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Abstract

This paper discusses the problem of determining optimal designs for regression mod-
els, when the observations are dependent and taken on an interval. A complete solution
of this challenging optimal design problem is given for a broad class of regression models
and covariance kernels.

We propose a class of estimators which are only slightly more complicated than the ordi-
nary least-squares estimators. We then demonstrate that we can design the experiments,
such that asymptotically the new estimators achieve the same precision as the best linear
unbiased estimator computed for the whole trajectory of the process. As a by-product
we derive explicit expressions for the BLUE in the continuous time model and analytic
expressions for the optimal designs in a wide class of regression models. We also demon-
strate that for a finite number of observations the precision of the proposed procedure,
which includes the estimator and design, is very close to the best achievable. The results

are illustrated on a few numerical examples.
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1 Introduction

Optimal design theory is a classical field of mathematical statistics with numerous applications
in life sciences, physics and engineering. In many cases the use of optimal or efficient designs
yields to a reduction of costs by a statistical inference with a minimal number of experiments

without loosing any accuracy. Most work on optimal design theory concentrates on experiments



with independent observations. Under this assumption the field is very well developed and a
powerful methodology for the construction of optimal designs has been established [see for
example the monograph of Pukelsheim (2006)]. While important and elegant results have been
derived in the case of independence, there exist numerous situations where correlation between
different observations is present and these classical optimal designs are not applicable.

The theory of optimal design for correlated observations is much less developed and explicit re-
sults are only available in rare circumstances. The challenging difficulty consists here in the fact
that - in contrast to the independent case - correlations yield to non-convex optimization prob-
lems and classical tools of convex optimization theory are not applicable. Some exact optimal
designs for specific linear models have been studied in Dette et al. (2008); Kiselak and Stehlik
(2008); Harman and Stulajter (2010). Because explicit solutions of optimal design problems
for correlated observations are rarely available, several authors have proposed to determine
optimal designs based on asymptotic arguments [see for example Sacks and Ylvisaker (1966,
1968), Bickel and Herzberg (1979), Néather (1985a), Zhigljavsky et al. (2010)], where the refer-
ences differ in the asymptotic arguments used to embed the discrete (non-convex) optimization
problem in a continuous (or approximate) one. However, in contrast to the uncorrelated case,
this approach does not simplify the problem substantially and due to the lack of convexity
the resulting approximate optimal design problems are still extremely difficult to solve. As a
consequence, optimal designs have mainly been determined analytically for the location model
(in this case the optimization problems are in fact convex) and for a few one-parameter linear
models [see Boltze and Néther (1982), Néther (1985a), Ch. 4, Néther (1985b), Pazman and
Miiller (2001) and Miiller and Pdzman (2003) among others]. Only recently, Dette et al. (2013)
determined (asymptotic) optimal designs for least squares estimation in models with more pa-
rameters under the additional assumption that the regression functions are eigenfunctions of
an integral operator associated with the covariance kernel of the error process. However, due to
this assumption, the class of models for which approximate optimal designs can be determined
explicitly is rather small.

The present paper provides a complete solution of this challenging optimal design problem for
a broad class of regression models and covariance kernels. Roughly speaking, we determine
(asymptotic) optimal designs for a slightly modified ordinary least squares estimator (OLSE),
such that the new estimate and the corresponding optimal design achieve the same accuracy
as the best unbiased linear estimate (BLUE) with corresponding optimal designs.

To be more precise, consider a general regression observation scheme given by

y(ty) =07 f(t;) +e(t;),  j=1,....N, (1.1)
where Ele(t;)] = 0, K(t;,t;) = E[e(t;)e(t;)] denotes the covariance between observations at
the points ¢; and t;. (i,j = 1,...,N), 8 = (6y,...,0,,)7 is a vector of unknown parameters,

ft) = (fi(t), ..., fm(t))T is a vector of linearly independent functions, the explanatory variables
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t1,...,ty vary in a compact interval, say [a,b]. Parallel to model (1.1) we also consider its

continuous time version
y(t) =07 f(t)+e(t), telab] (1.2)

where the full trajectory of the process {y(t)|t € [a,b]} can be observed and {e(t)|t € [a,b]} is
a centered Gaussian process with covariance kernel K, i.e. K(s,t) = E[e(s)e(t)]. This kernel is
assumed to be continuous throughout this paper.

We pay much attention to the one-parameter case and develop a general method for solving
the optimal design problem in model (1.2) explicitly for the OLSE, perhaps slightly modified.
The new estimate and the corresponding optimal design achieve the minimal variance among
all linear estimates (obtained by the BLUE). In particular, our approach allows to calculate
this optimal variance explicitly. As a by-product we also identify the BLUE in the continuous
time model (1.2). Based on these asymptotic considerations, we consider the finite sample case
and suggest designs for a new estimation procedure (which is very similar to OLSE) with an
efficiency very close to the best possible (obtained by the BLUE and the corresponding optimal
design), for any number of observations. In doing this, we show how to implement the optimal
strategies from the continuous time model in practice and demonstrate that even for very small
sample sizes the loss of efficiency with respect to the best strategies based on the use of BLUE
with a corresponding optimal design can be considered as negligible. We would like to point out
at this point that - even in the one-dimensional case - the problem of numerically calculating
optimal designs for the BLUE for a fixed sample size is an extremely challenging one due to
the lack of convexity of the optimization problem.

In our approach, the importance of the one-parameter design problem is also related to the
fact that the optimal design problem for multi-parameter models can be reduced component-
wisely to problems in the one-parameter models. This gives us a way to generate analytically
constructed universally optimal designs for a wide range of continuous time multi-parameter
models of the form (1.2). Our technique is based on the observation that for a finite number of
observations we can always emulate the BLUE in model (1.1) by a different linear estimator.
To achieve that theoretically we assign signs to the support points of a discrete design and
not only weights in the one-parameter models, but in the multi-parameter case we use matrix
weights. We then determine “optimal” signs and weights and consider the weak convergence
of these ‘designs” and estimators as the sample size converges to infinity. Finally, we prove the
(universal) optimality of the limits in the continuous time model (1.2).

Theoretically, we construct a sequence of designs for either the pure or a modified OLSE, say
O, such that its variance or covariance matrix satisfies Var(fy) — D* as the sample size N
converges to infinity, where D* is the variance (if m = 1) or covariance matrix (if m > 1)
for the BLUE in the continuous time model (1.2). In other words, D* is the smallest possible

variance (or covariance matrix with respect to the Loewner ordering) of any unbiased linear
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estimator and any design. This makes the designs derived in this paper very competitive in
applications against the designs proposed by Sacks and Ylvisaker (1966) and optimal designs
constructed numerically for the BLUE (using the Brimkulov-Krug-Savanov algorithm, for ex-
ample). We emphasize once again that due to non-convexity the numerical construction of
optimal designs for the BLUE is extremely difficult. An additional advantage of our approach
is that we can analytically compute the BLUE with the corresponding optimal variance (co-
variance matrix) D* in the continuous time model (1.2) and therefore monitor the proximity
of different approximations to the optimal variance D* obtained by the BLUE.

The methodology developed in this paper results in a non-standard estimation and optimal
design theory and consists in a delicate interplay between new linear estimators and designs in
the models (1.1) and (1.2). For this reason let us briefly introduce various estimators, which
we will often refer to in the following discussion. Consider the model (1.1) and suppose that
N observations are taken at experimental conditions ¢y,...,¢y. For the corresponding vector
of observations Y = (y(t1),...,y(tn))T, a general weighted least squares estimator (WLSE) of
0 is defined by

WLSE:  Oyrse = (XTWX) ' X"WY, (1.3)

=1,...

(XTWX) ! exists. For any such W the estimator (1.3) is obviously unbiased. The covariance

matrix of the estimator (1.3) is given by
Var(ywrse) = (XTW X) ' XTW W X(XTWT X) !, (1.4)

where ¥ = (K(t;,t;))ij=1
WLSE the matrix W is symmetric non-negative definite; in this case @\WLSE minimizes the
weighted sum of squares SSw(f) = (Y — X0)TW(Y — X6) with respect to . Important
particular cases of estimators of the form (1.3) are the OLSE, the best unbiased linear estimate
(BLUE) and the signed least squares estimate (SLSE):

~ is an N x N matrix of variances/covariances. For the standard

.....

OLSE:  forse = (X'X)'X"Y, (1.5)
BLUE:  fOpup = (X'S'X)'X'2lY, (1.6)
SLSE:  fspsp = (X'SX)'XTSY. (1.7)

Here S is an Nx /N diagonal matrix with entries +1 and —1 on the diagonal; note that if S = Iy
then SLSE is not a standard WLSE. While the use of BLUE and OLSE is standard, the SLSE
is less common. It was introduced in Boltze and Néther (1982) and further studied in Chapter
5.3 of Néther (1985a). In the content of the present paper, the SLSE will turn out to be very
useful for constructing optimal designs for OLSE and the BLUE in the model (1.2) with one

parameter, where the full trajectory can be observed. Another estimate of 6, which is not a
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special case of the WLSE, will be introduced in Section 3 and used in the multi-parameter
models.

The remaining structure of the paper is as follows. In Section 2 we derive optimal designs for
continuous time one-parameter models and discuss how to implement the designs in practice.
In Section 3 we extend the results of Section 2 to multi-parameter models. In Appendix B we
discuss transformations of regression models and associated designs, which are a main tool in
the proofs of our result but also of own interest. In particular, we provide an extension of the
famous Doob representation for Gaussian processes [see Doob (1949) and Mehr and McFadden
(1965)], which turns out to be a very important ingredient in proving the design optimality
results of Sections 2 and 3. Finally, in Appendix A we collect some auxiliary statements and
proofs for the main results of this paper.

2 Optimal designs for one-parameter models

In this section we concentrate on the one-parameter model

y(t;) = 0f(t;) +e(t;); j=1,...,N, (2.1)

on the interval [a,b] and its continuous time analogue, where E[e(t)] = 0 and Ele(t)e(t')] =
K(t,t'). Our approach uses some non-standard ideas and estimators in linear models and
therefore we begin this section with a careful explanation of the logic of the material.

