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ABSTRACT

In some regression models, our interest is on estimating only some
parameters instead of all the parameters in the model. D -optimality is
used for this purpose.

We start with a broad review of some important optimal design the-
ories, some popular design criteria along with their properties. We then
determine the optimality conditions for our optimization problems. Af-
ter explicitly introducing the Dg-optimality and exploring its properties,
we construct Ds-optimal designs for polynomial regression models in one
and two design variables. We construct the optimal designs using a class
of multiplicative algorithms, indexed by a function which depends on the
derivatives of the criterion function. We also develop strategies for con-
structing D,-optimal designs and investigate techniques for improving
convergence rates by using the properties of the directional derivatives.
Finally we provide some concluding remarks and a discussion of some

potential future work.
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Chapter 1

Introduction

In order to satisfactorily answer different kinds of questions of research interest in
a reliable and valid way, a statistician can properly design an experiment. Before
conducting an experiment, we must choose values of inputs. After that, we observe
a measurement on the interested variables. Most importantly, we must decide the
number of observations taken at each combination of the inputs (the essence of an
optimal design). This defines a design.

Designing an experiment means deciding how the observations of measurements
should be taken to answer a particular question in a valid, efficient and economical
way (Kumar and Chaudhry, 2006). A statistical model is chosen according to
certain experimental purposes in advance so as to make a synthetic analysis with
high credibility and to achieve the optimal solutions at greatest rapidity. The design
and the final analysis are inseparable in the sense that a proper way of analyzing
the data exists only if the experiment is well designed. The conclusions from an
ill-designed experiment is not trustworthy or dependable.

There are some basic principles in the design of experiments, which are ran-
domization, replication and local control (blocking). Randomization is an essential
component of an experiment, and it reduces or eliminates the bias of the estimators.

The independence of errors is one of the important assumptions for an analysis of



variance model. However, randomization itself is not sufficient for the validity of
an experiment. The second essential principle is the replication. A treatment is
more reliable by repeating a few times than just a single observation. If we take
a close look at the expression of variance of a sample mean, we will find out that
increasing the number of replications is the the most effective way to increase the
accuracy of an experiment. Replication broadens the scope of the experiment by
including different types of experimental units. However, increasing the replication
number beyond a certain number is not practical. We will see later on that if we can
efficiently design an experiment (using the theory of optimal design) we can have
an efficient design even if the replication number is not large. Replication with local
control is used to reduce the experimental error. In a replicated experiment, the
randomization may be restricted in such a manner that a portion of the total varia-
tion may be eliminated from the error. In the simplest case, the experimental units
are divided into homogeneous groups or blocks. The variation among these blocks

is eliminated from the error, thereby efficiency is increased in the experiment.

1.1 Optimal Design

There is a problem about design that needs to be solved. How can we be sure
that the implemented design is the most efficient one for our design purposes? How
can we be sure that our design is a good design that is capable of estimating the
treatment effects as precisely as we can with minimal cost? Maybe optimal design
theory give us some hints. We may apply optimal design theory to find the best
design for a specific problem with fewer observations but still with high efficiency by
using numerical algorithms based on the current information. Optimal designs are
the best designs which are constructed for a specific statistical model with respect
to a particular optimality criterion which is usually a function of the dispersion

matrix or the information matrix (Berger and Wong, 2009).



The general theory of optimal design was originally developed for the linear mod-
els. In this thesis, we will start with a general description of optimal design theory,
followed by some popular optimality criteria such as D-, G-, A- and E-optimality.
Then we will determine the optimality conditions in terms of the directional deriva-
tives. Specificly we would like to focus on D,-optimality in this thesis, and we will
construct Dg-optimal designs in polynomial regression models with both one vari-
able and two variables, and confirm the Ds-optimal designs by plotting the variance
functions.

Let’s start by considering a probability model:

y ~7(ylz,0,0) (1.1)

where

y is the response variable

T

z = (x1,29,...,xy)" are design variables or explanatory variables which can
be chosen by the experimenter, z € X C R. X is called the design space.

Typically it will be continuous but can be discrete.

0= (01,05, ...,0,)T is a k-dimensional vector of unknown parameters,

) e © CRF.

e 0 is a nuisance parameter, which is fixed and unknown but is not of primary

interest.
e 7(.) is a probability model.

The experimental conditions can be chosen from the experimental domain X

according to different research purposes. For each x in the design space X, i.e. for

x € X, we observe the outcome variable y = y(z) with var(y(z)) = o2.



In linear regression models, we further assume that y(z) has the expectations:

E(ylz,0,0) = fT(z)0
(1.2)

or, E(ylv) = v'0

where f(z) = (fi(2), fo(2), ..., fr(x))" is a vector of k real-valued functions defined
on design space X; v € V, V = {v € R" : v = f(z) = n(z),z € X} with n(z) =
(m(z),ma(x), ...,m(z))T. As V is the image under a set of regression functions 1 of
X, it is called the induced design space.

Here comes the question: what values of x shall we take observations in order
to yield a best inference for all or some of the parameters. We call this allocation
of n observations to the elements of X as an optimal regression design.

It is noteworthy that usually we take more than one observation at each x.
Suppose that y’s are independent but with equal variance o2. For linear models,

we have

(1.3)

DY) = %I,

where Y = (y1,¥2, ..., Yn), X is the n X k matrix whose (4, j)th element is f;(x;). I,
is the n x n identity matrix and D(Y’) is the dispersion matrix of Y.

In linear models, the best linear unbiased estimator (BLUE) of the regression
coefficients is given by the ordinary least squares (OLS) estimator, in which the

dispersion matrix of f is minimized, i.e., we minimize D(§) = E[(6 — 6)(6 — 0)"].



The estimators 6 are the solutions of the normal equation:
(XTX)0=X"Y. (1.4)

The larger the matrix (X7 X), the less is the variation; thus giving larger informa-
tion in the experiment. If (X7 X) is non-singular, there is a unique solution for 0:

otherwise, the solutions for @ are infinite. The solution is given by
0= (XTX)'XxTy (1.5)
with

E(O) = E[(X"X)'XTY] = (X"X)'XTE(Y) = (X"X)"'XTX0

=0

D) = X"X)'XTDW)X(X"X)"' = (XTX)'XTo? [, X (XTX)™!

= oA(XTX)™L.

We may clearly notice from above that the dispersion matrix D(§) does not

depend on # but is proportional to the unknown parameter o2

. In general, the
efficiency and accuracy of an estimator increases as its variance decreases. In order
to have more information in an experiment and to obtain a better inference for 6,

we should try to maximize the matrix (X7 X), which means to minimize the inverse

matrix (X7 X)~! to achieve the goal.

1.2 Discretizing the Design Space

As we showed in the equation (1.2), choosing a vector z in the design space X

is equivalent to choosing k-vector v in the closed bounded k-dimensional space



V = f(&). The design space is typically continuous, but for practical purposes
we can assume that ) is discrete. Therefore we can see that it is reasonable to
discretize a continuous design space. The finer the discretization, the better are the
approximations of the design points.

After discretization, the design problem is more precise, and we can write V =
{v1, vy, ., v;}. We wish to find out at which of the points or vertices v; observations
should be taken on y and, how many observations, n;, should be taken at these
points v; in order to obtain a best least squares estimators of ¢ given that n is total
number of observations, i.e., Z}]:1 n; = n.

Given all these conditions above, we can express the matrix (X7 X) as:
J
X'X =M(n) =Y npup] =VNV" (1.6)
j=1

where n = (ny,ng,...,n;)", V = (vy,vy,...,v;) and N = diag(ni, na, ..,n;).

As we mentioned before, we want the matrix (X7 X) to be as big as possible.
We need to obtain the values of n;’s optimally. This is an integer programming
problem since that the n;’s must be integers. From the design aspect, it is termed
as an exact design problem.

In practice, we discretize all the design spaces for implementation. That is
because we assign the whole units to the different design points (Berger and Wong,
2009). In order to cope with the integer programming problem, we first wish to
find a proportion p; to the total observations, i.e., p; = n;/n instead of directly
choosing n;. Such a problem is called approximate design problem as long as the
conditions p; > 0 and Zj p; = 1 are satisfied. It is not hard to realize that the

relationship between M (n) and M (p) is as follows:

J
M(n) =Y nppl =n> puwpl =nMp) (1.7)
j=1

10



where M (p) = ijlpjyjyjr = VPVT; P = diag(py,pa,...,0s), p = (P1,D2, -, D7)
represents the resultant distribution on V and p; = n;/n. After we derive the n; by
the proportion p;, we round it to the nearest integer. — This is the reason why it is
called the approximate design. Naturally an approximate design would be preferred
to the original exact design.

However, working with exact designs usually is not an easy task and it leads to a
difficult integer programming problem in the end. Kiefer (1985) gave some powerful
reasons for working with approximate design instead of exact designs. Optimal
exact designs are very difficult to solve and they are dependent on a specific value
of n. This means that we will have different allocations for n; for different values
of n. On the other hand, approximate design avoids having this problem since we
do not have to solve another problem for a different value of n. Although there is a
rounding error involved in an approximate design, it can be shown that the results
of an approximate design is always close to the exact design and the difference
of two designs vanishes eventually if n gets larger and larger. In addition, exact
designs require more complicated computational algorithms and some problems
cannot be found for exact designs. However, we can find approximate designs by
using computer algorithms or even in some analytical way. Hence we prefer an
approximate design to an exact design. See Berger and Wong (2009) for further
details.

If we look the expression of the information matrix M (p) closely, we notice that

it is actually the expectation of (vv!) by viewing p as a probability distribution on

V.
M(p) = E,(w") (1.8)

where P(v = v;) = p;.

Thus we can think of a design as defined by a set of weights or probabilities

11



pj, p; being assigned to v;. Those points v; that are not the support points of the

design are assigned zero weights.

1.3 Design Measure

At the beginning of the experiment, we need to determine the total sample size
n. After selecting the appropriate values for x from the original design space X,
that is, choose z; € X, we find the probability distribution p = (p1,pe,...,ps) on
V), which corresponds to the x; on the original design space X such that > p; =1

and 0 < p; < 1. A full statement can be written as:

ry T I3 ... Tg
¢ = (1.9)

b1 P2 p3 ... DPJ
where the first line indicates the locations of the design points with p; the corre-
sponding design weights on the second line respectively. Note that we also use the

notation p for a design measure in this thesis. So the two notations p and £ mean

the same.

1.4 Support of a Design Measure

From the design aspect, we consider those vertices v; which have nonzero weights
under p, and accordingly we define the support of the design measure ¢ in the design

space V as given by:
Supp(§) ={v; €V :ip; >0,j=1,2,..., ]} (1.10)

Often there will be an optimal design, say £* such that Supp(£*) is a strict subset
of V.

For computational convenience, a popular chosen scale of the support points is

12



to have them in-between -1 and 1, that is, —1 < x; < 1. But sometimes we have
different scales, for example, the dosage levels in medical experiments are properly
scaled at dosages 1, 2, 3, ..., n (n is an integer). In order to have the design points
to be within the (—1,1) scale, usually we need to do a linear transformation on the

original support points in the range zyn < ; < Tyae:
=L (1.11)

where T = @y, + HloagFMn,
In this way, the support points can be re-scaled to values within the interval
—1 <2 < 1. Nevertheless, some characteristics of a design may change after re-

scaling. Discussions of the scale standardization can be found in Berger and Wong

(2009).

1.5 Standardized Variance of the Predicted Re-
sponse

For the linear regression model y(x) = f1(2)0; + fo(z)0y + ... fr(2)0,., we know that

the predicted value at given z is:

i) = fil@)d, + folz)dy + ... fulz)d,

- M@ (1.12)

and the least squares estimator for 6 is § = (XTX)71XTY. From Section 1.2, we
also know that the dispersion matrix of 8 is D(0) = 02(XTX)™*, where o2 is fixed
and unknown and M(n) = XX = nM(p). Given all the information above, we

could express the standardized variance of the predicted response on y at z for the

13



design (1.9) as:

= —d(z,p) (1.13)

where d(z,p) = f"(z)M(p)~'f(z), and is called the standardized variance of the
predicted response at given z.
As we also use the notation £ for a design measure, both d(z,p) and d(z,¢)

denote the variance function.

1.6 Properties of the Information Matrix M (p)

From the definition of the information matrix M (p) given in (1.7) and (1.8), we can

express it as:
_ T _ Ty _ T
M(p) = pjv] = E(w") = VPV (1.14)

where P = diag(py, pa, ..., ps) and V' = (v;,0y, ..., v,).
It is obvious that the information matrix M (p) is symmetric from the expression
above. Moreover, M (p) is nonnegative definite. The following is the verification of

the nonnegativeness of the M (p):
"M(p)z = 2" Ey(wo")z = By(z"w'z) = B,((2"v)*) > 0. (1.15)

14



The determinant of the information matrix is zero if a design has less than k
(number of parameters) support points, which we try to avoid. Since the inverse
matrix of a dispersion matrix is the information matrix, we conclude that minimiz-
ing the variance is equivalent to maximizing the information. We will see that many
of the design criteria are real valued functions of the information matrix M (p) or

the dispersion matrix M ~1(p).

