i.e.

E\ +AX'Z) =E Z(xo) = f(x0)'B8,  forall B € RP.

This explains the used terminology. The minimization of the mse leads to the same result
and it can be seen that the mse of the BLUP is

mse pr(xo; Z) = C(xo, o) — 'S e+ [lm(zo) — FTE*ICH?,M(@»

where ||v|| 4 denotes norm defined by ||v||% = vT Av for an (n x n)-positive definite matrix
A and v € R",n € N. The variance matrix var 3 is given in (2.34) and since X is supposed
to be regular and F' of the full rank, var 8 is positive definite.

2.2.5. Components of prediction error

Now, let us consider the fourth state of knowledge. Let p(xg; Z) be an arbitrary predictor
of Z(xg). As noted by Harville (1985), the prediction error (2.20) can be decomposed into
four components in accordance with the hierarchy given on the page 15:

Z(w0) - pla; Z) = | Z(wo) — B(Z(20)|Z)| + | E(Z(20)|2) - p}.(wo; 2)]

(inherent term) (unknown distributions)
+ |pi(@0; 2) — piv(@0: )| + |pho(@os Z) — p(@o; Z)|.
(unknown mean) (unknown covariance function)
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The first component represent an error that can not be avoided even if we would know all
finite dimensional distribution functions of Z. The second, third and fourth components
represents errors that can be attributed to losses of information incurred in passing succes-
sively from the first state of knowledge to second, from the second state to the third and
from the third state to the fourth, under consideration that linear predictors have been
chosen.

In Harville (1985), it is shown in more general setting that the first three components are
mutually uncorrelated and conditions under that the fourth component is uncorrelated with
the other are given in this paper. Further, he discussed an approximation of the fourth
component when the unknown parameters of covariance function model are estimated.
This approach was later revisited in Harville and Jeske (1992) and Zimmerman and Cressie
(1992) and recently further developed by Abt (1999).

The previous section gives a basic view to the problem of spatial prediction. The practical
problems are usually more complicated since they are liable to many application specific
constraints. In the cited geostatistical literature, many additional conditions are considered,
as for instance solution of the kriging problem under inequalities, problem of support and
many other.

Let us note to the terminology that the best linear unbiased prediction is also called
ordinary kriging if p =1 and fi(x) = 1 and universal kriging in the general case (2.24).

Note that all kriging predictors are unbiased and moreover they interpolate given data.
Note that for construction of kriging predictors the assumption of stationarity and isotropy
is not necessary. As long as the first and second moment is known, kriging can be used.

2.2.6. Cokriging and using gradient information

As already discussed, the information available on the study natural phenomenon is rarely
limited to values of a single variable over a set of sample points. The concept of kriging
can be straightforward generalized to handle multivariate problems. The multivariate best
(linear, unbiased) predictor are sometimes referred to as cokriging. Despite an increased
complexity, which is due to the notation involving multiple indices over covariables, there is
only a little novelty from the theoretical point of view. Formally, it suffices to pool all the
random variables representing data into a single Hilbert space and project the predicted
variables onto that space.

A sufficient condition for construction of simple cokriging predictor is knowledge of co-
variances between all observed random variables and covariances between observed and
predicted variables (Chiles and Delfiner, 1999; Cressie, 1991).

In case of universal cokriging, i.e. when trends of covariables under study need to be
considered, the situation is not further more complicated. We must just consider particular
functional dependencies between variables.

From the previous, it clear that there is no problem when incorporating mean square
derivatives of a random field into prediction. The mean and covariance function of mean
square derivatives are just appropriate ordinary derivatives of mean or covariance function
(Section 2.1.4) and therefore the functional dependencies are easily available.

Consider an observable vector of random variables Z = (Z®*)(xy),..., 2% (x,))T,
where Z(#)(x;) is assumed to be the k;th (partial) mean square derivative of the random
field Z (see (2.11)). Let us denotem = E Z, ¥ = cov(Z, Z7) and let m(xy) = E Z*0)(x).
Let us recall that m, m(x¢) and X are defined as appropriate partial derivatives of mean and
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covariance function of Z (see (2.12) and (2.13)). The BLP of the value of the random field
Zko) at location @ remains formally the same as in case with non-derivate observations
and it is given by (2.30).

An analogous situation is when considering the BLUP (for prediction Z (ko) at the loca-
tion @g). Also the BLUE B of B is given by (2.33), where

F=(f*)(@),..., f*)(@,))" e R,

Examples of an explicite formulation of kriging equations for derivative observations can

be found in Réttig (1996) and Albrecht (1998).

2.3. Optimal design

In the previous section, we have discussed a few very basic possibilities for a prediction of an
unknown value (depending on different states of knowledge about the observed response Z)
available to a practitioner after he or she collected data. On the other hand, the objective
of an experiment is usually known before the data are sampled. Therefore, it is natural to
do an active step already before collecting data and adapt the data-collecting procedure to
a particular problem if possible. The aim is loosely speaking to obtain ”optimal” data for
possibly (but not necessary) ”optimal” procedure.

A rather general characterization of design problems is summarized according to Fedorov
(1996) in the next five assumptions.

1. There are design parameters, i.e. variables x € X C R? which may be controlled.
Usually, d = 2, and in the observing station problem, x = (z1,...,24)" are coordi-
nates of stations and X is a region where these stations may be allocated.

2. There exists a model describing the observed response(s) or dependent variables(s)
Z. More specifically, « and Z are linked together by a model, which may contain
some stochastic components.

3. An experimenter or a practitioner can formulate the quantitative objective function.

4. Once a station or sensor is allocated, the response Z can be observed either con-
tinuously or according to any given time schedule without any additional significant
expense.

5. Observations made at different sites may be correlated.

If Assumptions 4 and 5 are not considered, such a design problem is referred to as standard
design problem. This problem was extensively discussed (see for instance Pukelsheim (1993);
Pazman (1986) and Bandemer (1977)) and the theory is very compact and well developed.

Assumption 4 is related to quite usual case in that the aim is to ensure continuous
monitoring of a data generating process or to allow for point prediction of present or
future states of nature. Environmental monitoring, meteorology and seismology are most
typical areas where this assumption is addressed. This assumption related more to time
dependent observations is, however, not considered here at all and we concentrate only to
spatial meaning of prediction.

Assumption 3 is the point, where the design theory splits in many directions. The
following section gives a very rough overview about possible objective functions.
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2.3.1. Design criteria

Following Miiller (2001), the main construction principle for a well designed experimen-
tal plan is as follows. Asserting hypothesis-testing or parameter estimation as the aim of
the experiment, the task remains to take a (possibly given) number of measurements in
a way, that either the power of the test or precision of the estimate is maximized. Addi-
tional requirements such as the unbiasedness of the statistical method, restrictions on the
experimental conditions (e.g. on a certain experimental region, etc.) usually enter as
side-conditions of the optimization problem.

Design criteria for parameter estimation

The main stream of the design theory literature assumes the third state of knowledge (see
page 15) to be the model mentioned in Assumption 2. The aim is to suggest a design which
leads to an effective estimation of the unknown vector of parameters (3.

Suppose the standard design problem, i.e.,

Z(x) = f(z)"'B+e
where ¢ is a zero-mean i.i.d. variable with var(¢) = o2. How can the goodness of an
estimator of B be measured and compared? How can the information a particular design
serves be described? The key to the problem are the so-called information matrices.

As the observation are uncorrelated, the least squares estimator of 3
B=(F'F)"'FZz

coincides with the best linear unbiased estimator of 3. The covariance matrix of this
estimator is

var(B) = o*(FTF)~1. (2.35)

The problem is how to choose an discrete design (2.16) (or (2.17)) which minimizes (a
suitable functional of) cov 3. As ¢ is i.i.d., repeated observations of Z can be considered
at a particular design point. Thus design (2.16) can be re-written as

x; N T; N
V, = or more often as V,, = )
Ty Ji=1 bi Ji=1

where 7; (p;) stands for (relative) number of repetitions of measurements at the location
x;. It means that Zfil ri = n and p; = r;/n. Instead of (2.35), it is more convenient,
nevertheless equivalent, to consider the information matriz

N
M(V,) = Lppr - Zpif(wi)f(wi)Ta
=1

n

where heteroscedascity due to the repeated observations is taken into account. Note that
a design defined this way is a probability measure on the set X.
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2.3. Optimal design

Ordering of designs

The aim is to maximize the matrix M (V},) in some sense. We can use the so-called Loewner
ordering <, of positive definite matrices. We write A <; B if B — A is positive definite,
for A, B € PD,. It means, the Loewner ordering is a semi-ordering with respect to the
definition of positive definiteness. Note that another type of ordering (Schur ordering) is
discussed in Pazman (1986, Chapter 3). The so-called Kiefer ordering is introduced by
Pukelsheim (1993).

The design V! is said to be (uniformly) better than the design V2 (write V2 < V1) if
M (V?) <, M(V,}). However, since the Loewner ordering is unfortunately only a semi-
ordering, non-comparable matrices (and therefore non-comparable designs) can be easily
found. Thus, we have to introduce a suitable scalar functional ¥ on the space of positive
definite matrices to arrive at a complete ordering of candidate designs.

The reasonable condition such a functional ¥ must fulfill is monotony with the Loewner
ordering, i.e.,

if A<y B then Y(A)< ¥(B). (2.36)

The functional with the property (2.36) is referred to as optimality criterion. Subsequently,
the design
V= in V(M(V, 2.37
n = arg min U(M(Vy)) (2.37)
is called W—optimal.
Let us mention the most important optimality criteria. In the following, W C R denotes
the so-called prediction area, i.e. the set for which the estimation of trend is required.
Furthermore, A ax(A) stands for the maximal eigenvalue of the matrix A.

D-optimality, i.e.,  W(M(V,)) = det M~1(V;,),
A-optimality, i.e., (M (V,)) =tr M—Y(V,),
E-optimality, i.e., U(M (V) = Amax(M 1 (V,,))
G-optimality, i.e., U(M (V) = sup f(x)TM~L(V,) f(=),
xcW
I-optimality, i.e., U(M(Vy,)) = Ff@) "MLV, f(x) dx,
w

C-optimality, i.e., U(M (V) =M~ 1(V,)e, ceRP.

The criteria above have an intuitive interpretation. For instance, if € is Gaussian and given
a confidence level «, a D-optimal design minimizes the volume of the confidence ellipsoid
for B (see e.g. Pdzman (1986) and Miiller (2001) for further interpretation details on the
other criteria).

Approximative design

The previous paragraph provides a basic view to the standard optimal design problem.
However, the approach has many lacks. One of them is that discrete designs are not closed
to some simple operations. Clearly, the sum of two particular n—points discrete designs
can, for instance, be a 2n-points discrete design. Therefore, the concept has been further
generalized and the so-called approrimative design has been introduced. An approximative
design is a probability measure £ with supporting set belonging to X. The information

21



2. Basic definitions

matrix is defined as

M(E) = /X F(@)f(x)7e(dw).

This formulation has many advantages. It can be seen that the space of information
matrices forms a convex set and information matrices depend linearly on design points.
If the optimality criteria are convex (and fortunately many criteria are convex), some
general theorems from the theory of optimization can be used. In the design theory, the
equivalence theorem of Whittle and the theorem of Kiefer and Wolfowitz became famous
(see e.g. Nather (1985); Pukelsheim (1993) and Fedorov (1996)).

In practice, construction of an optimal design is usually done iteratively. Starting from
an initial design, this design is improved in every iteration. There is a huge amount of liter-
ature, where the convergence of iterative procedures is discussed and a lot of modifications
supposed. Let us cite Pdzman (1986) and Bandemer (1977) inter alia. The whole concept
of the standard design problem was generalized by Pukelsheim (1993).

Design criteria for parameter estimation - correlated observations

Suppose the following linear model (cf. (2.19))
Z(x) = f(z)'B+ S(z), =eD.

The covariance function C(-,-) of S(-) is supposed to be mean square continuous. The aim
of a candidate design is the best possible estimation of the unknown vector of parameters
8.

Similarly to the previous section, we can take the best linear unbiased estimator of
(B, which is given by the equation (2.33). The variance (2.34) of the estimator (2.33) is
a reasonable criterion of optimality. Note that the continuity of the covariance function
C'(+,-) immediately avoids repeated observations, since 3 in (2.34) is assumed to be regular.

We can of course compare designs by means of the Loewner ordering. Unfortunately, in-
formation matrices M (V,,) = (var ,@)_1 are no longer linear in the design points. Moreover,
the dependence on the particular design is usually very complex due to the inverse of the
covariance matrix in (2.34). We can formally define optimality criteria as in the previous
section and we can consider the following optimization problem

Vy = arg min U(M(Vy)),

which has not too much common with (2.37) besides the notation. For instance, convexity
of ¥ is not very helpful anymore. In the most studies, authors try to imitate the iterative
construction methods mentioned in the previous section. An example of this heuristic
procedures was proposed by Brimkulov (see Néther (1985); Miiller (2001) and Fedorov
(1996)). Unfortunately, there is no proof of convergence of this algorithm.

Another approach to the optimal design for the BLUE (the so-called method of perturbed
covariance matrices) was developed by Miiller (2001) and recently further adapted for
prediction by Holtmann (2001).

Design criteria for prediction

If the goal is a prediction of a random field at a given number of points, it is trivial that
the optimal design (without restriction on the number of support points) is realized when
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2.3. Optimal design

observations of the field are taken exactly at the sites of interests. However, the number
of observations is typically much less than number of locations where is to predict. The
prediction area can be even a continuous set. In the case of prediction, design criteria can
be based on the mean square error of a particular predictor. The optimality of a design
can be taken in regard to the value of (2.22) or (2.23).

It can be seen that an exhaustive search over all potential designs is unfeasible. If
the number of points of interest is not large some heuristic exchange algorithms (Barnes,
1989; Gao et al., 1996) or fast cooling can be used (Sacks and Schiller, 1988). Relative
performance of the kriging predictor on regular triangular, hexagonal and square grids is
investigated by Yfantis et al. (1987).

2.3.2. Analytical form of optimal designs for some covariance functions

One of the rare cases, where the explicite form of the optimal design is known, is due to
Abt (1992). He studied Gaussian processes in the interval W = [0, 1] with three possible
covariance functions, namely, the linear covariance function

Cl($ay) =1- (1 _p)|x_y|a 0< p< la
covariance function of the Brownian motion
Cpn(z,y) = min(z,y)

and the Brownian bridge
Cb($a y) = min(x, y) - ZYy.

He considered ordinary and simple kriging model and found the exact optimal designs
regarding to the D-criterion, integrated mean square error and maximum mean square error.
These optimality criteria are denoted here as mmse,, mmseg, imse,;, and imsey, with an
obvious interpretation. Note that only the linear covariance function is the stationary one
and none of them is differentiable.

The proofs are purely analytical and they are enabled because of the unique structure of
the covariance matrix, which inverse is in a tridiagonal form with a possible entry in the
lower left and upper right corner.

For n > 2, let V;, be a discrete n-points design (2.16) with 0 < ;1 <29 < ... <z, < 1.
The optimal choice of z; is summarized in the following table.

[ o 1 & T o]
D (i—1)/(n—=1) i/n i/(n+1)
mmse,, || (49 — 3)?5471 —2) | (4i—3)/(4n —2)

imseyr, || (30 —2)/(3n—1) | (3i —2)/(3n —1) *
mmseg, 4i/(4n + 1) i/(n+1)
imsegy, - 3i/(3i +1) i/(n+1)

Table 2.1.: Discrete optimal designs for some covariance functions.
Considering the Brownian bridge, it can be shown that any design satisfying 0 < z1 <

. <xp<land x; —x;—1 =1/nfor i =2,...,n is optimal with respect to the imse,; as
well as to the mmse, criterion. This is denoted as ” 7 in Table 2.1.
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2. Basic definitions

For the linear covariance function Cj, Abt (1992) states that optimal designs with respect
to the both imse,; and mmse,; criterion are equispaced in the interval [0,1], but the
difference between design points depends basically on ¢1, which cannot be found explicitely.
This is denoted as ” — 7 in Table 2.1.
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3. More about covariance functions

Covariance functions play a crucial role in the analysis of random fields. For purposes of
modeling, it is important that a variety of covariance functions with different additional
properties is available. Unfortunately, especially many books written mainly for an applied
audience discuss only a few covariance function models even if a lot of other ones are known
for many years.

Being far from complete, let us first recall some necessary and sufficient conditions, which
help to decide whether some candidate function is or is not a covariance function. The
chapter follows with a more detailed listing of properties of some examples of differentiable
covariance functions.

3.1. Properties and construction of covariance functions

3.1.1. Characterization of covariance functions

Let Z be a real second order random field. Its covariance function C' has the property that

0 é ZZ(IZ’C($Z‘,$J')CLJ' (31)

i=1 j=1

for all n € N and for any @1,...,2z, € R¢ and ai,...,a, € R. This can easily be seen
from var{} ;" | a;Z(x;)} which is equal to the right side of (3.1). A function satisfying
(3.1) is said to be positive semidefinite. The condition (3.1) is necessary and sufficient for
the existence of a second order random field with the covariance function C. The necessity
is already noted above. The sufficiency follows by showing that for a given C a Gaussian
random field exists with this covariance function.

Suppose Z is a second order stationary random field on R¢ with a covariance function
C. Then C must satisfy

A
2
e

3.1.2. Spectral representation

In this section, a representation of second order stationary and isotropic random fields by
means of the Stieltjes-Fourier integral will be given. Spectral methods are a powerful tool
for studying random fields and they simplify the derivation of many formulae as it will
be seen later. In Fourier analysis, it is more natural to consider complex-valued functions
rather than restricting oneself to real-valued functions. Thus, let us suppose that Z is a
complex valued second order stationary random field on R? with a covariance function C.
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3. More about covariance functions

Bochner’s theorem

Theorem 1 (Bochner) A continuous function C : RY — C is positive definite if, and
only if it can be expressed in the form

C(x) = /Rd exp (iw! ) F(dw), (3.2)

where F is a non-negative finite measure (cf. e.g. Stein (1999) or Gikhman and Skorokhod
(1996)).

In the equation (3.2), dw = dw; ...dwy denotes a volume element of the d-dimensional
space R?. The prerequisite that F is a non-negative finite measure means that F(A) is
a non-negative functional on the d-dimensional set A determined, in particular, for all
d-dimensional intervals A = (Aq,...,Ay;). Since F is a finite measure, it must hold

F(A1UAy) = F(A1) + F(Ay), for all disjoint Borel sets Ay, Ay,

and
F(RY) < 0.

Following Yaglom (1987a, p.329), the equation (3.2) can be re-written as
C(x) = / exp (iw!x)dF(w), (3.3)
R4

where F(w) is a non-negative bounded nondecreasing function, which is continuous every-
where on the left. The function F(w) in (3.3) is called spectral distribution function of the
stationary random field Z. If spectral distribution function F(-) is absolutely continuous,
the function f(w) defined by

)= [ fw)de

is called the spectral density. We can write
C(x) = / exp (iw! z) f(w)dw.
R4

This means that C(x) is the Fourier transform F of f(w), Ff = C. If the covariance
function C is absolutely integrable on the RY, i.e. Jga |C(x)|dz < oo, we have the inversion

formula
1

= —— exp (—iw’x)C(x)dz.
fw) = g7 [ e (—iwT2)C(a)d

It means, f(w) is the inverse Fourier transform F~! of the covariance function C(z),
Flc=1f.

Bochner’s theorem for isotropic random fields

If a second order stationary random fields is also isotropic then the equation (3.3) has
a special form. Note that the isotropy of a covariance function implies the isotropy of its
spectral density, i.e. f(w) = f(w), for w = ||w||. It is shown e.g. in Gikhman and Skorokhod
(1996) by a straightforward computation that the following theorem holds.
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3.1. Properties and construction of covariance functions

Theorem 2 A real function C(r), (0 < r < o00) is a continuous isotropic covariance
function of a random field on R? (d > 2), if and only if it can be represented as

C(r)= 2(d—2)/2 I'(d/2) /oo(ur)(dZ)/2 J(d—2)/2(ur)dG(u), for all T € [0, 0), (3.4)
0

where G(u) is a nondecreasing function bounded on [0,00) and G(0) = 0. Here, J,(-) stands
for the Bessel function of the first kind of the order v.

