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1 Introduction

1.1 Motivation

The aim of this work is to apply gradient-based optimization methods to shape optimiza-
tion problems of ceramic components that consider two objective functions. In shape
optimization, it is of interest to find an optimal shape, in the sense that this shape min-
imizes a given cost function while fulfilling constraints, see, e.g., [5, 25, 83, 145] for an
introduction. Moreover, for many problems there exists an underlying partial differential
equation that governs the physical behavior of the shapes, and therefore also the cost
functional. Furthermore, in [28, [66, R3] the existence of optimal shapes was discussed.
Shape optimization has many applications like, e.g., the assessment of the reliability of
gas turbines (low cycle fatigue) [75] and ceramics [20]. Further, applying the adjoint ap-
proach to shape calculus allowed on the algorithmic side for efficient ways to calculate
shape gradients, see, e.g., [32, 41l [54] [55], 100, 138, 139 145].

As mentioned we consider ceramics, since it is a commonly used material in applications
due to its advantageous qualities, such as its low density, low electric conductivity, and
corrosion resistance. One of the objectives that we consider is the mechanical integrity
which is one of the main objectives in mechanical engineering [13]. Traditionally, this
objective is non-differentiable as it only depends on the point of maximal stress of the
component. In this approach, the ultimate tensile load that the material can bear or the
fatigue life of a component are described deterministically. In numerical optimization this
would lead to highly unstable optimization schemes.

In [21, 20, [74], (73, [75], 134, 135], [136], alternative probabilistic approaches for mechanical
integrity are proposed. These formulations overcome the problem of non-differentiablity.
Moreover, note that the ground breaking work of Weibull standardized the probabilistic
description of the ultimate strength of ceramics, see, e.g., [13| 24} 112], 127, 152].

In practice, in most cases there is a trade-off between the mechanical integrity of a com-
ponent and its volume (cost). Usually, improving the mechanical integrity requires also a
larger volume. In this work, we analyze these two conflicting goals, mechanical integrity
and volume, in a biobjective optimization model. Furthermore, to apply gradient-based
optimization methods, we utilize the implementation of [79], which produces shape gradi-
ents computed with the adjoint approach. We consider two dimensional ceramic compo-
nents, bended beams and s-shaped joints, for our biobjective shape optimization problem,
where we fix the left boundary of the components and apply tensile load on right bound-
ary. Furthermore, methods from three classes of gradient-based biobjective optimization
methods are applied to this problem.

16



1.2 Historical Background

To start the field of shape optimization a formulation of derivatives and gradients of
objective functions .J that depend on a shape Q C R¢, d = 2, 3, was necessary to translate
the optimality concepts of finite dimensional analysis, e.g., KKT conditions, to shape
calculus. In 1907, Hadamard proposed a way to acquire such derivatives [78]. After a
few decades, in 1975 Chenais published an existence result for optimal shapes in [2§].
Furthermore, in 1979 Zolésio built on the results of Hadamard and introduced the now
(in shape calculus) central "Hadamard structure theorem’ in [I59]. This theorem enabled
the definition of gradients and therefore also descent directions and optimality conditions
for optimization methods. The summary of the historical background of shape calculus
can also be found in [I§].

The international society on Multi Criteria Decision Making (MCDM) states that Ben-
jamin Franklin (1706 1790) provided the earliest known reference w.r.t. MCDME]. Franklin
used a simple paper system for deciding important issues in which he incorporated a de-
cision making approach which considered multiple objectives. In [52], it is stated that the
book [114] that Pareto published in 1896, introducing the concept of Pareto optimality,
is historically considered as the first reference considering problems with multiple con-
flicting objectives. Following [51], we give a short summary of the historical development
of the field of multiobjective optimization since the 1950’s. In 1951, Kuhn and Tucker
formulated optimality conditions for nonlinear optimization problems in [99], where also
multiple objectives were considered. One of the early contributions was goal program-
ming which got its name from Charnes and Cooper in 1961 when they published [27].
Goal programming was further developed under the leadership of Lee (1972) [101] and
Ignizio (1976) [87]. In the meantime, vector optimization methods to recover the set of all
nondominated solutions of multiobjective optimization problems became more prominent,
see, e.g., [68, 58] [17]. Furthermore, in the 1980s interactive methods to help determine
final solutions of large sized nondominated sets gain in popularity, see, e.g. [15] [69] O7].
Since then, accompanied with the growth of computational power, new branches like, e.g.,
evolutionary multiobjective optimization arised, see, for e.g., [62] 147, [86].