1.7 Design Criteria and Their Properties

As we emphasized before, the information matrix M (p) plays a key role in optimal
design theory and in obtaining best inference for all or some of the unknown pa-
rameters § € ©. Therefore we maximize some real valued function ¢(p) = v{M(p)}
in order to make the matrix M (p) large. Such a ¢ function is called the criterion
function, and the criterion defined by the function ¢ is usually called ¢-optimality.
A design maximizing ¢(p) is called a ¢-optimal design. Atkinson et al. (2007,
Chapters 10 and 11) reviewed the most familiar design criteria and their properties.
In this section, we review some most familiar design criteria which are grouped
into two cases. In the first case, we are considering all of the parameters 6 of the
linear model. Possible criteria in this case include D-optimality, A-optimality, G-
optimality and E-optimality. In the second case, we are only interested in some of
the unknown parameters or some linear combinations of the parameters of the linear
model. In this case we discuss the D 4-optimality, Dg-optimality, linear optimality,

c-optimality and E4-optimality.

1.7.1 D-optimality

D-optimality is the most popular and important design criterion in applications.
In D-optimality, we maximize the determinant of the information matrix M (p), or

its logarithm logdet{M (p)}. In other words, minimizing the determinant of the

15



dispersion matrix M~!(p) is equivalent to minimizing the generalized variance of

the parameter estimates. The criterion function is given by:

¢p(p) = ¥p{M(p)} = logdet{ M(p)} = —logdet{ M~ (p)} (1.16)

Some useful properties and theorem(s) of D-optimality are needed to be ex-

plored:

e There is an interesting connection between D-optimality and the standardized
variance of the predicted response. Suppose for a given model with a design

variable x and let p* be the D-optimal design, then

sup d(x,p*) =k (1.17)

where d(z, p) is the standardized variance of the predicted response (1.13) and

k is the number of parameters (J.Kiefer and J. Wolfowitz, 1960).

e The volume of the confidence ellipsoid for the parameters is proportional to
the D-optimal criterion. Assuming the normality of the errors in the linear
model, the joint confidence region for the vector of unknown parameters § € ©

is described by an ellipsoid of the form:

{0:(0—0)"M(p)(0 —0) < c}, for some critical value ¢ (1.18)

where 6 is the least squares estimate or the maximum likelihood estimate of
. This ellipsoid is centred at 6 and its volume is &7{—:72)0’“ [det(M (p)~1)]V/2.
The value of [log det(M(p))] is finite if and only if M(p) is non-singular. So
it is clear that this volume is proportional to [det(M (p)~1)]'/2. Generally
speaking, the smaller the volume of the confidence region, the more accurate

are the estimators.

16



The D-optimality can be also related to eigenvalues of the information ma-
trix M (p). Let the eigenvalues of M(p) be A1, Mg, ..., \r. Then by spectral

decomposition, the symmetric and nonnegative M (p) can be factorized into:

k
M(p) = PAP' = Z \ieie: = Ajere] + Aaeaely + ... + Aperel, (1.19)

i=1
where P is a matrix made up by orthogonal column vectors which are eigen-
vectors, i.e. P = [eq|es]...|ex], A is a diagonal matrix whose diagonal elements

are the eigenvalues, i.e A = diag(Ay, Aa, ..., \y) and \; and e; are eigenvalues

and eigenvectors of M (p) respectively.

Therefore, keeping the meaning of elements the same as M(p), M~!(p) can

be decomposed into :

1
M™'(p)=PA'P' =) )\—eie; (1.20)
i=1 7

The half lengths of the axes of the confidence ellipsoid are in the form of
cyv/1/X;. So the eigenvalues of M~!(p) are proportional to the squared of
the lengths of the axes of the confidence ellipsoid. Therefore, the D-optimal

design in this sense minimizes the product of the eigenvalues of M~!(p), i.e.
ko1
Hz’:l XN

e The D-optimal criterion vp is a concave function of the positive definite sym-

metric matrices.

e The criterion function ¢p is differentiable whenever it is finite, and the first

partial derivatives are given by:

dj = —— =v] M (p)y;. (1.21)

e p is invariant under a non-singular linear transformation of V. This property

17



can be easily proved using (1.7).

Proof. Suppose we transfer V = (v, vy, ...,v;) to W = (w;, w,, ..., w;) linearly
by w; = ij, where A is a k X k non-singular matrix. Then the information

matrix of a design assigning weight p; to w; is :
M, (p) = WPWT = AV PVT AT
Then,

Up{Mu(p)} = logdet{M,(p)}
= logdet{ AVPVTAT}
= log|det(A)det{V PV }det(A")]
= logldet{V PV T}det(A)det(AT)]
= logldet{VPVT} x det{A}?]
= logdet{M(p)} + logdet{ A}

= Yp{M(p)} + constant (1.22)

Thus, maximizing ¥ p{M (p)} and p{M,(p)} are equivalent. O

Theorem 1. The sum of the weighted standardized variances of the predicted re-

sponse d(x,p) over all points of the design p is equal to the number of parameters

k. i.e.

J

ijd(:cj,p) = k. (1.23)

j=1

Proof. According to (1.13), we can write d(z;,p) as
d(xj,p) = [ (x;) M~ (p) f (;)

18



Then,

ijd(%'»p) = ZPjiT(ffj)M_l(P)i(%)

]

The references of this area can be found in Kiefer (1959), Fedorov (1972), Silvey
(1980), Berger and Wong (2009), Atkinson et al. (2007), Mandal and Torsney

(2006) among many others.

1.7.2 A-optimality

A-optimality is defined by maximizing the following criterion function:

da(p) = Ya{M(p)} = —Trace{M '(p)}. (1.24)

Again, because of the reciprocity property of the covariance matrix and the in-
formation matrix, an A-optimal design desires to minimize the sum of the variances
of the parameter estimators or their average variance, but ignores the correlation
structures of these estimators.

Some properties of A-optimality are given in the following:

e 1, is an increasing function over the set of positive definite symmetric matri-

ces.
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e 14 is a concave function on M, where M is the set of all possible positive

definite symmetric matrices.

e ¢, is differentiable whenever it is finite and the first derivative is given by:

dj = == =vI M*(p)v,. (1.25)

Comparing A-optimal criterion with other criteria from the computational as-
pect, it is simpler since it only requires addition of the k diagonal elements of the
matrix M~1(p).

However, there are two drawbacks of A-optimality. A major drawback is that,
in general, this criterion is not invariant under a non-singular linear transformation
of V, that is, changing scale of the design variables may lead to another optimal
design. But for certain design problems such as block designs, this is not a concern
since we do not do the linear transformation on the effects in the blocks. Moreover,
we do not take the correlation structures into consideration in this criterion, so
we may ignore the correlations between the parameter estimators and lose some
important information. Discussions of this criterion can be found in Elfving (1952),

Atkinson et al. (2007) and Berger and Wong (2009).

1.7.3 G-optimality

G-optimality is also called global optimality. It is useful when we focus on effi-
ciency of predicting the outcome variable. It is defined by maximizing the criterion

function:

¢a(p) = Ya{M(p)} = —Max "M~ (p)o. (1.26)

We want to obtain an accurate and efficient prediction of the outcome variable,

so we expect to minimize the maximum value of the standardized variance of the

20



predicted response. Kiefer and Wolfowitz (1960) showed the equivalency of this
criterion and D-optimal criterion. It is known that the standardized variance for a
G-optimal design, say p* is always less than or equal to the number of parameters
k in the model, i.e. d(z,p*) < k with equality at the support points. This coincides
with the equation (1.17) for D-optimal design. Therefore, this inequality can be
used to check whether a design is D-optimal or not.

Properties of G-optimality:

® 1 is an increasing function over the set of positive definite symmetric matri-

ces.
® ¢ is a concave function on M.

® ¢ is invariant under a non-singular linear transformation of V. If the as-
sumption remains the same as the proof in D-optimality, the verification of

this property is similar to the proof in D-optimality.

e Suppose that uniquely v M~ (p)v; = Mtax vl M~(p)v,, then ¢¢ has unique

partial derivatives corresponding to positive weights:

_ 9¢¢

4= Ip;

v,]? (1.27)

=7

= i M(p)

otherwise, ¢¢ is not differentiable.

1.7.4 E-optimality

The “E” in E-optimality means the (extreme) largest axis of a confidence ellipsoid.
This criterion minimizes the maximal eigenvalue of the dispersion matrix. The

criterion function is defined by:

¢p(p) = vp{M(p)} = —Artas M (p)] (1.28)
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where Ayq.[M~1(p)] is the largest eigenvalue of the matrix M~1(p) (Kiefer, 1974).

We know that the volume of the confidence ellipsoid of the estimator 6 is propor-
tional to the determinant of M ~!(p) and the half length of the axis of the ellipsoid
is c¢y/1/\;, where ); is the i eigenvalue of M(p). Therefore, we minimize the
squared length or half length of the largest (extreme) axis of the ellipsoid. Thus, we
minimize the variance of worst parameter estimators in the direction of the largest
(extreme) axis.

Some properties:

e Y is an increasing function over the set of positive definite symmetric matri-

ces.
e Y is a concave function on M.

o Let Ay > Ay > ... > )4 be the eigenvalues of M(p), ¢ has unique first partial

derivative if Ay is unique; otherwise, ¢ is not differentiable.

The drawback of this criterion is easy to see: E-optimality criterion only con-
siders the “extreme” axis of the ellipsoid and does not involve all the information

provided by the matrix M (p) in this criterion.

1.7.5 Relative Efficiency

Relative efficiency is a measure or a function to compare the efficiencies of two
designs. It applies to any design criterion. Suppose we are interested in D-optimal
design p* of k parameters and p is another design. Then the relative efficiency of

the design p with respect to the D-optimal design p* is:

Det—M(p)}l/k (1.29)

REp =
i {Det M (p*)

We also call this as D-efficiency of the design p. Taking kth root of the ratio

gives us an efficiency measure that is proportional to design size, irrespective of the
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dimension of the model.

Similarly, E-efficiency is in the form of:

RE, :{ Artac M~ (p) }

Adtaz M~1(p*) (150

where p* is E-optimal design and p is some other design.

1.7.6 Ds-optimality and D ,-optimality

In the previous sections, we discussed the D-, A-, G-, and E-optimality criteria,
which are based on the matrix M (p) for all k parameters. Nevertheless, in reality we
may not be interested in all the parameters but some of them or some combinations
of them. A natural modification of the D-, A-, G-, E-optimality criteria can be
adjusted based on the matrix M (p) for these purposes. One of the D-optimality
criteria for estimating a subset or a linear function of the parameters is referred to as
the D 4-optimality criterion. Suppose our study is focussed on s linear combinations
of the parameters 61, 05, ..., 8,.. We name these s linear combinations as the elements
of the vector o = Af, where A is a s x k matrix of rank s < k.

If the matrix M(p) is non-singular, the dispersion matrix of the estimates of

a = Af is proportional to AM~!(p)AT:
D(@) = D(AB) = AD@B)A” = - AM ! (p)A” (131)

The criterion function is called D 4-optimality by Sibson (1974) to emphasize
that the design is dependent on the coefficient matrix A. We maximize the criterion

function which is defined by:

¢p,(p) = Yp {M(p)} = —logdet{ AM ™" (p)A"} (1.32)
Some properties of the D 4-optimality:
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e p, is an increasing function over the set of positive definite symmetric ma-

trices.

e The Dj-optimal criterion ¢p, is a concave function of the positive definite

symmetric matrices.

e The criterion function ¢p, is differentiable, and the first partial derivatives

are given by:

ey

d .
Op;

J

= v M~ (p)AT[AM ™ (p) AT TAM (p)y (1.33)

Dg-optimality is a special case of D 4-optimality, the details of which will be

discussed in the next chapter.

1.7.7 Linear Optimality and c-optimality

If we are interested in the linear combination of the parameters by using A-optimality
criterion, linear optimality is a good choice. It is linear in the elements of the disper-

sion matrix M ~1(p). In linear optimal design, we maximize the following criterion:

oL(p) = o {M(p)} = —Trace{M '(p)L} (1.34)

where L is a k X k matrix of coefficients.
In fact, there is a connection between linear optimal design and D 4-optimal
design. If L is of rank s < k, then the linear optimality criterion function can be

written as:
oL(p) = —tr{M ' (p)L} = —tr{M ' (p)ATA} = —tr{AM " (p)A"}  (1.35)

where L = ATA and A is a s X k matrix of rank s.

The relationship between these two designs is easy to find out from the above
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expression. In linear optimality, we minimize the trace of the matrix AM~(p)AT
while we minimize the log determinant of the same matrix AM~*(p)AT in Da-
optimal design. Additionally, If this matrix of coefficients L is an identity matrix
I, then this criterion is simply A-optimality criterion.

Some useful properties of linear optimality:

e 1 is an increasing function over the set of positive definite symmetric matri-

ces.
e 1y is a concave function on M.

e The first partial derivatives of ¢ are given by:

6¢L T -1 T —1
dj = a_p] =15 M~ (p)A"AM (p>2j- (1.36)

One special case of linear optimality is the c-optimality. In c-optimality, we
treat L = cc’, where cis a k x 1 vector. For reference, see Elfving, (1952). Thus,

this criterion seeks to maximize the criterion function:

¢e(p) = —c" M~} (p)c. (1.37)

We can easily see from the expression of the criterion that the c-optimal design

is appropriate for estimating the linear function ¢’ with minimum variance since

¢ M~(p)c is the variance of ¢76.
As a special case of linear optimality, c-optimality has similar properties as A-

and linear optimality. The first partial derivatives of ¢, are given by:

— ="M (p)y,]*. (1.38)
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1.7.8 FE4-optimality

The E 4-optimality is also constructed based on the length of the major or extreme
axes of the confidence ellipsoid. The Es-optimality criterion is defined by maximiz-

ing

05, (p) = Ve, {M (D)} = —Asaa AM ™ (p) AT (1.39)

where A\yrar[AM 1 (p)AT] is the largest eigenvalue of the matrix AM~1(p)AT and
Ais a s X k matrix of rank s < k (Pazman, 1986).