The right side of equation (3.4) is also known as the Hankel transform of the order (d—2)/2
of G. Let us note that the integrand in (3.4) is itself a covariance function (cf. Section 3.2.3).
From Theorem 2, it also follows that any isotropic covariance function can be expressed
as a scale mixture of certain (the so-called J-Bessel) covariance functions. Particularly, for
d = 2, the formula (3.4) has the following simple form

o) = /0 " Jo(ur)dG (),

and for d = 3

Clr) =2 /0 sinur) b6 ).

ur

Lower bounds

As a consequence, Theorem 2 yields the following statements about lower bounds of a
covariance function (see Yaglom (1987a)). If C(:) is a continuous isotropic correlation
function on R? then

d=1 : C >infcos(s) =—1,
s>0
d=2 : C> igg Jo(s) =~ —0.40276,

d=3 : C>inf sin(s)

s>0 S

~ —0.21723.

Plancherel theorem

For a function f: R% — R, let us denote by f € LP(R?) the fact that

17l i= ([ 1f@Pdz) " <.

We will mainly use absolutely integrable functions, i.e. functions from L'(R?), and square
integrable functions, i.e. functions that are elements of L?(R?). Note that since R? is not
finite, L}(R?) ¢ L2(R?) and also L*(RY) ¢ L}(R%).

In the next chapter, the following classical result from the spectral analysis will be used
(cf. e.g. Kuttler (1998)).

Theorem 3 (Plancherel) For f € L2(R?) N L' (RY), it holds

113 = @m) " [[EfIl = 2m)* [|IF~f1]3-
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3. More about covariance functions

Convolution theorem

Let f,g € LY(R?%). Define the convolution f x g : R? — R as
fro = [ f@-vowdy. o<w
The function f * g is an element of L'(RY) and ||f * g[|1 < ||f]|1/lg]]1-

Theorem 4 Let f,g € L'(RY). Then

F(fxg)(x) = Ff(x) Fg(x) and
FY(fxg)() = 2m)* F~ f(z) Flg(x)
for almost every x € R, If moreover F~Y(f x g) € L'(R?) then
frg=2m)iF(F1fF1g) almost everywhere. (3.5)

Analogous claims and its generalizations can be found in e.g. Kuttler (1998).

3.1.3. Construction of covariance functions

Fourier transform of a non-negative function From the Bochner’s theorem, it follows im-
mediately that the Fourier transform (3.3) of any non-negative function is positive definite.
The Bochner’s theorem is therefore often used as a criterion for positive definiteness.

Rescaling Rescaling of the domain C(x) = C(ax) is a trivial transformation on the space
of covariance functions. The parameter « controls the so-called range of the covariance
function. Anyway, if changing the scale and considering diverse derivative fields, some care
is needed. A change of the scale of a underlying fields means also a change of the variance for
a particular derivative field. In Section 3.2, exact dependencies of the variance of derivative
fields on the scale parameter are given for some particular examples of covariance functions.

Adding and multiplying Any linear linear combination of positive definite functions with
non-negative scalars a; yields a positive definite function. The product of two real-valued
positive definite functions is positive definite.

Reduction of dimensionality A valid model C' for a stationary isotropic random field in
R? is valid also in R4 1.

Pointwise limit If C,Cs, ... are positive definite and if the sequence C), converges point-
wise to a function C' as n — oo, then C is positive definite. This follows directly from the
definition of positive definite functions (3.1).

Turning band The turning band operator transforms a stationary isotropic correlation

function Cy valid in R%, d > 3, into
4, 0
Ci—2(t) = Ca(t) + (d - 2) 1h&Cd(t),

which is valid in R42 (Gneiting, 2000). Further, Cy € ®, if and only if Cy_y € Py_s.
Recall from Section 2.1.3, that ®4 is a class of covariance functions of a stationary and
isotropic random field on R
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3.2. Examples of covariance functions

3.1.4. Random fields and differentiability

For a covariance functions C of a sufficiently differentiable stationary random field with a
spectral density f, it is easy to see that

oIkl

m = /Rd(iwl)kl . (iwg)kd exp (iwTe) f (w) dw (3.6)

=: / exp (iw’z) f*)(w) dw.
Rd

Note that from this spectral formulation, it can be seen that the operator of differentiation
can be interpreted as a high-pass filter. The frequencies near zero get small weights in
comparison to high frequencies.

If Z is moreover isotropic, it follows immediately from (2.15) and (3.6) that

var(ZR) = / w2k ...w?lkdf(w) dw. (3.7)
Rd

The last equation will be used several times in this section and it will be applied on
some examples of covariance functions. Although the equation (2.15) can be directly used
for establishing the variance of Z(®) such a calculation is sometimes very tedious. This
calculation is typically straightforward using equation (3.7), at least for the given examples.

Differentiability and the property to be a covariance function on a space of higher di-
mension has an interesting consequence. If C(+) is a covariance function of a stationary and
isotropic random field on RY, which is n times mean square differentiable (it means C(-) is
2n times differentiable at origin), then C has 2n + | (d — 1)/2] continuous derivatives away
from the origin. Here, ”|x|” stands for the greatest integer less or equal to = (see Yaglom
(1987a) and Gneiting (1999b)).

3.2. Examples of covariance functions

In the following paragraphs, several examples of (classes of) covariance functions will be
introduced. The significant properties, especially differentiability will be discussed. Ex-
plicite formulas of derivatives of the covariance functions are given in a short form. Some
formulas are later used in Chapter 4. The listing of the covariance functions presented here
is of course not complete. Here, we restrict ourselves only to some differentiable models.
Some other covariance functions can be found e.g. in Yaglom (1987a); Chiles and Delfiner
(1999).

3.2.1. Matérn class

Perhaps the most important family of covariance functions is the class introduced by
Matérn, whose work appeared in 1960 even though some particular cases of this class
were suggested before. Until now, it is known under various names. The class is called
the K-Bessel model (Chiles and Delfiner, 1999), the autoregressive model (Gaspari and
Cohn, 1999), the von Kdrmdn or the Whittle-Matérn model (Gneiting, 1999a). The class
was successfully used in many fields including meteorology (Handcock and Wallis, 1994),
oceanography, hydrology etc. (see Chiles and Delfiner (1999); Stein (1999) and Gneiting
(1999a) for further references). Recently, properties of the Matérn class were investigated
by Stein (1999) who also recommended it for use.
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3. More about covariance functions

Definition The Matérn covariance function K, (r) in the basic form can be defined by the
following equation

K, (r) = ¢(ar)’ Ky (ar), r>0,¢6>0,aa>0,v>0, (3.8)

where K, (+) is the modified Bessel function of the second kind of the order v.

Spectral density The Matérn class can be equivalently introduced by its d-dimensional
spectral density

¢ 2 T (v + %)oﬂ”

(W)= 742 (a2 + W2)vtdf2’

w = ||l (3.9)

Since the function f(w) is positive for all w € R, its Fourier transform given by (3.8) (cf.
e.g. Yaglom (1987a)) is positive definite. In (3.9), I'(-) denotes the gamma function and
|| - || is the Eucleidean norm in RY..

Differentiability From the spectral representation follows that Z is m times mean square
differentiable if and only if v > m, since [*_ w?™f(w)dw < oo if and only if v > m.

Further important properties The Matérn covariance function owes its popularity to its
flexibility, since its behavior near the origin is like 2 if v is not an integer and and like
72 log(r) if v is an integer (Stein, 1999).

Special cases If v =n + i 5> 1 € N, then K, (r) can be written by means of elementary
functions (see Gradstein and Ryshik (1981a) f. 8.468).

—Qar n+k n—
0 =05 S i on

Moreover, if n = 0, we have the well known exponential covariance function

Ki(r)=Ce ", C >0,

N|=

which is often used in geostatistical applications (Chiles and Delfiner, 1999; Cressie, 1991).

Suitable parameterization The form of the Matérn covariance function given in (3.8)
seems sometimes not suitable because the function becomes flatter as v increases. In Hand-
cock and Wallis (1994), the authors recommend an alternative parameterization, which is
very useful because of its clear and intuitive interpretation.

For n = (02,v,p), v > 0, p > 0, they set

o? 2/ 2p\ Y 2wt/ 2y
= > 0. .
K1) 21T (1) ( P ) K”( P >’ r=0 (3.10)

The parameter v controls differentiability or local behavior of the underlying process Z as
before, o2 is simply the variance of Z(x) and p can be interpreted as effective or practical
range of an isotropic covariance function considered in geostatistical literature (Chiles and
Delfiner, 1999; Cressie, 1991). Another remarkable fact is that the parameterization (3.10)
does not depend on the dimension d.
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Derivatives of Matérn class covariance functions in R Derivatives of the Matérn class
covariance functions can be calculated directly using formulas for the nth derivatives of
product

AU , B u U dufi , dz
) =3 (U)o k),

=0

rules for derivatives of composite functions (see Gradstein and Ryshik (1981b) f. 0.42 and
0.43) and applying an iterative formula for differentiation of the Bessel K, function

dd_;/c,,(z) = (_21)1- Z (;) Ky—iv2i(2)

J=0

given here for convenience (see Prudnikov et al. (1990)). Thus, for |v]| >k, |v]| > [, where
k,l € N and for |ty — t1] = r > 0, using formulas above, can be shown that

dk—i—l
cov(ZW) (t1), ZW(ty)) = (—1)kWKV(r)
L il dk+l
= (-1)"¢ o™ e (2K (2)) [ar]
k41 i k+1 i (—l)i gkt+i—1 .

= C1 e §§< i ><J> gt K (2) | o]
. 1k o k+1 { (_1)Z v+i F(V+1) u—k—H—i,C L 3.11
=D ¢ZZ< i )(;) 2 ¢ Tw—k—l+itl) o) (310)

i=0 j=0

Another formula For some calculations or for the implementation in computer routines,
the formula (3.11) does not need be a good one. From the equation

d _

o [(ar)"K,_g(ar)] = —« [(ar)”lCl,,k,l(ar) — k(ar)” 1/@,%(047“)] ,

which is a trivial consequence of differential formulae for the Bessel functions, (see Gradstein
and Ryshik (1981a), formula 8.486.14) and by its recursive application, the following more
comprehensive formula can be found

L5)
ar)’ K, (ar)] = a* Y Ci(ar)” " Ky _uyi(ar).
=0

(SIS

U

o L

The coefficient C; does not depend on v for all @ € {0,...,[5]} and, in particular, Cy =
(—1)". Their exact form is given by the following lemma.

Lemma 3.1

d’u

drt

U utl | )
[r"ICu(r)] = A (—1)"+i<L§J> ( @l 2 J 1)!,!”74”%””@) (3.12)
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3. More about covariance functions

or equivalently

CZauu[ ,C ( )] Z(_l)u—l—z(%) ((u_il)!.!TV_iK:u—u-H‘(T)a fOT’ u even,

u—1-29)!
=0
u—1
d" : e ull »
dr“[ YKy (r)] = Z(_l)u Z( f >m7"u 'Ky—uri(r), foru odd.
=0
Proof : By induction over u. For the exact implementation see Appendix A.2. U

Thus, for |v] > k,|[v| > [, where k,l € N and for |to — t1] = r > 0, using the formulas
above, we have an alternative formula for the computation of covariances of derivatives
under the Matérn model

con(2®(12), 20(12)) = (-~ Sy ar

u kil .
_ WZ ( §J><m 2D i, reaar)

2| AELEL | 12!

Covariance of derivatives in the origin An important question is, what is the covariance
of two derivative random fields, which are observed at the same location. In particular,
what is the variance of a derivative random field. To calculate easy values of a derivative
of the Matérn covariance function in the origin the equation (3.6) can be used. From the
spectral representation of the Matérn class covariance function and using formula 3.251.11
in Gradstein and Ryshik (1981b), we obtain after some algebraic operations (see Appendix
A.4, page 90)

cor (2 (2), 20(2) = (~DH—

K, (x) =

k141l kq+lg
Oz ... 0xy

SR 51 |k+1| \kH\ kit - '
:{( 1) P2Vt fa INOZS )HJ 1 I'(5 ), if k+1 is even, (3.13)

0, if k+1 is odd,

for k = (k1,...,kq) and I = (I, ...,lg) multi-indices, such that |v| > |k|, |[v] > [I].

Variance of derivative random field in R¢ By setting k = I in (3.13) we get the variance
of Z(k)
(%) 21/71042\1::\ d 1
var(Z (@) = ¢ = 5— T(v — [K]) I:IIF(ki +5)- (3.14)

Notice from (3.14) the dependence of var(Z®)(z)) on the scale parameter a and also

lirlr}cl var(Z®) (z)) = .
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-2

(a) The covariance function of the underlying (b) The cross-covariance function of the original
process. The parameters values v are 10, 2.5, process and its 1st derivative for v = 1.2 (solid),
1, 0.5 and 0.2 (from top). v = 1.5 (dashed), v = 2.5 (dash-dot) and v =

10 (dotted line).

2 . . . I I -10 . . . .

=3 -2 -1 0 1 2 3 3 -2 -1 0 1 2 3
(c¢) The covariance function of the 1st derivative (d) The cross-covariance function of the 1st and
process for v = 1.2 (solid), v = 1.5 (dashed), the 2nd derivative process for v = 2.2 (solid),
v = 2.5 (dash-dot) and v = 10 (dotted line). v = 2.5 (dashed), v = 3.5 (dash-dot) and v =

10 (dotted line).

Figure 3.1.: Plots of Matérn class covariance functions and its derivatives under the param-
eterization (3.10). In all cases, p = 1 and o2 = 1.

Implementation notes Although effective subroutines, which calculate all kinds of the
Bessel functions are available and they are a standard part of many mathematical pack-
ages, some numerical problems could appear, when computing the Matérn class covariance
function near origin. The Bessel K—function diverges in the origin. Thus, for small values
of r, the formulas like (3.11) and (3.13) could be numerically very unstable when using this
standard subroutines. This could happen more often for higher derivatives. I would rec-
ommend to check the behavior of the functions for a particular data set before used (or to
define a trash-hold value, under which the distances are set equal zero). Another possibility
is to approximate the Matérn model near origin by another stable formula. In particular,
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3. More about covariance functions
it explains also why the equation (3.13) is given separately from (3.11) and (3.12).

3.2.2. Gaussian covariance function

An infinitely differentiable covariance function is the Gaussian covariance function
K(h) = 0% IIMP, (3.15)

Some authors call the model squared exponential (Handcock and Wallis, 1994), maybe to
weaken its seemingly importance associated with the personality of C. F. Gauss. Actually,
the model plays no central role in geostatistics. The parameter o2 is simply the variance of
the underlying process, the parameter « is linked with geostatistical (or practical) range.
Following Chiles and Delfiner (1999), the value of the range is about 1.73/1/c.

The Gaussian covariance function can be seen as the limiting case of the Matérn class
for v — co. The Gaussian model can be defined in the space R for arbitrary d € N.

The Gaussian model has been used in some studies in geostatistics (e.g. Rottig (1996);
Albrecht (1998)), but today it is already considered as not suitable because of its big
regularity. The predictor based on this covariance function typically underestimates the
prediction error as shown in Stein (1999) and it is usually more tolerant to a misspecification
of covariance function model than other models. Moreover, as the model is infinitely
differentiable, it is not suitable for modeling of physical processes (Stein, 1999).

However, since the Gaussian covariance function belongs to the Matérn class, some at-
tention is paid to this model in Chapter 5. The reason is not to recommend the Gaussian
model for data analysis, but to seek for analogies to the Matérn class which can be used
for a construction of an optimal design.

Spectral density The spectral representation can also derived from the spectral represen-
tation of the Matérn class as v — oo. The limit yields (see Stein (1999))

o2 w2 )
1@ = grmaa®® e @ =l (3.16)
Derivatives of the Gaussian covariance function in R!
Lemma 3.2 It holds
A o D Lf(—mkil (2ah)™2F (3.17)
dhn - ' = (n — 2k)!k! '
= (=1)" e "o "H, (ah), (3.18)

where Hy(+) stands for the Hermite polynomial of the nth order.

Proof: The equation (3.17) can be obtained by induction (cf. formula 0.432.2 in Gradstein
and Ryshik (1981b)). The following equation (3.18) can be directly derived from the
definition of the Hermite polynomial of the nth order (see e.g. Gradstein and Ryshik
(1981a) formula 8.950). O
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3.2. Examples of covariance functions

Derivatives of the Gaussian covariance function in R? The generalization of Lemma 3.2
to higher dimensions is trivial, since the Gaussian model is separable. A covariance function
C :R? — R is called separable if

C(h) =] Ci(hi), (3.19)

where h; is the ith component of the vector h € R? and C;(-) is a covariance functions in
R! for alli € {1,...,d}.
From (3.19) it follows that

il
OhyOhy? ... Oh)?

d )

s
exp(—onHhHZ) = H dhnz eXp(—azh?)
i=1 ¢

d
= (=)' exp(=a?||n|[*) o™ ] Ha,(ahi), (3.20)
i=1

where |n| =ny 4+ no + ... +ng and || - || is the Euclidean norm on R

Variance of derivative random field in R? Tt follows from (3.20) and from the properties
of the Hermite polynomials that

=1kl
2

d
. A\
o2 olk+l (ki + 1)1 (3.21)

cov(z® (@), 20(x)) = (-1) o (ki +1:)/2)!

and therefore

(3.22)

d

1

VaI‘(Z(k)(:IZ)) _ 0,2 a2|k:| H (2k‘z')
i=1 v

k.

3.2.3. J-Bessel class

Definition Previous examples of covariance functions are valid on Euclidean space of any
dimension and therefore they must be positive everywhere (cf. inequalities in Yaglom
(1987a, p. 356)). Covariance functions, which exist only on spaces of certain dimension,
can generally change their sign. This is the case of the following isotropic and differentiable
class. The J-Bessel class (Chiles and Delfiner, 1999, p. 93) or simply the Bessel class on
R? is defined as follows

K,(r)=¢ (ar)J(ar) v>(d—-2)/2,¢>0,a>0,r>0. (3.23)

Here, J, stands for the Bessel function of the first kind of the order v. This model is very
regular and probably only of theoretical interest. The differentiability is shown later in
the text. If v = (d — 2)/2, the model is positive definite since it is the Hankel transform
(3.4) of the spectral distribution function G with the unit mass concentrated on one point
u = «. For an arbitrary v > (d — 2)/2, the positive definiteness is shown in Yaglom (1987a,
p. 367). Since the spectral density (3.24) of the model is everywhere nonnegative, the
function (3.23) is positive definite.
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3. More about covariance functions

Spectral density The d-dimensional spectral density of the J-Bessel class is

v d/202vT (v 4+1—(d/2))
0 otherwise.

d(a? —w?)r—d/? for w = ||wl]| < &
flw) = { il (3.24)

Special cases For some particular values of parameter v, we have covariance functions
that are known also under another names.

For v = —1 (i.e. the model is valid in R! only), the equation (3.23) reduces to the cosine
covariance function

K

(r) = ¢cos(ar).

For v = %, we obtain the cardinal-sine model

(r) = (ﬁ(ar)*l sin(ar).

1
2

K

(SIS

The cardinal sine model is a valid covariance function in R3, whence in all spaces of lower
dimension, but not in R%.

Covariance of the derivative random field Z(*¥) Analogously to the Matérn class, the
covariance of the two derivative random field, which are observed at the same location can
be calculated using spectral representation. This demonstrates that the J-Bessel class is
infinitely differentiable simultaneously. Using for instance the formula 2.2.4.8 in Prudnikov
et al. (1996), one gets after some algebraic operations

Hlk+

cov(Z®) (z ,Z(l) z)) = (—1)* (@
(29(@),2%@) = (DM S — e )|

Lk _d |k+1] d ki+l; ; ;
B (-1) =2 o7 2@ [T, D(5fe +3) if k+1is even

0 if k+1 is odd

(3.25)

for arbitrary multi-indices k,I € N¢ and v > —%. Thus, the kth derivative random field

Z®) always exists for all k and its variance equals

d

0 (g)) = pa2klov—d 1 4t
var(Z\W (x)) = pa*™ 27 1 F(V+‘k‘+1)£[1f(kz+2) (3.26)

Derivatives of J-Bessel class covariance function in R Similarly to the Matérn class, we
have two equivalent forms for calculation of derivatives of the J-Bessel model. At first, the
direct way uses formulas for the nth derivatives of a product

du i B u u du—i i di
P (27" Ju(2) = Z (z) e @JV(Z),

1=0

rules for derivatives of a composite function (see Gradstein and Ryshik (1981b) f. 0.42 and
0.43) and an iterative formula for differentiation of the .J,-function (see e.g. Prudnikov
et al. (1990))

dd—;JV(Z) = %i(—l)j <;> Jy—i+2;(2):
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3.2. Examples of covariance functions

Thus, for |ty — t1] =7 > 0, u =k + [, from formulas above follows that

kel
)

cov(ZW(t1), 2V (t2)) = (—1) Ak

7 K (r)

ot
— (—l)kqﬁ ot ij (zf”J,,(z)) [ar]
_ k+1 (—=1)7 dk+i—i _y
- o Z;Z%< )(J) S v—i+2j(2) | lar]
k+l 1
L i) o k=) g
¢ZZ( 05 O; Ju-isajlar) (3.27)

=0 j=

where

k+l—i—1

1 I'(— 1
0;,= H (v4+m), foru2—§ or O; = (zv+1)

T(—v—k—Ititl)

1
foryz—i,ue]R\No.