1.3 Related Work

For the solution of shape optimization problems, there are two major approaches. Evolu-
tionary and metaheuristic algorithms are commonly used for these problems since they do
not depend on the structure of a given problem [29] 39, 40, [154]. Nonetheless, for expen-
sive numerical simulations these methods can be inefficient. On the other hand, efficient
computations of the gradient are required for gradient-based algorithms [43] [60} 156] and
steepest descents with the weighted sum scalarizations of the objective functions. There-
fore, they are often applied in combination with adjoint approaches.

In biobjective optimization, scalarization methods are a common choice to compute repre-
sentations of the Pareto front, see, e.g., [52]. Assuming differentiability, one can utilize op-
timality conditions to recover additional parts of the Pareto front, see, e.g., [52,[85]. To this
end, the literature provides an array of methods to compute the Pareto front, e.g., subdivi-

thttps://www.medmsociety.org/content /short-mcdm-history-0
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sion techniques [42], 89, [141], applying sensitivities w.r.t. the scalarization parameters [53],
or continuation and predictor-corrector methods [53, 104, 103, 15| 116l 125 132, 140].
In many cases, scalarization methods are incorporated in continuation and predictor-
corrector methods, transforming the problem to a single-objective problem which de-
pends on the scalarization parameters. Therefore, these problems can also be interpreted
as parametric optimization problems. Under appropriate differentiability assumptions,
where in some cases Hessian information is incorporated, predictor-corrector methods
can recover parts of the Pareto front using the underlying optimality conditions. More-
over, continuation methods are capable of handling problems with constraints as well as
multiobjective problems. They are also able to incorporate preference information in the
exploration of the Pareto front, see, e.g., [103].

Another commonly used solution approach are surrogate based optimization methods
which allow to estimate expensive objective functions using computationally cheap sur-
rogate models. These methods are also incorporated in multiobjective optimization
[123, [143]. One of the widely used surrogate based optimization methods [I57], the Effi-
cient Global Optimization (EGO) algorithm [92] 90], utilizes a Kriging surrogate model
[98,, 105, 130}, 34, B5] and can also incorporate gradient information [IT1]. It was extended
for the multiobjective case in [96] [36]. Furthermore, it is widely applied in aerodynamic
design problems [117, 102, 111, 94] 63], 64], 133], where also affordable gradient information
was incorporated into surrogate models [31) [§, 82 157, [12].

1.4 Own Contribution

In [46], we published a first gradient-based biobjective approach of computing solutions
for a biobjective PDE constrained shape optimization problem for the simultaneous op-
timization of the mechanical integrity and the cost of a ceramic component. The novelty
is that in most publications in the highly developed field of numerical shape optimization
neither problems with multiple objective functions, nor mechanical integrity as one of the
objective functions is considered. Nevertheless, there exist some remarkable exceptions,
see, e.g., [83] [0, B0, 119]. However, the cases that consider mechanical integrity as an
objective function do not apply a probabilistic approach [6, 119, 50]. Building on the
probabilistic formulation for ceramics under load given in [20] and a first single crite-
ria optimization utilizing this objective in [2I], we for the first time combine biobjective
gradient-based optimization methods with a probabilistic assessment of mechanical in-
tegrity. My main contribution to this work was the development, implementation and
numerical testing of a variant of a biobjective descent algorithm. Note that some parts
of this work were published in [46]. Note that some parts of [46] are also to be published
in parallel in [137], since [46] is a joint work.