The properties of criterion function ¢(F,4) are similar to E-optimality.

We organize the rest of the chapters as follows: In Chapter 2, we determine
the optimality conditions for our optimization problems and discuss a class of algo-
rithms. D,-optimality is explicitly introduced and explored with its properties in
Chapter 3. In Chapters 4 and 5, we construct Dg-optimal designs for polynomial
regression models in one and two design variables using a class of multiplicative
algorithms, indexed by a function which depends on the derivatives of the crite-
rion function. We also develop strategies for constructing Ds-optimal designs and
investigate techniques for improving convergence rates by using the properties of di-
rectional derivatives. Chapter 6 concludes with some final remarks and a discussion

of some potential future work.
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Chapter 2

Optimality Conditions and A
Class of Algorithms

From previous chapter, we know that we can obtain a best inference for the pa-
rameters by making the information matrix M (p) large. Therefore we seek to
maximize some real valued function of M(p), i.e., maximize ¢(p) = »{M(p)}. The
function ¢ is called the criterion function. The criterion defined by ¢ is called ¢-
optimality. For instance, we can treat ¢ as the Ds-optimality criterion, the criterion
of interest in this thesis. Generally, our problem is to maximize a criterion ¢(p)
subject top; >0, 5 =1,2,...,J and ijlpj = 1, which is referred as our general
problem in Chapter 3. Basically, we have two approaches to solve the optimization
problems. In the first approach, we seek out an optimizing p* directly and then
find the corresponding optimizing z*. In the second approach, we determine an
optimizing x* first and then find the corresponding p*. Usually we prefer the first
approach since the second approach is quite complicated in practice.

We determine the optimality conditions for an optimization problem in terms of
point to point directional derivatives. The directional derivatives of Whittle (1973)
are derived by applying a differential calculus approach. This directional derivative

plays a crucial role in our optimization problems (Mandal and Yang, 2015).
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2.1 Directional Derivatives

The directional derivative Fy{p, ¢} of a criterion function ¢(p) at p in the direction

of q is defined as:

o{(1 —e)p+eq}t — o(p) (2.1)

Fy{p,q} = 15151 .

where ¢(.) is a criterion function (Whittle, 1973).
The derivative Fy{p, ¢} exists even if ¢(.) is not differentiable. If ¢(.) is differ-

entiable, (2.1) can be simplified as:

Fy{p,q} = 1{:;%1 {1 —e)p Jgr eq} — ¢(p)

— (g — o) iy 22 =P+ 2a} — &(p)
= (g p)la0 =)

Taking the limit of the right hand side, we obtain Fy{p, ¢} = (¢ — p)Tg—;f.
Let F; = Fy{p,e;}, where e; is the j unit vector in R’ and d; = %’j, the

partial derivative of ¢ with respect to p;. Then,

J
Fy = Folp, e} = Z(Qz — pi)d;
i=1

_ 00 N~ 09
T

J i=1

J
= dj - szdz (2'2)
1=1

This F; is called the vertex directional derivative of ¢(.) at p (Mandal and

Torsney, 2006). Here we show some properties of the directional derivatives.

Property 1. Zj p; F; = 0 where Fj is the vertex directional derivative of ¢(.) at p.
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Proof.

Y opiF = Y pld; =) pidi]
J J (
= D pidi— ) p; ) _pid
J J i
= 2 pidi= ) pd
7 [

= 0

]

Property 2. If p,q € S, where S is a convex set, then so does {(1 —e)p + €q)},

which is clearly an advantage if one wishes Fy{p,q} only for p,q € S.

Property 3. Fy{p,q} > ¢(q) — ¢(p) if ¢(.) is concave.

Proof.

Folp, gy = lmlo{(1 —e)p+eq)} — ¢(p)]/e

> liﬂ)@[(l —e)o(p) + ep(q) — ¢(p)]/e by the definition of concavity

= ¢(q) — 9(p)

]

Property 4. F,{p,p} =0, a desirable property since no change is effected in ¢(.)

if one does not move from p.

This property could be easily verified from the simplified form of the directional
derivatives.

There is an interesting coincidence that the form of the directional derivative
is exactly the same as the expression of an influence curve. In the context of the
influence curve, the term ¢(p, q,¢) is called contaminated ¢(p). The influence curve
of an estimator measures how much an individual observation changes the value of

the estimator. It plays an important role in the asymptotic theory.
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2.2 Optimality Conditions

If ¢(.) is differentiable at an optimizing distribution p*, then the first-order condi-
tions for ¢(p*) to be a local maximum of ¢(p) in the feasible region of the general

problem are

=0 if pj >0

Fy = Fo{p',e5} (2.3)

<0 if p; =0

General Equivalence Theorem in optimal design theory (Kiefer, 1974) states
that if ¢(.) is concave on the feasible region, then the above first-order conditions

are both necessary and sufficient for optimality.

2.3 A Class of Algorithms

Constructing the optimizing distributions often requires an algorithm since it is
typically not always possible to obtain an optimal solution analytically. A class of
algorithms which neatly satisfy the basic constraints of the optimal weights (non-

negative and summation to unity) take the form
Py ecp p(d)) (2:4)

where dg” = % at r*" iterate p = p™ and the function f(.) satisfies certain
conditions and may depend on a free positive parameter 9.

Torsney (1977) first proposed this type of iteration by choosing the function
f(d) = d° with positive partial derivatives. Torsney and Alahmadi (1992), Mandal
and Torsney (2000) and Torsney and Mandal (2001) explored other choices of f(.).
Silvey, Titterington and Torsney (1978) considered different choices of § for the same
f(z) with z = d. Torsney (1977, 1988) published a discussion on the choices of f(.)

and the parameter . Torsney and Mandal (2001) studied constrained optimal
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design problems. For further developments of the algorithm based on a clustering
approach, see Mandal and Torsney (2006). By using a clustering approach, the
support points of a discretized design space can be viewed as consisting of some
clusters of design points. We have also used the above algorithm to construct Ds-
optimal designs in our paper Mandal and Yang (2015).

The choice of the free positive parameter § can affect the convergence rates.
There is no fixed pattern of § to fasten the convergence rates. We need to find
out a range of ¢ and try to seek out the best one. In Chapter 4, we will consider
different choices of f(.) and § and the argument on their rates of convergence in

finding optimal measures for different polynomial regression models.

31



Chapter 3

Optimizing Distribution and the

Dg-optimality

We wish to find an optimizing distribution when we consider a class of optimiza-
tion problems. Optimal regression design (such as D -optimality) is a particular
example. We now consider the following general problem:

Maximize ¢(p) over:

J
P={p=(p1,p2.ps) :p; 20,) pj=1} (3.1)
j=1

where ¢(p) is a criterion function. From this section in this chapter, we treat ¢(p) as
the Dg-optimality criterion as we considered in our paper Mandal and Yang (2015).
An example of the above general problem is a general optimal linear regression
design problem. We wish to find a probability distribution to maximize the criterion

function ¢(p) while satisfying the constraints in the above general problem.

3.1 D,-optimality

As we know, we may not be interested in all the parameters all the time. Some-

times we may just focus on estimating some of the unknown parameters or some

32



linear combinations of the parameters for the sake of efficiency or different research
purposes. We introduced this kind of criteria such as D 4-optimality criterion in
Chapter 1. As a special case of Dy-optimal design, D,-optimality is appropriate
for estimating a subset of s parameters as precisely as possible. Suppose we are
interested in s linear combinations which are elements of Af, where A is an s x k
matrix of rank s < k. From Chapter 1, we know that cov(d) oc M~'(p), where
M (p) is the information matrix given in (1.14) and @ is the least squares estima-
tor of #. Therefore the covariance matrix of the least squares estimator of Af is
D(A) = 02AM~(p)AT /n. Thus it is clear that cov(Af) cc AM~1(p)AT. In this
case, we should minimize some real valued functions of the matrix AM~*(p)AT in
order to get more efficiency and accuracy of the estimators of Af. In D 4-optimality
(1.32), we minimize the determinant of AM~!(p)A”. In particular, when A is writ-
ten as a combination of identity matrix and zero matrix, such as [I; : O] where I
is the s x s identity matrix and O is the s x (k — s) zero matrix, only the first
s parameters are of interest to us. If A = [ : O], we partition the information

matrix M (p) as follows:

SX S S k—s
M(p) = M M (3.2)
Pl yr pt-oxtes | '
12 22

Then the matrix (AM~(p)AT)™! can be expressed as (M — MMy, ' ML)
(Rhode, 1965). Therefore, maximizing ¢p, in (1.32) in this particular case is equiv-

alent to maximizing the following criterion function:
¢p, (p) = logdet{(My; — My My M)} (3.3)

The above criterion is called the D,-optimality criterion, which can be found
in Karlin and Studden (1966), Atwood (1969), Silvey and Titterington (1973) and
Silvey (1980).
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Since Dg-optimality is closely related to the D-optimality and D 4-optimality,
they share most of the properties. However, unlike D-optimality, Ds-optimality

may not be always invariant under a non-singular linear transformation of V.

3.2 Optimizing Distribution

Since the criterion function is a real valued function of the information matrix M (p)
or the dispersion matrix M ~!(p), we now can add some structures to the general
problem (3.1).

We maximize 1(z) over the convex hull (of vertices or points G(v,), G(v,), ..., G(v;)),
J
CH{GOV)} = {2z =2(p) = ) _p,G(v;) : p = (p1,p2, -, ps) € P} (3.4)
j=1

where G(.) is a given one to one function and V = {v,,v,,...,v;} is a known set of
vector vertices of fixed dimension.

From the expression of z(p), we observe that z(p) = E,[G(v)], assuming that
G(v) is a random variable with probability distribution p.

Problem (3.4) is based on the matrix z(p) instead of the vector p in (3.1).
Comparing with the general problem (3.1), the problem (3.4) is more like a practical
optimal regression problem. Carathéodory’s Theorem guarantees that the optimal
solutions must exist in the discretized design space (Silvey, 1980). We wish to find
the optimizing support points x* and the corresponding optimizing weights p*.

Now we add the above structures to some polynomial regression problems. The

polynomial regression model with one variable of order k£ — 1 is given as:

E(ylz) =v"0 (3.5)

where v = n(z) = (1, z,2%, ..., 2" )"z € [-1,1], 0 = (00,01, ....0h1)", v EV =

2 kfl)

wrv=n()=1,z,2% .. 7 T —1 <2 <1}, the induced design space.
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We consider the following with regarding to the problem (3.4):
e G(v) = w!, where v € YV C RF
e z = M, a symmetric k X k matrix

o 2(p)=M(p) = ijlpjy-vr the information matrix

J=7 7

o Y(z) =1y(M) = ¢p,(p), the Ds-optimality criterion function in (3.3)

We want to find the optimal measure p* which is typically on the boundary of
convex hull CH{G(V)}, especially when V is discretized from a continuous space.
Since we map from the original design space X to the new design space V, it is
obvious that choosing # € A" is equivalent to choosing v € V = n(&), where 7 is
the vector valued function (1,7, ...,m%)7. We replace a continuous design space
with a discretized design space for practical purposes according to Carathéodory’s
Theorem (Silvey, 1980). Ideally, the continuous design space X could be discretized
by some form of uniform grid. Thus, we approximate the design space by a grid of
J points equally spaced at intervals between the end points of the design space.
Otherwise, some of the optimal solutions may be skipped by unequal spacing.
We determine the optimizing distribution by maximizing the Dgs-optimal criterion
ép.(p) = logdet{ (M, — MioMy,' ML)}, In the following chapter, we will consider

multiplicative algorithms to solve the above optimization problems.

3.3 Standardized Variance of the Predicted Re-
sponse for D -optimality

From Chapter 1, we know that the standardized variance for D-optimal design is
d(z,p) = fF(x)M~(p)f(x) and one property of D-optimality is that the supreme

of d(x,p*) is the number of parameters. However we need to adjust this variance
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function in the case of D,-optimality since it is one of the special cases of D-
optimality, in particular a special case of D 4s-optimality. In Dg-optimal design,
we are interested in estimating a subset of the parameters as precisely as we can.
Therefore, we need to adjust the standardized variance of the predicted response.
We follow the derivations of this variance function as considered by Atkinson et al.
(2007). We divide the terms of the regression model into two groups as follows:

E(Y) = ff(2)8 = [](@)8V + [} ()8 (3.6)

where %) are the s parameters of interest while the remaining k — s parameters
(denoted by 0'®) are treated as nuisance parameters.

Similarly, we are going to partition the information matrix M (p) as we do in
(3.2) to obtain the expression of the related variance function. The s x s upper left
submatrix M;j; contains the information of the parameters of interest. On the other
hand, My, the lower right corner part of M (p), does not involve any information
on our interested parameters.

If we define the covariance matrix for the least squares estimate é(l) as M (p),

then

MY (p) = [My1(p) — Maa(p) M (p) ML (p)] " (3.7)

The Dg-optimal design for 6" then maximizes the determinant

(Mr(p) — Miap) M3 (0) M ()] = % (3.8)

The above equation (3.8) leads to the expression for the adjusted variance func-

tion
d(z,p) = fF(x)M ™ (p) f(z) = f3 (x) M (p) fa(2). (3.9)
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As we are considering the D,-optimality, the variance function satisfies the fol-

lowing:

d(z,p*) < s

(3.10)

with equality at the support points, where s is the number of parameters of interest.