Sect. 2.1. Under the assumption that the design space is finite we show in Lemma 2.1 that
by assigning weights and signs to the observation points {¢,...,txy} we can construct a
WLSE which is equivalent to the BLUE. Then, we derive in Corollary 2.1 an explicit form
for the optimal weights for a broad class of covariance kernels, which are called triangular
covariance kernels.

Sect. 2.2. We demonstrate in Theorem 2.1 that the optimal designs derived in Sect. 2.1
converge weakly to a signed measure, if the cardinality of the design space converges to
infinity.

Sect. 2.3. We consider model (2.1) under the assumption that the full trajectory of
the process {y(t)|t € [a,b]} can be observed. For the specific case of Brownian motion,
that is K (t,t") = min{t,t'}, we prove analytically the optimality of the signed measure
derived in Theorem 2.1 for OLSE. Then, in Theorem 2.3 we establish optimality of the
asymptotic measures from Theorem 2.1 for general covariance kernels. As a by-product we
also identify the BLUE in the continuous time model (1.2) (in the one-dimensional case).
For this purpose, we introduce a transformation which maps any regression model with a

triangular covariance kernel into another model with different triangular kernels. These



transformations allow us to reduce any optimization problem to the situation considered
in Theorem 2.2, which refers to the case of Brownian motion. The construction of this map
is based on an extension of the celebrated Doob’s representation which will be developed

in Appendix B.
Sect. 2.4. We provide some examples of asymptotic optimal measures for specific models.

Sect. 2.5. We introduce a practical implementation of the asymptotic theory derived in
the previous sections. For a finite sample size we construct WLSE with corresponding
designs which can achieve very high efficiency compared to the BLUE with corresponding
optimal design. It turns out that these estimators are slightly modified OLSE, where only
observations at the end-points obtain a weight (and in some cases also a sign).

Sect. 2.6. We illustrate the new methodology in several examples. In particular, we give
a comparison with the best known procedures based on BLUE and show that the loss in
precision for the procedures derived in this paper is negligible with our procedures being
much simpler and more robust than the procedures based on BLUE.

2.1 Optimal designs for SLSE on a finite design space

In this section, we suppose that the design space for model (2.1) is finite, say T = {t1,...,tn},
and demonstrate that in this case the approximate optimal designs for the SLSE (1.7) can
be found explicitly. Since we consider the SLSE (1.7) rather than the OLSE (1.5), a generic
approximate design on the design space T = {t1,...,ty} is an arbitrary discrete signed mea-
sure & = {t1,...,tn;wy, ..., wy}, where w; = s;p;, s, € {—1,1}, p; >0 (: = 1,...,N) and
Efil p; = 1. We assume that the support t1,...,txy of the design is fixed but the weights
p1,-..,pn and signs sq,..., Sy, or equivalently the signed weights w;, will be chosen to mini-
mize the variance of the SLSE (1.7). In view of (1.4), this variance is given by

N N N
D& = 30 ST Kt w1 () / (3 wes*() (2:2)
i=1 j=1 i=1

Note that this expression coincides with the variance of the WLSE (1.2), where the matrix W
is defined by W = diag(wy, ..., wy).

We assume that f(¢;) # 0 forall i = 1,...,N. If f(¢;) = 0 for some j then the point ¢; can
be removed from the design space 7 without changing the SLSE estimator, its variance and
the corresponding value D(€). In the above definition of the weights w;, we have ST |w;| =
SV pi = 1. Note, however, that the value of the criterion (2.2) does not change if we change
all the weights from w; to cw; (i = 1,..., N) for arbitrary ¢ # 0.

Despite the fact that the functional D in (2.2) is not convex as a function of (wq,...,wy), the

problem of determining the optimal design can be easily solved by a simple application of the



Cauchy-Schwarz inequality. The proof of the following lemma is given in Appendix A [see also
Theorem 5.3 in Néather (1985a), where this result was proved in a slightly different form].

Lemma 2.1 Assume that the matric ¥ = (K (t;,1;));j=1,..~ is positive definite and f(t;) # 0
for all i = 1,...,N. Then the optimal weights wy,... wk minimizing (2.2) subject to the

-----

constraint S |wi| = 1 are given by

el X-If
w; =¢ ]
f(t)
where £ = (f(t1),..., f(tx)T, e = (0,0,...,0,1,0,...,0)T € RN is the i-th unit vector, and

i=1,...,N, (2.3)

¢= (i TS/ f(1)])

Moreover, for the design £ = {t1,...,tx;wi,...,wi} with weights (2.3) we have D(*) = D*,
where D* = 1/(fT 7If), the variance of the BLUE defined in (1.6) using all observations

.t

Lemma 2.1 shows, in particular, that the pair {SLS estimate, corresponding optimal design £*}
provides an unbiased estimator with the best possible variance for the one-parameter model
(2.1). This results in a WLSE (1.2) with W* = diag(wy,...,wx) which is BLUE. In other
words, by a slight modification of the OLSE we are able to emulate the BLUE using the
appropriate design or WLSE.

While the statement of Lemma 2.1 holds for arbitrary kernels, we are able to determine the
optimal weights w} more explicitly for a broad class, which are called triangular kernels and
are of the form

K(t,t) =u(t)v(t") for t <t (2.4)

where u(+) and v(+) are some functions on the interval [a, b]. Note that the majority of covariance
kernels considered in literature belong to this class, see for example Nather (1985a); Zhigljavsky
et al. (2010) or Harman and Stulajter (2011). The following result is a direct consequence of
Lemma A.1 from Appendix A .

Corollary 2.1 Assume that the covariance kernel K(-,-) has the form (2.4) so that the matriz
3 = (K(t;,tj))ij=1,..n is positive definite and has the entries K(t;,t;) = wv; for i < j, where
for k = 1,...,N we denote up = u(ty), vp = v(tg), and also fr = f(tx), @ = ug/ve. If



fi#0 (i=1,...,N), the weights in (2.3) can be represented explicitly as follows:

. C o . B CUs é B é
wy = A (611f1 + G12fa) = Frnva(ds — 1) (u1 u2) ; (2.5)
« . C ~ _ c f_N _ N1
Wy = n (onNfN+Oon—iNfN-1) = From (@ — an 1) <UN UN1) , (2.6)
w; = fﬁ (Giifi + Gic1ificr + Giier fir1) (2.7)

_ c ( (Qz‘+1 - q@el)fz' _ fiza _ fit1 )
fivi Ui(QiJrl - %)(Qz‘ - C]zel) 'Uifl(Qi - qzel) UiJrl(QiJrl - Qi) ’

fori=2,....N —1. In formulas (2.5), (2.6) and (2.7), the quantity &;; denotes the element

ey

2.2 Weak convergence of designs

In this section, we consider the asymptotic properties of designs with weights (2.5) - (2.7).
Recall that the design space is an interval, say [a, b], and that we assume a triangular covariance
function of the form (2.4). According to the discussion of triangular covariance kernels provided
in Section 4.1 of Appendix B, the functions u(-) and v(-) are continuous and strictly positive
on the interval (a,b) and the function ¢(-) = wu(-)/v(-) is positive, continuous and strictly
increasing on (a,b). We also assume that the regression function f in (2.1) is continuous and

strictly positive on the interval (a,b). We define the transformation
q(t) — q(a)

q(b) — q(a)

and note that the function @ : [a,b] — [0,1] is increasing on the interval [a,b] with Q(a) =0
and Q(b) = 1, that is Q(-) is a cumulative distribution function (c.d.f.). For fixed N and
i=1,...,N, define z; y = (i — %)/N and the design points

tz’,N:Q_l (Zi,N)a Z:L,N (29)

Q) = (2.8)

Theorem 2.1 Consider the optimal design problem for the model (2.1), where the error process
e(t) has the covariance kernel K(t,s) of the form (2.4). Assume that u(-), v(-), f(-) and q(-)
are strictly positive, twice continuously differentiable functions on the interval [a,b]. Consider
the sequence of signed measures

£N == {tl,Na e 7tN,N§w1,N7 . ;wN,N};

where the support points t; n are defined in (2.9) and the weights w; y are assigned to these
points according to the rule (2.3) of Lemma 2.1. Then the sequence of measures {En}nen

converges in distribution to a signed measure £, which has masses

fla)u'(a)
u(a)

P = Sl

—f'(a)|, Po=c- (2.10)



at the points a and b, respectively, and the signed density

c R (t)7
i omolbol (211

(that is, the Radon-Nikodym derivative of £ with respect to the Lebesque measure) on the
interval (a,b), where the function h(-) is defined by h(t) = f(t)/v(t).

The proof of Theorem 2.1 is technically complicated and therefore given in Appendix A. The
constant ¢ # 0 in (2.10) and (2.11) is arbitrary. If a normalization |£*|([a,b]) = 1 is required,
then ¢ can be found from the normalizing condition

b b
[ et =1pi=1nl+ [pola =1,
Throughout this paper we write the limiting designs of Theorem 2.1 in the form
£ (dt) = P,6,(dt) + Pyop(dt) + p(t)dt, (2.12)

where d,(dt) and 0,(dt) are the Dirac-measures concentrated at the points a and b, respectively,
and the function p(+) is defined by (2.11). Note also that under the assumptions of Theorem 2.1,
the function p(-) is continuous on the interval [a, b]. In the case of Brownian motion, the limiting

design of Theorem 2.1 is particularly simple.