Furthermore, in [I9] we published a novel continuation methodin which the underlying
parametric scalarizations are defined by simple weighted sums. This approach comes
with the advantage that no further constraints are added to the formulation of the prob-
lem. Thus, for unconstrained biobjective optimization problems we do not require con-
straint handling techniques. Moreover, from our numerical experiments we obtain well dis-
tributed points on the Pareto front approximation since the numerical integration method
controls the step length.

In this work, we also apply for the first time a gradient enhanced Kriging approach on
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structural mechanic problems considering the mechanical integrity of ceramic components.
Since the Kriging approach, with and without gradient information, is widely used in
applications it provides a sufficient benchmark for the other gradient-based optimization
methods of this work.

1.5 Structure of this Work

This work is structured as follows:

In Chapter [2] properties of ceramics are discussed, first. Then, the concept of weak solu-
tions for partial differential equations (PDE) is introduced. In particular, properties of the
existence of weak solutions for the linear elasticity theory, i.e., an elliptic PDE formula-
tion that describes ceramics under tensile force, are provided. Subsequently, (Lagrangian)
finite elements to discretize partial differential equations are reviewed. In Chapter [3, a
formal introduction of the biobjective shape optimization problem, including a review of
Weibull type models for the probability of failure is given. To this end, a brief overview of
birobjective optimization and the weighted sum scalarization are provided, and an existence
results for Pareto optimal shapes is stated. Chapter |4|is devoted to the discretization and
parameterization of the problem, including an adjoint approach to compute the gradients
cost efficiently. Here, the numerical implementation follows a first discretize then optimize
approach. Chapter [4] also introduces the two dimensional case studies that we consider
in this work. In Chapter [5] a biobjective gradient descent method and the weighted sum
method, are investigated. We also provide some details on their efficient implementa-
tion. Subsequently, the approach is validated for the two dimensional case studies. We
expect for the case study w.r.t. the bended beams that the solutions of the biobjective
gradient descent methods are straight rods of varying thickness, since from a mechanical
engineering point of view these should be the optimal forms. Subsequently, the methods
are applied to the case study w.r.t. the s-shaped joints where we have no initial guess for
the optimal solutions. In Chapter [6] a gradient-based biobjective continuation method,
Pareto tracing by numerical integration, that utilizes an ordinary differential equation
(ODE) to trace the Pareto front, is proposed. Toward this end, a brief introduction to
ODEs and numerical methods to solve them, i.e., the Runge-Kutta methods, is given.
The approach is then validated on biobjective problems for which the Pareto fronts are
known. Subsequently, it is applied on the two two dimensional ceramic case studies
that we investigate in this work. The third class of gradient-based optimization methods
that we investigate in this work, the surrogate based method efficient global optimization
(EGO), where gradient information is incorporated in the surrogate model, is introduced
in Chapter[7] Since, EGO utilizes a Kriging, i.e., a Gaussian process, model as a surrogate
model, a brief review of Gaussian random fields and their analytical properties is given.
For our numerical experiments, the implementation of the EGO algorithm provided by
the (open source) software toolbox Dakota is utilized. For this purpose, an introduction
to the Dakota toolbox is given and the coupling with Dakota described. Then, the EGO
algorithm is applied on the two case studies. Subsequently, the numerical results w.r.t.
the two case studies of Chapters[d], [6) and[7]are compared. Perspectives for future research
are suggested in Chapter [§|
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2 Ceramics: Linear Elasticity Equation
and Finite Element Discretization

In this chapter, the mechanical properties of ceramic materials are discussed in Section [2.1]
Then, in Section [2.2] an brief overview of some partial differential equations, i.e., ellip-
tic boundary value problems, and their weak solutions is given. Furthermore, the linear
elasticity theory which describes the behavior of ceramic components under physical phe-
nomena, e.g., stress, using a PDE formulation is introduced. Subsequently, in Section
the concept of (Lagrangian) finite element discretization is introduced and utilized to
discretize the linear elasticity equation. Note that this overview was also given in [45].
Further, note that some of these concepts are introduced for three dimensional ceramic
components but are also true for two dimensional components.