This inequality can be used to check whether a design is a Ds-optimal design.

For example, the design measure (obtained in the following chapter) of the model

E(y|lr) = 0y + 017 + 0222 + 0323 for 05 is p* =

We wish to find out the variance function of the model.

We now divide the terms into two parts

E(ylz) = f{(m)Q(l) +i§(9€)Q(2)

where

Q(l) _ (93)’ Q(Q) _

Thus, we obtain

do(z,p*) = [T (x) M~ (p*) f(z) — f3 () Mz (p") f2

2[1 r x? xg}

= (162° — 162* + 32* + 3) — (82" — 62% + 3)

= 162° — 242* + 9z

3
0

0

2

0

11

0
—12

—4
0
8
0
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3.4 Some Analytic Solutions for the Construction
of D.-optimal designs

For some cases, once we are given the support points for a polynomial regression,
we can obtain the optimal weights analytically for D,-optimality. The following
chapter shows the results of the Ds-optimal designs (both the support points and the
corresponding weights), which are done by running the multiplicative algorithms.
In this section, we are going to verify theoretically some of these results for optimal
weights given the corresponding support points.

We first work on a quadratic regression model for the design space [—1, 1], and
construct the D,-optimal design for the parameter #5. We know that the support
points are (-1, 0, 1). We now prove that the optimal weights corresponding to these

three support points (-1, 0, 1) are (1/4, 1/2, 1/4).

Proof.
The model is given by E(y|z) = 0y2* + 612 + 6.

Let the weights corresponding to the three support points be pi, ps and p3. Then

we write the design measure as:

-1 0 1

P1 P2 P3

As we are considering the parameter 65 for the above model, the corresponding A

matrix and the vertices (see Sections 3.1 and 3.2) will be

38



We now obtain the information matrix:

, N
:ij :L‘;’ 1']2 i
j=1
mjz r; 1
1 -1 1
=pr|-1 1 -1
1 -1 1
P1+p3 P3s— D1
= |P3—P1 P1+D3
P17+ Ps D3 — D1
P1+ps p3—D1
= |p3—P1 p1tDP3
|P1+DP3s Ps— D1

0 00 1 11
+p2(0 0 O +p3|1 1 1

0 01 111

DP1+p3
Ps— N
P1+ P2+ P3
Dp1+p3
ps—n1
1

As we explained in Section 3.1, we partition the matrix M (p) as follows:

= D1+DP3

= [p?, - N

P3 — D1

P1+ D3

P11+ Dp3

P3s — D1

p1+ p3}

pP3s—P
1

assuming that My, is invertible.

39



_ _ 1 P1—P3 P33 —pP1
P1—DpP3 DP1+DPp3| |[P1+Ps

= {p:& —p1+ (p1+p3)(p1 —p3) (ps —p1)(p1 — p3) + (p1 + p3)?

P3s—Dp
det_l(Mgg) ’ '

p1+Dp3

1 P3 — P1
_ o2
p1+p3) — (ps —p1) P+ Py

= [Pza — D1 —|—pf —p§ 4dp1p3 (

1 2 2
:(m+m@—Oh—mygh_mxm_pruh_my+@WJM+p9
1
= T s 2y P3 T Ps Y P 2+ 5P + i),
3 1

p3 — p3 + p? — p} — 2pips + Bpips + Spip}
p1+ps — P35 — PP+ 2pips

My — Mo My ' My = py + ps —

Now we obtain the Ds-optimal criterion:

¢Ds (p) = logdet{M11 — M12M2_21M21}

4 — 4dpyp? — 4p?
_ logdet{ P1P3 flpg . P1P3 }
p1+ps —p3— pi+2pips
_ log{ 4dp1ps — 42711?;2), - 4]7%]93 }
p1+ps —p3 — P+ 2pips

d¢ép, (p) p1+ps —p3 — P+ 2pips {(4193 — 4p3 — 8p1ps) (1 + ps — P3 — pi + 2p1ps)
Op dp1ps — Ap1pi — 4pips (p1 + ps — p3 — P + 2p1ps3)?
_ﬂ—%n+%ﬂ%mdkﬂh—mq
(p1 +p3 — p3 — T + 2p1ps)?
Ps — 2p3 + P — 3pips — 2p1ps + 2pipy

p— :0
pi(1 —po — p3 — pi + 2p1ps)
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0¢p,(p) _ P1+Dps— 15— PP+ 2pips [(4191 — 4pi — 8pups)(p1 + ps — P3 — pT + 2pips)
Ops3 Ap1ps — 4p1p3 — 4pips (p1 + p3s — p3 — T + 2p1ps)?
(1 =2p3 + 2p1)4pips(1 — p1 — ]93)1
(p1 4 ps — p3 — P + 2p1ps)?
p1— 2p% + i — 3p1p3 — 2pips + 2pips
p3(1 — pa — p3 — p + 2p1ps3)

=0.

Thus we have:

ps — 2p5 + 3 — 3pips — 2pips + 2pip; = 0
p1— 2p% + P} — 3pip; — 2pips + 2pips = 0

p1+p2tps=1

= p1=1/4,po =1/2,p3 = 1/4.

Hence the optimal design is:

o -1 0 1
1/4 1/2 1/4

]

Since the above equations are too complicated to be solved by hand, we reached

the answer by using the package MAPLE.

We now construct the Dg-optimal design for the parameters (61, 65) of the above
model and consider the same design space [—1, 1]. We know that the support points
are (—1,0,1). We now prove that the optimal weights corresponding to these three

support points (-1, 0, 1) are (1/3, 1/3, 1/3).

Proof.

The model is given by E(y|z) = 0,2 + 0,2 + 6.
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Let the weights corresponding to the three support points be pi, ps and p3. Then

we write the design measure as:

-1 0 1

b1 D2 D3

As we are considering the parameters (6, 02) for the above model, the corresponding

A matrix and the vertices will be

L
1 00
A: , Ui = x] 7j:172a3'
010
1
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Now we obtain the information matrix:

3 3 j
M@—zhﬁﬁ—me]P§%@
j=1 j=1
1
4 .3 .2
3 L L5 &
:ij :L‘;’ 1']2 i
j=1 ,
T; Ty 1
1 -1 1 0 0 0 1 1 1

=pi|{—1 1 —=1|+p2|0 0 O tP3|1 1 1
1 -1 1 0 01 1 11

P1+Dp3 P3— D1 p1+Dp3
= |p3s—p1 pP1+DP3 D3 — D1

p1+Dps pP3s—pP1 pP1+ D2+ D3

P1+DpP3s P3s—P1 D1+ D3

= |pP3s—p1 P1+DP3 P3— D1

P1+D3 P3—p1 1

We partition the matrix M (p) as follows:

P1+D3 P3s—D1
My, =
P3s—DpP1 P11+ D3
p1+ D3
My, =
P — D1

My = |:p1 + p3 p3—p1}
1

M22 =
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Mo My, My =

My, — M12M2_21M21 =

p1+ D3
Lipi+ps ps—m
P33 — D1
| (itps)® pE—pi
ps—pi  (ps—p1)?
p1+Dp3 D3 — D1 (p1 + p3)? pg—p%
P3s—PpP1 P11+ D3 ps—pi  (ps—p1)?

p3s+p1— (1 +P3)2

ps —p1 — p3 +pi

ps —p1 — p3 + pi

p1+ps— (ps —m)?

Now we obtain the Dg-optimal criterion:

(bDS (p) = l0gdet{M11 — M12M251M21}

ps+p1— (P +p3)2

= logdet

ps —p1— P2+ p?

p3 —p1 — p3 + pi

p1+ps— (p3s—m)?

= log{[p1 + p3s — (M +p3)2][p1 +p3 — (p3 — P1)2] — (p3s —p1 — p?, —i—p%)Q}

= 509(4]91]?3 - 4p%p3 - 4171]0?:,)

Oép.(p) _  A4ps — 8pips — 4p3
Op1 dpips — 4]9%]93 - 4]71]?%
= ps—2p1ps —p3 =0 (3.11)
dép,(p) _ dp; — 4pT — 8pips
Ips Apips — 4pips — 4p1p3
= p1—pi—2pips =0 (3.12)
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Now by (3.11)-(3.12), we have:

ps — 2p1ps — ps — (p1 — P} — 2p1ps) = 0
=ps—p1— (p5 —p}) =0

=p3—p1— (p3—p1)(ps+p1) =0

= (p3—p1)(1 —p3 —p1) =0

= (p3 —p1)p2=0  since p;+pa+p3=1

Therefore we have p; = p3. We substitute ps for p; in (3.11):

ps —2p3 —p5 =0
p3(1—3p3) =0
=p3=1/3
=p=ps=1/3

=p=1—-p—p3=1-1/3-1/3=1/3
Hence the optimal design is:

o -1 0 1
1/3 1/3 1/3

]

We now construct the Dg-optimal designs for several regression models using a

class of multiplicative algorithms in the following chapter.

45



Chapter 4

Construction of Ds-optimal Designs

using a Class of Algorithms

We construct Dg-optimal designs in some polynomial regression models (3.5), in
particular, we consider the quadratic, cubic and quartic regression models. For the
sake of simplicity, we choose the popular design interval [-1,1]. In this chapter, we
construct the Dg-optimal designs using a class of multiplicative algorithms, indexed
by a function based on the derivatives of the criterion function. The function sat-
isfies certain conditions and may depend on a free positive parameter. We develop
strategies for the construction of D -optimal designs and our goal is to achieve bet-
ter convergence of the algorithm using the properties of the directional derivatives
of the criterion function (Mandal and Yang, 2015). In addition, the Dj-optimal

designs are confirmed by the property of the variance functions.

4.1 Algorithms

As discussed in the previous chapter, problems (3.1) and (3.4) have a distinctive
set of constraints on the design weights py, po,...,ps. The iteration (2.4) with its

properties satisfies these constraints deftly. The function f(.) in the algorithm
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may depend on a free positive parameter §. We should carefully and appropriately
choose the function f(.) and the parameter J, otherwise the convergence rate could
be slow, i.e., the number of iterations needed could be very large. Some ingenious
strategies and techniques are required to acquire better convergence performance of
the algorithm for constructing Ds-optimal designs. The full form of the algorithm

is given by:

f(xy 6

J J T T
Zj:l p; )f($§ )7 9)

where f(z,0) is a positive and strictly increasing function in = and xy) = dy) or
Fj(T)7 the partial derivatives of the criterion function or the directional derivatives
of the criterion function. These are defined as:

_9

d" —

J

and
J
Fj(r) = dy) — Z pET)dZ(T), the vertex directional derivatives at p = p™.  (4.3)
=1

We discussed in Chapter 2 that several authors have used this algorithms for con-
structing optimal designs. We use this algorithm for constructing our Dg-optimal
designs and also develop strategies for constructing D,-optimal designs and inves-
tigate techniques for improving convergence rates by using the properties of the
directional derivatives of the criterion function.

For the above iteration (4.1), there are some important properties:

T

e p(") is always feasible.

e An iterate p( is a fixed point of the iteration if the derivatives dgr) corre-

sponding to nonzero p( )

jr are all equal, in which case we obtain the optimal

design.
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To obtain better convergence of the algorithm, the choice of f(.) along with
the parameter § plays an important role. We know that the vertex directional
derivatives are F; = d; — >, pid;, which implies that ijl p;jF; = 0. As this
weighted average is zero, a criterion such as Ds-optimal criterion has both positive
and negative vertex directional derivatives. From this point of view, we may choose
a symmetric function around zero to improve the convergence rates. Recall that

the first order conditions for a local maximum ¢(p*) are:

F.

J

=0 for p; >0
(4.4)

<0 for p; =0

The conditions along with the property Z}]:1 p;jF; = 0 suggest that we can
improve the convergence if we choose a function which is centred at zero and changes
reasonably quickly about F' = 0. Thereby, this function with the appropriate choice
of § will assist in jumping to the optimal solutions quickly. The directional derivative
F; is a good choice for the function f(z), which neatly satisfies the above conditions
as we view the positive and negative F; symmetrically.

However, a function f(x) with = = d, the partial derivatives, is not symmetric
or centred at zero. The suggestions from the first order conditions and the property
of the directional derivatives give us high level of motivations to replace d; by F; in
the function f(x,d). Thus, the form of the algorithm with the choice of f(z) with

r=Fis:

’ ST F(ED,6)

(4.5)

where Fj(r) are the vertex directional derivatives at pg-r) and f(F) satisfies all the
conditions in (4.1).
Perhaps f(x,0) = ®(dz), the normal cumulative distribution function, is a good

choice satisfying all the requirements above. This function ®(dz) changes quickly
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at r = F' = 0. Another potential choice of f(z,d) satisfying the above requirements

exp(dF)

TrempeF) - Note that if we take z = d

is the logistic function with z = F: f(F) =
(the partial derivatives of the Dg-optimal criterion) instead, the convergence rates
could be disappointing since the D-optimal derivatives are not centred at zero.
The value of the free positive parameter ¢ also drastically affects the convergence
rates too. We will explore these various choices for different polynomial models in

the following sections.

Besides the choices of f(F) = ®(0F) and f(F) = %, we may have another

possible choice f(x) = exp(dx). Nevertheless, an iteration with the function of
exp(dx) is independent on the choice of z. So there is no difference in performance

of the algorithm for either x = d or x = F'. We prove this result in the following;:

Proof.