A more elegant formulation for derivatives of the J-Bessel covariance function is given by

the following lemma (cf. also Lemma 3.1 with an analogous statement about the Matérn
class).

Lemma 3.3

v u utl | _ ,
) = e () Ot )

or equivalently

d* v : u+i 5 u—1 —(v+1

gl )] = 2 (=" (ﬁﬁ’a W) i), for u even
i=0
u—1

v . _, 2 s (L ull i
gl 0] = 2 0 ( i >(u—2i)|lT U Ty puilr), for u odd.
Z_O I

Proof : By induction for u even and odd (see Appendix A.3). O
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Figure 3.2.: Plots of the J-Bessel class covariance function (3.23) for ¢ =1 and o = 1.
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3.2. Examples of covariance functions

3.2.4. Differentiable covariance functions with compact support

For many applications, a compact support can be a reasonable property of a covariance
function, for mainly computational reasons. Typically, vanishing correlations beyond a cut-
off distance can reduce computational burden of kriging. It also enable the use of efficient
sparse matrix techniques. Finally, the setup discussed in the next chapter can be used in a
non-limiting sense considering covariance fuctions with compact support.

Exchange based algorithms are used in optimal design problems, where the number of
observations is given (Aspie and Barnes, 1990; Gao et al., 1996). These algorithms can be
the only way how to explore the behavior of complex (costs related) criteria. Assuming
compact support of a covariance function, the kriging predictor changes only locally when
one observation is picked up or put in a design. Thus, compact support is highly desirable
in this case. Another point is that stochastic simulation of random fields can be proceeded
faster.

Recently, big effort was put in a survey of compactly supported covariance functions (see
Wendland (1995); Gaspari and Cohn (1999); Gneiting (1999a) and Gneiting (2000) among
others). It was shown that these covariance functions have a similar degree of flexibility as
for instance the Matérn class.

Transformations on the class of compactly supported covariance functions

The subsequent constructions rely on transformations between classes ®;. Recall from
Section 2.1.3 (page 9) that &4 is the class of covariance functions of a stationary and
isotropic random field. The first operator, the so-called descente, is defined as

o o
TIp(t) = / wp(u)du// up(u)du t>0. (3.28)

t 0
The second one, the so-called montée is given by
1, t=0
¢'(t)/(te"(0)), t>0.
Both operators obviously preserve compact support. It was shown by Gneiting (2000) that
if  is an element of ®4, d > 3 and up(u) € L'([0,00)), then Iy is an element of ®4 .
Further, if ¢ € ®4, d > 3 and ¢"(0) exists, then Dy is an element of ®4,5. Under mild

conditions, I and D are the inverse operators (see Wendland (1995), where also links to
the Fourier transform and to the convolution are established).

DMﬂ—{

Wendland’s construction

Now, let us review the construction of covariance functions, which was investigated in
Wendland (1995) and introduced in statistical literature by Gneiting (1999a). The starting
point was the result that the truncated power function

1—¢)¥, 0<t<1
o(t) = (1 1) = {é s

is an element of ®, if and only if v > CHTI (see Wendland (1995) and references therein).

In the next step, he defines
Yur(t) = Fo(t),  k=0,1,2,...
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3. More about covariance functions

by repeated application of (3.28) to the truncated power function. By the claim above,
Yy 1 (t) belongs to @4 if and only if v > d‘FTl + k. Furthermore, ¢, () is 2k-times differ-
entiable at zero, positive and strictly decreasing on its support. In Wendland (1995), the
main focus was put on the case when v is an integer, it means v, is a polynomial on its
support. It shown there that this polynomial is of the minimal degree for a given order of
differentiability.

Particularly, the first two correlation functions are

Galt) = (1+ v+ 1) (1= 05,
which is an element of @, if and only if v > d;“—?’ and

Yya(t) = (1 + (v +2)t+ %((u +2)? — 1)t2> (1—1)2,

which is an element of ®,4 if and only if v > d‘FTE’. These functions are twice and 4-times

differentiable, respectively.
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4. A comparison of designs with derivatives

The aim of this chapter is to obtain a notion about the quality of information that obser-
vations of derivatives can serve. The main focus lies on demonstrating the influence of the
choice of a covariance function on the efficiency of designs when using derivatives, rather
than on finding an optimal solution of a design problem. A theorem and some consequences
are stated in a d-dimensional setting and discussed. The given results are closely related
to the imse-criterion for the simple kriging predictor (2.30).

Before we begin with the survey related to the imse, let us mention the following motiva-
tion example. The example is just a very simple evidence for the fact that observations of
derivatives are sometimes of more interest than direct observations of the field to predict.
Some other examples can be found in Nither and Simék (2001).

Example 4.1 Let a zero mean process Z(x) has the Gaussian covariance function (3.15).
Consider the simple kriging predictor (2.30) of Z(z() based on only one observation of Z
at x, where x has to be chosen from the interval X = (—o0,T], g > T. Let us denote this
predictor as pj (Z(xo); Z(x)). Using the notation in (2.30), msep] (Z(zo); Z(z)) becomes
minimal if and only if

'S le = (Cg(x,10))? = 02 exp(—202(zo — 2)?)

is maximized, i.e. if and only if x = T. Hence, V; = {T'} is the best one-point design for
prediction of Z(xg) regarding to the mean square error.

Now, for comparison, let us consider the predictor (2.30) of Z(xy) based on one ob-
servation of Z(1) at 2/ € X. Let us denote this predictor as p% (Z(z0); Z(V(2')). Now,
mse p} (Z(xo); ZW (2')) is minimized if and only if

(Cyy z(@',20))?

Tyl _
© © var(ZM (2'))

= 0%20%(xg — 2')? exp(—202(zg — 2')?) (4.1)

is maximized, which is satisfied for g — 2/ = 1/(av/2). Hence, the best location for
observing the first derivative of Z(z) is at 2’ = x¢ — 1/(a/2).
Compare both predictors at the same observation point x = 2’ by the following ratio

mse py(Z(x0); Z(x)) _ 1 — exp(—2a2(z0—2)?) _ 1—et
mse p} (Z(xo); ZMW (x))  1-202(vo—x)? exp(—2a2(vo—2)?) 1—te™

=:r(t) (4.2

where t := 2a?(zg — x)?. For t > 1, we have r(t) > 1, i.e. observing the derivative leads
to a smaller mean square error than observing the original process. Assume long range
prediction in the sense that 1/(av/2) < 19 —T. Then t* := 2a?(zo — T)? > 1 and 7(t*) > 1.
Thus, optimal observing of Z at x = T leads to larger mean square error than observing
the first derivative Z(1) at the same point.
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4. A comparison of designs with derivatives

Note that in the case of short range prediction, i.e. 1/(v/2a) > 29 — T, we have t* < 1
and observing Z at x = T is always better than observing Z(!). Note that if T' = z¢ and
x’ is chosen such that 2/ = T, then (4.1) is equal to zero. It means that (unlike to the
observation of Z) the observation of Z (@) is totally uninformative at the prediction point.

12 T T T T 12 T T P SENE

Figure 4.1.: On the left: Plots of msep} (Z(xo); Z(z)) (solid) and msep? (Z(zo); ZW ("))
(dashed line). On the right: Plot of (4.2) for 0> =1, a =1 and h = x — x.

4.1. Imse-update and update ratio

Imse-update

Let us recall the definition of the integrated mean square error for the simple kriging
predictor. This means, we automatically assume the second state of knowledge (see page
15). Using the notation (2.31) the imse-criterion is given as

imseyy = / (C(zo,20) — "B ') dxy, W C R%. (4.3)
W

The aim of optimal planning is to find a design V,*, so that V,* minimizes (4.3). It is obvious
that minimizing (4.3) is equivalent to maximizing the imse-update for prediction area W,
ie.
Uy (Vi) = / 'S tedxy. (4.4)
w
Let us assume that the prediction area W is very large with respect to the range of
covariance function and we approximate (4.4) as integral over the whole R?

U(Vy,) = /Rd c's edxy, (4.5)

if the integral exists. An intuitive justification for the approximation is as follows. If the
prediction region W is large enough, the given observations will be uncorrelated (as in case
of covariance function with compact support) or effectively uncorrelated with the points on
the border of W and then the approximation can be accepted. The approximation U (V)
will be simply referred to as (total) imse-update. Note that the imse-update is just the
variance of the simple kriging predictor integrated over R%.
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4.1. Imse-update and update ratio

Update ratio

Let us consider two experimental designs (2.17) of the same size, i.e. with the same num-
ber of design points. The question is, which of these designs should be preferred and,
particularly, what is the efficiency or performance of the better one comparing to the worse
one.

Consider for instance the situation that an observer has several different measurement
instruments which can be used at a particular site, but an application of one of them
excludes the further use of the other measurements at the site. Suppose that the locations
for the future measurement are already pre-defined. The observer faces the problem, which
of the particular measurements should be preferred, to obtain the maximal information
from the experiment.

As a criterion of efficiency we can take the update ratio, i.e. the fraction

U(Vy,)

B= ey

where U(V,}) and U(V,;?) are imse-updates for some designs V,! and V2, respectively. It is
clear that if R > 1 (resp. R < 1) the design V;! (resp. V.2) should be preferred. If R = 1
the designs are equivalent with respect to the imse-update.

It is also clear that using the update ratio does not lead to an optimal design in the usual
sense. The update ratio is just a natural criterion for a comparison of designs. They can,
however, be non-optimal. Applying the update ratio to some given set of designs, we get
an answer to the question which of these designs performs best. Nevertheless, we do not
get an answer to the question whether there exists a design outside from this set, which is
better than the designs we have restricted to.

In the following, we compare regular designs (see (2.18)) based on observations of deriva-
tive random fields of diverse order. For purposes which will later be clear, let us refer to the
correlations between observations, which were realized at different locations, as inter-site
correlations. We will consider sequences of designs for which absolute values of correla-
tions between observations become small. These designs will be referred to as designs with
vanishing inter-site correlations.

Note that the strategy, i.e. to place observations so that they are correlated as little as
possible, can be rather reasonable. Let us assume a positive covariance function as for in-
stance a covariance function from the Matérn class. Let us suppose designs that consists of
observations of the non-derivative random field only. Minimizing correlations between ob-
servations leads to the optimal design with respect to imse-update. However, differentiation
of random fields introduces negative values of correlation and, therefore, for designs based
on derivative information, this strategy may not be the best one. Nevertheless, for the first
impression, it is quite instructive to consider designs with vanishing inter-site correlations.

Maximin design

Assuming positive covariance functions only, minimizing correlations between observations
means to mazimize the (minimal) distance between observations in a design. This procedure
is also known as maximin design. Asymptotic properties of maximin designs are studied
e.g. in Johnson et al. (1990) and Mitchell et al. (1994) where the authors also assume
weak correlated designs. In the later paper, even observations of derivatives up to some
order were considered for so-called Hermitian data. This approach was recently generalized
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4. A comparison of designs with derivatives

by Holtmann (2001) for non-Hermitian data. Note that in the cited literature a finite
observation area is presumed. The bounds of the prediction area influences the form of
the optimal design (cf. also Abt (1992) for non-asymptotic designs). Maximin distance
designs, even for small sample problems, may be very difficult to construct, especially if
the design region is irregular. It is known, that several structurally different solutions (see
e.g. Miiller (2001, page 75)) may exist.

4.2. Design with vanishing inter-site correlations

Let Z be a second order stationary isotropic random field on R? and let k = (k1y. .., kq)
and I = (Iy,...,lg) be some multi-indices. Now, let us consider fields Z®) and Z® where
Z®) and ZW are kth and Ith partial mean square derivative random fields of the underlying
random field Z, which is supposed to be differentiable sufficiently.

Let C' be the covariance function of Z. We will compare n-points discrete designs V' (¥)
and V) where the former is based on n observations of Z®) and the later consist of n
observations of Z). The subindex n was omitted for convenience since all what follows is
related to n-points designs.

Let us consider a sequence of designs {V&k)}: and their corresponding covariance

=1
matrices {ng)} »% ¢ PD,. For a particular design v = {7 k),..., (" k)}
the elements of the matrix X,,” are defined as

(k)

[eS)
m=1’

(=8);; = cov(Z® (@), Z®) (xm), Q5 e{l,...,n}. (4.6)
Since we assume that the matrices Zﬁ,’f ) are all positive definite, they are regular for all
m. Let us denote vy, = var(Z¥)) and assume vanishing inter-site correlations for m — oc.
It means that ng) — vil,, as m — oo, where I, denotes the identity matrix and the
convergence is defined element-wise.
It is clear that (2&,’?))‘1 — 1/vgl, as m — oo. Since the eigenvalues of a matrix
are continuous functions of the matrix elements (cf. e.g. Schott (1997, theorem 3.12)),

k) gr’f)

particularly, the sequence )\min(Ev(n ) of the smallest eigenvalues of 3;,” converges to v.

From this follows that )\min(ng)) is bounded by a positive constant K whenever m is
sufficient large:

c’ (Eg’f))flc < Amin(EF)el'e < Kele. (4.7)

Let us suppose that C € L'(R%) N L%(R?) as well as all derivatives of C. In this case, the
function on the right side of (4.7) is in L'(R?). Then using the dominated convergence
theorem (see e.g. Theorem 8.19 in Kuttler (1998)), Plancherel theorem (Theorem 3) and
(3.6), we obtain the following equality:

Lp:= lim UWV,®) —/ lim  ¢"(2F) eday (4.8)
=) oI, RI 2 sy T,
n
= —[|Cym 503 (4.9)
Ve
= (2m)? W3, (4.10)
Vg

The previous schema is a general basis of the proof of the following theorem.
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4.2. Design with vanishing inter-site correlations

Theorem 5 Let Z be a second order stationary isotropic random field on R® with a co-
variance function C. Let us denote k = (ky,...,kq) and l = (I, ...,lq) multi-indices, such

that |k| < |l|. Let {Vn(lk)} and {Vn(f)} be sequences of n-points designs based on observations
of Z®) and ZW | respectively. Let {2,@,’?)} and {E%)} be sequences of covariance matrices,

defined by (4.6).

Then
%z: oIt~k (4.11)
i—’: B z‘:|ll:—|I+1 <2 - %) or = Ik and v > % 1

if the random field Z(x) has the Gaussian, Matérn or J-Bessel covariance function, re-
spectively.

Proof : We calculate directly the limit Ly using (4.10). This spectral form significantly
simplifies calculation. In the Gaussian case, using formula 3.461.2 in Gradstein and Ryshik
(1981b) and (3.22) it can be shown by direct calculation (see Appendix A, page 93), that

1 [m\°
Ly =mno? (= /5| 27k 4.14
w=no* (1/3) (a.14)
In the Matérn class case, the formula 3.251.11 in Gradstein and Ryshik (1981b) and (3.14)
gives
d d
1 (2VT d d\ T(2v — k| + %)
Ly=n¢27 0 (20) B(v+Sv+?) 2, 4.15
k=m0 <(y> YT T k) (4.15)

See Appendix A (page 93) for the detailed calculation. Finally, for the J-Bessel class (where
condition v > % assures C*®) ¢ L1 (R?) N L?(R?)) using formula 3.251.1 in Gradstein and
Ryshik (1981b) and (3.26) we get

2ﬁ>d T(2v+1—d) T(v+]|kl+1)

Lk:n¢2_u< .
MR2y+1-HT2v+1+ |k —9)

’ (4.16)

The detailed calculation is given in Appendix A on the page 94. The claim in Theorem 5
immediately follows from the integrals above. U

Note that the condition v > |I| > |k| in (4.12) assures that the random field Z is suffi-
ciently differentiable. On the other hand, the condition v > d;—l in (4.13) assures that the
appropriate cross-covariance function is in L2(R?) and in L*(R?).

4.2.1. Gaussian covariance function vs. Matérn class

In his monograph, Stein (1999) criticizes the use of the Gaussian covariance function. He
demonstrates that using this covariance function typically leads to an underestimation
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4. A comparison of designs with derivatives

of the prediction error comparing with the Matérn class, in the case that the covariance
function model is misspecified. In this context, the Gaussian covariance function is said to
be optimistic.

Here, we have shown another aspect of the problem. Since

12|

i=k|+1

for finite v > |l| > |k|, it can be seen that the Gaussian covariance function remains
optimistic regarding to the Matérn class also if derivative random fields are considered.
More precisely, observing high derivatives comparing to lower ones of a field with the
Gaussian covariance function gives us more information than analogous observations of a
random field driven by a covariance function from the Matérn class. The problem is that
in practice the covariance function model is rarely known with great certainity. Therefore,
assuming the Gaussian covariance function to be the proper model (although the Matérn
class is the right one) leads to an over-weighting of the seeming importance of high derivative
observations. On the other hand, geostatisticians decide in some stage of statistical data
analysis for one parameterizable model and they proceed the so-called model fitting, i.e.
model parameter estimation. Theorem 5 points out the potential danger, which is hidden
in the prior choice of the Gaussian covariance function.

Note that the Gaussian model is the limiting case of the Matérn model as v — oo and
also the fraction (4.12) converges to (4.11). In this light, the result of Theorem 5 is not
surprising. The Gaussian covariance function is the smoothest covariance function in the
Matérn class and therefore observation of derivative fields driven by the Gaussian covariance
function must be much more informative than observations of derivative fields under the
general Matérn class.

4.2.2. The critical role of the parameter v in the Matérn model for an
estimation of the efficiency

Moreover, it can readily be seen from (4.15) that the parameter v plays a critical role
for estimating the efficiency of designs, that use derivatives. Say, for instance, we want to
suggest a sufficiently large size ng of a design VTE,’: ) based on observations of a kth derivative
random field such that imse-update U (Vys,l: )) is at least the same as the imse-update U (Véf)’ ))
of a design VU(OO ) of a given size ng based on field values. But as soon as v gets close to |k|,
ng rapidly increases. It means Z®) is close to the uninformative white noise.

This shows a possible danger even in the decision to use derivative observations. For
instance, it does not suffice to know that the observed field is k-times differentiable, if we
plan to observe a kth derivative field, k = |k|. If the field is driven by the Matérn class
(and this can be considered as a good assumption as discussed in Stein (1999)) and v is
very close to |k|, observations of the kth derivative field are nearly uninformative. Clearly,
I'(v — |k|) — oo as v — |k| in (4.15). Therefore, some lower bound for the smoothness
parameter v have to be required for estimation of the efficiency of a particular design. In the
previous case, it suffices for instance that the observed field is (|k|+1)-times differentiable.

4.2.3. Discussion of the J-Bessel class

It can be immediately seen from Theorem 5 that the following statement holds.
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4.2. Design with vanishing inter-site correlations

Consequence 4.1 Let Z(x) be a random field on RY. If Z(x) has the J-Bessel covariance
function with parameter v = % then

L
L—k =1 for arbitrary k,l € N&. (4.17)
l

Moreover, if Z(x) has the J-Bessel covariance function and d_Tl <v< %

Ly Ly
— < —<1 l s > |k|.
T < Tn, © for [li] > |t2| = [K|

The result for the J-Bessel class seems a little bit surprising. Since

12

i=|k|+1

for finite |I| > |k| and v > 0, it can be seen that observations of high derivatives of a random
field with the J-Bessel class covariance function (for any v) comparing to lower ones, are
even better than an analogous situation with the Gaussian covariance function. Further, in
any dimension, there exists a covariance function for which observations of derivatives of any
finite order are equivalent in the imse-update sense (see (4.17)). Moreover, if d;—l <v< %
then Lg/L; < 1. In this case observation of a derivative random field of any order gives us
a bigger imse-update than direct observations of the underlying random field.