Example 2.1 If the error process ¢ in model (2.1) is the Brownian motion on the interval [a, b]

with 0 < a < b < oo, then K(t,s) = min(¢,s) and hence u(t) = t, v(t) = 1, ¢(t) = t. This

implies that the limiting design of Theorem 2.1 is given by (2.12) with

f@) - F@a 0
af(a) f(b)

2.3 Optimal designs and the BLUE

i
[oN

P,=c P, = and  p(t) = — (2.13)

In this section we consider the continuous time model (1.2) in the case m = 1 and demonstrate
that the limiting designs derived in Theorem 2.1 are in fact optimal. A linear estimator for the
parameter 6 in model (1.2) is defined by (9 = f y(t)p(dt), where u is a signed measure on the
interval [a,b]. Special cases include the OLSE and SLSE 95 f y(t (alt)/f;7 FA()E(dt),
where £ is a measure or a Slgned measure on the interval [a, b], respectlvely Note that éu is
unbiased if and only if f f(@)u(dt) =1 and «95 is unbiased by construction. The BLUE (in the

continuous time model (1.2)) minimizes

B) = Var(d) = [ [ Ko putdoutiy)



in the class of all signed measures pu satisfying fab f(@)u(dt) =1, and
D* = inf{®(u) | p signed measure on [a, b]} (2.14)

denotes the best possible variance of all linear unbiased estimators in the continuous time model
(1.2).
Similarly, a signed measure £* on the interval [a, b] is called optimal for least squares estimation

in the one-parameter model (1.2), if it minimizes the functional

D(€) = Var(6;) = / / K(t,5) (0 f()eldne(ds) / ( /ab f2(t)§(dt)>2, (2.15)

in the set of all signed measures ¢ on the interval [a, b], such that f; F2(t)&(dt) # 0. In the case
of a Brownian motion, we are able to establish the optimality of the design of Example 2.1. A
proof of the following result is given in Appendix A.

Theorem 2.2 Let {(t) |t € [a,b]} be a Brownian motion, so that K(t,t') = min{t,t'}, and f
be a positive, twice continuously differentiable function on the interval [a,b] C RY. Then the
signed measure £, defined by (2.12) and (2.13) with arbitrary ¢ # 0, minimizes the functional
(2.15). The minimal value in (2.15) is obtained as

. . 2(,, b 1
D) =min i) = [E2 o [irypar]
Moreover, the BLUE in model (1.2) is given by éu*> where p*(dt) = f(t)€*(dt) and £ is the
signed measure defined by (2.12) and (2.13) with constant ¢* = D(&*). This further implies
D* = D(E") = D).

Based on the design optimality established in Theorem 2.2 for the special case of Brownian
motion and the technique of transformation of regression models described in Appendix B, we
can establish the optimality of the asymptotic designs derived in Theorem 2.1 for more general
covariance kernels; see Appendix A for the proof.

Theorem 2.3 Under the conditions of Theorem 2.1, the optimal design & minimizing the
functional (2.15) is defined by the formulas (2.10) - (2.12) with arbitrary ¢ # 0. The minimal

value in (2.15) is obtained as

D(&) = [M +/qq(b)(f’(t))2dt}_l, (2.16)

q(a) (a)

where f(t) = f(q~"(s))/v(qg " (s)). Moreover, the BLUE in model (1.2) is given by 6,.-, where
pr(dt) = f(t ) **(dt), £ is the signed measure defined in (2.10) - (2.12) with constant ¢* =
D(&7), and D™ = ®(p*) = D(£7).
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2.4 Examples of optimal designs

In this section, we provide the values of P,, P, and the function p(-) in the general expression
(2.12) for the optimal designs in a number of important special cases for the one-parameter
continuous time model (1.2), where the design space is T = [a, b]. Specifically, optimal designs
are given in Table 1 for the location model, in Table 2 for the linear model, in Table 3 for a
quadratic model and in Table 4 for a trigonometric model. The last named model was especially
chosen to demonstrate the existence of optimal designs with a density p which changes sign
in the interval (a,b). In the tables several triangular covariance kernels are considered. The
parameters of these covariance kernels satisfy the constraints co > +c1, Feo € [a,b], v > w,
A > 0. For the sake of a transparent presentation, we use the factor ¢ = 1 in all tables, but we
emphasize once again that the optimal designs do not depend on the scaling factor.

As an example, if K (t,t') = e Nl for some A > 0, we have from the last row of Table 2 that
the optimal design for the continuous time model {0t+¢c(¢)|t € [1,2]} is £*(dt) = (A—1)01(dt) +
(A+ 3)02(dt) + A%dt, and as a consequence, D* = (3 + 55 + X)L

Table 1: Optimal designs for the location model: f(t) =1, t € [a,b].

u(t) ot P, Py p(t)
any 1 1 0 0
1 -1
t +t 0
e+ 2 a+c b=+ ey
t7 tv —yaTYTY WbV gt
eAt eifyt )\ea('yf)‘) fyeb('}'*)‘) Afyet('}/*)‘)

Table 2: Optimal designs for the linear regression model through the origin: f(t) =t, t € [a,b].

ut) — o(t) Py Py p(t)
t 1 0 1 0
—C1 :|:CQ
t +t —_— _— 0
atto o (a+cr1)a (b£ea)b
O E e e () ()T
At (aX\ — 1)e~ e et
e 1 —_—
a b t
et et aX — 1€a('y—)\) bfy;_ 1 eb('y—)\) At _tfy + )‘et('y—)\)
a

2.5 Practical implementation: designs for finite sample size

In practice, efficient designs and corresponding estimators for the model (1.1) have to be derived

from the optimal solutions in the continuous time model (1.2), and in this section a procedure
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Table 3: Optimal designs for the quadratic regression model: f(t) = >+ v, t € [a,b].

u(t)  w(t) Paf(a) By f(b) p)f(t)
t 1 (a®> —v)/a —2b 2
(a® — v + 2acq) F(b? — v £ 2bcy)
c1+t cogEt . ! DT 2 2
P (e e (2B (2w (2-) )T
e 1 (2a — (a® + v)\)e —2be~ " 2(1 — tA\)e ™
eM e M (2a — (a®> +v))\) —((b* + V)X + 2b) (2- N2 + v))

Table 4: Optimal designs for the trigonometric regression model: f(t) = 1+3sin(2xt), t € [1,2].

u(t)  w(t) P, P, p(t)f(t)

t 1 (1—m) T 2r% sin(27t)

l—mc —m 1Fmeo — 2w 9 .
+ 2 2

caa+t catt p——Y F P 7 sin(27t)

t2 t (2—m) (2mr—1)/8 2t~ (w2 —1) sin(2nt) + 7t cos(2mt) — 1)

e 1 (A —m)e™? e~ (272 sin(2mt) + A cos(2mt))e M

eM e M (A=) (A+m) (272 + \?/2) sin(27t) + A?)

with a good finite sample performance is proposed. Roughly speaking, it consists of a slight
modification of the ordinary least squares estimator and a discretization of a continuous signed
measure with the asymptotic optimal density in (2.11) .

We assume that the experimenter can take N +2 observations with /N observations inside the
interval [a,b]. In principle, any probability measure on the interval can be approximated by
an (N +2)-point measure with weights 1/(/N+2) and similarly any finite signed measure can
be approximated by an (N +2)-point signed measure with equal weights (in absolute value).
We hence could use a direct approximation of the optimal signed measures of the form (2.12)
by a sequence of (N +2)-point signed measures with equal weights (in absolute value). For
an increasing sample size this sequence will eventually converge to the optimal measure of
Theorem 2.3. However, this convergence will typically be very slow, where we measure the speed
of convergence by the differences between the variances D(§) of the corresponding estimates
and the optimal value D* defined in (2.16). The main difficulty lies in the fact that a typical
optimal measure has masses at the boundary points a and b, in addition to some density on
the interval (a,b). The convergence of discrete measures with equal (in absolute value) weights
to such a measure will be very slow, especially in view of the fact that in our approximating
measures the points cannot be repeated. Summarizing, approximation of the optimal signed
measures by measures with equal weights is possible but cannot be accurate for small N.

In order to improve the rate of convergence we propose a slight modification of the ordinary
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least squares procedure. In particular, we propose a WLSE with weights at the points a
and b (the end-points of the interval [a,b]), which correspond to the masses P, and P, of the
asymptotic optimal design. We thus only need to approximate the continuous part of the
optimal signed measure, which has a density on (a,b), by an N-point design with equal masses.
To be precise, consider an optimal measure of the form (2.12). We assume that the density p(-)
is not identically zero on the interval (a,b) and choose the constant ¢ such that fab Ip(t)|dt = 1.
Note that unless p(-) changes sign in (a,b), we can choose p(t) > 0 for all ¢ € (a,b). Define
o(t) = |p(t)| for t € (a,b) and denote by F(t) = fat ©(s)ds the corresponding distribution
function. The N-point design we use as an N-point approximation to the measure with density
o(t) is &y = {tin,...,txn:1/N,...,1/N}, where t; y = F~'(zn) with zy = i/(N + 1),
i=1,2,...,N. If p(t) = 0 on a sub-interval of [a, b] and F'~'(z; y) is not uniquely defined then
we choose the smallest element from the set F~!(z; ) as ¢; x. Finally, the design we suggest
as an (N +2)-point approximation to the optimal measure in (2.12) is

£;V+2:Pa6a+Pb5b+PgN7

where P =1 —|P,| — |By|, v = {tin, - - s tnn; sin/N, ... syn/N} and s,y = sign(p(t;n)),
i=1,...,N.

The matrix W, which corresponds to the design o and is used in the corresponding WLSE
(1.3), is a diagonal matrix Wy = diag(NP,, sinP, sanP,...,snnP, NFy) of size (N +2)x
(N+2). The set of N+2 design points, where the observations should be taken, is given by
{a,tin,ton, ..., tnn, b} and the resulting estimate is defined by

Owisen = (XTWHX) ' XTWLY. (2.17)
It follows from (1.4), (2.15) and the discussion of the previous paragraph that
]\}l_fgo Var(éWLSE,N) = ]\}Ego D(&xys) = D7,

where D* is defined in (2.14).