A = dj=2pidi)

94

e pid;

p(r+1) . pﬁr)f(ﬂ(r)v 5)

’ S FED6)

(r)
(r) eédj
Y2 ST

B
J (r) eédjr
Zj:lpj D= pid;

(r)
P;»T) %

J o (r) _sd™
Zj:lpj e’

p\ f(d,5)
S fd, 6)

]

As we discussed earlier, we discretize the design space in an ideal way, which is

to be in some form of uniform grid on the continuous design space. In the following
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sections, we approximate the design interval by a grid of points equally spaced at
intervals of 0.01. We first report the performance of algorithm (4.1) by taking f(x, )
as r = d, the partial derivatives of the D -optimal criterion. In particular, we choose

F(d) = ®(0d), f(d) = d°, f(d) = exp(dd), f(d) = <20 and f(d) = In(e+dd). In

1+exp(dd)

order to improve the convergence rate, we thereby replace d by F', the directional
derivatives of the Dg-optimal criterion, for some choices of f(.). The advantages of
replacing d by F' are already discussed above. In all cases, we start with the initial
design p;o) =1/J,7=1,2,...,J. We report the results in the following tables. In

the tables, the relative best choices for § are given in bold font. For each regression

model, different choices of f(.) yield the same optimal design.

4.2 Quadratic Regression for the Parameter 6,

For quadratic regression in model (3.5), we have k = 3, and v = n(z) = (1,z,2?)7,

€ [-1,1], 8 = (0,01,02)". We construct D,-optimal design for the parameter
0. We first take x = d, the partial derivatives of Ds-optimal criterion in algorithm
(4.1). The following Tables 4.1 - 4.7 show the number of iterations needed to achieve
@ﬂg}{F]} <107, form =1,2,3,4,5,6,7. The first five Tables 4.1 - 4.5 are based
on the choice of f(z) with z = d and the rest of two Tables 4.6 - 4.7 are constructed
according to the choice of {f(x) : x = F'}.

From the Tables 4.1 - 4.7, we can see the advantages of using f(z) with x = F
instead of z = d. For example, in the quadratic regression model, f(z) = ®(dx)
with z = d and 0 = 0.85 and m = 7, the number of iterations needed is 76284 (see
Table 4.1), whereas using x = F', for 6 = 1.25 this number reduces to 22526 (see
Table 4.6). If we look at the results for f(x) = 1iﬁ’;§f(?x) in Tables 4.3 and 4.7, we see

that we need only 23042 iterations (with x = F') instead of 80702 iterations (with

x = d) to achieve the optimal design. Also note that the choice of f(z) = exp(dz)

with x = d or x = F seems to perform well.
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Table 4.1: f(d) = ®(dd)

d  Number of iterations needed to achieve maz {F;} <107™
SIS

m=1 m=2 m=3 m=4 m=5 m=~6 m="7

0.5 30 192 1959 17800 42776 65611 88245
0.7 29 170 1731 15718 37769 57929 77911
0.85 30 167 1696 15392 36982 56720 76284
1.25 39 191 1960 17765 42668 65435 88001
1.5 50 231 2405 21789 52324 80238 107905

Table 4.2: f(d) = exp(dd)

6  Number of iterations needed to achieve 1T£LCL<£6 {F;} <107™
<j<

m=1 m=2 m=3 m=4 m=5 m=>6 m="7
0.2 31 243 2488 22648 54442 83513 112326
0.25 25 194 1991 18118 43554 66810 89861
0.35 18 139 1422 12942 31110 47722 64186
0.5 13 98 996 9060 21777 33405 44931
0.6 11 81 830 7550 18148 27838 37442
0.7 9 70 711 6471 15555 23861 32093
0.8 11 61 622 5662 13610 20878 28081

Table 4.3: f(d) = (2200

) Number of iterations needed to achieve maz {F;} <107™
SIS

m=1 m=2 m=3 m=4 m=5 m=>6 m="7
0.5 38 258 2640 24001 57686 88483 119009
085 31 192 1960 17805 42787 65628 88267
1.1 30 179 1817 16499 39644 60804 81778
1.25 31 176 1796 16283 39124 60005 80702
1.5 33 179 1827 16568 39803 61045 82099
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Table 4.4: f(d) = d°

d  Number of iterations needed to achieve maz {F;} <107™
>

m=1 m=2 m=3 m=4 m=5 m=6 m="7

0.25 31 197 1998 18132 43564 66816 89862
0.5 16 99 1000 9067 21783 33409 44932
0.85 10 59 589 5334 12814 19653 26431
0.9 10 56 556 5038 12102 18561 24963
0.95 16 39 527 4772 11465 17584 23649

Table 4.5: f(d) = In(e + dd)

d  Number of iterations needed to achieve maz {F;} <107™
SIS

m=1 m=2 m=3 m=4 m=5 m=06 m="7

1.75 28 188 1907 17323 41626 63846 85870
1.95 28 181 1841 16717 40171 61614 82867

3 25 163 1660 15064 36197 55517 74667
25 157 1598 14502 34844 53441 71874
25 155 1572 14263 34269 52559 70687
25 155 1578 14312 34384 52736 70925
25 156 1588 14406 34612 53084 71393

o N O

Table 4.6: f(z = F) = ®(0F)

d  Number of iterations needed to achieve maz {F;} <107™
>

m=1 m=2 m=3 m=4 m=5 m=6 m="7

0.5 19 123 1250 11358 27297 41869 56313
0.7 15 88 894 8114 19499 29907 40224
0.85 13 73 736 6683 16058 24630 33126
1.1 11 57 570 5165 12409 19033 25597
1.25 10 50 502 4546 10921 16749 22526
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Table 4.7: f(z =F) = 1ii§§f(§}v)

) Number of iterations needed to achieve maz {F;} <107™
<<

m=1 m=2 m=3 m=4 m=5 m=6 m="7

0.5 28 195 1993 18122 43557 66812 89861

0.75 20 131 1329 12083 29039 44542 59908
0.85 19 115 1173 10662 25623 39302 52860
1.25 14 79 799 7252 17425 26726 35945
1.5 12 66 666 6044 14521 22272 29955

1.75 11 57 571 5181 12447 19091 25676
1.95 11 50 513 4650 11171 17133 23042

No matter what choice we have for f(x), the solution eventually converges to
the support points (—1,0, 1) with the corresponding optimal weights (0.25,0.5,0.25).

That is, we obtain the optimal design as given by:

i -1 0 1
f =
0.25 0.5 0.25
In all the cases, the directional derivatives are zero for the three support points but
negative for other points, which is exactly the case of the first-order conditions. By

using the properties of the directional derivatives, the performance of convergence

of the algorithms improves quite a lot.

4.3 Cubic Regression for the Parameter 6

For cubic regression in model (3.5), we have k = 4 and v = n(z) = (1,z,2% 2*)", z €
[—1,1], @ = (00,01, 02,05)T. We construct D,-optimal design for the parameter 03.
Similarly, We first take = = d, the partial derivatives of Ds-optimal criterion in al-

gorithm (4.1). The following Tables 4.8 - 4.13 show the number of iterations needed
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to achieve E%%{FJ} <10™™, for m =1,2,3,4,5,6,7,8. The first four Tables 4.8 -
<j<
4.11 are based on the choice of f(z) with 2 = d and the rest of two Tables 4.12 -

4.13 are constructed according to the choice of {f(z) : z = F'}.

Table 4.8: f(d) = ®(dd)

J Number of iterations needed to achieve maz {F;} <107™
SIS

m=1 m=2 m=3 m=4 m=) m=6 m=7 m=8§
0.5 25 194 1960 10113 17907 25470 33012 40552
0.7 25 172 1732 8931 15811 22488 29146 35802
0.8 25 169 1699 8759 15505 22052 28580 35137
1.25 34 195 1961 10095 17863 25400 32916 40430
1.5 45 237 2406 12383 21904 31143 40356 49567

Table 4.9: f(d) = exp(dd)

J Number of iterations needed to achieve maz {F;} <107™
>

m=1 m=2 m=3 m=4 m=5 m=6 m=7 m=8
025 21 195 1991 10292 18231 25934 33616 41297
035 15 139 1422 7352 13022 18525 24012 29498
0.5 11 98 996 5146 9115 12967 16808 20648
0.75 9 64 663 3430 6076 8643 11203 13763
077 12 62 645 3341 5917 8417 10910 13403

From the Tables 4.8 - 4.13, we can see the improvement by using f(x) with
x = F instead of © = d. For example, in the cubic regression model, f(z) = ®(dx)
with z = d and 0 = 0.8 and m = 8, the number of iterations needed is 35137 (see
Table 4.8), whereas using z = F, for 6 = 1.25 this number reduces to 10352 (see
Table 4.12). If we take a look at the results for f(z) = % in Tables 4.10 and

Table 4.13, we realize that we need only 10376 iterations (with z = F') instead of

37078 (with x = d) to achieve the optimal design. Also note that the choice of
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Table 4.10: f(d) =

exp(dd)
1+exp(dd)

J Number of iterations needed to achieve max {F;} <107™
m=1 m=2 m=3 m=4 m=5 m=6 -m=7 m=8
0.8 26 199 2012 10381 18380 26144 33885 41625
1.25 26 178 1795 9252 16378 23294 30189 37083
1.3 26 178 1795 9252 16376 23290 30185 37078
1.4 27 179 1805 9301 16464 23414 30345 37274
1.5 28 182 1827 9415 16663 23697 30711 37723

Table 4.11: f(d) = In(e + d)

J Number of iterations needed to achieve maz {F;} <107™
m=1 m=2 m=3 m=4 m=5 m=6 -m=7 m=8
0.85 30 263 2663 13747 24343 34625 44879 55131
1.25 25 216 2183 11266 19947 28372 36773 45173
1.75 23 189 1908 9842 17425 24784 32123 39459
1.95 22 183 1841 9498 16816 23918 30999 38079
2.06 22 180 1814 9356 16563 23558 30533 37507
6 20 156 1573 8105 14346 20403 26442 32480
10 21 161 1617 8332 14747 20972 27180 33386

Table 4.12: f(x = F) = ®(0F)

) Number of iterations needed to achieve maz {F;} <107™

m=1 m=2 m=3 m=4 m=5 m=6 m=7 m=8

0.5 16 124 1250 6453 11427 16254 21067 25879

0.8 12 78 783 4035 7143 10159 13167 16174

1.1 9 57 570 2935 5196 7389 9576 11763

1.2 9 52 923 2691 4763 6774 8778 10783

1.25 9 38 456 2584 4572 6503 8427 10352
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Table 4.13: f(z = F) = liﬁ’;f(?%

) Number of iterations needed to achieve maz {F;} <107™
<<

m=1 m=2 m=3 m=4 m=5 m=6 m=7 m=8
0.7 18 141 1425 7355 13024 18526 24012 29498
0.85 15 116 1174 6058 10726 15257 19775 24292
1.25 12 80 799 4120 7295 10376 13448 16519
1.97 9 48 508 2616 4630 6584 8533 10482
1.99 9 40 490 2590 4583 6518 8447 10376

f(z) = exp(dx) with x = d or x = F performs well, too.

No matter what choice we have for f(x), the solution eventually converges
to the support points (—1,—0.5,0.5,1) with the corresponding optimal weights
(0.1667,0.333,0.333,0.1667). That is, we have the optimal design as given by:

e -1 =05 0.5 1
0.1667 0.333 0.333 0.1667
In the above cases, the directional derivatives for the four support points are zero

and negative for the rest, which satisfy the first-order conditions. The properties of

the directional derivatives help us to get faster convergence rates of the algorithms.

4.4 Cubic Regression for the Parameters (6,5, 65)

Let’s consider the cubic regression model again. However, instead of considering a
single parameter, we construct Ds-optimal design for a set of parameters (65, 65) in
this section. These two parameters correspond to the terms x? and 3 respectively.
Similarly, we first take x = d, the partial derivatives of the D,-optimal criterion
in algorithm (4.1). The following Tables 4.14 - 4.20 show the number of iterations

needed to achieve 177<’La<:UJ{FJ} < 107™, for m = 1,2,3,4,5,6,7. The first five Tables
YRS
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4.14 - 4.18 are based on the choice of f(z) with x = d and the rest of two Tables

4.19 - 4.20 are constructed according to the choice of {f(z) : z = F'}.