Similarly to Section 4.2.1, it can be claimed that using the J-Bessel class leads likely
to an over-estimating of the imse-update for higher derivative observations. Thus, if it is
definitely not sure that the study random field is driven by the J-Bessel class, (and we
can never be sure of it making inference from a data set) due to its extreme regularity, an
application of this class is really questionable.

What is the significant property, which makes the J-Bessel class so different from the
Matérn class or from the Gaussian covariance function? It can be conjectured that the key
attribute is the compact support of the spectral density (3.24) of the J-Bessel class covari-
ance functions!. Recall (3.6) which suggests to interpret the operator of differentiation as a
high pass filter. Clearly, if the spectral density of a random field is positive everywhere, the
high (less informative) frequencies obtain bigger weights after differentiation. However, for
the interpolation, lower frequencies are of the main interest. On the other hand, a compact
support of the spectral density helps to keep the over-weighting of high frequencies under
control. Similarly, differentiable random fields with a narrow spectral density (although
not restricted to a finite domain) could possess similar properties.

Construction problems

A problem is, however, the construction of a design whose covariance matrix is (close to)
a diagonal matrix. In the Gaussian case as well as for the Matérn class, the covariance
function vanishes quite fast. Thus, we can easily construct a design for that the actual
(non-limiting) fraction approximates the limiting fraction in Theorem 5 rather well. Simul-
taneously, distances between observations do not increase much (cf. Chapter 5). Roughly
speaking, the distances could be a little bit bigger than the practical range of the correlation
function.

'T am grateful to Prof. Joachim Menz for this idea.
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4. A comparison of designs with derivatives

The J-Bessel class covariance functions as well as their derivatives are alternating func-
tions, but the runs of these functions as the whole tend to zero very slowly (see Figure 3.2)
at least for small values of v. The zeros of the functions are generally not a periodic sets. It
means that we can easily find a d+1-points designs (in R?) with uncorrelated observations
as follows. The design points are vertexes of a regular polyhedron, i.e. join of any two
vertexes is equal to the edges in the polyhedron. For instance, regular triangle or regular
tetrahedron are examples for that in R? and R3, respectively. The length of the edges have
to be equal to the distance between the origin and one of the zero points. Then, the designs
points will obviously be uncorrelated.

However, when constructing a general n-points design (n > d + 1), we have to set very
large distances between possibly (d+1)-observations-blocks to obtain "nearly” uncorrelated
observations. For larger values of v, the correlations under the J-Bessel model remain close
to zero provided that the distance from the origin is large enough.

4.2.4. Notes to Theorem 5

Let us give some comments on the meaning and on the applications of Theorem 5. First, let
us note that Theorem 5 gives no answer to the question whether the plans with vanishing
inter-site correlations are optimal or even good ones. The main focus lies rather on the
demonstration of possible effects, which are caused by the prior choice of a covariance
function, than on the efficiency of the plans. Theorem 5 can be seen as a discussion of
different covariance function models and it can be useful in the stage of modeling. If we
concentrate on the informations derivatives can serve, the Matérn class is here seen as the
most pessimistic one. It is in some sense the counterpart to the J-Bessel class, which is the
most optimistic one.

Another point could be that by means of the results of Theorem 5 a sequential planning
procedure could be accepted as reasonable approach. For instance, if observations of Z®*)
are more informative than Z®  we should concentrate primarily on finding an optimal
design for the observations of Z(*). Once this smaller problem is solved, we can start
to think about how to improve the existing design with additional observations of less
informative ZW. As a result, we could reduce the complexity of a particular design problem
this way.

4.2.5. Sensitivity of the imse-update on covariance function parameters

We can also ask, how the imse-update behaves when the parameters of a particular co-
variance function are misspecified. Misspecification of covariance model parameters and its
consequences was one of the central themes in Stein (1999). Here, we present just a simple
observation based on the formulae given in the proof of Theorem 5.

First, let us look at the scale parameter a. Given «, we denote the limiting imse-update
by Lg(cr). For all mentioned covariance function models, it holds

= (2)
Li(a2) ay
for any given k.
For the smoothness parameter v in the Matérn model we have analogously,
Lk(Vl) VI_V2F(2]/1 - |k| + %) F(V2 - ‘k‘) B(Vl + %77/1 + g)

=2 . 4.18
Lig(vo) T(2vs — k| + ) T — k) B(ry + 9,05 + 9) (4.18)
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4.2. Design with vanishing inter-site correlations

The ratio (4.18) increases very fast whenever vo < v1. The behavior of the fraction (4.18)
is reported on Figure 4.2.

25 ‘ ‘ : : : 150
20r
| 100
5F e
=y Sl
By e,
_~10r S ‘_,’.—1
/ 501
5r P p
0 :::11\‘:::11(:::/ N i o= - -
0 0.5 1 15 2 25 3 1 15 2 2.5 3 35 4
Vl Vl
(a) d=1,k=0and v = 0.5 (full line), v, =1 (b) d=1, k=1 and v, = 1.5 (full line), v2 = 2
(dashed line), v = 2 (dash-dot line) (dashed line), vo = 3 (dash-dot line).

Figure 4.2.: Plots of the sensitivity of the limiting imse-update for the Matérn covariance
function (equation (4.18))

It can be seen from the comparison of Figures 4.2(a) and 4.2(b) that the precise knowledge
about the smoothness parameter v is more important when using derivatives of higher order.

4.2.6. Generalized version of Theorem 5

When comparing designs, it is clear that there is no need to consider observations of only
one type and that the size of the designs to compare can be different. For instance, it
is possible to generalize Theorem 5 by assuming that designs consist of observations of
diverse derivative fields. The proof can be accomplish in the same way. Let us suppose
that a stationary and isotropic random field Z on R? is sufficiently differentiable. Let us
denote {V,}o°_; a sequence of designs in the form

Vin(n) = { (27", k1), (25", k2) ..., (]} kn) }, (4.19)

where k1, ..., k,, are d-dimensional multi-indices. Note that by the notation V,,(n), the fact
is emphasized that designs to compare using imse-update, can consist of different number
of observations. Suppose that the sequence {V,,,}5°_; of designs fulfills the conditions of
the proof of Theorem 5, i.e. among others, that correlations between observations vanish
as m — oo. Let us define @ = max{[k1|,...,|ky|} and denote by n; the number of multi-
indices k in (4.19) such that k& = |k|. The corresponding formula for (4.14), (4.15) and
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4. A comparison of designs with derivatives

(4.16) are

L(n) = o G\/g)dkéw?_k,

d n _ d
L(n) — QS 21/—1 <¥> B(l/+ iij C_l) nlk‘mlj—w’

2 2/ e~ (v —k)
B 2T\ T(2v +1—d) & T(v+k+1)
L = o2 < a ) T2(y 41— ),;) Ty +1+k-4)

respectively. Subsequently, we get the generalized version of formulae (4.11), (4.12) and
(4.13)

n2
nl) Z Z —k
n2 n1|k‘2 / n2|k‘2 y (4.20)

L(n 21/ —k —|— (2v —k +
LEn;) Z””k‘ /Z”zm s ), v>mymg,  (4.21)
P +k+1) T(v+k+1 d—1
L(m) Z iy T / nz\kl (v ) . )
L(ny) & TQv+1+k—%) Tv+1+k—9) 2

respectively. The results are no longer as nice and instructive as in Theorem 5, which is
the reason why the theorem is stated in a less general setting.

Example 4.2 Consider a stationary, isotropic and differentiable random field Z on R
Suppose that an observer can choose between two measurement tools. The first returns
observations of Z as output, the other one returns observations of the gradient random
field (2.10). Re-call, that the later means that the following d-variate random field

0 0 0
VZ = Z —Z(x), ..., —Z(x) |, x=(z1,...,2q9)7,
(522@). 52). oo, 2(@) (@1 )
is observed at a particular site. Note that, these observations are mutually uncorrelated,
since the field Z is isotropic (see Lemma 2.2). Consider again an n-points designs with van-
ishing inter-site correlations. Hence, Theorem 5 can be applied and it follows immediately
that the efficiency measured by the limiting imse-update ratio is equal

Ly  n20 2

LVZ N nd2-1 N E’
Ly 2w+4-1

= >1
Ivz dw-1° 7%
Ly 2v+1—4¢ >d_1
p— V [
LVZ d(V+1) ’ 2 7’

for the Gaussian, Matérn and J-Bessel covariance function, respectively. Particularly, un-
correlated observations of Z and observations of gradients

0 0
(a—le(m), a—@m))
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4.3. Efficient multiple observation of derivatives

are equivalent under the Gaussian covariance function in R2. In this case, the limiting
imse-update ratio for a Matérn and J-Bessel class covariance function is

Ly v

— = >1
Lyy; v-1 v ’
L 1
—Z: v V>_,

LVZ I/—{—l’

respectively.

Example 4.3 The previous example can be extended for compound observations of the
field Z and the gradient field VZ. Suppose n simultaneous observations of Z and VZ
which should be compared with n observations of Z. Note that observations of Z and VZ
are uncorrelated if they are realized at the same site (see Lemma 2.2). From (4.20), (4.21)
and (4.22) we get

Lzivz _ <1_|_ @)

Ly 2
Lzwvz _ (), _dv=D v>1
Ly 2v—-1+4))’ 7
LZ—}—VZ: 1+ d(V+1) V>d_1
Ly Qv+1-4))’ 2’

for the Gaussian, the Matérn and the J-Bessel covariance function, respectively. Thus, we
have a formula for the relative efficiency of compound observations in the case that for
given observations of Z gradients are or are not available (compare Example 4.2). It it
clear that a number of analogous results can be obtained considering various settings.

4.3. Efficient multiple observation of derivatives

Examples 4.2 and 4.3 introduce a situation in which different random fields can be ob-
served at a particular location. We have profited from the fact that the fields are mutually
uncorrelated at the observation site. However, if two observations of different derivative
random fields are realized at the same location, they can be correlated. Correlations be-
tween observations which are realized at the same location are referred to as the intra-site
correlations. How does the total imse-update then look like? Should some combinations
of derivatives of certain order be preferred? Which one? This section is a survey of this
problem.
Let us suppose the design

V={(x,k1),...,(x, k), xeR< (4.23)

where all multi-indices k;,7 € {1,...,n} are different from each other. Notice from (4.23)
that all random fields are observed at a single point simultaneously. The corresponding
random vector Z is

Z = (Z®)(x),... 25 ()T (4.24)
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4. A comparison of designs with derivatives

Denote

¥ =cov(Z, ZT) = Lo ) (4.25)
apl .. Qpp

the covariance matrix of Z. Recall now some well known results and a notation from matrix
algebra (see e.g. Liitkepohl (1996)). The inverse X! of the matrix X is given by

cof(ay) ... cof(an)

1 . . T
-1 ad, ad, ad,
s yedi — yadi

T det® ' '
cof(an1) ... cof(any)

where the matrix 3% is called adjoint of 3. The cofactor of a;j, cof (a;;), is defined as,
cof (a;;) = (—1)" minor(ay;),

where minor of a;; is the determinant of the matrix 3 obtained by deleting the ith row
and jth column from 3. Note that

det X = Zaij cof(a;;), forany j e {1,...,n}. (4.26)
i=1

4.3.1. Decomposition of the imse-update

Lemma 4.1 Let Z be a stationary, isotropic and sufficiently differentiable random field on
R? such that the design (4.23) is well defined. Let the first m multi-indices from the set
I ={ky,...,k,} be even, m < n. Let all other multi-indices from the set I be odd (see
Definition 2, page 12). Denote

Vo = {(z, k1), ..., (x,kn)} and V, = {(@, kmi1), ..., (x kn)}.

Then
U(VeU Vo) =U(Ve) + U(Vo).

Proof : Denote I, = {ki,...,kn} and I, = {ky+1,...,kn}. The claim follows immedi-
ately from the fact that

cov(ZW(z), 29 (x)) =0, forall i eI, and j €I,

(see Lemma 2.2). It means that X can be written as a block matrix

5 - [ o 200 } , (4.27)

where 3. and X, are covariance matrices corresponding to the designs V. and V,, respec-
tively. O
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4.3. Efficient multiple observation of derivatives

Let us define a Boolean function e on the set of all multi-indices, e : Ng — {0,1},deN
as follows. For a multi-index k

e(k) = 1 if k is even,
0 if k is odd.

The following claim derives from Lemma 2.2 and it is a supplement to Lemma 4.1.
Remark 4.1 For the covariance matrix (4.25) it holds

sgn(|ai;j|) = e(k; + kj;) foralli,je{1,...,n}.

It means, that there is no zero entry in the matrix 3. in the proof of Lemma 4.1. Any
entry in 3. can be (up to a sign) interpreted as a variance of a derivative random field. On
the other hand, the matrix 3, can be sparse (see Examples 4.2 and 4.3). It means that
U(V,) can be possibly re-written as a sum of imse-updates corresponding to a particular
decomposition of V,. In particular, if d = 1 then there is no zero entry in the matrix 3.

Denote c(zg) = (c1(g), . .., cn(x0))T, the vector of covariances between the design point
x and a prediction point 2o € R%. It means ¢;(xo) = cov(Z*¥)(x), Z(x0)), xo € RY.

Lemma 4.2 Suppose that
/ ci(:co)cj(:co) dxy = aijg(ki, kj), foralli,j € {1, . ,n}, (428)
Rd

where g : Ng X Ng — R. Under the notation given in the preceding paragraph it holds

n n i—1
a;i; cof (a;;)
U(WV)=Y_ glki ki)=Y > =g [(ki,ki)—2g(ki,kj)~|—g(kj,kj)] (4.29)
=1 i=1 j=1

Proof : Denote g(k;) := g(ki, ki) for short. Using (4.26) and (4.28), we get

U(V)—/Rd cl(x0) X e(xp) dxg = e tE ZZcof (a;j / ci(xo)cj(xo) dxg

=1 j=1
detE ZZGU cof (ai;)g(ki, k)
=1 j=1
n Doi— aij cof(ai;)g(ki, kj)+2?;1 aij cof (aij)g(k;) _Z%él. aq; cof (aij)g (ki)
J#i J#i

i=1 Z;L:I aij cof (a;;)

=3 gtk + 3030 P [y k) (k).

=1 =1 j=1
JF#i
which is equal to (4.29) due to the symmetry of the elements over which is summed. O
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4. A comparison of designs with derivatives

Let us note that Y ;" ; g(k;, k;) in (4.29) is equal to the limiting imse-update (4.8). Thus,
under the given condition the imse-update for the design (4.23) can be splitted into the
limiting imse-update and some other part. In the following section, we will discuss simple
cases, where Lemmata 4.1 and 4.2 can be used to decide between some designs.

Note that, if d = 1, the condition (4.28) is in no way restrictive. In the one-dimensional
case this assumption can be always adopted, though if it can be sometimes difficult to find
the particular explicite analytical form of the function g.

Examples with 2-points design

Denote by < the equivalence of designs with respect to the imse-update (4.5), i.e. for V
and V' discrete designs, V < V' if and only if U(V) = U(V’). Further, define the relation
< for discrete designs V and V' as follows: V < V' if and only if U(V) < U(V’). The
design V' is termed to be better than V' with respect to the imse-update. Analogously, the
relation < can be defined.

Consequence 4.2 Let Z be a stationary, isotropic and sufficiently differentiable random
field on R? such that the random vector (4.24) is well defined. Let n and m from Lemma
4.1 be n =4 and m = 2. (It means that four random fields Zk) z(k2) 7(ks) gnd 7(ka)
can be observed, where the multi-indices in I, = {k1,ks} are even and the multi-indices in
I, = {ks,k4} are odd.)

Let (4.28) hold and let

g(4,1) —29(4,7) + g(4,4) >0, foralli,j€ I, and for alli,5 € I,, i # j. (4.30)
Let the observation area X consists of two points &,y € R%, « # y, such that
cov(ZW(x), 29 (y)) =0, foralli,jel,Ul,.

If the multi-index ks + k4 is even then there are two (structurally different) designs, which
are equivalent with respect to the imse-update and they are better than all other designs
under the given conditions. Otherwise, there are four (structurally different) designs, which
are equivalent with respect to the imse-update and they are better than all other designs.

Proof : Omitting the cases where only @ changes with y (this is meant by structurally
different designs), the following configurations are possible:

‘ | Observation(s) at

Observation(s) at y |

Design A: | Z(1) Zk2) 7 (ks) 7 (ka)
Design A": | Z(*2) Zk1) z(ks) 7 (ka)
Design B: | Z(ks) Zk1) z(ka) 7 (ka)
Design B’: | Z(k4) Z(k1), Z(kg) 7(k3)
Design D: | zk1) z(k2) Z(k3) Z(k4)
Design C: | Z(k1), z(ks) Zk2) - 7(ka)
Design C': | Z(k1) z(ka) Z(k2) - 7(ks)
Design D': | Z(k1), z(k2) 7(ks) z(ka)

Table 4.1.: Structurally different designs for two locations
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4.3. Efficient multiple observation of derivatives

Take into account the fact that observations of derivatives Z*)(x) and Z(z), = € R?
are uncorrelated, if k + [ is odd. It means that the covariance matrix of any design is in
the form (4.27), where ¥, and X, are 2 x 2-covariance matrices. The covariance matrices
of above designs differ in the values of entries outside the diagonal, a;s and as4. Using
Lemma 4.1, (4.29) can be re-written as follows

U(Ve U Vo) = U(Ve) + U(Vo)
4 2

a
= k; 12_Tg(ky, k1) — 2g(k1, k ko, k
;:1 9(ki) + s [9(k1, k1) — 2g(k1, k2) + g(ka, ko)
+ et [9(k3, k3) — 2g(ks3, ka) + g(ka, k)] (4.31)
det X3, ’ ’ ’
It is easy to see that
As A, Be B, C&C'and D& D. (4.32)

For instance, in the designs A and A’ there is a2 = 0 and a3y is the same in the both
designs. This can be seen from Table 4.1.

Note that if k3 + k4 is even then azq can not be zero. Using (4.30), it can be seen from
(4.31) that a design maximizes U (V') if both a2 and as4 are not null. This is true for the
designs D and D’ only. On the other hand, the designs C and C’ are the worst ones, since
a1z = 0 and asq = 0. It can be seen from (4.31) that the following relation between designs
holds:

D>B,A>C.

If k3 + k4 is odd then agqy = 0 in every case. It means that D < B and A < C. Designs
D, D', B, B’ are in this case equivalent and better than all other designs (which are also
equivalent with each other). 0

Consequence 4.2 is an example for the fact that correlated observations can be more
efficient than uncorrelated observations. Moreover, the designs where all observations are
mutually uncorrelated appears to be the worst one. Note that the correlations between
observations at a particular location can be positive or negative. In the both cases some
(sub)optimality is reached. Note that, a relation between design B, A can not be established
under the given setup. Actually, both situations, B > A and A < B are possible. Note
also that if d = 1, the situation in that kg + k4 is odd can not occur.

Example 4.4 Suppose a stationary stochastic process Z on R! with the following covari-
ance function with the compact support [0, 1]:

Yas(t) = o*(1 =)L (2182 + 192 + Tt +1), t>0

It follows from the theory given in Wendland (1996) that the function 14 3(t) is a covariance
function and it is 6 times continuously differentiable. (see Theorem 5.2 therein, cf. also
section 3.2.4). Note that the range (or support) of the function 14 3 can be easily changed
by a linear transformation of the parameter t.

Since 14,3 is 6 times differentiable, derivative observations of Z up to the third order can
be considered.
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Consider the following situation. Our experimental area consists of two points € R and
y € R, such that |y — x| > 1. We can observe processes zO zW) 7@ and zG) only once
and we can choose between these points  and y. The resulting design should be optimal
with respect to the imse-update.