2.1 Mechanical Properties of Ceramic Materials

Here, the main material properties of ceramic materials are discussed. This section is
mainly based on [112, [76].

Ceramics are of interest in manufacturing since it possess advantageous qualities, such as
its low electric conductivity, low density and corrosion resistance, which makes them a
common material choice. Nevertheless, it comes with one major disadvantage, its brittle-
ness causes the ceramics to have low stability at room temperature. Brittleness is due to
the manufacturing of the ceramic materials utilizing sintering which creates small flaws in
the material. Hence, it is an inescapable side effect of the manufacturing process. These
flaws under high stress can induce cracks which can lead to failure of the material as
plastic deformations are not able to stop stress peaks. This makes ceramic materials vul-
nerable to failure under tensile load. Moreover, experiments have shown that the form of
the ceramic component has great influence when tensile stress is applied [112]. Hence, we
are interested in the elastic behavior of ceramic materials, which is categorized as linear
elastic [23]. The behavior of ceramic materials under stress, i.e., its linear elastic behav-
ior, is among other things characterized by the Young‘s modulus Fy and Poisson’s ratio
vp. In Table an overview of some exemplary values of Fy and vp for some ceramic
materials is given. The ultimate tensile strength (uts), which is measured in megapascal
(MPa), is another characteristic value of a material. It represents the maximal stress the
material can endure before failing under tensile load. The transformation of a flaw in the
material in an actual crack is mainly driven by the stress acting on the component, in the
sense that the higher the stress, the higher the probability of failure of the component.

Stress, i.e., 7, in one point is described with a stress tensor that is given by the stresses in
three planes which are in general chosen as orthogonal to the directions of the Cartesian
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Ceramic Ey in GPa | vp uts in MPa
Al,O3: dense | 410 0.20-0.25 | 11-276
Al,O5: 95% 320 0.20-0.25 | 11-276
Al,O5: 88% 250 0.20-0.25 | 11-276
BeO 311-340 0.25 93-140
MgO 317 0.17 96
VAYOL 160-240 0.22-0.30 | 123-140
B4C 450-470 0.17 155
SiC 480 0.16 41-200
TiC 460 120
WC 730 350
AIN 318 0.25

BN 90 1.6-48
SisN4 : HPSN | 320 0.28 150-375
SisN, : RBSN | 160-200 0.23 140-170
TiB, 500-570 0.10 127
ZrB, 340 0.11 198
MoSis 370 280

AL, TiOs 5-30 0.22-0.26

Mullite 144 0.20 110

Table 2.1: Ceramics: values of Young's modulus Ey, Poisson’s ratio vp, and uts (see, e.g.,
[112] 142]). See also [45].

coordinate system. We then have

Or Oxzy Ogxz
Oyz Oy Oyz|,

Qe
I

Oz Ozy Oz

where the entries on the diagonal represent the stress acting in the normal direction of
the surface it is acting on. We refer to it as normal stress. If an entry on the diagonal
is positive we refer to it as tenmsile stress, whereas a negative entry is referred to as
compressive stress.

2.2 Elliptic Boundary Value Problems

In this section, the linear elastic problem is introduced. For components € in R?, d = 2, 3,
linear elastic problems are modeled as partial differential equations more precisely elliptic
boundary value problems. In the following, a brief overview on elliptic boundary value
problems and the existence of weak solutions is given. Note that this section is based on
[23].
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2.2.1 PDEs with Dirichlet and Neumann Boundary Conditions

Boundary value problems are governed by certain properties of the boundary of the con-
sidered set. Here, two important boundary conditions are introduced. To this end, the
notion of Lipschitz continuity, see, e.g., [95], is introduced.