Table 4.14: f(d) = ®(dd)

9  Number of iterations needed to achieve maz {F;} <107™
>

m=1 m=2 m=3 m=4 m=5 m=6 m="7
0.2 44 436 4305 25213 61987 133366 220813
0.3 39 356 3514 20572 50573 108806 180147
04 39 334 3293 19276 47382 101939 168775
0.5 43 341 3368 19710 48447 104225 172559
0.6 50 372 3680 21530 52915 113834 188466

Table 4.15: f(d) = exp(dd)

9  Number of iterations needed to achieve maz {F;} <107™
<j<

m=1 m=2 m=3 m=4 m=> m=~6 m="7
0.2 25 245 2418 14165 34828 74935 124071

0.3 17 163 1612 9443 23218 49957 82714

0.35 15 140 1382 8094 19901 42820 70898
0.4 13 122 1209 7082 17413 37467 62035
0.43 14 112 1123 6586 16197 34852 57705

From the Tables 4.14 - 4.20, we can also see the advantages of using f(x) with
x = F instead of + = d. For example, f(x) = ®(0x) with x = d and 6 = 04
and m = 7, the number of iterations needed is 168775 (see Table 4.14). But this
number reduces to 51833 for 6 = 0.6 using x = F' (see Table 4.19). If we look at the

results for f(r) = > (Z)(S(Cfs)x) in Tables 4.16 and 4.20, we see that we need only 49629

iterations (with x = F') instead of 178253 iterations (with x = d) to achieve the
optimal design. Also note that the choice of f(x) = exp(dx) with z =d or x = F

performs well.
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Table 4.16: f(d) = 1i21;(;(1?d)

) Number of iterations needed to achieve maz {F;} <107™
<<

m=1 m=2 m=3 m=4 m=>5 m=>6 m="7
0.4 42 396 3903 22849 56173 120856 200098
0.5 40 365 3600 21074 51805 111455 184532
0.55 40 357 3525 20632 50717 109113 180655
0.6 41 354 3486 20405 50159 107913 178667
0.65 41 353 3479 20359 50044 107663 178253
0.8 45 365 3605 21091 51841 111527 184648

Table 4.17: f(d) = d°

9  Number of iterations needed to achieve maz {F;} <107™
VS

m=1 m=2 m=3 m=4 m=5 m=~6 m="7

0.5 21 197 1938 11337 27867 59951 99257
0.7 15 141 1384 8098 19905 42822 70898
0.8 14 124 1212 7086 17417 37469 62036
09 12 110 1077 6299 15482 33306 55143
1 13 99 969 5669 13934 29976 49629

Table 4.18: f(d) = In(e + dd)

9  Number of iterations needed to achieve maz {F;} <10™
s

m=1 m=2 m=3 m=4 m=5 m=>6 m="7
1.25 35 339 3340 19546 48048 103372 171148
1.5 34 327 3219 18838 46307 99625 164945
215 33 313 3081 18026 44311 95330 157833
2.5 33 311 3056 17881 43953 94560 156558
2.85 33 310 3048 17835 43839 94313 156150
3.5 33 311 3059 17896 43988 94634 156680
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Table 4.19: f(z = F) = ®(JF)

9  Number of iterations needed to achieve maz {F;} <107™
7>

m=1 m=2 m=3 m=4 m=5 m=>6 m="7
0.3 22 205 2022 11838 29102 62613 103667
0.4 18 154 1517 8879 21827 46960 77750
0.5 15 124 1214 7104 17462 37568 62200
0.55 14 112 1104 6458 15875 34153 56546
0.6 13 103 1012 5920 14552 31307 51833

Table 4.20: f(x = F) = <200

d  Number of iterations needed to achieve maz {F;} <107™
<j<

m=1 m=2 m=3 m=4 m=>5 m=>6 m="7

0.8 15 123 1211 7085 17416 37469 62036
0.85 15 116 1140 6669 16392 35265 58387
0.9 14 110 1077 6298 15481 33306 55143
095 14 104 1020 5967 14667 31553 52241
1 13 99 969 5669 13933 29975 49629
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For all the choices we have for f(z), the solution eventually converges to the sup-
port points (-1,-0.41,0.41,1) with the corresponding optimal weights (0.2,0.3,0.3,0.2).

That is, we obtain the optimal design as given by:

¢ —1 —0.41 041 1

02 03 03 0.2
The first-order conditions are satisfied since the directional derivatives corre-
sponding to the four support points are zero and negative for other points. It is

clear that the convergence of the algorithms performs better by using the properties

of the directional derivatives.

4.5 Quartic Regression for the Parameters 6,

For quartic regression in model (3.5), we have k = 5, and v = n(x) = (1, z, 2%, 2%, 2*)7,

€ [-1,1], 8 = (6o, 01,05, 03,0,)". We construct D,-optimal design for the parame-
ter 0. As before, We first take z = d, the partial derivatives of D -optimal criterion
in algorithm (4.1). The following Tables 4.21- 4.27 show the number of iterations
needed to achieve @j@g{Fj} < 10™™, for m = 1,2,3,4,5,6,7,8. The first five Ta-
bles 4.21- 4.25 are based on the choice of f(x) with = d and the rest of two Tables
4.26 - 4.27 are constructed according to the choice of {f(z) : z = F'}.

From the Tables 4.21 - 4.27, we can see the advantages of using f(x) with z = F
instead of with x = d. For example, in the quartic regression model, f(x) = ®(dx)
with x = d and 6 = 0.8 and m = 8, the number of iterations needed is 30178 (see
Table 4.21). However, this number reduces to 8908 for § = 1.25 using x = F' (see

Table 4.26). For f(x) = ;ifcf&) with x = d and § = 1.25, we need 31867 iterations

to achieve the optimal design (see Table 4.23). But we only need 9111 iterations
for x = F and 0 = 1.95 instead (see Table 4.27). Also note that the choices of
f(x) = exp(dz) with x =d or z = F and f(x) = d° do good jobs.
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Table 4.21: f(d) = ®(dd)

) Number of iterations needed to achieve maz {F;} <107™
m=1 m=2 m=3 m=4 m=5 m=6 ~—m=7 m=8
025 32 302 3077 13069 22680 33426 44144 54860
0.5 21 192 1954 8291 14421 21235 28032 34827
0.7 21 170 1726 7322 12754 18769 24769 30767
0.8 22 167 1694 7181 12516 18414 24297 30178
0.9 23 168 1697 7196 12548 18456 24349 30241
1.25 30 193 1954 8277 14453 21243 28016 34786
1.5 40 236 2397 10152 17744 26067 34368 42666
Table 4.22: f(d) = exp(dd)
J Number of iterations needed to achieve max {F;} <107™
m=1 m=2 m=3 m=4 m=5 m=6 m=7 m=8
0.1 50 485 4963 21096 36540 53893 71202 88506
025 21 195 1986 8439 14609 21550 28474 35395
0.3 17 162 1655 7033 12170 17954 23724 29492
0.4 13 122 1241 5275 9116 13454 17782 22108
05 10 97 993 4220 7278 10749 14211 17672
0.6 8 81 827 3516 6046 8938 11823 14707
0.7 7 68 707 3012 5123 7602 10075 12547
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Table 4.23: f(d) = 2204

1+exp(dd)

J Number of iterations needed to achieve maz {F;} <10™
)

m=1 m=2 m=3 m=4 m=5 m=~6 m=7  m=8

0.2 56 540 5514 23434 40625 59899 79122 98340
0.4 32 304 3095 13146 22814 33623 44404 55182
0.8 22 197 2006 8511 14801 21795 28771 35746
1.25 22 176 1789 7586 13211 19441 25655 31867
1.5 24 180 1821 7719 13450 19787 26107 32426

Table 4.24: f(d) = d°

J Number of iterations needed to achieve maz {F;} <107™
>

m=1 m=2 m=3 m=4 m=5 m=6 m=7 m=8

0.2 25 246 2491 10560 18329 27000 35649 44295

0.4 13 124 1246 5280 9167 13502 17826 22150

0.5 11 99 997 4225 7334 10803 14262 17721

0.7 8 71 713 3018 5241 7718 10189 12660

0.8 8 62 624 2641 4587 6755 8917 11079

0.9 10 56 554 2347 4080 6007 7929 9850

0.95 14 49 525 2224 3868 5694 7514 9335
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Table 4.25: f(d) = In(e + dd)

J Number of iterations needed to achieve maz {F;} <107™
m=] m=2 m=3 m=4 m=5 m=6 m=7 m=8
0.95 26 246 2496 10594 18381 27088 35772 44453
1.25 22 215 2177 9237 16031 23621 31192 38762
25 18 170 1717 7282 12642 18624 24590 30554
S 16 156 1572 6662 11569 17040 22497 27952
6 16 155 1568 6646 11540 16996 22439 27880
7 17 156 1573 6668 11579 17054 22515 27974
10 17 160 1612 6832 11863 17472 23066 28659
Table 4.26: f(z = F) = ®(JF)
J Number of iterations needed to achieve maz {F;} <107™
m=1 m=2 m=3 m=4 m=5 m=6 m=7 m=8
0.25 26 244 2490 10579 18355 27054 35730 44404
0.5 14 123 1247 5291 9201 13550 17887 22224
0.8 10 77 780 3308 5766 8483 11194 13904
1 62 625 2647 4619 6793 8961 11129
1.25 153 657 2117 3701 5440 7174 8908
Table 4.27: f(x =F) = %
d  Number of iterations needed to achieve mag {F;} <107™
m=1 m=2 m=3 m=4 m=5 m=6 m=7 m=8
0.8 123 1243 5277 9177 13515 17841 22166
1.25 79 797 3378 5888 8663 11431 14199
1.5 9 66 664 2816 4912 7225 9531 11837
1.75 8 57 570 2414 4214 6196 8173 10150
1.9 8 53 525 2224 3884 5709 7530 9350
1.95 8 55 512 2167 3785 5563 7338 9111
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The solution eventually converges to the five support points (-1, —0.71,0,0.71,1)
with the corresponding optimal weights (0.125,0.25,0.25,0.25,0.125) for all the choices

of f(x). That is, we obtain the optimal design as given by:

e -1 =071 0 0.71 1
0.125 0.25 0.25 0.25 0.125

The first-order conditions are satisfied. In addition, the convergence rates are

greatly improved by using the properties of the directional derivatives.

4.6 Quartic Regression for the Parameters (6s,0,)

If we consider the quartic regression model again, however, instead of considering
a single parameter, we are interested in a set of parameters (#3,6,). These two
parameters correspond to the terms 2® and 2* respectively. We construct D,-
optimal design for the parameter (3, 604). Similarly, we first take x = d, the partial
derivatives of Ds-optimal criterion in algorithm (4.1). The following Tables 4.28
- 4.34 show the number of iterations needed to achieve 17”2]@5 {F;} < 107™, for
m=1,2,3,4,5,6,7,8. The first five Tables 4.28 - 4.32 are based on the choice of
f(z) with x = d and the rest of two Tables 4.33 - 4.34 are constructed according to
the choice of {f(z) : z = F}.

From the Tables 4.28 - 4.34, we can see the improvement by using f(x) with
x = F instead of with x = d. For example, f(z) = ®(dz) with x = d and § = 04
and m = 8, the number of iterations needed is 85856 (see Table 4.28), whereas
using x = F, for § = 0.6 this number reduces to 26368 (see Table 4.33). If we look
at the results for f(x) = % in Tables 4.30 and 4.34, we see that we need only
26575 iterations (with x = F') instead of 90882 iterations (with x = d) to achieve

the optimal design. Also note that the choices of f(x) = exp(dzx) with x = d or

v =F and f(z) = d’° are good choices as well.
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Table 4.28: f(d) = ®(dd)

J Number of iterations needed to achieve maz {F;} <107™
m=1 m=2 m=3 m=4 m=5 m=6 m="7 m=_8
0.25 40 385 3914 19683 34671 50449 74701 99128
0.3 37 356 3617 18190 32040 46631 69043 91617
0.4 33 333 3390 17043 30018 43710 64707 85856
0.5 34 340 3466 17427 30692 44712 66182 87805
0.8 63 513 5311 26701 47010 68596 101486 134608
Table 4.29: f(d) = exp(dd)
4] Number of iterations needed to achieve maz {F;}<107™
m=1 m=2 m=3 m=4 m=5 m=6 m=7 m=8
0.1 o2 490 4979 25049 44132 64146 95014 126108
0.2 27 245 2490 12525 22066 32068 47502 @ 63048
0.25 21 196 1992 10020 17653 25651 37998 50434
0.3 17 163 1660 8350 14711 21372 31660 42024
0.35 14 140 1422 7157 12609 18312 27130 36013
Table 4.30: f(d) = (2250
J Number of iterations needed to achieve maz {F;} <107™
m=1 m=2 m=3 m=4 m=>5 m=6 m="7 m=_8
0.2 64 610 6205 31212 54985 79964 118425 157165
0.4 41 395 4017 20204 35589 51785 76679 101752
0.6 35 353 3588 18042 31778 46266 68494 90882
0.7 35 353 3600 18097 31873 46417 68712 91167
0.8 35 364 3710 18649 32842 47841 70815 93953
1 42 409 4183 21026 37026 53961 79862 105947
1.25 56 511 5239 26435 46545 67873 100436 133229
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Table 4.31: f(d) = d°

J Number of iterations needed to achieve maz {F;} <107™

m=1 m=2 m=3 m=4 m=5 m=6 -m=7 m=38
0.2 48 490 4985 25060 44136 64236 95108 126202
04 25 246 2493 12530 22069 32117 47552 63099
0.5 20 197 1995 10024 17655 25693 38041 50478
0.7 15 141 1425 7161 12611 18352 27171 36054
0.8 13 123 1247 6266 11035 16058 23775 31547
0.9 13 110 1109 5569 9809 14273 21133 28042

Table 4.32: f(d) = In(e + dd)

m=1 m=2

J Number of iterations needed to achieve maz {F;} <10™™
m=3 m=4 m=5 m=6 m=7 m=8
0.8 40 387 3935 19785 34850 50702 75078 99630
1 37 359 3648 18342 32308 47007 69605 92365
1.25 34 339 3438 17283 30441 44295 65587 87032
1.75 32 319 3237 16272 28660 41708 61754 81945
225 31 311 3161 15891 27988 40732 60308 80025
3 31 309 3137 15770 27775 40425 59852 79419
4 31 312 3169 15928 28052 40831 60452 80215
5 31 318 3225 16211 28550 41557 61527 81640
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Table 4.33: f(z = F) = ®(JF)

o Number of iterations needed to achieve maz {F;} <107™
7>

m=1 m=2 m=3 m=4 m=> m=06 m=7  m=8
0.25 26 246 2497 12560 22125 32187 47663 63251
0.3 22 205 2081 10467 18438 26828 39724 52713
0.4 17 1564 1562 7851 13829 20127 29799 39541
0.5 13 123 1250 6281 11063 16107 23844 31638
0.6 11 103 1042 5235 9220 13426 19874 26368

Table 4.34: f(x =F) = %

) Number of iterations needed to achieve maz {F;} <107™
<j<

m=1 m=2 m=3 m=4 m=5 m=6 ~m=7 m=8

0.7 15 141 1424 7159 12610 18356 27176 36059
0.8 13 123 1246 6265 11034 16065 23782 31554
0.9 12 110 1108 5569 9808 14282 21142 28051
0.95 11 104 1050 5276 9292 13532 20030 26575
1 11 103 839 4371 12373 21515 30905 40377
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For all the choices of f(z), the solution converges to the five support points
(—1,-0.65,0,0.65, 1) with the corresponding optimal weights (0.15,0.25,0.2,0.25,0.15).