2.6 Some numerical results

Consider the regression model (2.1) with f(t) = t* + 1, t € [1,2], where the error process
is given by the Brownian motion. The optimal design for this model can be obtained from
Table 3, and we have P, = 0, P, = —0.55, P = 0.45 and p(t) = 1.38/(t* + 1). By computing
the quantiles from the c.d.f. corresponding to p we can easily obtain support points of (N+2)-
point designs. For example, supp (£5) = {1,1.24,1.56,2}, supp (&5) = {1,1.18,1.39,1.65,2}
and supp (&) = {1,1.14,1.30,1.49, 1.71, 2}.

In Figure 1 we display the variance of various linear unbiased estimators for different sample
sizes. We observe that the variance of the WLSE defined by (2.17) for the proposed (/N42)-point
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design &y, is slightly larger than the variance of the BLUE for the proposed (N +2)-point
design, which is very close to the variance of the BLUE with corresponding optimal (N-+2)-point
design. The calculation of these designs is complicated and has been performed numerically by
the Nelder-Mead algorithm in MATLAB. We also note that due to the non-convexity of the
optimization problem it is not clear that the algorithm finds the optimal design. However, by
Theorem 2.2 and 2.3 we determined the optimal value (2.14), which is D* ~ 0.075004. This
means that for the proposed designs WLSE has almost the same precision as BLUE.

0.0754

0.0752f

0.075c i . i :
0 5 10 15 20

Figure 1: The variance of the WLSE defined in (2.17) for the proposed (N +2)-point designs
Enio (crosses), of the BLUE for the proposed (N +2)-point designs (grey circles) and of the
BLUE with corresponding optimal (N+42)-point designs (line). The error process in model (2.1)
is given by the Brownian motion and the regression function is f(t) =t*+1, t € [1,2].

In our second example we compare the proposed optimal designs with the designs from Sacks
and Ylvisaker (1966), which are constructed for the BLUE. For this purpose we consider the
model (2.1) with regression function f(¢) = 1+0.5sin(27t), t € [1,2], and triangular covariance
kernel of the form (2.4) with u(¢) = t*> and v(t) = t. The optimal design in the continuous time
model can be obtained from Table 4 and its density is depicted in Figure 2.

—~
. \/

-3

1 1.2 1.4 1.6 1.8 2

Figure 2: The density of the optimal design for continuous time model (2.1) with regression
function f(t) = 140.5sin(2nt), t € [1,2], and covariance kernel of the form (2.4) with u(t) = ¢
and v(t) =t.

By computing quantiles using this optimal design, we obtain that the 4-point design & is
supported at points 1, 1.27, 1.68 and 2. For &}, the variance of the BLUE is ~ 0.6129. Using the
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optimal density from Sacks and Ylvisaker (1966), we obtain the 4-point design £;¥ supported
at 1, 1.25, 1.63 and 2. For &Y, the variance of the BLUE is ~ 0.6200. For N = 2,3, ...,20, the
variances of the BLUE for the proposed (N + 2)-point designs, the (N + 2)-point designs from
Sacks and Ylvisaker (1966) and the optimal (N + 2)-point designs for the BLUE are depicted in
Figure 3. We observe that for N = 2, 3, 4 the new designs yield a smaller variance of the BLUE,
while for N = 5 the design of Sacks and Ylvisaker (1966) shows a better performance. In all
other cases the results for both designs are very similar. In particular, for N > 6 the variances
from the optimal (N +2)-point designs proposed in this paper and in the paper of Sacks and
Ylvisaker (1966) are only slightly worse than the variances of the BLUE with corresponding
best (N+2)-point designs (which is computed by direct optimization).

0.331

0.31r

0.291

0 5 10 15 20

Figure 3: The variance of BLUEFE for the proposed (N+42)-point designs (grey circles), the (N+2)-
point designs from Sacks and Ylvisaker (1966) (crosses) and the BLUE with corresponding
optimal (N + 2)-point designs (line) for the model f(t) = 1+ 0.5sin(2xt), t € [1,2], and the
covariance kernel with u(t) = t* and v(t) =t; N =2,...,20.

3 Multi-parameter models

In this section we discuss optimal design problems for models with more than one parameter.
The structure of this section is somewhat similar to the structure of Section 2. In Section 3.1
we introduce a new class of linear estimators of the parameters in model (1.3), which we call
matriz-weighted estimators (MWE) and show in Lemma 3.3 that for some special choices of
the matrix weights the MWE can always emulate the BLUE. In Section 3.2 matrix-weighted
designs associated with the MWE are defined. Then, for the case of triangular kernels, in
Corollary 3.1 we derive the asymptotic forms for the sequence of designs that are associated
with the version of the MWE which emulates the BLUE. In Section 3.3 we prove optimality of
the asymptotic matrix-weighted measure derived in Corollary 3.1 in the continuous time model
(1.2) (see Theorem 3.1), while some examples of asymptotically optimal measures are provided
in Section 3.4. Finally, the practical implementation of the asymptotic measures is discussed

in Section 3.5 and numerical examples are provided in Section 3.6.
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The proofs of many statements in this section use the results of Section 2. This is possible
as there is a lot of freedom in choosing the form of the MWE to emulate the BLUE and we
choose a special form which could be considered as component-wise SLSE. Correspondingly,
the resulting matrix-weighted designs (including the asymptotic ones) become combinations of
designs for one-parameter models.

3.1 Matrix-weighted estimators and designs

Consider the regression model (1.1) and assume that N observations at points t; (j =1,..., N)
have been made. Let O; be an m x m matrix associated with the observation point ¢;; j =
1,...,N. Recall the definition of the design matrix X = ( fz(tj));ill’fv and the definition of
Y = (y(t1),...,y(ty))?. We introduce the m x N matrix C = (O f(t1),...,Onf(tn)), whose
j-th column is O; f(¢;). Assuming that the m x m matrix

M=CX =3 0;f(t;)/"(t)) (3.1)

j=1

is non-singular we define the linear estimator
Oywre = (CX)"'CY (3.2)

for the vector # in model (1.1). We call this estimator the matriz-weighted estimator (MWE),
because each column of the matrix X is multiplied by a matrix weight. It is easy to see that

for any C the MWE éMW p is unbiased and its covariance matrix is given by
Var(0ywe) = MT'CECT (M7, (3.3)

where ¥ = (K (t;,1;))i =1, ~ is the N X N matrix of covariances of the errors. Note that
the matrix M defined in (3.1) generalizes the standard information matrix XTX and that
M is not necessarily a symmetric matrix. The following result shows that different matrices
O4,...,0y may yield the same matrix-weighted estimator §MWE. Its proof is obvious and
therefore omitted.

Lemma 3.1 Consider the regression model (1.1) and assume that the matric M defined in
(3.1) is non-singular. Then the estimator Oywg defined in (3.2) coincides with the estimator
Ovwen = (CAX)ICLY , where Cy = AC and A is an arbitrary non-singular m x m matriz.

The estimator é\MWEA introduced in Lemma 3.1 is the MWE defined by the matrix weights

AOq,...,AOy. Lemma 3.1 implies that the é\MWE is exactly the same for any set of matrices
{AOy,...,AOy} as long as A is non-singular. In the asymptotic considerations below it will be
convenient to interpret the combination of the set of experimental conditions {t,...,t5y} and

the set of corresponding matrices {O1,..., Oy} in the MWE as an N-point matrix-weighted
design.
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Definition 3.1 Any combination of N points {t1,...,tn} and m x m matrices {Oq,...,On}
will be called N -point matriz-weighted design and denoted by

1 1
f]v:{tl,...,tN;Nol,...,NON}. (34)

The covariance matriz D(Ey) of a matriz-weighted design &y is defined as the covariance matriz

Var(aMWE) in (3.3) of the corresponding estimate éMWE.

The estimator §MWE is not necessarily a least-squares type estimator; that is, it may not be
representable in the form (1.3) for some N x N weight matrix W and hence there may be no
associated weighted sum of squares which is minimized by the MWE. However, for any given
W, we can always find matrices O; such that

C=X"wW (3.5)

and therefore achieve @\MW E= é\W rse- The following result gives a constructive solution to the
matrix equations (3.5).

Lemma 3.2 Assume that fi(t) # 0 for all t € [a,b]. Define O; = wjel,

1
w .

7T R

where e; = (1,0,...,0)T € R™ is the first unit vector and (XT*W); denotes the j-th column of
the m x N matrix XTW. Then the corresponding matriz-weighted estimator satisfies Oyrwp =

(XTW); e R™, (3.6)

Owise.
Proof. The matrix equation (3.5) can be written as NV vector equations
0,f(t;)) = X"W);;  j=1,...,N, (3.7)
with respect to the matrices O;. Assume that O; = wje] for some w; € R™. Then
O, f(t;) = wjeq f(t;) = w; f1(t))
and equation (3.7) has the unique solutions (3.6). O

The form O; = w;el for the matrices O; considered in Lemma 3.2 means that the matrix O;
has the vector w; as its first column while all other entries in this matrix are zero. We shall
refer to this form as the one-column form. We can choose other forms for the matrices O,
but then we would require different, somewhat stronger, assumptions regarding the vector f(t).
For example, if f(t) # (0,...,0)T for all t € [a,b], then we can always choose diagonal matrices
O; to satisfy (3.5) (see Lemma 3.5 below).
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The following choices for O; ensure coincidence of §MWE with the three popular estimators
defined in the Introduction.

If O = I for all ], then HMWE = QOLSE
If O; = 51, for all j, then QMWE = QSLSE
If W=3%"1and O; = w;el with w; = (XTE1);/f1(¢;), then Oyrwr = OpLuE.

We shall call any MWE é\MW p optimal if it coincides with the BLUE. In view of the importance
of the last case, the corresponding result is summarized in the following lemma.

Lemma 3.3 Consider the regression model (1.1) and let f1(t) # 0 for allt € [a,b]. For a given

set of N observation points {t1,...,tx} the MWE Oywg defines a BLUE if O; = w;-‘elT with
= (XTE7);/ A1)

If the covariance kernel of the error process has triangular form (2.4) then we can derive the

explicit form for the optimal MWE. The result follows by a direct application of Lemma A.1.