It is obvious that these experimental conditions correspond to the prerequisites of Con-
sequence 4.2 for k1 =0, ks =2, ks =1 and k4 =3. We only need to check whether (4.30)
holds. This can be done by a straightforward but tedious calculation, thus, only the results
(resp. their numerical approximations) are presented. The values of the function g for all
combinations of indices, which are of interest, are: g(kq, k1) = 0.4161, g(ki, ks) = 0.2139,
g(k‘g, k‘g) = 01027, g(k‘3, k‘3) = 02129, g(k‘3, k‘4) = 01027, and g(k‘4, k‘4) = 0.0298. Thus, it
is obvious that (4.30) holds and therefore D and D’ are the best designs under the given
conditions.

The covariance matrix of the design D is

1 —18 0 0
5 —18 1008 0 0
N 0 0 18 —1008

0 0 —1008 151200
An explicite evaluation of the imse-update in the particular cases yields
U(D)=0.8285, U(B)=0.8056, U(A)=0.7854, U(C)=0.7625.

Note that, although Consequence 4.2 is formulated for two design points (z and y)
only, the claim can be directly generalized to designs with more design points. Anyway,
this generalization is done in the next section in a slightly different context. The simple
example-like setup was chosen to avoid useless technicalities.

4.3.2. Multiple observations of derivatives for designs with vanishing inter-site
correlations

It clear that the necessary condition, which must be put on the covariance function of Z in
Consequence 4.2 is that it must have a compact support. Otherwise, the observations at
the points « and y will not be uncorrelated. To obtain similar claims as in Consequence
4.2 for covariance functions without compact support, an analogous setting as in the proof
of Theorem 5 has to be adopted.

Conditions for designs with vanishing inter-site correlations

Let a set of multi-indices I = {k1, ko, k3, k4} be given and let us assume that multi-indices
in the set I, = {k1, k2} are even (see Definition 2, page 12). The multi-indices in the set
I, = {ks, k4} are supposed to be odd, I = I. U I,.

Let Z be a stationary, isotropic and sufficiently differentiable random field on R¢, such
that Z(k1) z(k2) 7(k3) and Z(k4) are well defined. Let VM be the set of all sequences
{Vu}52, of regular designs (see (2.18))

V= {(41),. .., (2%, )}, xteRil el ie{l,..., M}, (4.33)
such that
lim cov(Z®) (x¥), zE) (2¥)) =0, (4.34)

U—00
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4.3. Efficient multiple observation of derivatives

foralld,j € {1..., M}, i # j, such that =} # . Notice from (4.33) that only the locations
of the designs depends on n, and not the order of the derivatives. Note that the definition
(4.33) allows the design points ', € {1,..., M} need not to be different from each other.
Regularity of the designs assures that a particular pair (x¥,l;) appears in VM only once.
The condition (4.34) means that we avoid (in the limit) any inter-site correlations. On the
other hand, nonzero intra-site correlations are possible.

Let 3" be the covariance matrix corresponding to the design V, and denote ¥ =
lim,, oo X*. The elements of X are denoted as in (4.25). Similarly, we can define V;, and
Vo,u, i.e. designs with even and odd multi-indices, respectively, such that Vi, = V., UV, .

Denote ¢;(2g) = lim, oo c(20) = lim, oo cov(ZE) (x¥), Z(2)) for a sequence of design
points {x¥}%°, and a prediction point xg. Suppose ¢; € L2(RY) for all i € {1,..., M}.
Using the dominated convergence theorem (see e.g. Theorem 8.19 in Kuttler (1998)) we
get an analogous claim as in Lemma 4.1 and 4.2.

Subsequently, let us suppose that each random field Z(1) Z(k2)  7(k3) and Z(*4) can be
observed maximal N times and let N < M/4. ~

Subsequently, as in Consequence 4.2, if ks + k4 is even, then two sets V.,V C VM of
(structurally different) design sequences exist, such that

lim U(D,) = lim U(D.) > lim U(B,)

for all {D,}2, € V, {D/}>°, €V and {B,}>, e VM (VUV}

Similarly as in Consequence 4.2, if k3 + k4 is odd, four sets of (structurally different)
design sequences can be found.

The designs from the set V are constructed so that Z*1) and Z*2) are observed together
in arbitrary N locations. Observations of random fields Z®*3) and Z(*4) are also put
together, but they are observed at the remaining locations, which are not occupied by
Zk1) and Z(*2) | Tt is a situation which corresponds to the design D in Table 4.1. Some
more specific description of the locations is not needed, since all designs have in the limit
the same (up to a permutation of rows and columns) covariance matrix.

The designs from the set V are constructed in such a way that all random fields have
to be observed at each site up to the number of all possible observations N. This is a
situation, which corresponds to the design D" in Table 4.1.

Note that we restrict ourselves to the claim about limiting designs. Thus, for some given
u € N, the above relations between designs need not to be valid. However, the continuity
of the imse-update implies that the relations hold for a sufficiently large u too.

Example 4.5 Let a random field Z on R? fulfill the above cited conditions and let Z be
driven by the Gaussian covariance function (3.15). Let multi-indices k1, ko, k3 and k4 be
given as in the preceding paragraph and let k3 + k4 be even. This is for instance achived
if d=1.

For the simplicity, let us suppose that each particular V, in (4.33) consists of two distinct
locations " and y“ only, where possibly several random fields can be observed. This is a
situation which is completely analogous to that one in Table 4.1.

We need to check whether (4.30) holds. Using (3.21) together with the result (A.54)
given in Appendix A.6.1, it can be shown that for any multi-indices k and [

2(1 ymydog-It -
g(kJ): {J (oe\/;) 27 =, if 6(k—|—l)—1 (4_35)

0, otherwise.
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4. A comparison of designs with derivatives

Thus, it can be easily seen that

gk, k) — 29(k, 1) + g(1,1) = o2 (l\/@d(zk —g.97 1 ol

Therefore, the designs D and D’ are not worse than any other design (from the considered
class of designs). If moreover |k| # |l|, these designs are always better (in the limiting sense
of the imse-update).

For instance, if d=1, k1 =0, ko =2, ks=1 and k4=3, we get the following values of the
limiting imse-update L(-) for the designs denoted as in Table 4.1.

3 1 7

L(D) :b-2E, L(A) :b-2E, L(B)=b-2, L(C)=b-1=

1
aV3)

where b = o2(

We can consider higher derivatives as well. For example, if ky = 1, ks = 3, k3 = 2 and
ks = 4, we get

S LBy =b-1x LA)=b-1o, L(C)=b- D
32 32 32

L(D)=b-1 )
(D) 32

Note that the relation of designs A and B is converse in the above particular cases.

Example 4.6 Assume the same situation as in Example 4.5, but let us suppose a covari-
ance function from the Matérn class instead of the Gaussian covariance function. Using
(3.13) together with the result (A.57) stated in Appendix A.6.2, we get

AN L
sl =0 g Bl v ta) T

for all multi-indices k and ! such that e(k 4+ 1) = 1. Without loss of generality, consider
|k| > |l]. Recalling (4.30), we need to check whether

P(2v+4—|kl) Tv+d- B Ty d )
—2 e+ (4.36)
Mo-Tk)  rpoEE) M-
is positive (or nonnegative). Obviously, if |k| = |l| then the above term is equal to zero.

Denote k = |k| and [ = |l|. Since e(k +1) = 1, we can write | = k —2m, m € N (the trivial
case m = 0 can be excluded). Define
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4.3. Efficient multiple observation of derivatives

We can re-write (4.36) as follows

5l 2r(2u+g—k+m) T(v—k) N I(2v+%—k+2m) T(v—k)
T2v+2—k) Tw—k+m) T@v+2—k) T—k+2m)

5 1_2(2u+g—k+m_1) (2u+g—k)+(2u+g—k+2m—1) (2v+2—k) _
v—k+m-1) " (v—k) v—k+2m—-1) " (v—k)
v+2 44 v4-d v+d

1-2(1+—2—).. (1 2 I+—2 ). (1 2| =
b ( +l/—k:+m—1> ( +V—k‘> +( +V—k‘+2m—1) ( +V—k‘)

v+2 v+ v+2 v+
I+ (1+—2—).. (1 2 +—2 ) (1 —2— )2
8 +( +l/—k:+m—1> <+V—k‘> [( +V—k‘—|—2m—1> <+y—k‘—|—m)
> 2 > 2

It can be seen that every term in the parentheses is bigger than 2 and therefore (4.36) > 0.
Subsequently, the designs D and D’ are not worse (in the limiting sense) than any other
design from the considered class of designs. If moreover |k| # |l|, these designs are always
better than any other design. This hold for all values of the smoothness parameter v for
which a particular Matérn covariance function is sufficiently differentiable.

Resume

In the first part of this chapter, it is assumed that there is only one observation at a
particular site. Otherwise, it is supposed that they are mutually uncorrelated. In the
second part, this assumption is weakened. The main focus here is to investigate whether
the (limiting) imse-update can be improved by a combination of observations of distinct
derivative random fields at one site. In the simplest version of the problem, we can ask:
do some pairs (triples etc.) of derivative random fields exist, which should be observed
together at one site, if possible? The observations at different sites are supposed to be
uncorrelated. Finally, it has been shown that correlated pairs of derivatives outperform the
other possibilities.

What is the main sense of this survey? Later on, it will be shown on some very simple
examples, that the space, where optimization to be proceeded, is very complex and it has
many local maxima. Moreover, the values of this maxima are typically close to each other
and passing from one maximum to another could be difficult. Therefore, without a good
approximation of the solution, the standard optimization numerical methods are usually
not successful in search of the optimum.

An application of the presented results consists in a reduction of the complexity of the
space of all possible solutions. Seeking for the optimum, we can restrict ourselves to some
suitable subspace of the space of all possible solutions. The suggested pairing could be such
a suitable restriction in some situations.

However, it will be shown later that this pairing is only of a minor importance if it
is possible to choose observation locations arbitrarily. Typically, by choosing the sample
locations properly, a bigger improvement of the imse-update can be achived. Anyway, for
such designs, the approach of vanishing inter-site correlations is not appropriate, since the
correlations between observations are large.
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5. An empirical survey of designs with
correlated observations

Until now, it was presumed that (derivative) observations at different sites are uncorrelated
(in the asymptotic sense, or due to a compact support or due to zero points of the study
covariance function). This setting allows to calculate the imse-update analytically in a
simple way. If this assumption is weakened, analytical results (if they are possible) can not
be understood easily, except some particular very simple cases.

In this chapter, we restrict ourselves mainly to particular analytical results in combination
with extensive numerical studies, which support the argumentation. The aim of this section
is to give some notion to the following question: Can the imse-update be improved by a
suitable choice of design points {x1,...,x,}? The answer is as expected positive. Thus, the
further focus is to give at least some heuristic rules for a construction of efficient designs.

5.1. Imse-update and convolution

Let us consider a stationary, isotropic and sufficiently differentiable random field on R¢ and
let V,, be a design in the form (2.17). The imse-update (4.5) can be written as follows

UV,) = /]Rd 'S ledxy = /Rd tr(Xtee!)dxy. (5.1)

Since 7! does not depend on @y and the trace of a matrix is a linear operator of its
argument, we can write

UV, = tr(E_l/ ccldxy). (5.2)
Rd

Now, let us look more detailed at the elements of the n x n-matrix C* = fRd ccl'dxg. Let
c; = COV(Z(ki)(wi), Z(x0)) =: cr,0(xo— ;) and ¢; = COV(Z(kj)(:IZj), Z(xy)) =: ckjo(cco —x;)
be the ith and the jth element of the vector c. Since

cr;0(To—x;) = cov(Z®i) (x;), Z(wmg)) = cov(Z(wmy), 2% () = cok, (T — o),

we can write
C;"j = / cicjdxy = / k00 — mi)ckjo(cco —x;)dxg
R4 R4
= /d ck,0(x0 — Ti)cok; (T — ®o) dxo.
R

Denote h = x; — x;. Because of the stationarity of Z and since we integrate over R?, we
can set x; = 0. Thus, we get

C:} = /d Ckio(:llo)Cij (h — CC()) dCCQ = C(]k:j * Ckio(h). (5.3)
R
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5. An empirical survey of designs with correlated observations

An exact calculation of the convolution (5.3) for the Gaussian covariance function and for
covariance functions from the Matérn and the J-Bessel class can be found in Appendix
A (Sections A.6.1 — A.6.3). Note that in general the matrix C* depends on a particular
design.

5.2. Designs with only two observations

Let us suppose that Z(® has been observed at the location #;1. The task is to find a point
xo, where Z() should be observed, in order to maximize the imse-update (5.1). Denote
h = x3—x; and the imse-update for the two observations as U (k). Denoting the elements
of the covariance matrix of this 2-points design as

=y 4|
it can be seen that
_ dllewoll3 — 2b(h) cor * co(h) + allcwl 3
ad — b%(h) '
Note that only the integral in the middle of the above term depends on h.

Uka(h) (5.4)

5.2.1. Gaussian covariance function

If the covariance function of Z is Gaussian (3.15), the function (5.4) has the following form:

21Kl _ 2 exp(—2 a?||h||2) 2~ "5 HE,(h) + Q2 M
Usa(R) :5Q exp(—3 o”||h|]%) _ 2 4 wh) +Q 7 (5.5)
Q — exp(—20a2||h[]?) [T}, Hki+zl-(0‘hi)
where
d d
1 [m\d (2k;)! (21;)! N V2
5202<E 5)’ Q_.Hl kLl Hk’(h)_HlH’“f+li(o‘hi)H’“f+lf(7“hi)'

Here, Hy, stands for the Hermite polynomial of the order k (see e.g. Abramowitz and Stegun
(1972, Chapter 22)). The equation (5.5) follows from (A.53), (A.55) and (3.21).
Rather than the function (5.5), let us consider the following function

[lekoll3

Ug(h) = Ugy(h) — (5.6)

which is only a small modification of the original function. This modified objective function
(5.6) corresponds to the influence on the imse-update caused by the additional observation
of ZW only. Tt is clear that, for a given k, a maximization of Ugy(h) and U} ,(h) is
equivalent. Note that in the Gaussian case, ’

Hckng _ 52—|k|
a
(cf. with (4.35)). Formulas, which are necessary to evaluate (5.4) and (5.6) for the Matérn
and the J-Bessel class, are provided in Appendix A (Sections A.6.2 and A.6.3) or in Chapter
3. In the following, only the case of the Gaussian covariance function will be discussed,
however, an analogous case studies can be done for the Matérn and the J-Bessel class. In
particular, Appendix C provides such examples.
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5.2. Designs with only two observations

Evaluation of the modified imse-update for the Gaussian covariance function in R

For d = 1, plots of (5.6) for diverse k and [ are given in Figures 5.1 — 5.4. In all graphs
some regularities can readily be seen. First, note that if the distance h is big enough, the
imse-update (5.6) is practically constant. The value of the constant can be easily derived
from Theorem 5. For a large h, it can readily be seen that as [ increases the imse-update
decreases very fast. This is basically the claim of Theorem 5.

Figures 5.1(b), 5.1(d) and 5.1(f) show that, the imse-update (5.6) is (nearly) the same
for h = 0 and h > 0. This is clear since the corresponding observations are (nearly)
uncorrelated for h = 0 as well as for A > 0.

Notice from Figures 5.1(c), 5.1(e) 5.2(c) and 5.2(e), that, if k£ + [ is an even number,
then the process Z*) and Z(® should be observed at the same location. The maximal
imse-update is achieved in this case (cf. also the results of Section 4.3).

In Figures 5.1(b), 5.1(d), 5.1(f), 5.2(b), 5.2(d) and 5.2(f), it can be seen that if k 4 [
is an odd number, the imse-update (5.6) has its maximum outside from the origin. It
is interesting that the maximum is reached in some distance, say h*(k,l), and h*(k,l) ~
h*(k,l') for a given k and any [ and I, such that k + [ and k + 1’ is odd. The whole plots
(aside from the different scaling) look similar for [ and I’, which are not too different.

Note that the situation is analogous for k£ > 1 (see Figures 5.3 and 5.4 among other). The
optimal values h*(k,l) can be numerically estimated for diverse k and [ using the standard
quasi-Newton method (Fletcher, 1991; Kosmol, 1993). These results are summarized in
Table 5.1. In this table, it can be observed for instance that if k = [, then h*(k, k) decreases
as k increases etc.

Maybe the most significant feature, which can be seen on the plots of the imse-update
(5.6), is that the local maxima appears consecutively rather regularly. See for instance the
diagonal of Table 5.1 and 5.3. The values on the diagonal in Table 5.3 are nearly exactly
two times bigger than the corresponding values in Table 5.1. This seems to be the reason
why some well constructed regular grids perform significantly better than other ones. This
issue is discussed in Section 5.4.

Optimal pairs

Table 5.2 shows the value of the modified imse-update (5.6) in the numerical approximation
of the global optimum. The table is not symmetric, since the modified imse-update (5.6) is
not symmetric in k£ and . This tables can be useful to decide which ”pairs” of derivatives
could be preferred. By a pair it is meant two observations which are mutually optimal
located. Let us consider the following very simple example where this idea will be sketched.

Example 5.1 Let us suppose that Z(© and Z®) have been observed once and we can
observe Z® additionally. The distance between observations sites of Z(© and Z® let be
such that these observations can be considered as uncorrelated. The additional observations
of ZW (wherever it is located) will be correlated at most only with one of the previous
observations. This is achieved if the distance between Z(© and Z® is sufficiently large.
The question is where the observation of Z4) should be located.

Analogously to Section 4.3, it can be found that the worst case is if observation of
Z® is uncorrelated with both observations of Z(® and Z(®. Therefore, it remains the
question with which observation should Z® be correlated (i.e. what is the optimal pair)
and subsequently in which distance.
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5. An empirical survey of designs with correlated observations

The answer can be found in the 5th column of Table 5.2. The gain of the imse-update
Ui 4(h*(2,4)) observing Z () optimally correlated with Z(?) is nearly twice bigger than the
gain of imse-update U674(h* (0,4)) observing optimally Z ) together with Z©), namely,
0.274162 compared to 0.144425. According to Table 5.1, the optimal distance h*(2,4) is
equal to zero.

k =0 =1 =2 =3 =4 l=5 =6
0 00 0.560807 0 0.470808 0 0.416437 0

1] 0.560807 1.057638 0.450014 0 0.400039 0 0.365590
2 0 0.450014 0.854591 0.388096 0 0.354898 0

3 | 0.470808 0 0.388096  0.742809 0.346816 0 0.322626
4 0 0.400039 0 0.346816  0.667800 0.316650 0

o | 0.416437 0 0.354898 0 0.316650 0.612520 0.293314
6 0 0.365590 0 0.322626 0 0.293314  0.569422

Table 5.1.: Optimal distance h*(k,l) of two observations in R! (numerical approximation)
under the Gaussian model (3.15) (o = 1).

=0 =1 =2 =3 =4 l=5 =6
1.253314 0.835140 0.469993 0.248563 0.144425 0.072120 0.040812
1.461797 0.830408 0.609749 0.391661 0.225445 0.149321 0.081702
1.409978 0.923078 0.527314 0.396116 0.274162 0.165231 0.115968
1.345213 0.861653 0.552780 0.318295 0.242520 0.176247 0.109185
1.319407 0.773770 0.509159 0.320852 0.185932 0.143162 0.107707
1.286268 0.736812 0.439394 0.293746 0.182328 0.106172 0.082429
1.274544 0.688776 0.409714 0.246266 0.166456 0.102012 0.059623

O UL W N~ O

Table 5.2.: Value of the modified imse-update (5.6) in the first optimum in R!, i.e.
Uy, (R (K, 1))

Previous example does not mean that the imse-update Us 4 is bigger than Up 4, but just
that U; 4(h*(2,4)) > Ug 4(h*(0,4)). These are improvements of the original criterion caused
by the additional observation of Z¥.

It can readily be seen from Table 5.2 that, if Z(3) is replaced by Z®), the result will be
the same with the distinction that optimal location will differ, namely h*(3,4) = 0.347. A
lot of analogous examples can be easily derived from the both tables.

Multiple maxima of imse-update and sensitivity of designs with derivatives

As k or [ increases, multiple local maxima on the plots of the modified imse-update (5.6)
can be seen. There is typically only one which is significantly better than the other. This
maximum is always the closest one with respect to the origin. The distance corresponding
to the second local optimum and the values of (5.6) in this optimum are summarized in
Tables 5.3 and 5.4.