Definition 2.1. Let (E,dg) and (F,dgr) be metric spaces. We say a function f: E — F
is Lipschitz continuous if there exists a constant L < co such that

dp(f(x), f(y)) < L-dp(z,y) forallz,y € E.
L is then called the Lipschitz constant of f.
Furthermore, we introduce the concept of positive definiteness for matrices.

Definition 2.2. A symmetric matriz A € R™" is called positive definite if v Ax > 0 for
all x € R™.

Moreover, in the following for a domain {2 we denote the boundary of €2 as 052, the interior
of Q as int(Q) := Q\ 99, and the closure as 2. Now, we can state following definitions.

Definition 2.3. Let Q C R? d = 2,3. The boundary of 2, i.e., 0L, is called a piecewise
Lipschitz boundary, if there exist open sets Uy, Us, ..., Uy, with N € N, such that

1. 002 C

7

Ui

LC=

2. 00 N U; 1s the graph of a Lipschitz continuous function Vi =1, ..., N.

Definition 2.4. Let Q C R, d = 2,3, be a domain with piecewise Lipschitz boundary
0 and let

Lu(€) = = 0i(an(&)0su(€)) + ao(§)u(§) (2.1)
ik
be a second order elliptic partial differential operator, where ag(§) > 0 for & € Q and the
matric A(E) = (au(§))ix is positive definite. Then, an elliptic (or coercive) boundary
value problem with Dirichlet boundary condition s given as
u(§) = 9(§) & €09,

with f and g arbitrary functions on €.

Every Dirichlet boundary value problem can be transformed to a homogeneous problem
by a re-definition of f [23]. Hence, only problems with § = 0 are considered in the
following.

The other boundary condition that we consider is the so called Neumann boundary con-
dition. Differing from the Dirichlet boundary condition it controls the values of the
solution‘s derivative on 0f).
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Definition 2.5.

Let Q C R d = 2,3, be a domain with piecewise Lipschitz boundary 0X). Furthermore,
let Lu be defined as in[2.1. Then, an elliptic boundary value problem with Neumann
boundary conditions is given as

Lu(§) = f(§) €€
%niaikaku(g) =h(§) &€ 09, (2.3)

where ay, = aix(§), n = n(§) is the outward pointing normal which is defined almost
everywhere on 0$2, and f and h are arbitrary functions on Q. This can be written in a
more compact way as

Lu(§) = f(§) €eQ
n-a-Vu() = h(e) & e on. (2.4)

Neumann boundary conditions are also called natural boundary conditions.

In general, a problem is governed by mixed boundary conditions. Hence, the following
formulation for a mixed boundary problem arises

f
u(§) =9(§) & €9, (2.5)
h

with 0Qy = 0Q\0p and where 0€)p is the part of the boundary on which the Dirichlet
conditions hold and 02y the part on which the Neumann boundary conditions hold.
The functions f , g and h are be described later on. In a next step, the concept of weak
solutions and their existence is introduced.

2.2.2 Weak Solutions of Elliptic PDEs

We utilize Sobolov spaces and the variational form of the boundary value problem to show
the exitence of weak solutions. In this section, the assumptions required for the existence
and uniqueness of weak solutions are discussed. The Dirichlet and Neumann boundary
problems are considered separately, starting with the Dirichlet boundary problem. This
subsection is based on [23].

Existence of Solutions for Dirichlet Problems

Let € be an open subset of R?, d = 2, 3, with piecewise Lipschitz boundary. The Sobolev
spaces are built on the function space

L*(Q) .= L*(Q;R) := {f : Q — R : fis measureable, / I£(O)F d¢ < oo} :
Q
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On L%*(2) one can define the following scalar product

(w0l i= [ ul)-(e) ds.
and the corresponding norm

[ullo = v/ (u, wo.

Following [23], L*(Q) equipped with this norm is a Hilbert space, i.e., it is complete w.r.t.
| - |lo or in other words every Cauchy sequence in L*(€2) has a limit in L?*(€).