Lemma 3.4 Assume that the covariance kernel K(-,-) has the form (2.4) and that the matriz
2 = (K(ti,t)))ij=1
k=1,...,N we denote u, = u(ty), v = v(ty) and qx = ug/vg. Then we have the following

~ is positive definite with entries K(t;,t;) = wwv; for i < j, where for

.....

representation for the optimal vectors wi = (XTS7Y);/ fi(t;) € R™ introduced in Lemma 3.3:

. 5 5 C Uy ft)  f(t2)
wy = it )( 1 f(t) +612f(t2)) = AN ( " " ) ; (3.8)
Wy = Filin) (onnNf(tn) +n_1nf(tn-1)) (3.9)
_ c fltw) — flin-1)
B fl(tN)UN(C]N—C]N—1> ( UN UN-1 ) ’
w; = (Giif (ti) + Gicaif (ti1) + Giina f(tig1)) (3.10)

hi (t )
__c < (g1 —qi-)f(t)  flim)  f(i) )

filtvs \vi(gi — @)@ — 1) viei(@i — Gi1) v (i — @) )
fori=2,...,N—1. Here in formulas (3.8), (3.9) and (3.10) &;; denote the elements of the
matriz X1 (Jij)m-:l

-----

The following provides a result similar to Lemmas 3.2 and 3.3 in the case where the matrices
O, are diagonal. An extension of Lemma 3.4 to the matrices O, of the diagonal form is

straightforward and omitted for the sake of brevity.
Lemma 3.5 Consider the regression model (1.1) and let fi(t) # 0 for all t € [a,b] and all
k=1,...,m. For each j =1,...,N, define the diagonal matriz O; by its diagonal elements

1
fe(t))

(O))kk = (XTW),.i; k=1,....,m,
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where (XTW)y ; denotes the (k, j)-th element of the matriz XTW. Then HMWE = HWLSE
If additionally W = 371 so that (O;)rr = (XTZ71),.;/ fr(t;), then HMWE = HBLUE

3.2 Weak convergence of matrix-weighted designs

Let @ : [a,b] — [0, 1] be an increasing function on the interval [a, b] with Q(a) = 0 and Q(b) =
so that Q(-) is a c.d.f. For a fixed N and j =1,..., N, define the points ¢; v, ..., txn by (2.9).
Suppose that with each ¢ € [a,b] we can associate an m x m matrix O(t) and consider an
N-point matrix-weighted design &y of the form (3.4) with ¢; =t; y and O; = O(¢; n). In view
of (3.1) and (3.3) this design has the covariance matrix

D(év) = M (&n)B(En) (M (&)
where the matrices M ({y) and B(&y) are defined by

M(Ex) = 1 3 Ol (60)f 11,
BUEN) = 373 D0 0 Kl 15,00t (1) 7 (15) 07 (1),

i=1 j=1

In addition to the sequence of matrix-weighted designs £y consider the sequence of uniform
distributions on the set {t; n,...,tyn}. As N — oo, this sequence converges weakly to the
design (probability measure) ¢ on the interval [a, b] with distribution function . This implies

b
lim M(Ex) — M) — / O(t) £(1) /T (1) (dr)

N—o0

lim B(&y) = / / K (t,5)0(t) £(3) 7 (1)OT () (dt)C(ds)

N—oo

and
Jim D(&y) =D(§) = M (©B(E) (M(€))" (3.11)

under the assumptions that the vector-valued function f, the matrix-valued function O, the
kernel K are continuous on the interval [a, b] and the generalized information matrix M() are
non-singular. Moreover, the sequence of estimators (3.2) converges (almost surely as N — 00)
to

Oriw .o = M / O(t )C(dt) (3.12)

where {y(t) |t € [a,b]} is the stochastic process in the continuous time model (1.2). Bearing

these limiting expressions in mind we say that the sequence of matrix-weighted designs &y

19



defined by (3.4) converges to the limiting matrix-weighted design £(dt) = O(t)((dt) as N — 0.
This relation justifies the notation M(¢), B(£) and D() of the previous paragraph.

The (optimal) limiting matrix-weighted designs which will be constructed below will have a
similar structure as the signed measures in (2.12). They will assign matrix weights O, and O,
to the end-points of the interval [a,b] and a ‘matrix density’ O(t) to the points t € (a,b); that
is, these designs will have the form

£(dt) = O46,(dt) + Opdp(dt) + O(t)dt . (3.13)

In view of (3.12), the MWE in the continuous time model (1.2) associated with any design of
the form (3.13) can be written as

Buaws(€) = M7(€)[Oufl@lyla) + Ouf By + [ OS], (319

where M(€) = O, f(a)fT(a) + Oy f(b) f7(b) + ff O(t)f(t)fT(t)dt. In the particular case asso-
ciated with Lemma 3.4, we have the following structure of the matrices O, and O, and the
matrix function O(t) in (3.13):

0, = weel', Oy =wpel, O(t) = w(t)el fort e (a,b), (3.15)

where w, and w, are some m-dimensional vectors and w(t) € R™ is some vector-valued function
defined on the interval (a,b). Note that w(t) does not have to approach w, and wy, as t — a
and t — b, respectively.

When the sequence of matrix-weighted designs is defined by the formulas of Lemma 3.3 we can
compute the limiting matrix-weighted design. The proof follows by similar arguments as given
in the proof of Theorem 2.1 and is therefore omitted.

Corollary 3.1 Consider model (1.1), where the error process {(t)|t € [a,b]} has a covariance
kernel K of the form (2.4). Assume that u(-), v(-), q(-) are strictly positive, twice continuously
differentiable functions on the interval [a,b] and that the vector-valued function f(-) is twice
continuously differentiable with fi(t) # 0 for all t € [a,b]. Consider the matriz-weighted design
En of the form (3.4), where the support points t; = t; n are generated by (2.9) and the matriz
weights O; = O,y are defined in Lemma 3.3. The sequence {&n}nen converges (in the sense
defined above in the previous paragraph) to a matriz-weighted design & defined by (3.13) and
(3.15) with

—f/((l) y Wh=

ch(b) w(t) = —c [h’(t)
f1(0)v(b)g'(b)’ fit)v(t) L¢'(1)

where h(t) = f(t)/v(t) and the constant ¢ # 0 is arbitrary.

}/ (3.16)
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In Corollary 3.1, the one-column representation of the matrices O, is used. The following
statement contains a similar result for the case where the matrices O; are diagonal.

Corollary 3.2 Let the conditions of Corollary 3.1 hold and assume additionally that fi(t) # 0
forallt € [a,b] and allk = 1,...,m. Consider the matriz-weighted design {x of the form (3.4),
where the support points t; = t; y are generated by (2.9) and the matrices O; = O, n are defined
in Lemma 3.5 with diagonal elements given by (O;)gr = (XTX 1), i/ fr(t;). Then the sequence
{En}Nen converges to the optimal matriz-weighted design £ of the form (3.13), where the
diagonal elements of the matrices O, = diag(Og11,- .-, Oamm), Op = diag(Op11,- .., Obmm)
and O(t) = diag(O11(t), . .., Omm(t)) are given by

¢ [ cw®) e [HOY
H@R@d@ | ula) v r®) 0= F e [qw}

respectively, h;(t) = f;(t)/v(t), 5 =1,...,m and the constant ¢ # 0 is arbitrary.

Oy =

—fi(a)|, Oy 5=

3.3 Optimal designs and best linear estimators

In this section we consider again the continuous time model (1.2), where the full trajectory of the
process {y(t)| t € [a,b]} can be observed. We start recalling some known facts concerning best
linear unbiased estimation. For details we refer the interested reader to the work of Grenander
(1950) or Section 2.2 in Néther (1985a). Any linear estimator of # can be written in the form
of the integral

~

b= [ wlomta), (3.17)

where p(t) = (ui(t), ..., um(t))" is a vector of signed measures on the interval [a, b]. For given

-~

@, the estimator 6, is unbiased if and only if fab f(t)ur(dt) = 1,,, where I,, denotes the m-
dimensional identity matrix. Theorem 2.3 in Nather (1985a) states that the estimator 6, is
BLUE if and only if [* f(t)u*"(dt) = I, and the identity

b
| B o o) = As(w)

holds for all u € [a, b], where A is some m x m matrix. The matrix A is uniquely defined and

coincides with the matrix
b b
D* = Var(0,+) = inf { / / K (u, v)p(du)p (dv) | p vector of signed measures} . (3.18)

The Gauss-Markov theorem further implies that D* < Var(é\), where 6 is any other linear

unbiased estimator of 6.
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Definition 3.2 A matriz-weighted design £ is called optimal if D(£*) = D*, where D(&) is
defined in (3.11) and D* is defined in (3.18).

The designs we consider have the form (3.13) and the corresponding MWE are expressed by
(3.14). The estimator (3.14) can be expressed in the form (3.17), that is Oy e(€) = 6, with

p(dt) = M) [Ouf (a)da(dt) + Oy f(B)d(dE) + O f(E)dt]

The estimators defined in (3.14) are always unbiased and the following result provides the
matrix-weighted optimal design and the BLUE in the continuous time model (1.2). The proof
follows by similar arguments as given in the proof of Theorem 2.2 and 2.3 and is therefore
omitted.

Theorem 3.1 Let K(t,s) be a covariance kernel of the form (2.4) and the vector-function f(-)
be twice continuously differentiable with fi(t) # 0 for all t € [a,b]. Under the assumptions
of Corollary 3.1 the matriz-weighted design £* defined by the formulas (3.13) and (3.16) with

c =1 1s optimal in the sense of Definition 3.2. Moreover, if

1t (dt) = M7 (EY) [waet f(a)da(dt) + wyel f(b)dy(dt) + w(t)er f(t)dt]

then 9 defines the BLUE in model (1.2). Additionally, we have

//Kst (ds)p* (dt) = ML (€"),

where the matriz M(£¥) is given by

Fala)) FL (ola a®

and f(s) = flg7'(s))/v(q ' (s)).