That is, we obtain the optimal design as given by:

e -1 —-065 0 065 1
0.15 0.25 0.2 0.25 0.15
The directional derivatives for the five support points are zero and negative for

others, which satisfy the first-order conditions. We greatly improve the convergence

performance by using the properties of the directional derivatives.

4.7 Quartic Regression for the Parameters (65, 05, 6,)

Let’s consider the quartic regression model again. We are interested in a set of
parameters (s, 03,0,) in this section. These three parameters correspond to the
regression terms z2, 2° and 2* respectively. We construct D,-optimal design for
the parameter (s, 65,0,). Similarly, we first take x = d, the partial derivatives
of Ds-optimal criterion in algorithm (4.1). The following Tables 4.35 - 4.41 show
the number of iterations needed to achieve lngzjagj{ﬂ} < 10™™, for m=1,2,3,4,5,6
or 7. The first five Tables 4.35 - 4.39 are based on the choice of f(x) with x = d
and the rest of two Tables 4.40 - 4.41 are constructed according to the choice of
{f@):a=F}.

From the Tables 4.35 - 4.41, we can see the advantages of using f(z) with z = F
instead of with # = d. For example, for f(z) = ®(dx) with x = d and 6 = 0.28 and
m = 6, the number of iterations needed is 121990 (see Table 4.35), whereas using
x = F, for § = 0.45 and m = 7 this number reduces to 64598 (see Table 4.40).
If we look at the results for f(z) = <29 in Tables 4.37 and 4.41, we see that

14-exp(dz)

we need only 66268 iterations (with © = F') for m = 7 instead of 129034 iterations

(with @ = d) for m = 6 to achieve the optimal design. Also note that the choice of
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Table 4.35: f(d) = ®(0d)

d  Number of iterations needed to achieve maz {F;} <10™
7S

m=1 m=2 m=3 m=4 m=o m=>6
0.25 51 500 5121 26393 48147 123031
0.28 50 496 5078 26170 47740 121990
0.3 20 498 5096 26263 47907 122418
0.32 50 503 5148 26530 48395 123663
0.35 51 516 5287 27245 49697 126992

Table 4.36: f(d) = exp(dd)

d  Number of iterations needed to achieve maz {F;} <107™
7S

m=1 m=2 m=3 m=4 m=>5 m=6 m="7
0.1 51 487 4982 25687 46868 119766 231945
0.2 26 244 2491 12844 23434 59883 115972
0.25 20 195 1993 10275 18747 47906 92777
0.27 19 180 1845 9513 17358 44357 85904
0.28 17 173 1778 9173 16737 42772 82836

Table 4.37: f(d) = exp(d)

1+exp(dd)

9  Number of iterations needed to achieve maz {F;} <107™
S

m=1 m=2 m=3 m=4 m=5 m=>6
0.4 23 526 5384 27749 50620 129350
0.43 53 525 5372 27682 50497 129034
0.45 53 526 5382 27734 50592 129278
0.47 53 528 5406 27859 50818 129855
0.5 23 534 5467 28170 51385 131303
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Table 4.38: f(d) = d°

d  Number of iterations needed to achieve maz {F;} <107™
>

m=1 m=2 m=3 m=4 m=5 m=6 m="7
04 37 366 3740 19271 35153 89825 173956
0.6 25 245 2494 12848 23436 59883 115971
0.8 19 184 1871 9636 17577 44912 86978
1 16 147 1497 7709 14062 35930 69582
1.1 15 134 1361 7008 12783 32664 63257

Table 4.39: f(d) = In(e + dd)

9  Number of iterations needed to achieve maz {F;} <10™™
SIS

m=1 m=2 m=3 m=4 m=5 m=>6 m="7
0.8 52 510 5208 26840 48963 125114 242299
1.1 49 479 4896 25230 46025 117607 227759
2 47 461 4707 24254 44243 113052 218938
3 47 469 4794 24702 45059 115137 222976
3.5 48 476 4862 25052 45698 116770 226138
5 50 497 5080 26175 47745 122001 236269

Table 4.40: f(z = F) = ®(6F)

d  Number of iterations needed to achieve maz {F;} <10™
)

m=1 m=2 m=3 m=4 m=>5 m=~6 m="7
0.2 32 305 3123 16099 29371 75052 145348
0.3 22 204 2083 10733 19581 50034 96898
0.35 19 175 1786 9200 16784 42887 83055
0.4 17 153 1563 8051 14686 37526 72673
045 15 136 1389 7156 13054 33356 64598
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Table 4.41: f(z =F) = 1iﬁi§(lg})

0  Number of iterations needed to achieve maz {F;} <107™
<<

m=1 m=2 m=3 m=4 m=5 m=>6 m="7
0.4 26 244 2493 12846 23435 59883 115971
0.45 23 217 2216 11419 20831 53229 103085
0.47 22 208 2122 10933 19944 50964 98698
0.5 21 195 1994 10277 18748 47906 92776
0.6 18 163 1662 8565 15623 39922 77313
0.7 15 140 1425 7341 13391 34218 66268

f(x) = d° performs well.
The solution eventually converges to the support points (—1,—0.63,0,0.63,1)
with the corresponding optimal weights (0.175,0.2,0.25,0.2,0.175). That is, we ob-

tain the optimal design as given by:

e -1 -063 0 063 1
- 0.175 0.2 0.25 0.2 0.175

The first-order conditions are satisfied, that is, the directional derivatives cor-
responding to the five support points are zero and negative for other points. The
results show that the properties of the directional derivatives play essential role in
achieving better convergence of the algorithms.

We investigated several optional choices of § for each of the example. Only the
best choices of § are in bold font. We approximated the design interval by a grid
of points at intervals of 0.01 for the above results. We may obtain better approxi-
mations with finer intervals of 0.001. However, there is a tradeoff. Unfortunately,
it takes a huge number of iterations to obtain the optimal design. For example, in
the case of cubic regression for (65, 63), we obtain the more accurate support points

as given by (—1,—0.408,0.408, 1), and the corresponding weights are the same as
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reported above. But the cost of better approximation is millions of the iterations.

4.8 Graphical Displays

In this section, we provide some plots of the standardized variance of the predicted
response (also called the variance function) and the optimal weights. We obtain the
expressions for the variance functions for the above designs and confirm that the
optimal designs are D,-optimal designs. As we discussed in Section 3.3 of Chapter

3, we first divide the regression model into two groups:

Accordingly, we obtain the expressions of the variance functions

d(z,p) = f (@) M~ (p)f(z) = f5 (2) My, () fo(2).

Then we will show that the variance functions of our Ds-optimal designs satisfy the

following condition
d(z,p*) <'s
with equality at the support points, where s is the number of parameters of interest.

The variance functions for the above cases are given as follows:

e Quadratic regression for the parameter 65:

de(x,p*) = 4ot — 42® + 1

e (Cubic regression for the parameter 63:

ds(z, p*) = 1625 — 242 + 922

e Cubic regression for the parameters (65, 6s):
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ds(z, p*) = 17.94442° — 23.8653412* + 6.40914422 + 1.511763

e Quartic regression for the parameter 6,:

ds(z, p*) = 64.0086082° — 128.017218z5 + 80.009688x* — 16.0010772% + 1

e Quartic regression for the parameters (63, 6,):

ds(x,p*) = 71.893972% — 131.7169525 + 72.264648x* — 12.4416842% + 2

e Quartic regression for the parameters (s, 03, 0,):

ds(x,p*) = 75.50012% — 136.329852° + 73.079562* — 12.24981622 + 3

Each of the Figures 4.1 - 4.6 shows two graphs for each Ds-optimal design. The
figures (positioned left) give the plots of the variance functions against the design
points, whereas the figures (positioned right) give the plots of the weights against
the design points. The red horizontal line in each of the variance function plots
indicates the number of parameters of interest in each case.

In each of the variance function plots, we can see that maximum value of s
occurs at the support points. For example, in Figure 4.3, the maximum value of
s = 2 occurs at the support points (-1, -0.41, 0.41, 1).

The plots of the weights (positioned right) show the optimal weights against the
support points. For example, in Figure 4.6, the optimal weights are

(0.175,0.2,0.25,0.2,0.175) corresponding to the support points (-1, -0.63, 0, 0.63, 1).
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Chapter 5

Ds-optimal Designs for Regression

Models with Two Design Variables

We may not be interested in only one design variable when we work on the statistical
models. Sometimes it is also of interest to work with more than one design variable.
In this chapter, we work on the polynomial regression model with two variables
with interaction terms. Let the two design variables be x; and z5. We take the
standardized case of the design space to be the cube, —1 < z; <1,7=1,2.

The model is given by

E(y’l’l, Ig) = 60 + 011’1 + 021‘2 + 63I1I2 + 94I% + 95I% = TH (51)

where v = n(z) = (1,21, 22, 2129, 2, 23)", 2; € [—1,1],0 = (6, 01,02,05,04,05)",
veV={v:v=n(x),-1 < <1}, the induced design space.

We construct Dg-optimal design for several combinations of the parameters of
the above model, namely, (03), (04,05) and (03, 604,05). In this model, we approxi-
mate the design interval by a grid of points equally spaced at intervals of 0.1 for
each variable z;. We then consider the discretized design space consisting of all
pairs (1, x9) arising when the values for each x;, i = 1,2 are those between -1 and

1 taken at steps of 0.1. That is, the space consists of (21)? = 441 pairs (1, T2).
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We will report the results in the similar way as we did in Chapter 4. Here
also we attempt to improve the convergence rates of the algorithms by using the
properties of the directional derivatives. We compare the results for x = d and

x = F, and choose the functions: f(d) = ®(dd), f(F) = ®(0F), f(d) = exp(id),

fld) =22 p&é 7 and f(F) =2 ;?F We already proved the equality of x = d and
x = F for f(x) = exp(dzx). We take the initial design p ) to be 1/J,7=1,2,..,J.

In all the tables, the relative best choices for ¢ are given in bold font.

5.1 Parameters (6,,0;) for the Square Terms

For the model (5.1), we construct the D,-optimal design for the parameters (64, 65).
We first take x = d, the partial derivatives of Ds-optimal criterion in algorithm
(4.1). The following Tables 5.1 - 5.5 show the number of iterations needed to
achieve @]%%{Fj} < 107™, for m =1,2,3,4,5,6,7. The first three Tables 5.1 - 5.3
are based on the choice of f(z) with x = d and the rest of two Tables 5.4 - 5.5 are

constructed according to the choice of {f(x): x = F}.

Table 5.1: f(d) = ®(dd)

0  Number of iterations needed to achieve maz {F;} <107™
<<

m=1 m=2 m=3 m=4 m=5 m=6 m=7
025 77 014 992 1448 1903 2358 2812
0.4 67 449 862 1256 1648 2040 2432
0.5 69 463 884 1285 1685 2084 2483
0.6 75 209 968 1405 1839 2273 2708
0.7 86 092 1120 1623 2122 2621 3120

From the Tables 5.1 - 5.5, we can see the improvement by using f(x) with z = F
instead of with x = d. For example, f(z) = ®(dz) with z = d and 6 = 0.4 and

m = 7, the number of iterations needed to achieve the optimal design is 2432 (see
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Table 5.2: f(d) = exp(dd)

d  Number of iterations needed to achieve max {F;} <107™
)=

m=1 m=2 m=3 m=4 m=5 m=6 m="7
0.1 95 646 1256 1840 2421 3003 3584
0.25 39 259 503 736 969 1202 1434
0.3 32 216 419 614 808 1002 1195
0.4 24 162 314 461 606 751 897
0.5 20 130 252 369 485 601 717

Table 5.3: f(d) = 5ol
d  Number of iterations needed to achieve maz, {F;} <107™

m=1 m=2 m=3 m=4 m=5 m=6 m="7
0.3 91 613 1186 1734 2279 2824 3368
0.5 73 489 941 1372 1802 2231 2660
0.7 72 479 917 1334 1750 2165 2580
0.9 78 023 997 1448 1897 2345 2794
1.25 104 712 1347 1950 2550 3149 3749

Table 5.4: f(d) = ®(JF)

d  Number of iterations needed to achieve maz, {F;} <107™
YRS

m=1 m=2 m=3 m=4 m=5 m=6 m="7
0.25 49 327 633 924 1215 1505 1796
0.3 41 274 528 771 1013 1254 1496
04 31 206 397 579 760 941 1122
0.5 25 166 318 463 608 753 897
0.6 22 139 266 387 507 627 748
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Table 5.5: f(d) = —<2200)

1+exp(dF)

9  Number of iterations needed to achieve maz {F;} <107™
<j<

m=1 m=2 m=3 m=4 m=5 m=6 m="7

0.3 65 434 840 1228 1615 2002 2388
0.5 40 262 505 738 970 1201 1433
0.7 29 189 362 528 693 858 1023
09 23 148 283 411 539 668 796
1 21 133 255 370 486 601 716

Table 5.1), whereas using z = F', for § = 0.6, this number reduces to 748 (see Table
5.4). If we look at the results for f(z) = % in Tables 5.3 and 5.5, we find that
we need only 716 iterations (with x = F') instead of 2580 iterations (with = = d)
to achieve the optimal design. Also, the choice of f(z) = exp(dzr) with = = d or
r = I performs well.