As a preview of difficulties, which we meet on the search of the optimal design, let us
take Figures 5.4(e) and 5.4(f). First, notice a lot of local maxima which do not differ much
from each other, but more important, observe the high sensitivity of the imse-update. If we
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5.2. Designs with only two observations

over-estimate the distance for the global maximum only a little, then we can arrive at the
global minimum. This aspect makes generally the problem of optimal design for derivatives
very difficult. Although these effects are milder for lower derivatives, also here a similar
tendency can be observed. Note that this high sensitivity is obvious despite the fact that
we consider the Gaussian covariance function which is rather regular. In this context, it
should be also noted that the imse-update is a very mild criterion, which flattens extrema.
It can be conjectured that criteria based on the maximum mean square error (2.23) are
much more sensitive and a construction of an optimal design is very difficult.

=0 =1 =2 =3 =4 l=5 =6
- 0,00 1.076588 1.532784 0.899114 1.285173 0.792860
0,00 00 1.507190 0.865963 1.254993 0.772221 1.118308
1.076588 1.507190 1.902469 1.235527 0.750776 1.096047 0.689089
1.532784 0.865963 1.235527 1.586559 1.081422 0.673883 0.987978
0.899114 1.254993 0.750776 1.081422 1.399993 0.976596 0.617409
1.285173 0.772221 1.096047 0.673883 0.976596 1.270463 0.898662
0.792860 1.118308 0.689089 0.987978 0.617409 0.898662 1.172966

YT W N~ O

Table 5.3.: Second optimal distance of two observations in R! under the Gaussian model
(3.15) (e =1)

[=0 =1 =2 =3 =4 I=5 l=6

- 0.626657 0.391737 0.174817 0.112790 0.048442 0.031668
1.253314 0.626657 0.387584 0.303571 0.130523 0.107172 0.043911
1.331723 0.700913 0.341342 0.254392 0.209921 0.095644 0.084184
1.271466 0.773564 0.411056 0.199112 0.160010 0.134438 0.065013
1.287772 0.678848 0.444918 0.238342 0.116714 0.096769 0.081992
1.262590 0.694663 0.369806 0.251937 0.135935 0.067601 0.056820
1.265399 0.650985 0.377930 0.202094 0.140741 0.076403 0.038590

@U%WMD—‘O{
o~

Table 5.4.: Value of the modified imse-update (5.6) in the second optimum, d = 1)

However, although we already know that derivatives of higher order improve the imse-
update criterion only very little, a good design can help use this minor information effi-
ciently. For instance, on Figure 5.2(f) the imse-update (5.6) for uncorrelated observations
is about 0.02. If we construct the appropriate design optimally, the resulting imse-update
(5.6) can be more than four times improved. Despite this improvement, as the order of
derivatives increases, the overall performance of the design, characterized by the limiting
imse-update, decreases geometrically.
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U;(’l(h)

0.075

0.07

0.065

1 1.5 2 25 0 0.5 1 1.5 2 25 3
h h
(e)k=0,1=4 () k=0,1=5

Figure 5.1.: Plots of the imse-update (5.6) for two observations Z*)(0) and Z®(h) under
the Gaussian model (3.15) with a = 1 and 02 = 1.
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Figure 5.2.: Plots of the imse-update (5.6) for two observations Z*)(0) and Z®(h) under
the Gaussian model (3.15) with a = 1 and 02 = 1.
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Figure 5.3.: Plots of the imse-update (5.6) for two observations Z*)(0) and Z®(h) under
the Gaussian model (3.15) with a = 1 and 02 = 1.
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ULvl(h)
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Figure 5.4.: Plots of the imse-update (5.6) for two observations Z®)(0) and Z®(h) under
the Gaussian model (3.15) with a = 1 and 02 = 1.
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5. An empirical survey of designs with correlated observations

Relations between 2-points designs

Now, let us focus on Figures 5.5 — 5.7. Figure 5.5 is nothing else than all sub-figures of
the figure 5.1, which are put together. Similarly, Figure 5.6 and 5.7 for Figure 5.2 and 5.3,
respectively. It can be seen from Figure 5.5 that in a neighborhood of the origin (where
Z) is observed) the additional observation of Z(1) performs better than observation of
Z© observed at the same location. From Figure 5.6 an analogous situation can be seen.
Moreover, a small neighborhood of the origin exists, where even an observation of Z()
performs better than both Z() and Z®?). The same can be seen on Figure 5.7. On the
basis of the presented figures a lot of relations between diverse 2-points designs can be
established.

This could seem interesting in the connection to Theorem 5, but it can not be excepted
that this is true in a general case. Putting two observations of Z(© close to each other
means actually to construct a bad design. Thus, it is no longer surprising that a good design
of two ’less informative’ observations can outperform a bad design of 'more informative’
observations. Here, ’less’ or 'more informative’ is considered by means of the limiting
imse-update. It can probably be constructed examples which consist of more than two
observations. However, if the observations are spread over a large experimental area so,
that correlations between the observations are small, the influence deduced from Theorem
5 will dominate. In this case, derivatives will be mostly much less informative than direct
observations of the field to predict.

141

1.2-

0.8

U;(’I(h)

0.4+ N e

0.2+

Figure 5.5.: Plots of the imse-update (5.6) for two observations Z*)(0) and Z®(h) under
the Gaussian model (3.15) with a=1 and 0>=1. Here, k=0, and [=0 (bold
solid line), =1 (bold dashed line), [=2 (bold dash-dot line), {=3 (thin solid
line), =4 (thin dashed line), {=5 (thin dash-dot line).
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0.9r

0.81

Figure 5.6.: Plots of the imse-update (5.6) for two observations Z*)(0) and Z®(h) under
the Gaussian model (3.15) with =1 and 02=1. Here, k=1, and [=1 (bold
full line), I =2 (bold dashed line), =3 (bold dash-dot line), =4 (thin solid
line), =5 (thin dashed line), {=6 (thin dash-dot line).

0.61

Figure 5.7.: Plots of the imse-update (5.6) for two observations Z®)(0) and Z®(h) under
the Gaussian model (3.15) with a = 1 and ¢? = 1 and under the stationarity
assumption. Here, k = 1, and [ = 1 (bold solid line), [ = 2 (bold dashed line),
[ = 3 (bold dash-dot line), [ = 4 (thin solid line), | = 5 (thin dashed line), [ = 6
(thin dash-dot line).
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5.3. Designs with three observations

For designs with three observations, it is not difficult to apply (5.2) and evaluate the imse-
update criterion on a very fine grid. Without loss of generality, we can suppose that Z®)
has been observed in the origin and then vary with distances h; and hy corresponding to
observations of Z() and Z(™. Since we have two grades of freedom, namely h; and ho, the
results are 3-dimensional sceneries. 1 believe that it can be useful for engineers to visualize
such sceneries from different angles and using different visualization techniques. It can be
seen many effects that can be interpreted on the basis of experience with only 2-points
designs. Nevertheless, in the text, I have no possibility to rotate such figures and therefore
I restrict myself only to one example: k=1, [=1, m=1. The experimental area X is the
interval [—3, 3] and the criterion is the total imse-update (4.5). Figures 5.8 and 5.9 display
the surface and the contour plot regarding to this design.

In these figures, it can be seen that certain local optima can be achieved if the observations
are related pairwise optimally. This suboptimal solutions build something what can be
called "ridges” in the surface. On the basis of symmetry, they can be observed in the
horizontal and vertical direction. On the other hand, we can also see configuration, which
are bad (some kind of ”valleys” ), where two observations are pairwise non-optimally located.

However, the reader should be aware just to sum contributions to the imse-update pair-
wise. It can work good for some simple examples and it could be a good guess sometimes,
but it can be probably found examples where it mislead to wrong conclusions.

The main finding from this example is that the optimal (or nearly optimal) solution is
a design for which the observations are regularly spaced. The minimal distance between
any two observations is only slightly smaller than the optimal distance for 2-points design
(see Table 5.1). This is not too surprising because of the symmetry of the problem, how-
ever, similar result can be shown also for a 4-points design (when evaluating all possible
configurations on a fine grid).

A very similar situation can be seen for designs that consist of derivatives of higher
order, like k=2, [=2, m=2 etc. If the design consists of derivatives of diverse order, the
situation seems more complicated but in many cases similar tendencies can be observed. For
instance, the optimal distances between two observations of different order are close to the
corresponding optimal distance in Table 5.1. Some suboptimal regions which correspond
the second optimal distance can be seen too.
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5.3. Designs with three observations

Figure 5.9.: Contour plot: k=0,l=1,m=1
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5.4. Regular grids with derivatives
A regular grid in R
Vi (h) = {(z, k), (x + h, k), (x + 2, k), ..., (2 + (n = 1)h, k)} (5.7)

is clearly characterized by the number n € N of derivative observations in the design (grid),
the order of the derivatives k € Ny, the location of the first observation z € R and inter-
site distance h € R. Clearly, generalizations to higher dimension, like square, hexagonal
and triangular grids in R etc., can be considered, but we concentrate here only to the
one-dimensional case. Since stationary processes are supposed and the criterion is the
imse-update, x can be chosen arbitrarily.

Some extensive numerical case studies, which were done within the scope of this work,
shows that there is some evidence for the conjecture that regularly spaced observations of
derivatives of the same order could be nearly optimal designs. Let us refer to the following
paragraph just as sketch of realized case studies.

Numerical methods

Typically, results obtained using an adaptation of the fast cooling algorithm of Sacks and
Schiller (1988) leads for k£ > 1 to configurations that are similar to a regular grid. (In the
reality these designs are rather far from the optimal ones.)

The quasi-Newton methods (Fletcher, 1991), when optimizing all locations simultane-
ously, return nearly regular grids, too. We will refer this method to ¢IN(R™"1) for short,
since the minimization proceeds in (n — 1)-dimensional space. Clearly, for a n-points de-
sign, one location can be fixed and it remains n — 1 sites to optimize. In simple cases, like
5-points designs, these methods are superior to them when we restrict ourselves only to reg-
ular grids. However, multiple start and a very good solution approximation are necessary
to obtain good results. Due to the discussed high sensitivity, it is a serious problem. For
bigger examples some numerical problems can appear (Zabinsky, 1998) and regular grids
seems to be more practical solution. The quasi-Newton method restricted to the family of
regular grids will be denoted as ¢N (Reg). This optimization proceeds in R only, since only
the optimal value for h is required.

Example 5.2 For instance, after several starts of the ¢/N(R*) method, the following non-
regularly spaced solution for 5-points design of the first derivatives has been found

U(Vs) = 4.10035939815226.

V5(1) = (0, 1.04523377697851, 2.08507102139555, 3.12490825722185, 4.17014208577586).

The gN (Reg) has found a slightly worse solution:

UV (h*)) = 4.10023769349602 for the optimal distance h* = 1.04243575854999,
it means the design

V5(1)(h*) =(0,1.04243575854999, 2.08487151709998, 3.12730727564997, 4.16974303419996).
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The plots of the imse-update (4.5) for regular grids are presented in Figure 5.10. It can
be seen, that for the optimal value of h, the designs significantly outperform other ones.
The optimal value of the h depends on n and it shorten as n increases. The estimated
optimal distances h* are reported in Table 5.5. Table 5.6 gives values of the imse-update
(4.5) in this optimum. The first line of Table 5.6 is the degenerated case n = 1.

n k=1 k=2 k=3 k=4 k=5 k=6

2 | 1.0576376 0.8545911 0.7428092 0.6678002 0.6125201 0.5694222
3 | 1.0547248 0.8498840 0.7380173 0.6633214 0.6084289 0.5657049
4 ] 1.0482275 0.8433451 0.7321835 0.6581949 0.6039120 0.5616937
5 | 1.0424358 0.8372434 0.7265776 0.6531787 0.5994373 0.5576928
6 | 1.0373001 0.8316147 0.7212908 0.6483774 0.5951125 0.5537896
7 | 1.0327716 0.8264487 0.7163357 0.6438178 0.5909610 0.5500213
8 | 1.0287509 0.8216894 0.7116852 0.6394909 0.5869936 0.5463964
9 | 1.0251556 0.8172876 0.7073114 0.6353810 0.5832013 0.5429147
10 | 1.0219185 0.8132000 0.7031877 0.6314730 0.5795748 0.5395715
12 | 1.0163156 0.8058309 0.6956029 0.6242048 0.5727828 0.5332787
15 | 1.0095584 0.7964125 0.6856249 0.6144963 0.5636256 0.5247362
20 | 1.0012605 0.7839620 0.6719093 0.6008939 0.5506745 0.5125437
30 | 0.9911218 0.7671941 0.6520078 0.5805576 0.5310839 0.4949739
40 | 0.9857393 0.7578321 0.6387049 0.5661452 0.5167842 0.4802243
60 | 0.9816624 0.7539208 0.6273366 0.5476248 0.4980717 0.4613469

Table 5.5.: The optimal distance h* of a regular grid in R! for the Gaussian covariance

function (o = 1, 02 = 1).

n k=1 k=2 k=3 k=4 k=5 k=6

1 | 0.6266567  0.313329  0.156664  0.078332  0.039166  0.019583
2 | 1.457065  0.840643  0.474960  0.264264  0.145339  0.079206
3 | 2324733 1454331  0.891186  0.535993  0.317306  0.185345
4 | 3.209134 2112792  1.368200  0.870388  0.544698  0.335905
5 | 4100238 2795761  1.884171  1.250129  0.816641  0.525720
6 | 4994273  3.492977  2.425912  1.662919  1.123874  0.749060
7 | 5.889356  4.198572  2.985009  2.099998  1.458946  1.000560
8 | 6.784531  4.909026  3.555913  2.555076  1.816003  1.275546
9 | 7.679279  5.622118  4.134847  3.023564  2.190470  1.570069
10 | 8.573318  6.336409  4.719177  3.502077  2.578770  1.880845
12 | 10.358744  7.765085  5.897090  4.479696  3.386250  2.540799
15 | 13.029721 9.901488  7.671905  5.975249  4.647915  3.598822
20 | 17.463428 13.433647 10.620439 8.494665  6.818550  5.468202
30 | 26.279054 20.391302 16.431451 13.518818 11.235556  9.373333
40 | 35.049742 27.245186 22.133874 18.478064 15.650498 13.349062
60 | 52.526997 40.831109 33.342335 28.216358 24.376994 21.289246

Table 5.6.: The value of the imse-update U ( 7”Ek)(h*)) for the regular grid Vysk)(h*) in R!
with the corresponding h* from Table 5.5
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Figure 5.10.: Plots of the imse-update (4.5) for a regular grid V,*(h) under the Gaussian
model (3.15) (a = 1, 02 = 1). The number of observations (from the top) is
in all cases n = 20, 10, 5.
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5.4. Regular grids with derivatives

5.4.1. Relative imse-update

If the number of observations is not predefined, it is useful to define the relative (total)
imse-update

Urel(Vn) = % U(Vn) (5.8)

and compare designs with respect to this criterion. As usual, the aim is to maximize this
criterion. The plots of the relative imse-update U, (V;F(h*)) for regular grids, given the
optimal choice h* (taken from Table 5.5), are presented in Figure 5.11. Note that hA* is a
function of k and n. The relative imse-update U,q(V,F(h*)) increases rapidly in all cases
for small number of observations till some saturation is reached, where the criterion (5.8)
remains nearly constant. It is, however, not clear whether (5.8) is monotonous.

An explanation for these effects could be the fact that first (global) and second (next
local) optimum of the pair-wise computed imse-update Uy (k) and the other optima (if
they exist) are more or less regularly spaced (see Figures 5.1 — 5.4, Table 5.1 and Table
5.3). Designs reported in Table 5.5 seem to take advantage of this property. Optimally
constructed regular grids have observations located so, that they are efficiently related to
the nearest next observation but they are moreover very good related to the second next
observation etc. Figures 5.11 and 5.10 demonstrate unique power of these designs. It is
reasonable to expect that these designs can be further improved optimizing design points
on the border.

For higher derivatives, the saturated state is reached for bigger n than for lower deriva-
tives. This can be explained from the fact that higher derivatives have covariance function
with heavier tails. This issue is in particular discussed in Néther and Simék (2001).

Note that the minimal eigenvalue of 3 (considered as a function of k) has a local minimum
close to A*. This could be an alternative explanation of these effects.

5.4.2. Imse-update ratio for optimal regular grids

Consider the optimal choice of h in a regular grids and suppose that the number of obser-
vations in the design is large and the saturated state is reached. Now, we can ask what
is the relative performance of such designs for diverse derivatives. It means, the following
ratio is to examine:

U(V,i (h*(n, k)
U(Vi(h*(n, 1))’

for a large n € N. For k = 0, the relative imse-update U(V,*(h*(n,k))) can be defined
using theoretical value of the limiting imse-update, since h*(n,0) — oo. It means that
Uvrel(‘/;(z)(h>k (’I’L, O))) = é\/g

In the above equation, the dependence of h* on k (resp. [) is emphasized. Note that
analogous ratio is studied in Theorem 5 for designs with vanishing inter-site correlations.
It is interesting that (5.9) shows rather different behavior from the ratio in Theorem 5. Let
us give some examples

Ry = (5.9)

Thus, although the derivatives of higher order are less informative comparing to the deriva-
tives of lower order (if they are designed optimally on a regular grid), the decrease of the
imse-update is much slower than in the case of designs with vanishing inter-site correla-
tions. Recall that for designs with vanishing inter-site correlations, all the above rates are
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equal to 1/2. Note also, that two generally non-optimal designs are compared in Theorem
5. In (5.10), such designs are compared which seems rather close to the optimal ones and
therefore (5.10) is perhaps of more interest. Notice that the ratio Ry, increases as k
increases. It means that the difference of the relative performance between derivatives
decreases as the order of the derivatives becomes larger. Let us note that the values in
(5.10) can vary a little bit for different values of n. They are moreover very sensitive to the
estimated value of h*(n,-).

Here, as the reader can see, we have confined ourselves only to empirical results. From
the theoretical point of view, there are more questions than answers. A possible question
can be the limiting behavior of regular grids. For example, what are the values of

lim h*(n, k), lm U (Vy(R*(n k), lim Rypapn

n—oo

to mention the most obvious ones.

Note to a fast cooling algorithm

In the context of practical methods in the optimal design, a clone of the simulated annealing
was proposed by Sacks and Schiller (1988). In Sacks et al. (1989), this algorithm is cited and
it is noted that for larger problems the time taken for the annealing process to converge
to the optimum is too long. For continuous regions, the authors recommends standard
optimization methods (like the quasi-Newton method). Note that in Sacks and Schiller
(1988), this algorithm is used for optimization of designs on rather small grids of about 100
grid points.

Using the terminology of Winkler (1995), the algorithm of Sacks and Schiller (1988) can
be referred to as a fast cooling with some kind of re-heating mechanism. This algorithm is
characterized by several parameters with rather unclear meaning and there is practically no
reasonable answer how they should be chosen. However, the proper choice of parameters of
a particular algorithm is one of the most important problems in the stochastic relaxation,
since they have the critical influence to the convergence of this algorithm. Furthermore, for
algorithms like the one of Sacks and Schiller (1988) a proof of convergence is not known.

This algorithm was adopted by Albrecht (1998) for an optimal planing of gradients
(2.10) in [a,b]?> C R%. He used the maximum mean square error (2.23) as a criterion of
optimality. However, especially in the connection with the imse-update criterion, I would
not recommend the algorithm of Sacks & Schiller for several reasons. One of them is,
the absence of the theoretical background supporting this choice. Another point is the
structure of the space that need to be explored. It seems that the space of all solutions
contains many local minima which are close to each other by means of the criterion value,
but the transition from one to another is very unlikely. Typically, the algorithm reaches to
one state where all derivative observations build a design that is visually similar to a regular
grid, but the distances are not optimal. It means that the rough suboptimal structure of the
design has been found. The problem is just to optimize the 'parameters’ of this structure,
i.e. to find the optimal distances. Unfortunately, a transition to the state where they are
reached can be very difficult. In another words, two designs with a small distance in the
physical space (see e.g. the designs in Example 5.2) can have a big distance in the space
of all solutions by means of an annealing algorithm.

It seems that the problem of optimal design for covariance function models which allows
negative correlations between observations is of another nature and more complicated than
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5.4. Regular grids with derivatives

optimal design problem with non-negative covariance functions. The former is the case of
designs with derivative observations.
Finally, it is possible that some modifications of the annealing which uses a local gradient

information could give better results although I would not expect that they will be optimal
(see Robert and Casella (1999, Chapter 5) and Zabinsky (1998) for some tips).