Definition 2.6. Let u € Ly(2). We say that u possesses the weak derivative v = 0%u
in L*(Q) provided that v € L*(Q) and

(¢,0)0 = (=1)*N(%¢,u)o ¥ ¢ € C°(2) (2.6)

with C3°(2) = {¢p € C(Q) | supp(¢) C Q compact}.
Note that for differentiable u the weak derivative is equal to the derivative.

Definition 2.7 (Sobolev Space). Let ¢ € N. Further, let H1(S2) be the set of all functions
u € L*(Q) that have weak derivatives 0%u € L*(QY) for all |a| < q. We say that HY () is
a Sobolev space. Further, we define a scalar product on H1(2) by

(u,v)q == Z (0%u, 0%v)g

lo|<g

with the associated norm

lully =/ (w,u)g = | D l[0ul3.

la|<q

Note that H?(2) is complete w.r.t. the norm | - ||,, see, e.g., [23]. The completion of
C5° () regarding the Sobolev norm || - ||, is denoted by H{(€2).

Theorem 2.8 (Characterization Theorem). Let V' be a linear space, and assume that
B:VxV—=R
is a symmetric positive bilinear form, i.e., B(v,v) > 0 for all v € V,v # 0. Moreover, let
(:V >R
be a linear functional. Then,
J(v) = %B(U,v) (4,0 (2.7)
attains its minimum over V' at u if and only if

B(u,v) = (¢,v) for all v € V. (2.8)
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Furthermore, @ has one unique solution.

Proof. For u,v € V and t € R we have

J(u+tv) = =B(u+ tv,u+ tv) — ({,u + tv)

(B(u,u) + 2tB(u,v) + *B(v,v)) — ((,u) — t{(,v) (2.9)

GNP

(u) + t(B(u,v) — (£,v)) + %tZB(v, v).

If u satisfies condition ([2.8)), we can conclude with ¢ = 1 that if v # 0 and as B is positive
definite

J(u+v)=J(u)+ %B(v,v) > J(u). (2.10)

Hence, u is the unique minimum of J.

To the contrary, if the function J possesses a unique minimum at u, then for every v € V|
the derivative of the function ¢ — J(u + tv) must vanish at ¢ = 0. Following (2.9)), the
derivative has the form B(u,v) — (¢, v), and therefore condition follows. O

The following proposition links the boundary value problem to a variational problem.

Proposition 2.9 (Minimal Property). Every solution of the boundary value problem

Lu(§) = — %&-(aik(ﬁ)ﬁku(f)) +ap(€)ulé) = f(§) €€

u(€) =0 &€
15 a solution of the variational problem
Imnﬂwow—ljggym@@moamo+5%@w¢f—f@»mol% (211)
ik

amonyg all functions in C*(Q2) N C°(Q) with zero boundary conditions.

In [23], Theorem is used to prove this result. We omit most details of this proof,
except that it was shown that if there exists a solution for the boundary value problem,
it is the solution of equation ([2.8)), with

B(u,v) := /Q [Z ai(§)0u(§) v (€) + ao(ﬁ)u(ﬁ)v(f)] d¢
and

<mm=Lﬂ®w@da

In the following, it is shown that solving the variational problem on a suitable Hilbert
space (i.e., with the right choice of topology) existence and uniqueness of the weak solution
can be shown.
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Definition 2.10. Let H be a Hilbert space. We say a bilinear form B : H x H — R is
continuous, if there exists C' > 0 such that

| B(u, v)| < Cllul| - lvf| Vu,v € H

A symmetric bilinear form B is called H-elliptic or short elliptic or coercive, if for some
a>0

a|jv||* < B(v,v) Vv € H.

This induces the following norm

|vl|B := v/ B(v,v). (2.12)
The norm (2.12)) is also referred to as energy norm.
We denote the space of continuous linear functions on a normed linear space V' by V.

Theorem 2.11 (Lax-Milgram).
Let H be a Hilbert space. Further, let V. C H be a closed convex set, and let B : H X H —
R be an elliptic bilinear form. Then, for every £ € H' the variational problem

min J(v) = %B(v,v) () (2.13)

has a unique solution in V.