No matter what choice we have for f(z), the solution eventually converges to

the following support points with the corresponding optimal weights:

r, -1 0 1 -1 0 1 -1 0 1
&=q1 -1 -1 -1 0 0 0 1 1 1

p 0.0625 0.125 0.0625 0.125 0.25 0.125 0.0625 0.125 0.0625
(5.2)

The directional derivatives corresponding to the nine pairs of support points are
zero and negative for other pairs of points, which satisfy the first-order conditions.
Obviously the properties of the directional derivatives speed up the convergence

rates.
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5.2 Parameter 05 for the Interaction Term

We construct the D,-optimal design for the parameter (65) for the model (5.1) in
this section. We first take = = d, the partial derivatives of D,-optimal criterion
in algorithm (4.1). The following Tables 5.6 - 5.10 show the number of iterations
needed to achieve @ngg}{Fj} <107™, form =1,2,3,4,5,6,7. The first three Tables
5.6 - 5.8 are based on the choice of f(z) with z = d and the rest of two Tables 5.9

- 5.10 are constructed according to the choice of {f(z) : x = F'}.

Table 5.6: f(d) = ®(5d)

0  Number of iterations needed to achieve maz {F;} <107™
<<

m=1 m=2 m=3 m=4 m=5 m=6 m="7
0.5 32 72 117 162 208 253 298
0.6 31 69 109 151 192 234 275
0.7 31 67 106 145 184 223 262
0.8 32 67 105 142 180 218 256
09 33 68 105 143 180 217 254

Table 5.7: f(d) = exp(dd)

0  Number of iterations needed to achieve mag {F;} <107™
<j<

m=1 m=2 m=3 m=4 m=5 m=6 m="7
0.1 54 150 267 387 508 630 751
0.5 11 30 53 7 102 126 150
0.7 7 21 38 55 72 90 107
0.9 5 16 29 42 56 69 83
1.1 4 12 23 34 45 56 67

From the Tables 5.6 - 5.10, we can see the advantages of using f(x) with z = F
instead of with # = d. For example, for f(z) = ®(dx) with 2 = d and § = 0.9

and m = 7, the number of iterations needed is 254 (see Table 5.6). However, this
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Table 5.8: f(d) = 2204

1+exp(dd)

d  Number of iterations needed to achieve maz {F;} <107™
SIS

m=1 m=2 m=3 m=4 m=5 m=6 m="7
09 32 72 115 159 203 246 290
1.1 32 70 110 151 192 233 273
1.3 33 70 109 149 188 228 268
1.5 35 73 112 151 191 230 270
1.6 36 74 114 154 193 233 273
1.75 38 78 118 159 199 240 281

Table 5.9: f(d) = ®(JF)

9  Number of iterations needed to achieve maz {F;} <107™
S

m=1 m=2 m=3 m=4 m=5 m=6 m="7

0.4 23 5%) 92 128 165 202 239
0.6 18 39 63 87 111 136 160
0.8 15 31 49 66 84 102 120
1 13 26 40 54 68 82 96
1.25 11 22 33 44 25 66 77
1.45 10 20 29 38 48 57 69
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Table 5.10: f(d) = <20

1+exp(6F)

0  Number of iterations needed to achieve maz {F;} <107™
<<

m=1 m=2 m=3 m=4 m=5 m=6 m="7

1.3 15 31 48 66 83 101 118
1.5 13 27 42 57 72 87 103
1.75 12 24 37 50 62 75 88
2 11 22 33 44 55 66 7
225 11 20 30 40 49 59 69
2.3 11 20 29 39 48 58 69

number reduces to 69 with = F' and § = 1.45 (see Table 5.9). If we look at the

results for f(r) = ;25 f(fsi:) in Tables 5.8 and 5.10, we notice that we only need 69

iterations (with z = F') instead of 268 iterations (with z = d) to achieve the optimal
design. Note that the choice of f(z) = exp(dz) with x = d or x = F performs as

well as f(z) = ®(dx) with x = F and f(z) = 1iii(;;s(§;) with x = F.

For all the options of f(x), the solution eventually converges to the following

support points with the corresponding optimal weights:

p 025 0.25 0.25 0.25

The first-order conditions are satisfied by the zero directional derivatives for the
four pairs of support points and negative ones for others. Moreover, we can conclude
that the properties of the directional derivatives overcome the slow convergence rates

for the choices of f(x) with x = d.
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5.3 Parameters (03,6,,05) for both the Square and
Interaction Terms

For the same model (5.1), we construct the Dg-optimal design for the parameters
(03,04,05). We first take x = d, the partial derivatives of Dgs-optimal criterion
in algorithm (4.1). The following Tables 5.11 - 5.15 show the number of iterations
needed to achieve @]%%{Fj} <107™, form =1,2,3,4,5,6,7. The first three Tables
5.11 - 5.15 are based on the choice of f(z) with x = d and the rest of two Tables

5.14 - 5.15 are constructed according to the choice of {f(z) : z = F}.

Table 5.11: f(d) = ®(dd)

9  Number of iterations needed to achieve maz {F;} <107™
=)

m=1 m=2 m=3 m=4 m=5 m=6 m="7

0.1 158 970 1817 2633 3446 4259 5071
0.25 100 619 1155 1671 2184 2697 3210
04 109 693 1285 1853 2418 2983 3549
0.5 135 880 1627 2341 3052 3763 4474
0.7 176 1960 3597 5155 6705 8254 9803

Table 5.12: f(d) = exp(dd)

d  Number of iterations needed to achieve maz {F;} <107™
)=

m=1 m=2 m=3 m=4 m=5 m=6 m="7
0.1 97 596 1120 1625 2128 2630 3133
0.25 39 239 448 650 851 1052 1253
0.3 33 199 374 542 709 877 1045
0.35 28 171 320 464 608 752 895
04 24 149 280 406 532 657 783

From the Tables 5.11 - 5.15, we can see the advantages of using f(z) with x = F'
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Table 5.13: f(d) =

exp(dd)
1+exp(dd)

d  Number of iterations needed to achieve maz {F;} <107™
m=1 m=2 m=3 m=4 m=5 m=6 m="7
0.1 228 1404 2634 3818 4998 6178 7357
0.3 113 694 1296 1875 2452 3029 3606
0.4 105 652 1215 1757 2296 2835 3374
0.5 107 664 1235 1783 2330 2875 3421
0.7 126 797 1477 2129 2778 3427 4076
Table 5.14: f(d) = ®(0F)
d  Number of iterations needed to achieve maz {F;} <107™
m=1 m=2 m=3 m=4 m=5 m=6 m="7
0.1 122 750 1406 2037 2666 3295 3924
025 49 302 564 816 1067 1317 1568
0.4 31 190 353 510 667 823 979
0.5 25 153 283 409 534 658 783
0.55 23 139 258 372 485 599 712
Table 5.15: f(d) = rF20 s
d  Number of iterations needed to achieve maz {F;} <107™
m=1 m=2 m=3 m=4 m=5 m=6 m=7
0.3 65 400 749 1084 1418 1752 2086
0.5 40 241 450 651 851 1051 1251
0.7 29 174 322 466 608 751 893
0.8 25 152 283 408 532 657 781
0.9 23 136 252 363 473 584 694
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instead of with # = d. For example, for f(z) = ®(dx) with x = d and 6 = 0.25 and
m = 7, we need 3210 iterations to achieve the optimal design (see Table 5.11). But
we only need 712 iterations with = F" and § = 0.55 (see Table 5.14). If we look
at the results for f(z) = % in Tables 5.13 and 5.15, we see that we need only
694 iterations (with x = F') instead of 3374 iterations (with x = d). Also note that
the performance of f(z) = exp(dx) with x = d or x = F looks good.

For all the choices we have for f(z), the solution converges to the following

support points with the corresponding optimal weights:

r =1 0 1 -1 0 1 -1 0 1
E=qm -1 -1 -1 0 0 0 1 1 1

p 0.1181 0.0879 0.1181 0.0879 0.1759 0.0879 0.1181 0.0879 0.1181
(5.4)

The first-order conditions are satisfied because the directional derivatives corre-
sponding to the nine pairs of support points are zero and negative for other pairs of
points. Here also we notice that the goal of more rapid convergence rates is achieved

by using the properties of the directional derivatives.

5.4 Graphical Displays

In this section, we have some plots of the standardized variance of the predicted
response and the optimal weights. We obtain the expressions for the variance
functions for the above designs in the same way as we did in Section 4.8 and confirm
that the optimal designs are D,-optimal designs.

The variance functions are given as follows:

e Parameters (04, 05) for the square terms:

dy(x,p*) = 2 + 4o + 42y — 4a? — 422

e Parameters (03,04, 65) for both the square and the interaction terms:

dy(z,p*) = 3+ 4.6277192% + 4.62771924 — 4.62771922 — 4.62771922
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Figures 5.2 and 5.5 show the variance functions against the design points,
whereas the Figures 5.1, 5.3 and 5.4 give the plots of the weights against the design
points.

In each of the variance function plots, we can see that maximum value of s

occurs at the support points. For example, in Figure 5.2, the maximum value of

x7w —1 0 1 -1 01 -1 01
s = 2 occurs at the support points:

9 —1 -1 -1 0 00 1 1 1
The plots of the weights show the optimal weights against the support points.
For example, in Figure 5.3, the optimal weights are (0.25,0.25,0.25,0.25) correspond-
r —1 1 —-11

ing to the support points
rp, —1 —1 1 1

Figure 5.1: Weights vs. Design Points: Two Variables Model for (6,4, 05)
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Figure 5.2: Variance Function: Two Variables Model for (6y, 05)

Figure 5.3: Weights vs. Design Points: Two Variables Model for 63
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Figure 5.4: Weights vs. Design Points: Two Variables Model for (63, 6y, 05)

Figure 5.5: Variance Function: Two Variables Model for (63, 04, 05)
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Chapter 6

Conclusions

This thesis solved an important problem in optimal regression design. Construc-
tion of D,-optimal designs plays a substantial role in a scientific research when the
experimenters are only interested in estimating some parameters instead of all of
them. D,-optimal designs are very applicable in reality. In the field of Chemistry,
there are some models for chemical solutions similar to our quadratic regression
model. The researchers can apply Ds-optimal designs to estimate the desired sets
(especially for the quadratic terms) of the parameters in the model. Another ap-
plication could be to use Dg-optimal designs to estimate the order of a chemical
reaction (Atkinson and Bogacka, 1997).

We started with a review of optimal design theory and learnt that a design
problem would be easier for implementation and more precise after discretizing a
continuous design space. By Carathéodory’s Theorem, any continuous measure
can be replaced by at least one finite discrete probability distribution. We worked
on approximate designs instead of exact designs due to its advantages which are
discussed in Section 1.2. We also learnt how to construct an optimal design using
a class of multiplicative algorithm based on different kinds of optimality criteria.
The key point of all optimal designs is to guarantee the information matrix M (p)

as large as possible.
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This thesis has provided some methodologies for constructing Ds-optimal de-
signs using a class of multiplicative algorithms, indexed by a function depending
on the derivatives of the criterion function. The function satisfies certain condi-
tions (positive and increasing) and may depend on a free positive parameter. We
explicitly explored the Dg-optimality, its properties and constructed such designs
in polynomial regression models with both one and two design variables.

The purpose was also to develop strategies for constructing D,-optimal designs
and to investigate techniques for improving the convergence rates by using the prop-
erties of the directional derivatives in the criterion function. The studies indicate
that the proposed method by adopting the properties of the directional derivatives
is truly capable of speeding up the convergence performance. The convergence rates
of the algorithms could be further improved by choosing a free positive parameter o
in a reasonable and intelligent way. It was necessary and inevitable to try different
choices until we obtained a best § to achieve the relatively fastest convergence. We
explored several examples in the thesis and constructed the Dgs-optimal designs.
We summarized the points from the observations needed to be taken in a contin-
uous design space after discretizing it with an equal interval 0.01. Moreover, we
explored regression models in two design variables and constructed Dgs-optimal de-
signs for different sets of parameters including the parameters for interaction and
the quadratic terms. In this case, we approximated the design interval by a grid of
points equally spaced at intervals of 0.1 for each variable, and then considered the
discretized design space consisting of all pairs of the two design variables. In all of
the cases, we obtained the expressions and provided the plots of the standardized
variance of the predicted response and the optimal weights. We then confirmed that
the optimal designs were the D,-optimal designs. In all cases, we constructed the
designs and the variance functions using the Software R. The methodologies used
in these two applications can be applied to other design problems as well. In fact,

our methods can be used to obtain Ds-optimal design for any set of the parameters
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and for any degree of the polynomial regression models.

Some possible future work would be to construct the optimal designs in a finer
discretized space. We tried this in some examples. However, the convergence be-
comes slow and it takes a huge number of iterations to obtain the optimal design.
The convergence may be further improved by considering more objective choices of
the function in the multiplicative algorithm. For example, combining the clustering
approach of Mandal and Torsney (2006) along with the properties of the vertex
directional derivatives in this thesis and in our paper Mandal and Yang (2015)
should lead to further improvements in convergence. Further possible work could
be to explore other regression models including the nonlinear models. We hope to

explore these problems as a focus of future work.
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