5.4.3. Experimental conditions, heuristic rules and recommendations

Let us summarize some of the heuristic rules which can be implied from this text. Let us
emphasize that it is not easy to formulate these rules, since any change of experimental
conditions can lead to another recommendations. For instance, the assumption that designs
possess vanishing inter-site correlations seems to be rather strong. These designs constitute
certain class of problems and not all conclusions, which hold for these design, hold for other
ones. The influence of the change of the experimental conditions to the construction of the
optimal design is demonstrated on the following example.

Example 5.3 Suppose that stationary zero mean stochastic processes Z O, zMW z@ and

Z®) can be observed only once and Z(®) has the Gaussian covariance function (a = 1 and
2

o®=1).

1. At first, let the observations area consists of points, which can be considered as
uncorrelated and suppose that at most one process can be observed in each locations.
It means, we have the setup of vanishing inter-site correlations (and with no intra-site
correlations) as discussed in the first part of Chapter 4. In this case, all design are
equivalent and the imse-update is

1
Uy = o=, /g(zO +27 4272 4 978) = 2349964,
(6%

2. In the next step, multiple observations in a location are possible (i.e. intra-site cor-
relations are allowed), but the inter-site correlations vanish as in the previous case.
This setup is discussed in the second part of Chapter 4. In particular, the results of
Example 4.5 yields that the best design is of the type D or D/, i.e. that Z(©) and Z(?
have to be observed together in one point and the same must be fulfilled for Z(!) and
Z®)_ In this case, the imse-update is

1 /= 3
Uy =02=—,/= 2— = 2.741625.
2 Ua\/g 16 ==

3. In the following, let us continue developing Example 4.5 and ask what happens if
the assumption of vanishing inter-site correlations will be left, but the designs will be
like in Table 4.1. It means, we restrict ourselves only to two observation locations,
however, unlike Example 4.5, we seek moreover for the optimal distance h = y — z.
The hope is that the design D remains the best and it can be further improved by
the optimal choice of h. The numerical results are summarized in Table 5.7.
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| Design | Observation(s) at = | Observation(s) at y | U(h*) [k =y—u

A AQ ACNASIVAC) 2.859401 | 0.844992
A zM) AQACRAC) 2.787016 | 0.545236
B VAS) AQRACRAC) 3.050484 | 0.354003
B’ VAS) AQRACRAC) 2.891803 | 0.288805
C zO) z® AQRAC) 2.741625 | 0

D AQRIAS) ACRAS) 3.087336 | 0.395845
c’ AQRAC) ACRAS) 2.885402 | 0.291107

Table 5.7.: Optimal designs for two locations

The optimal design in this setting is denoted as D. It can be seen that additional
improvement of the design criteria has been achieved.

4. Finally, let us suppose that no constraints are put on the observation area. A numer-
ical solution of this problem has been found the following way. After an exhaustive
search over all possible configurations on a fine grid, an approximation of the optimal
design has been found. Subsequently, the quasi-Newton method ¢/N(R?) yielded the
solution (5.11)

Vi = {(0,0),(0.570657,1), (1.029996, 2), (1.428088, 3) }. (5.11)
The corresponding imse-update is

U(V,) = 3.356293.

The example demonstrates that there is no golden rule, which can be used for all situation.
It can be seen that different conclusions can be drawn from each formulation of experimental
conditions. Passing from the most restrictive case to case with no restrictions, the structure
of the optimal design changes in every step. In particular, the design V4 is completely
different from the optimal design found in the previous case.

Some rules

However, some recommendations are briefly summarized in this paragraph. If the question
is basically what is the most informative part of a multivariate random field, a setup similar
to that in the proof of Theorem 5 can be used to establish some relations between the given
parts.

If the observations are only of one type (it can also be observations of a multivariate ran-
dom field) and the imse-update computed pairwise has a maxima not in the infinity, there
is a possibility that well constructed regular grid will be rather efficient. However, whether
it is true, it could also depend on the properties of the particular covariance function under
study and in the consequence on the fact, whether the maxima of the pairwise computed
imse-update are regularly spaced. If it is not true, some more complicated chains (or grids)
of observations could work better.

If the pairwise imse-update has a maxima in the infinity, the maximin design approach
seems to me the right way how to solve such a problem (see page 43 for some references).

If the number of observations is given for every type of observation, some kind of a
sequential procedure can be a good solution. This procedure should start with the most
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informative observations, find a good solutions for this smaller design problem and then
follow with the next most informative component etc. In this case, tables analogous to
Tables 5.1 - 5.4 could contain good hints, where to search a solution of every step of such
a sequential procedure.

Another approach can be to adopt an ”architecture” of a grid (like triangle or square grid)
and to assume that there exists an optimal distance between two connected observations
of certain type. Thus, the task remains to find the parameters of the grid, i.e. these
distances. This approach is similar to the case, where all observations are of one type and
we restrict ourselves only to regular grids, i.e. we have to find one parameter of a grid.
Here, the situation can be much more complicated since many types of observations can
be considered.

5.5. Further research

There are surely many possibilities how to continue research connected to the optimal
design of derivative observations. One of them is obviously another choice of the objective
function. In many application, other criteria can be more appropriate. The influence of a
finite prediction area and its shape to the design has not been studied in this work, although
it has big impact on the results.

However, in the context of this work, it can be interesting to adopt approach of perturbed
covariance matrices (Holtmann, 2001) and adapt this method to the imse-update criterion.
Because of the linear nature of the imse-update I think it is possible. Hopefully, it could
be a proper way how to throw light on some effects observed in this chapter.

Interesting task could be a comparison of designs proposed in this work with the method
suggested by Batsell et al. (1998). The method can be used for solving a problem of optimal
design with derivative observations too. Note that the prerequisites of cited method are
different from that assumed here. Specifically, we do not allow measurement error (see
(2.19)), which is necessary for the approach of Batsell et al. (1998).

Another direction could be a more detailed investigation of properties of different co-
variance functions by means of Theorem 5 and by means of this chapter. In particular, a
comparison of some classical covariance functions with the covariance functions proposed
by Wendland (1995); Gaspari and Cohn (1999) and Gneiting (2000) can be interesting.

It is reasonable to suppose that regular grids of derivatives will posses a similar (subop-
timal) behavior in R?, d > 1, at least for Gaussian-like or Matérn-like covariance functions.
However, there are more possibilities in R? how to construct regular grids. We can take
square, triangle, hexagonal grid or maybe some other problem-tailored one. A comparison
of these possibilities (see Yfantis et al. (1987) in another context), estimation of parameters
of the grids under diverse covariance functions etc. could surely be an important reference
material for engineers.
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Figure 5.11.: Plots of the relative imse-update U,q(V,*(h*)) under the Gaussian model
(3.15) (a =1, 0% =1).
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A. Appendix (Proofs)

A.1. Proof of Lemma 2.2

Let us recall the lemma and denote by |[z] the biggest integer smaller than z € R.

Lemma A.1 Let Z be a stationary, isotropic, n-times differentiable random field on R?
and let k = (ky,...,kq) and L = (l1...,l3) be multi-indices, such that |k|,|l| < n. Then

cov(Z®)(x), zO(x)) =0, x=eRY
if k41 is odd.

Proof : Consider a sufficiently differentiable univariate real function F' : R — R and

denote
F = — .
( ) dyk (y) y:h2
Thus, it holds (see Lemma A.2, page 83)
l3] ol
F(n) h2 _ . 2h n—QiF(n—i) h2 )
For multi-indices n = (n1,...,nq) and ¢ = (iy,...,iq), define
n n! 79! ng!
T =20 (na—2i9)lial " (g —2ig)lig]
It can readily be seen that it holds analogously
Hinl 7 | | .
PRI = D D ep(2h)™ 70 (2hg) e FUPEN(R)12) (A1)
OhY"...0h}* s
1= Tq=

Since Z is stationary and isotropic, its covariance function C' can be represented by a
function F : [0,00) — R such that C(z,y) = F(||x — y||?). Note that the cross-covariance
cov(Z®)(x), ZW (y)) is (up to a sign) equal to (A.1) for m = k +1. Now, let j € N be such
that ¢; is odd. Thus, the right side of (A.1) can be written as

n;—1

RN
2h; Y .Y ) D Cp(2ha) T (20" 2k 2 UMD (|| R,

i1=0  i;=0  ig=0

which is equal to zero in the origin. g

Lemma A.2

m | . .
FOD (52) = d_F(ﬁ) =N () 2ip(d(p2) e N (A.2)

dz™
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Proof : This lemma can be proved by induction, distinguishing the cases when n is even
and odd. For n = 0 and n = 1, the statement obviously holds.

Let us suppose that n is even, it means % = 2| = |2 ]. Suppose that the claim (A.2)
holds. Applying induction step in (A.3), using standard rules for differentiation in (A.4)
and shifting the index ¢ in the first sum of (A.5), (A.6) can be obtained. This equation can
be re-written as (A.7), which is the claim to prove for u + 1 odd.

F(n+1) ($2) _

d 13] ol
_ ’ 2 n—2iF(n—i) 2 A
du 2yt ") (@) (A-3)
dr 25 G2y ) Nt Gt )
~ n! - n—2i—1 p(n—i) (. 2
=) g~ 20)(22) FO=0) (22) 4
=0 o
%z_: v (22)" 2L pnt1=0) (32 n FEtD(32) (A4)
Lo (n—2i)lil " RN Yo The .
=, 2n! 1 A
(n— 20— 1)l! (20)" T FOTO () +
=0 o
n—2
- n! nt1-2i po(nt1—i) (2 n! (241),.2
m(%) F @)+ izl e ) (A.5)
=0 o :

3 ,
Z 2“1!' _(2)n L2 pn1=i) (.2) 4

P (n+1-2i)l!
z n! - -
(n_2i)'i' (2$)n+1721F(n+171) (I'Z) (A 6)
=0 o
9\l p(nt1) (2 N (n+1)! oY1+ 1-2i pr(n+1-i) (2 AT
— f!

n—1

Let us suppose that n is odd, it means [ 2| = [252| = %71, Suppose that (A.2) holds for
this n. Application of the induction step in (A.8), using standard rules for differentiation
in the next equation and subsequently shifting the index i in the first sum yields (A.9).
Finally, (A.9) can be re-written as (A.10), which is the claim to prove for u + 1 even.
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n—1
n d N n—zat n—
F +1)(x)—%z D) 7 (22) 2 p(n=i) (22 (A.8)
i=0
n—1
2 n! . ‘ , ,
=2_ o [2(n—2¢)(2x)”*2%1F(”*2>(x2)+ (2x)”’2”1F("+1’Z)(x2)}
n—=24s21):1:
i=0
n—1
_ . 2n! (2x)n—2i—1F(n—i)(x2)+ n! (2x)n—2i+lF(n+1—i)($2)
| (n—1-2i)li! (n—2i)li
n—1
< 2in! : : (n+1)! _n
— __ (Qx)n+1—2zF(n+1—z)($2)+ - F(T)($2)+
—~ (n+1-2i)lil (2L
n—1
n n n! n—21 n+1—1i
(22)"H FOHD (22) 4 Z m@x) 21 pp(nt1=0) (4.2 (A.9)
n41
- n+1 n+1-2i p(n+1—1
=3 a1 ) (A1)
=0
O
A.2. Proof of Lemma 3.1
Lemma A.3 It holds
iy S B el o
dr“ [ IC ( )] ;0(_1) i (%_%J 11— 21)” szfqui(T)a fOT ueN

or equivalently

;Z‘u [F K ()] = Z(_l)uH(%) %T”_i/@_uﬂ‘(ﬂ, for w even (A.11)

= u—1-—24)!!
u—1

d* v «— u+i uTil ull v—i

d?‘“[ K, ( )] = Z(_l) < ; )mr ’C,/_U.H‘(T), for u odd. (A.12)
=0 -

Proof : The proof can be carried out by the induction over u, distinguishing the cases
when u is even and odd. I show the second and the third equation, the first one is just a
comprehensive formulation of the claim for a general u € N.

To shorten the notation, define fi = r*KCy(r), a,b € R, omitting also argument r of the
function f;'. Using the following well known rule for differentiation of the modified Bessel
functions

di[z”ICl,(z)] =—2"K,-1(2)

z
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(see Abramowitz and Stegun (1972), formula 9.6.28), the following simple equation can be
shown

LK) = S ()

dar"
= (=D[r*Kop-1(r) — (a = b)r* Gy (r)]
(~Dlfs-y = (a=0)f;71]. (A.13)

d a
afb

Note that, it holds

for an even uw € N and therefore

For u € N odd, it holds

u—1 u+1 u—1 . u+1
7| =25 and T\ 2 (). (A.15)
7 u—+1 7 1—1 u+1 7

Now, the proof can be accomplished. For v = 0 and for v = 1 the statement holds
trivially. Let us suppose that u is even and (A.11) holds. Applying the induction step in
(A.16), using (A.13) in (A.17) and by shifting the index ¢ in the second sum of (A.18),
(A.19) can be obtained. Finally, by applying (A.14), we get (A.20) which is the claim to
prove for u+1 odd.

att d ] _ d 2 wri (B (w=1)11 .
s =g |k dr[z(_l) +<?>mfvu+i] (A.16)

1=0

(IS

_Z u+1+z( ) %( 5:11“71 — (u — 2i) 5:;11) (A.17)

_ ut1 pv 1yut it (w—1N" .
=(=D""f,_ (ut1) T Z < > m i1
+ gzl(—l)u-i-z % M( _ 2') v—i—1 (A 18)
=0 i) (u—1—20)n" T T vusi :
% u
= utl gy wririf(5) (@—=D"
S et Z(_l) (Z) (u—1—2¢)117vutizl

i=1

+Z(_1)u+1+i<i%1>%(u 2+2)f s (A1)

=(—1)““f5_(u+1)+Z(—1)“+1+"<§>((“+71)!.! vl (A20)

u+1—2i)!17 v (ut1)+

Let us suppose that u is odd and (A.12) holds. Applying the induction step in (A.21),
using (A.13) in (A.22) and by shifting the index 7 in the second sum of (A.23), (A.24) can
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be obtained. Finally, by applying (A.15), we get (A.25) which is the claim to prove for u+1
even.

u—1
L, d J_ Sy ()
dr““f T dr [dr—“f ] T dr Lz_;(_l) < i >m v—uti (A.21)
Z i (5wl , -

u—1
2 u—1 1]
_ u+1 pv u+1+1 2 U v—i
= (=Dt +;(_1) < i )(u—%)!!fﬂuﬂm

2 fu=l " 4 w—1 _utl
Sy () i qyuk g YT o (AL
4 o I u=1 ull ,
_ U U 7 2 -t v—1
=(=D)" (u+1>+;(_1) ( i )mfv(uﬂ)ﬂ
& wiiti (U7 ull v—i Ty
+ZZ:;(—1) (1_1>m zxf(u+1)+i+(_1) 2 u"fuf“TH (A24)
i’ +1
_ u+1 pv u+1+z “ u” v—i
f( ) fz/ (u+1 Z:: < i )mfy(u+l)+i
) Fallf UTI (A.25)
O
A.3. Proof of Lemma 3.3
Lemma A.4
., N T C U s
w[r JV(T)] = 470(_1) i (2{”7%—1—21')”7’ Ju+u7i(7ﬂ)a JorueN

or equivalently

%[T_VJV(T)] = i(—l)uH <§> MT_(VH)JWFU,Z-(T), for u even (A.26)

par (u—2i—1)!!
u—1

- “ wri (Y5 w i)

dr“[ J(r)] = (—1) < ; )mr Jyiu—i(r), foru odd. (A.27)
pare "

Proof : The proof is nearly the same as for Lemma A.3 and it can be carried out by the
induction over u, distinguishing the cases when u is even and odd. The argumentation is
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the same. I show the second and third equation, the first one is just a more comprehensive
formulation of the claim for a general v € N.

Denote fi = r7%Jy(r), a,b € R, suppressing also the argument r of the function f; for
short. Using the following well known rule for differentiation of the Bessel functions

LA = ()

(see Abramowitz and Stegun (1972), formula 9.1.30), the following simple equation can be
shown

i = Lpent) = Syt
= (D () + (0~ b))
= (Dlff -~ 6= ), (A.28)

Now, the proof can be accomplished. For v = 0 and for u = 1 the statement holds trivially.
Let us suppose that u is even and (A.26) holds. Applying the induction step in (A.29),
using (A.28) in (A.30) and by shifting the index 7 in the second sum of (A.31), (A.32) can
be obtained. Finally, applying (A.14), we get (A.33) which is the claim to prove for u+1
odd.

du+1 v d v _ d % u+1 5 (’LL ) v+i
dqurlf =7 [@f } e [Z(—l) * (f)mfuiu z:| (A.29)

1=0

I
-
I Mm:
o

<—1>““‘(§)%< D[t - 207557 (As0)

+1( 3 -1 .

=~ —I—Z u+z+1<§>% v
En /U w—1

" ;(_1)%’(?) 2 (A31)

- (—1>"+1f5+u+1+Z(—1>"+Z’“(;>7(Qf“22 Lt

u+z+1 % (u — 1>” v+i
+ Z < >m(“ 2i4+2) ) a1 (A32)

U
1 1 (5) (u+ D!
-0 V+“+1+Z () a4

Let us suppose that u is odd and (A.27) holds. Applying the induction step in (A.34),
using the rule (A.28) in (A.35) and by shifting the index ¢ in the second sum of (A.37),
(A.39) can be obtained. Finally, by applying (A.15), we get (A.40) which is the claim to
prove for u+1 even.
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dutt d [ d d [ VA= :
v__ | 2 v -1 u+1 2 v+t ) A 4
dz““f” dz [dz“ ”] dz[i_o( ) < i )(u—2i)!! ”+“_Z} (A-34)
=, S ANl : .
=S () O~ 2] (.35)
=0
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+1 : v (U ull +i A
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vl fu=l ull 1 PARESS
D >mfﬁi;ﬂ+<—> wetd @
=0
u—1
u+1 u i+1 v+i
=(=1)"t V+u+1+z it < 2 >(u 21),,f S (A.38)
u—1
2 +it1 u_l ut1 putl
DY ( e COF TR as)
=1
’lL+1 u+1
u u i utl vt
== +u+1+Z “*( . )( gyt ot (Gl
a i () !
N () wtD+i [ T2 vt A.40
> () s i (A.40)
O
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A.4. Matérn class: proof of the equation (3.13)

Denote p
Q=2""1¢I'(v + 2)a 78

in (3.9) and vy = cov(Z®)(x), ZW(x)) for short. Denote further dw, = dw...dw,
a volume element of the n-dimensional space R". Recall Lemma 2.2, which says that it
suffices to consider multi-indices k = (k1,...,kq), and I = (Iy,...,1l), such that k+1 is
even. Use the equation (3.6) and obtain (A.41). Use formula 3.251.11 in Gradstein and
Ryshik (1981b) and get (A.42). Proceed the same step again (d—1) times and get (A.43),
which can be further re-written as (A.44). From properties of beta and gamma function,
get finally (A.45).

d
d
vm:GUW@mMWQdﬁﬁh“%ﬁW&+§)ﬁyW@wm”md (A.41)
R -

d—1 9
UL kil katla( 2 2\ ~(v+9) Wy —(+3)
=(-1) = Q/wll Lowgt T (o —1—5 w3) 2 (1—1- -] ) dwg
R4 j=1 O‘2+Z]:1 wj

[t=|k]|

1t —|k| kgtly 1 kg+ly d—1
f— —1 —_ _ —_—
()72 Q B(—5—+g v+ 2)><
/ wllﬂ-Hl” kd 1+ld 1 +Zw d2+ld+%)dwd_l (A.42)
Ra-1
_ USIL] kd+ld 1 kd+ld d—1
S0 QBT Ty )
ka—1+1q1 1 ka—la  kq1+lg1  d—2
e I 5 T )X
d—2 kgt+lg ka—1+la—1 d 2
/ wllﬂ-l-ll“.wsifzz-i'ldfz (042—1-2(,0 —(v——4z< d d - 1t dwy o
Rd—2 j:l
' lt] k| EOWRT A ka+lg 1 kq+lg d—1
=(-1)"2 Qu i +|B(T+§>V— 5 T)X
ka1+la—1 1 kd-i-ld _kaitlga | d=2
B(———
T 5 T g )X
d d
kil - 1 kil 1 kit
. — —) ... — A4
B( +,u 5 5 B(2 2,1/;2)(3)
PN 2”‘1¢F(V+d/2) o[+ HB k; +l +} _Zd: ki+1; J 1 (A1)
= —dJ2 o v 2 '
Wkl 2770 g gy [k +1 kjtl 1
=0 g et Iy - ) HlF(T+5) (A.45)
j:
O
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A.5. J-Bessel class: proof of the equation (3.25)