In Theorem 3.1 we have used the one-column representation for the matrices O(t). Similar
arguments establish the optimality of the matrix-weighted designs £* defined in Corollary 3.2
where the diagonal representation for the matrices O(t) is used. The details are omitted for
the sake of brevity.

3.4 Examples of optimal matrix-weighted designs

Consider the polynomial regression model with f(t) = (1,¢,¢%,...,t™ )T, ¢t € [a,b] and the
covariance kernel of the Brownian motion K (¢, s) = min(t,s). For the construction of matrix-

weighted designs we use matrices O(t) in the one-column and diagonal representations.
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For the one-column representation we have from Corollary 3.1 and Theorem 3.1 that the optimal
matrix weighted design has masses O, = w,el and O, = w(b)el at points a and b, respectively,
and the density O(t) = w(t)el. Here the vectors w,,w, and w(t) are given by

Wq = (]-/a,o,—a,...7(2_m)aM—Q)T’
Wy = (0,1,25, 3b2,.“’<m_ 1)bm—2)T’
w(t) - (0,07_27_3'215,...,—(7)1_ 1)(m—2)tm—3>T7 te (a7 b)’

respectively. For the diagonal representation we have from Corollary 3.2 (and an analogue of
Theorem 3.1) that the optimal matrix weighted design has masses O, and O, at points a and
b, respectively, and the density O(t), where

0, = diag(1/a,0,—1/a,...,(2—=m)/a),
O, = diag(0,1/b,2/b,...,(m —1)/b),
O(t) = diag(0,0,-2/t*,..., —(m — 1)(m — 2)/t?), t € (a,b).
Note that in this case all non-vanishing diagonal elements of the matrix O(¢) are proportional

to the function 1/t*. According to Lemma 3.1, we can use AO(t) instead of O(t), for any

non-singular m x m matrix A. By taking the matrix

we obtain
AO(a) = diag(1/a,0,1/(2a), ., 1/[(m — 1)a]).
AO(b) = diag(0,1/b,—1/b,...,—=1/[(m — 2)b]),
AO(t) = diag(0,0,1/t*,...,1/t*), t € (a,b).
As another example, consider the polynomial regression model with f(t) = (1,¢,¢2,...,t™ 17T,

t € [a,b], and the triangular covariance kernel of the function (2.4) with u(t) = t” and v(t) = t*.
For the diagonal representation we have from Corollary 3.2 that the optimal matrix weighted
design has masses O, and O, at points a and b, respectively, and the density O(t), where

Oll = a*’Y*wdiag<_7, - 772 .., M= 1- 7)7
0, = b " “diag(w,w — L,w —2b,...,w+1—m),
O(t) = t """ “diag(r1, T2, ..., Tm), t € (a,b),

with;, =G —1—7)(i—1—-w),i=1,...,m. If we further use A = diag(1/m,1/79,...,1/7)
then we obtain AO(t) = t~!77*diag(1,1,...,1), t € (a,b); that is, all components of the
matrix AO(t) have exactly the same density.
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3.5 Practical implementation

Here we only consider the diagonal representation of the matrices O,, O and O(t); the case
of one-column representation of the matrices O can be treated similarly. We assign matrix
weights O, and O, to the boundary points a and b and use an N-point approximation to an
absolutely continuous probability measure on (a, b) with some density ¢(t). The density ¢(t) is
defined to be either the uniform density on (a,b) (if nonzero elements of different components
of O(t) are not proportional to each other) or ¢(t) = ¢|Oy,(t)| for some [ € {1,...,m} (if
nonzero elements of different components of O(¢) are proportional to each other), where ¢
is the normalization constant and [ is such that the density ¢(¢) is not identically zero on
the interval (a,b). Denote by F(t) = f; ©(s)ds the corresponding c.d.f. For given N, we
calculate an N-point approximation {t; y,...,txn;1/N,...,1/N}, where t; x = F~'(z;n)
with 2z, v =i/(N +1),i=1,2,..., N, to the probability measure with density ¢(t).

To each point ¢;y we assign a vector of weights s; = (S;n1,-..,8nm)’ such that s;n €
{-1,0,1} (k =1,...,m). The values s;n; = sign(O(t;)) = £1 correspond to the sign of
the point t; xy in the estimation of 0 exactly as in the procedure for one-parameter models
described in Section 2.5. Some of the values s; n could be 0. If s; yi = 0 for some k then
the point t; 5 is not used for the estimation of 8. By assigning zero weight to a point ¢; x
in the k-th estimation direction, we perform a thinning of the sample of points 1 n,...,tn N
in k-th direction and thus achieve a required density in the each estimation direction. This is
a deterministic version of the well-known ‘rejection method” widely used to generate samples
from various probability distributions. If the nonzero components of the matrix weight O(t)
are proportional to each other then for these components s; y, = 1 for all j and V.

The resulting estimator # has the form (3.2) where

C = (NOLf(a).SiPf(1). ... SxP(tx), NOLS (b)),

Sj = diag(sjw’l, ce Sij}m) c Rmxm

and P is the diagonal m x m matrix whose diagonal elements are given by

N b
Pk,kz = N—/ O}ﬁk(t)dt.
dim |Sinkl Ja

If nonzero elements of different components of the matrix weight O(t) are proportional to each
other (as was the case in the examples of Section 3.4) then the (N+2)-point approximations to
the limiting design are very similar to the approximations in the one-parameter case considered
in Section 2.5; their accuracy is also very high. Otherwise, when the diagonal elements of O(t)
are possibly non-proportional, the accuracy of approximations will depend on the degree of
non-homogeneity of components of the matrix weight O(¢).
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3.6 Some numerical results

For comparison of competing matrix weighted designs for multiparameter models it is con-
venient to consider a functional of the covariance matrix. Exemplarily we investigate in this
Section the classical D-optimality criterion defined as ¥(D(¢)) = (det D(£))/™ which has to
be minimized.

As an example where all nonzero elements of the matrix O(t) are proportional to each other,
let us consider the cubic regression model with f(t) = (1,¢,¢%,¢3)T and the Brownian motion
error process. The optimal value in the continuous time model (1.2) is ¥(D*) ~ 2.7927. In
Figure 4 we display the D-criterion of the covariance matrices of the MWE and the BLUE for
the proposed (N+2)-point designs and the covariance matrix of the BLUE with corresponding
optimal (N42)-point designs. We can see that the D-efficiency of the proposed matrix-weighted
design is very high, even for small N.

3.8f
3.6f
3.4
3.2F
3l

o8l ‘ ‘ e
0 5 10 15 20

Figure 4: The D-optimality criterion of the covariance matrixz of the MWE for the proposed
(N+2)-point designs (crosses), of the covariance matriz of the BLUE for the proposed (N+2)-
point designs (line) and of the covariance matriz of the BLUE with corresponding D-optimal
(N +2)-point designs (grey circles). The error process in model (1.1) is the Brownian motion
and the vector of regression functions is given by f(t) = (1,¢,t%,1%), t € [1,2].

The second example of this section considers a situation where nonzero elements of the matrix
O(t) are not proportional to each other. For this purpose we consider the model (2.1) with
f(t) = (1,t,#*)7, t € [1,2] and covariance kernel K (t,t') = e~ "=*| with u(t) = e’ and v(t) = e~*.
Using the diagonal representation, we obtain for the optimal matrix-weighted designs

0, = diag(1,0,—1), O, = diag(1,1.5,2), O(t) = diag(1,1,1 —2/t?), t € (1,2).

The optimal value in the continuous time model (1.2) is given by W(D*) ~ 1.6779. Since some
diagonal elements of O(t) are constant functions, we take the support points of the design &y
to be equidistant: ¢; y =i/(N+1)fori=1,...,N. Then we have s; v, =1forallj=1,...,N
and k = 1,2. However, some elements of (s; ng3,...,snn,3) should be zero because Oj3(t) is
not proportional to Oy 1(t). For example, for N = 10 the vector of signs (s ng3,...,SnnN3) IS
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(-1,-1,0,0,0,1,0,0,1,0) and for N = 30 it is
(-1,0,-1,-1,0,-1,0,0,-1,0,0,0,0,0,0,0,0,1,0,0,0,1,0,0,1,0,0,1,0,1) .

In Figure 5 we depict the D-optimality criterion of the covariance matrices for various estima-
tors. We observe that in this example for all N the D-optimality criterion of the covariance
matrices of the MWE is slightly larger than the D-optimality criterion of the covariance ma-
trices of the BLUE. However, we can also see that the proposed (IN+2)-point designs are very
efficient compared to the BLUE with corresponding D-optimal (N +2)-point designs even for
small N.

1.74r

1.72r

1.7¢

1,68} | ‘
0 5 10 15 20

Figure 5: The D-optimality criterion of the covariance matriz of the MWE for the proposed
(N+2)-point designs (crosses), of the covariance matriz of the BLUE for the proposed (N+2)-
point designs (line) and of the BLUE with corresponding D-optimal (N+2)-point designs (grey
circles). The covariance kernel in model (1.1) is K(t,t') = e 1=l and the vector of regression
functions is f(t) = (1,¢, %), t € [1,2].
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A Proof of main results

A.1 Explicit form of the inverse of the covariance matrix of errors

Here we state an auxiliary result, which gives an explicit form for the inverse of the matrix 3 =
(K (ti,t;)),—, with a triangular covariance kernel K. We did not find this result (as formulated
below) in the literature. Versions of Lemma A.1, however, have been derived independently
by different authors; see, for example, Lemma 7.3.2 in Zhigljavsky (1991) and formula (8) in
Harman and Stulajter (2011). The proof follows from straightforward checking the condition

Y =33"1=1
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Lemma A.1 Consider a symmetric N x N matriv ¥ = (0;;);=1,...n which elements are

defined by the formula o,; = wv; for 1 < i < j < N. Assume that ¢ < g2 < ... < qn
where q; = u;/v;. Then the inverse matriz ¥ = X~ is a symmetric tri-diagonal matriz and its

elements o, ; with © < j can be computed as follows:

~ U2 1

g — 5 =
bt u v (@2 — q1) N v (gy — qn-1)

~ qi+1 — qi—1 .
O = Z:2,...,N—1,
Y vH — gi-1) (G — i) ( )

1

Uivi+1(qi+1 - C_h')

(i=1,...,N—1),

Oii+l = —

Giain=0(i=1,...,N=2 k>2).