Denote

¢
2”7T%()42”F(V +1-9)

n (3.24), vy = cov(Z® (), ZW(x)) for short. Denote further dw,, = dw; ... dw, a volume
element of the n-dimensional space R™. Recall Lemma 2.2, which implies that it suffices to
consider multi-indices k= (k1,...,kq), and L= (l3,...,l3), such that k+1 is even. Use the
equation (3.6) and obtain (A.46). Use formula 3.251.1 in Gradstein and Ryshik (1981b)
or formula 2.2.4.8 in Prudnikov et al. (1996) and get (A.47). Proceed the same step again
(d — 1)-times and obtain (A.48). From properties of the beta and gamma function, (A.49)
can be obtained.

d

= Q(~1)M i)k / / W kit (02— 37 02) 7 g, (A.46)

J 1 J2<042 =1
k] o o —wi o? Yo d _d
- (—1)%62 2d/ w]f1+ll/ w§2+12.../ = sde (a —Zw?)y 2 dwy
0 0 0 =
kqg+1 1 d

:(_ )m \MQ dlB( d+d+ V——+1)X

2 2’ 2

d—2
w? kgtly  d—1

o 2353 — _d-1
/Owlflﬂl.../o = kd IHd 1 Z ]2 V+ 2 2 dwg_1 (A.47)

1=1k| \k\

kqg+lg 1 d
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:(_) Q B( 9 +§,V—§+1)X
kg—1+1lg—1 1 kqg+lg d—1
p(fdirid-t - S |
(gt Ty 5 X
d—3 2 d—2

@ a?->
=1 g ! katkq_1—452
/wlfl‘i’ll”‘/ d2+d2a2 E:w V+d+d1 dwd2
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= (~1) Q (u+|k\)B( : 5 _§+1)
B(kd 1—2i-ld1 %’V kd—;ld_dT"i_l) o« (A.48)
..B(@Jr%,u ‘ k;l ; ). p(fth % +Zd:ki;li—%+1)
i=j+1 i=2
d
— (—1)"2 g kel 9y 3 s |11+u L Hr(ki ;r by %) (A.49)
]
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A.6. Matrix of convolutions

Let Z be a stationary, isotropic and sufficiently differentiable random field on R? and let
f € LY(R?) be its spectral density. Denote
cro(@) = cov(2®(0), 29 ()
culh—2) = cov(Z0 (@), 20 (h)) = cov(2D(h), 2O (@)) = cip(w — h)

For the convolution of this covariances, it holds (cf. (3.5))

cot * cro(h) = /Rd cor(h — x)cko(x) d
(=D)*l ) dF[(iw) 1+ (iw)katla 2 ()] (h) (A.50)

where in the equation (A.50) subsequently equations (2.14) and (3.6) are used. Finally,
assuming that (iw)M+h ... (iw)katle f2(w) € LY(R?), the Convolution theorem 4 (page 28)
is applied. The above assumption means in consequence that cxy € L*(R?). Since k can
be also equal to zero multi-index, it means that f € L?(R%). (Note that under f and g in
the Theorem 4 the functions cgg, and co; should be understood.)

Since

/ cor(h — @)cpo(x) de = / cko(x)co(x — h) dx
R R

we can easily calculate inner product (cgg, cio)

(cko, Clo) = /Rd cko(T)cro(x) d = cpg * coi(0), (A.51)

and hence
Hckd‘% = (ko Ck0) -

Remark The product of the spectral densities of two Gaussian covariance functions is
again a spectral density of a Gaussian covariance function. The same holds for the Matérn
and the J-Bessel class too. In the following, this property is used to establish some formulas,
in particular, formulas for (A.51).

A.6.1. Gaussian covariance function

Denote (iw)* := (iwy)* ... (iwg)* for short. Apply (A.50) on the formula (3.16) for the
spectral density of the Gaussian covariance function. Further, the formulas (3.6) and (3.21)
yield

2

g 2 w
cw cao(h) = (-1 2m)! (- omz ) Pl e (- 254
2

D™ (é\/§> i Py eXp<4(%)2)] (h)
<;\/7> [ hk1+z?‘kfl(|9hkd+zd exp (‘ (%)ZHhW)] (A.52)
<1

2
d
1)l \/g) exp (= |h|| % q EHkﬁli(%hi) (A.53)

\k\ 4

[k+1|
2
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A.6. Matrix of convolutions

Recall (A.51). Using (2.14), (3.6) and (3.21) in (A.52), the following equation can be
obtained

-k T d k+l d i i)
(cxo, C10) = (—1)%04@\/;) alkHll 9= Hl% (A.54)

and hence

1 T d _ d 2]{37,'
||Ck°||%:”4<a\/;> 2kl 9—IK H(ki!)' (A.55)
i=1

A.6.2. Matérn class

Using (A.50) and the formula (3.9) for the spectral density of the Matérn class covariance
function and formula (3.6), the following equation can be obtained

¢2”*1F(V + %)oﬂ”

d
2

1

@ronpra

cor * cgo(h) = (—1)‘k‘(27r)d< >2F[(iw)k+l

2m\d d d
(—1)’“%(%) B(V+§,V+§) X
22IJ+%71F 2w +d 2(21/+%) . 1
(¢ ( v )or )F[(zw)kﬂm](h)

™

T2

T\ d d d
— (_1)’62(@) B(V—|—§,V—I—§) X

al[h[])]- (A.56)

a\k+l| Lid
B o (allAI)> 4Ky, 4

k1+01 ka+lg
W onk

If d = 1, Lemma 3.1 can be applied to (A.53) to get a more explicite formula. However, to
obtain the following formulae for the inner product, Lemma 3.1 is not necessary.

Using (2.14), (3.6) and (3.13) in (A.56), the following equation can be obtained

- 1 d d
(ens ) = (1) 0 — Bvt g, vt 5) 222l
d
d ’k+l’ ki +1; 1
ACEE R )HF( 7 +g) (A57)

and subsequently

d
1 d dy opia d 1
lenolly = 6% = Bv+5,v+5) 2274 2a2¥ 1 (20 + 5~ k| J_IlF(ki +5)- (A58)
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A.6.3. J-Bessel class

Using (A.50) on the formula (3.24) for the spectral density of the J-Bessel class covariance
function and formula (3.6), the following equation can be obtained

R = (—1)k (o) ¢ 2 e kil 2 2vaved
co * cko(h) (1)1 (2m) Pt T 1= D) Fl(iw)*(a® —w*)* ] (h)
mT2X 14 -3

(_Uké(\/ﬁ)d I'2v+1-d) "

o F2(V—i—1—%)

¢ )F VR (02 — w221 (B
<22”—§wgoﬂ@”—‘é)r@uﬂ—d) [(6)* (e = )] (h)

V2m\dT(2v+1—d
(1) Mo (YD) r§<yi1—g; x
[ e+

k1401 kqg+lg
oRF I onk

—(opv—42d
¢ (al[R|[)~* 2)J2yg(0éllhll)}
In one-dimensional case, Lemma 3.3 can be applied to obtain a more explicite formula.

Using (2.14), (3.6) and (3.25) in (A.59), the following equation can be obtained

_ _ —(2v—d) . |k+1|—d d T
ikl o T2v+1—-d) 2 o' F(kz—i—lszl),

(cko, cro) = (—1) >
P2 +1-9)rv— 44+ B gy 25

2 2

and therefore

llewoll3 = ¢

iy s g
R2u+1-9Hr@Qv—g+kl+1) 21 V' 2
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The following section introduces a conditional simulation method and it provides its formal
generalization to a simultaneous (conditional) simulation of a random field and its derivative
fields. There is only an indirect connection to the problem of optimal design and therefore
the section was postponed to the appendix.

Conditional simulation of random fields

It is quite typical in geostatistics that physical measurements are linked with big costs
(financial, material or environmental). Therefore, the amount of data available is sometimes
much lower than in other disciplines. If real data are not available, it is possible to simulate
them. Indeed, validating a method on data where the true values of parameters are known
should be an important part of establishing its worth.

Another point is, that in practice complex objectives are required which are difficult to
analyze. For instance, geostatisticians in oil prospection could be interested in whether two
oil-fields are connected or not.

Another problem could be to estimate the length of stratum across a profile which is
observed only at some locations. We can of course use the kriging predictor to interpolate
the data, but the result will be much smoother than the real curve. In consequence, we
would underestimate its the actual length. Simulations could deliver some insight which
scenarios are possible and how their probability distribution functions look like. Thus, if
the aim is to obtain some notion about the local structure of the study random field rather
than to predict data, simulation can be a useful tool.

Nowadays, simulation of random fields is extensively used in problems like connectivity,
fluid flow, transportation and migration of pollutants (see e.g. Chiles and Delfiner (1999)).

A non-conditional simulation of a random field Z is simply a realization of Z, randomly
selected from the set of all possible realizations. The random field Z(x) has infinitely
many realizations. Given some observations of the field, we can choose those realizations
which have at the sample points the same values as those observed. These realizations can
be considered to better represent the reality. In this case, we speak about a conditional
simulation.

In the following text, we restrict ourselves only to the simplest method for (conditional)
simulation using the Cholesky decomposition. It can be shown that in this case there is no
difficulty in incorporating observations of derivatives.

B.1. Cholesky decomposition

Recall that the spatial index of the random field under study Z(x) varies continuously over
some d-dimensional subspace D of R?. On the other hand, a simulation of the field can be
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carried out only at discrete locations, denoted as G = {x1,...,x,}. The locations might
be a dense regular grid over D or they may be irregularly spaced points in D.

Suppose that the second order random field has the mean m(x) and the covariance
function C(x,y) = cov(Z(x), Z(y)). Note that neither stationarity nor isotropy is required.
Let Z = (Z(x1),...,Z(x,))T be a vector of pairwise different random variables to be
simulated. Denote by m = (m(xy),...,m(x,))" and X the vector of mean values and the
covariance matrix of Z, respectively. Recall that the entries of the matrix 3 are defined
by 3;; = cov(Z(x;), Z(x;)) for i,j € {1,...,n}.

Since 3 is a symmetric positive definite matrix, the Cholesky decomposition allows 3 to
be decomposed as

> =LL", (B.1)

where L is a lower triangular matrix. Thus, we can simulate Z as
ZNns =m + Le, (B.2)

where € = (e1,...,€,)" is a vector of uncorrelated zero mean random variables with the
unit variance. The resulting vector Z g is a random selection from a distribution which
has the mean m and the covariance matrix ¥ as required. Note that the decomposition
(B.1) needs to be done only once and can be reused for simulation of many realizations.

Usually, €1, ...,€, are i.i.d. Gaussian random variables. This implies that Z is multivari-
ate Gaussian. Some other generic models like lognormal, exp(Z(x)), or chi-square random
field, Z2(x), can be obtained directly by applying the corresponding transformation to the
simulated Gaussian data.

Note that the source of random variation is usually a pseudo-random number generator.
The choice of a good one for spatial simulation needs some care, especially for higher
dimensional data (see e.g. Robert and Casella (1999)).

B.1.1. Simulation of derivative fields

Since there is no restriction on the vector Z of the simulated random variables (except
that Z must be of the second order), simulation of derivative fields can be done with just
a formal modification in the algorithm.

Let Z = (Z®*)(xy),..., 2% (2,))T be a vector of the simulated random variables,
provided that they are well defined. By means of formulas (2.12) and (2.13), we define
m = (m*)(xy),...,mE) (z,))7 and T;; = cov(Z*) (x;), Z*i) (x;)) for i, 5 € {1,...,n}.
The procedure proceeds as above without further modifications.

Now, we can easily get correlated realizations of the underlying process and its derivatives
by setting e.g. Z = (Z(x1),...,Z(x,), ZW (xy),..., ZW(x,))T. Examples for a Matérn
class covariance function are given in Figures B.1 and B.2.

Note that the main problem of the applicability of non-conditional simulation based on
the Cholesky decomposition is, that for large sets G numerical problems turn out and
computing time can become excessive. This could particularly be overcome when using
covariance functions with a compact support, since nonzero entries in 3 will be reduced
and algorithms with better performance can be used. Other methods, which are based on
a separation of the domain into partially overlapping zones and further improvements of
the original algorithm, are reviewed in Chileés and Delfiner (1999, page 465).
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Figure B.1.: Non-conditional simulation of a stationary zero mean Gaussian process Z
(thick less varying line) with the Matérn covariance function and its first
derivative Z(") (thin more varying line). The Matérn covariance function (pa-
rameterized by (3.10)) has parameters > = 1, p = 1, v = 2. The grid G
consists of 500 points. It means that X is 1000 x 1000-matrix. Note that the
simulated process Z(%) is the smoothest one (in the Matérn class) which is only
once differentiable.
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B.2. Conditioning by kriging

In this section, a general method for the transformation of a non-conditional simulation
into a conditional one will be recalled. The principle is quite simple.

First, let us assume that we know how to construct a non-conditional simulation. Note
that it can be any method for non-conditional simulation and not necessary the one by
means of the Cholesky decomposition. Suppose that a random field Z has been observed
at the sample points V ={a/,...,x/y}. Denote by Z(V') the vector of observations of Z
at these sample points, Z(V)=(Z(z}),...,Z(zy))’. Let us assume that we have a non-
conditional simulation Z g independent of the sample data but with the same covariance
function as Z.

Conditioning means passing from Zyg to a conditional simulation Zog that matches the
sample data. Let us begin with the following trivial decomposition which can be found in
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Figure B.2.: Non-conditional simulation of a stationary zero mean Gaussian process Z
(thick at least varying line) with the Matérn covariance function and its first
two derivatives. The medium line corresponds to Z(); the thin highly varying
line corresponds to the second derivative process Z?). The Matérn covariance
function (3.10) has the parameters 02 = 1, p = 1, v = 3. The grid G consists
of 500 points. It means that 3 is 1500 % 1500-matrix. Note that the simulated
process Z(©) is the smoothest one (in the Matérn class) which is only twice
differentiable.

Chiles and Delfiner (1999) and Cressie (1991)

Zx) = ppZ@szZ(V)  + [Z(=) - pp(Z(x); Z(V))].
(B.3)
true value = simple kriging predictor + prediction error
Since Z(x) is not known for ¢ V, the prediction error is not known. Note that
cov (p(Z(®); Z(V)), [Z(®) — pL(Z(x); Z(V))]) =0.
Similarly, we can also decompose Zng
Zns(x) = pL(Zns(x); Zns(V)) + [Zns(x) — pi(Zns(®); Zns(V))]. (B.4)

The predictor and the prediction error are orthogonal as in the previous case. Here, on
the other hand, the prediction error is known. Finally, define the conditional simulation by
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replacing the prediction error in (B.3) with the prediction error from (B.4):

Zes(x) = pp(Z(x);Z(V)) + [Zns(®) — pi(Zns(x); Zns(V))].
. . : : . (B.5)
true value = simple kriging + simulation of predition error
predictor

It can easily be seen that Zgg interpolates data at the sample points, since the simple
kriging is an exact interpolator. Moreover, it holds

cov(Zos (@), Zos(y)) = cov(Zns(®), Zns(y)) = cov(Z(z), Z(y)) (B.6)

as required.

B.2.1. Conditioning with derivative data

Since we already know how to simulate a random field and its derivatives simultaneously,
the conditional simulation, in case when derivative data are observed, can be used without
big modifications in the algorithm. Let us assume that data can be in the form Z (V) =
(Zz®)(x)), ..., 2,8 (2 )T whenever Z(V) is well defined, i.e. if the random field Z is
differentiable sufficiently. To proceed conditional simulation correctly, we need to simulate
new data Zyg(V), together with the random field Z at the grid points G. The vector Z
which is used for non-conditional simulation by means of the Cholesky decomposition (B.2)
is as follows

Z = (Z(x1),...,Z(xy,), ZF) (L)), ..., 2N (Z],)). (B.7)

N

(1) (2)

Simulating new data corresponding to (B.7), from the first part of these data values Zyg(x)
in (B.5) are taken. On the other hand, the second part is used in predictor as Zng(V)
only. If V C G then all random variables which are common to the second and the
first part of (B.7) need to be eliminated from the second part to assure regularity of the
matrix ¥ = cov(Z, ZT). However, the simulated values from (1) which correspond to the
eliminated random variables in (2) need to be used for prediction.

Conditional simulations of a Gaussian process with the Matérn covariance function are
presented in Figure B.3. The characteristics of the process are the same as in Figure B.1.
On the original process (thin darker line) some observations have been proceeded, precisely
at the points 1,5,8,9,10,15,17. The circle ® means an observation of the process Z(©); the
triangle A means an observation of the first derivative process Z(!), which was generated
simultaneously with Z(©) as described in the previous text. Finally, the asterisk % means
that both the process and the first derivative process has been observed. The thick line
represents a conditional simulation with respect to the given observations.

Resume

Following Chilés and Delfiner (1999), conditional simulations are useful qualitatively, to
obtain realistic pictures of spatial variability. Quantitatively, they are a tool of choice to
evaluate the impact of spatial uncertainty on the results of complex procedures, such as
numerical modeling of dynamical systems or economic optimization of the exploitation of
natural resources.
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In this section, it was demonstrated that non-conditional simulation by means of the
Cholesky decomposition can be straightforward generalized for simultaneous simulation of
derivative fields. The same holds for the conditioning by the kriging, too. A question
remains, whether non-conditional simulation of derivative fields can be adapted also for
other simulation methods.
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Figure B.3.: Three conditional simulation of a process (for a description see page 99)
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C. Appendix (Figures)

This chapter supplements the empirical results given in Chapter 5. It can be seen that the
plots of (5.4) for the Gaussian covariance function are analogous to (5.4) for the Matérn
class. Therefore, it can be conjectured that some optimally constructed regular grids per-
form very good for the Matérn class too.

On the other hand, the case of the J-Bessel class is more complicated. For larger v (see
Figure 3.2), an analogy to the Gaussian covariance function can be seen (see Figures C.8
and C.9). For small values of v, (5.4) strongly varies. Moreover, in some figures, some
effects can be observed, which have no analogy under the Gaussian model. In particular,
see Figures C.7(b) and C.7(f), and observe that the global maximum is not reached in the
origin.

The following plots are based on the results given in Appendix A.6.2 and A.6.3 together
with Lemmata 3.1 and 3.3.
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Figure C.1.: Plots of the imse-update (5.4) for two observations Z®*)(0) and Z(®(h) under
the Matérn model (3.10) with p =1 and 02 = 1.
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Figure C.2.: Plots of the imse-update (5.4) for two observations Z®*)(0) and Z®(h) under
the Matérn model (3.10) with p = 1 and o2 = 1.
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Figure C.3.: Plots of the imse-update (5.4) for two observations Z®*)(0) and Z(®)(h) under
the Matérn model (3.10) with v = 2.1, p =1 and o? = 1.
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Figure C.4.: Plots of the imse-update (5.4) for two observations Z®)(0) and Z(®(h) under
the Matérn model (3.10) with v = 2.5, p =1 and ¢? = 1.
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Figure C.5.: Plots of the imse-update (5.4) for two observations Z®*)(0) and Z®(h) under
the Matérn model (3.10) with v =3, p =1 and 0 = 1.
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Figure C.6.: Plots of the imse-update (5.4) for two observations Z®*)(0) and Z®(h) under
the J-Bessel model with v =1, ¢ =1 and o = 1.
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Figure C.7.: Plots of the imse-update (5.4) for two observations Z®*)(0) and Z®(h) under
the J-Bessel model (3.23) with v =1, ¢ =1 and oo = 1.
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Figure C.8.: Plots of the imse-update (5.4) for two observations Z®)(0) and Z(®(h) under
the J-Bessel model (3.23) with v =5, ¢ =1 and o = 1.
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Figure C.9.: Plots of the imse-update (5.4) for two observations Z®*)(0) and Z®(h) under
the J-Bessel model (3.23) with v =5, ¢ =1 and oo = 1.
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