In our applications of Lemma A.1 we assume that o; ; = K(¢;,t;) with the covariance kernel K
having the form (2.4).

A.2 Proof of Lemma 2.1
Denote K;; = K(t;,t;), f(t:)) = fi, a; = fiwy, 4,5 =1,...,N, a= (ay,...,ay)’. Then for any
signed measure £ = {t1,...,tn;w1,...,wy} we have

D(€) = i Kififjww; 30,070 Kijaia;  alSa

O frw (0 i) (@TE)?

Since ¥ is symmetric and ¥ > 0, there exists X' and a symmetric matrix 3'/2 > 0 such that
3 = 22312, Denote b = $/2a and d = X/2f. Then we can write the design optimality
criterion D(§) as D(¢) = b'b/(b”d)?. The Cauchy-Schwartz inequality gives for any two
vectors b and d the inequality (b”d)? < (b”b)(d”d), that is, b’b/(b"d)? > 1/(d’d). This
inequality with b and d as above is equivalent to D(§) > 1/fT 7If for all £, Equality is
attained if the vector b is proportional to the vector d; that is, if b; = cd; for all ¢ and any
¢ # 0. Finally, the equality b; = cd; can be rewritten in the form w; = ¢(X71f);/f(t:).

A.3 Proof of Theorem 2.1

Before starting the main proof we recall the definition of the design points (2.9) and prove the

following auxiliary result.
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Lemma A.2 Assume that q(-) = u(-)/v() is a twice continuously differentiable function on
the interval [a,b]. Then for alli=1,...,N — 1, we have

ti+1,N_ti,N = NQI( ) +O<N2> as N — oo. (Al)
A= (n —tan)/2 = 5 Qit S (1+ o(ﬁ» as N = oo, (A2)

Proof of Lemma A.2. Recall the definition z; y = (i — 1/2)/N (i =1,...,N) and set

m = q(a) = Jnin, q(t) q(b) max q(t)

From the definition of the function @ in (2.8) we have

M—-—m

qtiyin) —qtin) = (M —m)(zipan — ziN) = N (A.3)

foralli=1,..., N — 1. Observing Taylor’s formula yields for any z
Q' z+0)=Q Y 2)+6-(QY(2)+0(6%) as s — 0.

In this formula, set z = 2, y and 0y = 1/N so that z 4+ 6 = 241 x. We thus obtain

tivin —tin = Q N(ziman) = Q (zin) + % (Q~ ) (zin) + O<N2) as N — oo.

By using (2.9) and the relation (Q~1)'(2) = 1/Q’(Q'(2)) we can rewrite this in the form (A.1).
The second statement obviously follows from (A.1).

Proof of Theorem 2.1. In view of Lemma 2.1 and (2.5) - (2.7) we have

CN U (fl f2)7 - CN <f_N_fN—1)’

f1U1UQ fNUN UN UN-1

wi,N =
Uy U2

Wiy = (———— ) fori=2,... N—1,
Jivi \ v Vi-1  Uip1
where we have used the relations (A.3). Here ¢y is the normalization constant providing
Zle |w; x| = 1 and we use the notation u; = u(t; v), v; = (t;n) and fi = f(tin).
Consider first wy y. Denote g(t) = f(t)/u(t), then

U,(tl]\[)
f(tin)v(tsn)o(tan)

(9(tr.n) — g(t2n)) (A-4)

w1,N/CN =

which gives

f(tl,N)Zgiﬁwg,N) - f(;)<§2)(a) (1+o( %)) ’ (A.5)
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9(t1) = 9(a) = ¢'(a) (v — @) + O ((ty — @)) = ¢'(a) - 5 N612/<a> + O(%)

as N — oo. Similarly

ot25) — 9(0) = 9 (@) 5 + O35

2NQ'(a) N?
yielding
olts) = 9(ta.x) = =/ (@) 57575 + O(573)- (A.6)

Combining (A.4), (A.5) and (A.6) we obtain

wy 1 u(a)g'(a) 1
on N f(a)vz(i)Q/(a) (1+o(3))

+
1 1 u'a)  f'(a) 1
=N 20 [u(a) fla) [(1+o(x)) (A7)
as N — oo. Similarly to (A.7) we get the asymptotic expression for wy y:
WN, N o 1 hl(b) 1
ox N FOemam) (1+o(3)) (4.8)
as N — oo. Consider now the weights

2h(tin) — h(tioan) — h(tiyin) .
w; N = C ’ ’ ’ i=2,...,N—1). A9
N N f(t%]\/')/U(tz’N) ( ) ( )
Assume N — oo and i@ = i(N) is such that i(N)/N = z+ O(1/N) as N — oo for some
€ (0,1), and set t = Q7!(z2).
We are going to prove that

win  2h(t;n) — h(ticin) — h(tipin)

O

o FEn)o(Een) (A10)
1 Q” , 1
B <<Wﬂ>aﬂ;%omh“ﬂ@+0Gﬁ>
1 h' 1
- N@@ﬁu<ﬂ@o}(+Oﬁﬁ) (A-11)

First, in view of (2.9) we have ¢;,, =t + O (+) and hence

Pt )olton) = Fto() (1 -+ 0(%)) as N = 0.

Consider the numerator in (A.10) and rewrite it as follows:

2h(t; n) = hltiin) = htian) = [20(tin) — h(tican) = h(tian)] + 2 [h(tiy) — h(ti )]
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where ; v = (ti_1.n + tiz1n)/2. We obviously have ¢y = t; vy + Ay and ¢,y x = t; x — Ay,
where Ay = (ti11,n — ti—1,nv)/2 is defined in (A.2). This yields

2h(ti N) — h(tiA%N) — h(tit1,n) - <1 + O(%)) . (A.12)

Next we consider

h(tin) — h(tin)  h(tin) — h(tin) tin — tin

A% tin —tiN A%
For the first factor we have

h(tthj : ;’(]’im = n'(t) (1 + O(%)) :

while the second factor gives

tin —tin L2ty —tian —tian
A%, B (tizin —ticin)?
_ 52Q7 (EN) = Q7 Gian) = Q7 () ( 1/N )2
1/N? Q' (ziy1,n) — Q' (zim1n)

= —2(Q7)'(2)/(2(Q7Y (2))? (1 + o(%)) =Q"(1)/(2Q'(t)) (1 + 0(%)) )

where we have used the relation (Q~1)"(2) = —Q"(2)/(Q'(2))? in the last equation. This gives,
as N — oo,

2h(ti,N) — h(tin) _ 2h(ti,N) - i}(gi,N) tin —tin _ MHR"(®) (1 n O(i))
A% tin —tin AY Q'(t) NJJ

Combining the expressions (A.2), (A.10), (A.12) and (A.13) yields the asymptotic expression

(A.11) for w; n/cn.

By noting that cy = NC (1 + 0 (%)) as N — oo and that the asymptotic density of the points

tin (i =1,...,N)is Q'(t) on the interval [a,b], we deduce the statement of the theorem as

a consequence of the asymptotic formulas (A.7), (A.8) and (A.11) for wy n/cn, wnn/cn and

(A.13)

w; N /cn respectively.

A.4 Proof of Theorem 2.2

By Theorem 3.3 in Dette et al. (2013) a design minimizes the functional (2.15) if the identity

/ min(s, £) F(E)d() = Mf(s) (A.14)
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holds & —a.e., where X is some constant. We consider the design £ = £* defined by (2.12)
and (2.13) and verify for this design the condition (A.14). To do this we calculate by partial

integration

[ mints ot - / () + / S(—f"(8))dt

= {ura {—/f Nt} —s{ /o)~ £/(s)}
— (af'(a) - f(a) — sf'(b) + F(5).

Observing the definition of the masses in (2.13), the identify (A.14) follows with A = 1. This
proves the first part of Theorem 2.2.

For a proof of the second statement consider a linear unbiased estimator é/ﬁ in model (2.1)
based on the full trajectory, where p*(dt) = f(¢)£*(dt) and £* is the design in (2.12), (2.13)
with a constant ¢ chosen such that éu* is unbiased, that is

) 4 /b fQ(t)dtr

Standard arguments of optimal design theory show that x* minimizes ® (that is, HAM* is BLUE

¢t =

in model (2.1) where the full trajectory can be observed) if and only if the inequality

b b
o) = [ [ K@iy = or) (A.15)

holds for all signed measures v satisfying fab f(t)v(dt) = 1. Observing this condition and the
identity (A.14) we obtain

sty = [ (s LG P
[ soman = [F0 4 ]

for all signed measures v on [a, b] with fabf(t)z/(dt) = 1. By (A.15) p* minimizes ®. Conse-
quently, the corresponding estimator éu* is BLUE with minimal variance

D* = 4 /ab(f’(t))zdt}l.

|
*
|
1
R
[\
~—~
S
SN~—

A.5 Proof of Theorem 2.3

Let {&(s)|s € [a,b] be a Brownian motion on the interval [@,b] and consider the regression
model (2.1) with some function f(s) and the error process. By Theorem 2.2 the optimal design
is given by

£*(ds) = Ps0a(ds) + Py (ds) + p(s)ds
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with B B . -
—f(a) — f(a)a P =c f:(?) and p(s) = —c :,<S)
af@ o) P = =5

We shall now use Theorem B.1 to derive the optimal design £*(dt) for the original regression

p&:C

model (2.1) with regression function f(t) and covariance kernel K (¢,t') from the design £*(ds)
for the function f(s) = h(¢~'(s)), where h(t) = f(t)/v(t).
For the Brownian motion, the covariance function is defined by (B.4) with o(¢t) = 1 and ¢(t) = ¢
so that by (B.6) we have 3(t) = q(t), a(t) = v(t) and &(t) = 1/v(g*(t)). According to (B.14)
the optimal design d€*(s) transforms to d&*(t) = &2(8(t))dE*(B(t)) = de*(q(t)) /v (t).
Consider first the mass at b. We have Py = c¢f'(b)/f(b). By using the transformation of ¢ into
s = ¢ '(t), we obtain

P, f'(b) K (b) h'(b)

= = C—== =C =C

"TR0) T Fopen) 0RO Oub)f6)

as required. From the representation of P; we obtain by similar arguments

_ P hla)—al(a)/q(a)
v*(a) ¢ (a)v*(a)h(a)
Let us now consider the density p(s), s € [a, E], and rewrite dé; (B(t)), the absolutely continuous

part of the measure £*. The transformation of the variable s into t = ¢~'(s) € [a, b] induces
the density

0E(8(1)) = fla(t))d (1) = —cq'(t)f} | (A.16)
Differentiating the equality f(s) = h(¢~'(s)), we have

()= (W(g7" () - (a7 (5))) = h"(a7 () (a7 ())" + (g '(s)) - (a7()"

Now we obtain

7l _ h”(t) N . q,/(t)
P =Gty =" Gy
Inserting this into (A.16) and taking into account that f(q(t)) = h(t), we obtain the density
o —c 1 / _q,/(t) o _ _L h/(t) ,
GO0 = 35 (10 Gt = 0) =55 79 A

In view of the relation dé*(t) = a2(6(t))de*(B(t)) we need to divide the right hand side in
(A.17) by v?(t) and obtain the expression for the density (2.11). This completes the proof of
Theorem 2.3.
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B Gaussian processes with triangular covariance kernels

B.1 Extended Doob’s representation

Assume that {(¢)| t € [a, b]} is a Gaussian process with covariance kernel K of the form (2.4);
that is, K(t,t") = u(t)v(t') for t < t¢', where u(-) and v(-) are functions defined on the interval
[a,b]. According to the terminology introduced in Mehr and McFadden (1965) kernels of the
form (2.4) are called triangular. An alternative way of writing these covariance kernels is

K(t,t") = v(t)v(t') min{q(t), q(t")} for t,t' € [a,b], (B.1)

where ¢(t) = u(t)/v(t). We assume that () is non-degenerate on the open interval (a,b),
which implies that the function g is strictly increasing and continuous on the interval [a, b] [see
Mehr and McFadden (1965), Remark 2]. Moreover, this function is also positive on the interval
(a,b) [see Remark 1 in Mehr and McFadden (1965)], which yields that the functions u and v
must have the same sign and can be assumed to be positive on the interval (a, b) without loss of
generality. We repeatedly use the following extension of the celebrated Doob’s representation
[see Doob (1949)], which relates to two Gaussian processes (on compact intervals) by a time-

space transformation.

Lemma B.1 Let {(t)| t € [a,b]} be a non-degenerate Gaussian process with zero mean and
covariance function (B.1) and let © and ¢ be continuous positive functions on |a, B], such that
q is strictly increasing and ¢([a, b)) = q([a, b]). Define the transformations f3 : [a,b] — [a,b] and
&:la,b) = Ry by

B(s) =q7'(d(s)), als) = o(s)/v(B(s)) - (B.2)
Then the Gaussian process {&(t)| t € [@,b]} defined by

&(s) = a(s)=(5(s)) (B.3)
has zero mean and the covariance function is given by

)] = 0(s)o(s") min(q(s), ¢(s")) - (B.4)

K(s,s") =E[&(s)é(s

~

Conversely, the Gaussian process €(t) can be expressed via £(s) by the transformation

where



Proof. Since {e(t)|t € [a,b]} is Gaussian and has zero mean, the process defined by (B.3) is
also Gaussian and has zero mean. For the covariance function of the process (B.3) we have

E[E(s)2(s)] = a(s)als)E [£(3(s))=(3(")]
= a(s)i(s o) (3 min [a(A(s)), a(B(s")]
= (s)a(s") min [q(s), d(5)] = K(s,5)

The second part of the proof follows by the same arguments and the details are therefore

omitted. O
Remark B.1

(a) The classical result of Doob is a particular case of (B.5) when £(t) = W (¢) is the Brow-
nian motion with covariance function K(t,s) = min(t,s). In this case we have o(t) = 1,

G(t) =t, a(t) = v(t) and B(t) = q(t). Specifically, the Doob’s representation is given by
e(t) = v(t)W(q(t)) [see Doob (1949)].

(b) Both functions § : [a,b] — [@,b] and 3 : [@,b] — [a,b] are positive strictly increasing
functions and are inverses of each other; that is,

B(t) = B0, Ve ). (B.7)
(¢) The functions «(-) and @&(-) are positive and satisfy the relation

o vl B(B() )
alt) - (B(1) = 553053 SEEN 1, Vtelab). (B.8)

(d) The properties (b) and (c) imply that the transformation é — ¢ defined by (B.5) is the
inverse of the transformation ¢ — & defined in (B.3).

B.2 Transformation of regression models

Associated with the transformation of the triangular covariance kernels there exists a canonical
transformation for the corresponding regression models. To be precise, consider the regression
model (1.1) or its continuous time version (1.2), where the covariance kernel K(-,-) has the
form (B.1). Recall the definition of the transformation 8 : [a,b] — [a,b] defined in (B.6),
which maps the observation points t; to £; = 8(¢;), j = 1,..., N and define

a(B(s))’

where s € [a,b] so that 5(s) € [a,b]. The regression model (1.1) can now be rewritten in the

form

g(t;) =0T f(t;) + &), t; € [a,0], j=1,...,N. (B.10)



The errors £(¢;) in (B.10) have zero mean and, by Lemma B.1 and the identity (B.8), their

covariances are given by
E[2(0)2(E,)) = K (i, dy). (B.11)

Hence we have transformed the regression observation scheme (1.1) with error covariances
Ele(t;)e(t;)] = K(ti,t;) to the scheme (B.10) with covariances (B.11). Conversely, we can
transform the model (B.10) with covariances (B.11) to the model (1.1) using the transformations

FOU) oy 00
aem) " aee) e (2

Lemma B.2 The transformation f — f defined in (B.9) is an inverse to the transformation
f — f defined in (B.12).

ft) =

Proof. Inserting the expression for f from (B.9) into (B.12), we have

FB)  fBB®W)  fl
a(B(t)  a(B(B(t B =)
) =

))a(B(t))  alt)alb))
where we have used the identities 5(S3(t t, see (B.7), and a(t) &(B(t)) = 1, see (B.8).

ft) =

B.3 Transformation of designs

In this section we consider a transformation of the matrix-weighted designs under a given
transformation of the regression models. In the one-parameter case with m = 1, these matrix-
weighted designs become signed measures; that is, signed designs as considered in Section 2. In
this section, it is convenient to define all integrals as Lebesgue-Stieltjes integrals with respect
to the distribution functions of the measures ¢ and C~ .

To be precise, let d¢(t) = Og¢(t)d((t) be a matrix-weighted design on the interval ¢ € [a, b].
Recalling the definition of a, @ and 8, 3 in (B.2) and (B.6) we define a matrix-weighted design
4é(s) = Og(s)dl(s) b

dC(s) = d((B(s)) and Og(s) = a*(5(s))O¢(5(s)) - (B.13)
Note that ¢ and ¢ are probability measures on the intervals [a, b] and [a, b], respectively. Sim-
ilarly, for a given matrix-weighted design d€(s) = Oé(s)dé (s) on the interval [d, b] we define a
matrix-weighted design d&(t) = O¢(t)d((t) on the interval [a, b] by

dC(t) = d((B(t)) and Og(t) = G*(B(t)Og(B(1))- (B.14)

Similar to Lemma B.2 we can see that the transformation & — ¢ defined by (B.14) is the inverse
to the transformation &€ — £ defined by (B.13).
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For the following discussion we recall the definition of the covariance matrix D(¢) in (3.11). For
the model (B.10), the covariance matrix of the design dé(s) = Og(s)df(s), defined by (B.13),
is given by

D(§) =M (BE)M (&), (B.15)

where

)= [ [ R9005 006176 d0lls). M@ = [ 0ty
and the kernel K is defined by (B.4).

Theorem B.1 For any matriz-weighted design d&(t) = O¢(t)d((t) and the corresponding matriz-
weighted design & defined by (B.13), we have D(&) = D(E). In particular, D* = D*, where D*
and D* are the covariance matrices of the BLUE in the continuous time models (1.2) and in

the model {07 f(s) + &(s)|s € [a,b]}, respectively.

Proof. Using the variable transformation (s) = t and (B.9), we have

(
) = [0 i) = | Oﬁ(i(f;)(ﬁ e a<<5(i)))) - a2(A(s))dC(A(s)

_ / O (1) F() 7 (£)dC () = M(E).

Next, we calculate the corresponding expression for B(é ), that is

//ny F(2)(Og(y) F(y)) " dC (2)dC (y)

/ / ) min((z), 4(y))Og()f(2)(O¢(y) f (1)) "d (4)dC (y)

/ / min(a(e).a(o) QLN B OB W)
o(B(x)) a(B(y))

(2))d¢ (B(x))a®(B(y))d¢(B(y))
Define s = 3(z) and t = 3(y) so that = = f~(s) = 3(s) and similarly y = 5(t). Changing the
variables in the integrals above we obtain
€)= [ [ 5(5())3(5(0) min(a(5()). 2(5(0)Oe(s) () O(t) (1) a(5)a(t)dC(5)d 1)

Using the definition of 8 in (B.6) yields ¢(5(¢)) = q(¢~'(q(t))) = ¢(t) and by the definition of
a in (B.6) we finally get

v(t)

T U(S)
)= [ [ 5B)3((0) minla(). a(0) Os) £ (5)(Oe(0) (1)) 550 =Tl dC (1)
— [ [ min( e(5)(5)(Oe () (1)) Tu(s)u(t)dC(5)dC (1) = B(E).

The result D(€) = D(€) follows now from the definitions (3.11) and (B.15).
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