Proof. The function J is bounded from below, since

1
J(0) 2 sallvll® = e - 1ol

1 e ol
= —(alloll = fle)* = 5 == ==~
200 200 200
Let ¢; :=inf{J(v) | v € V'}. Further, let (v,) be a minimizing sequence. Then

a||vn — vm||? < B(Vp — U,y Un — Upy)
= 2B (U, V) + 2B (Ui, V) — BV + Uy Un + V)

— 4 (vn) + 4 () — 8T (“" J; ”m)

< 4J(v,) +4J(vy,) — 8cy.

This inequality holds since V' is convex and therefore (22£22) € V. From J(v,), J(vn) —

1 it follows that [|v, — vp,|| = 0 for n,m — oco. Hence, (v,) is a Cauchy sequence in

H and consequently u = lim v, exists. Since V' is a closed set we have that u € V.
n—o0
Furthermore, J(u) = lim J(v,) = inf,ey J(v) follows from the continuity of J.
n—oo

In a next step, the uniqueness of the solution w is shown. Assume that u; and uy are
solutions of . Then, a minimizing sequence can be constructed as wuq, us, uq, uo, ....
But as already established, every minimizing sequence is a Cauchy sequence. Hence,
U1 = Ug.
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A weak solution can then be defined in the following way.

Definition 2.12. Let Q C RY d =2,3. Let u € HI(Q), ¢ > 0. u is called weak solution
of the second order elliptic boundary value problem

= 20 (§)0ru(©)) + ao(€)ul€) = fe) ceq

(2.14)
u(§) =0 & €09
with homogeneous Dirichlet boundary conditions, if and only if
B(u,v) = (f,v)y for allv e HL(Q), (2.15)

where B is a bilinear form that is given as
B(u,v) :=/Q [Z aik(§)0;u(§)d;v(€) + ao(§)u(§)v(E) | dE. (2.16)
ik

Now, we can state the following existence result as a direct consequence of Theorem [2.13]

Theorem 2.13 (Existence Theorem).

Let L be a second order uniformly elliptic partial differential operator. Then, the Dirichlet
boundary value problem has a weak solution in HJ(Q). It is the minimum of the
variational problem

~

1
min  —B(v,v) — (f,v)o. 2.17
Jmin S B.0) — (f0) (217

Existence of Solutions for Neumann Problems

To show the existence of weak solutions for Neumann boundary value problems, the
concept of cones is needed. We denote by

C(C.0,0) ={6 eR? | [¢| <1,&-C>[¢fcos(0)}, d=2,3

a cone with height [, direction ¢, and opening angle 6.

Definition 2.14. Let Q be a bounded open set in R, d = 2,3. For 0 €10, 5[, I,r >0,

2r < l_we_ say 2 C Q satisfies the cone property, if for any § € 0K there exists a cone
Ce = Ce((e,0,1), where (¢ is a unit vector in RY, d = 2,3, such that

§+C:CQ, &eB.(§NAQ,

where B,.(§) is the open ball in R, d = 2,3, with radius r centered at §. Further, we
denote by 11(0,1,r) the set of all subsets ) of €2, which satisfy the cone property.

The following well-known lemma is needed for a proof later down in this section. Note
that this lemma was also used in the proof of Proposition [2.9]
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Lemma 2.15 (Green’s formula). )
Let Q C R, d=2,3. Foru,v e CYQ) we have

[v©ou@ s =~ [woow© i+ [ vouon@ e @)
Q Q o9

where n(§) is the normal at £ € €.

For a proof we refer to, e.g., [9].

Theorem 2.16 (Trace Theorem).

Let Q C R4, d = 2,3, be bounded, and assume that Q has piecewise Lipschitz boundary.
Furthermore, assume that ) satisfies the cone property. Then, there exists a bounded
linear mapping

G HI(9) 5 1209), 40 oe < clfla, (219
such that 4v = vjaq for all v e C1(Q).

For a proof of this theorem we refer to [23].

Theorem 2.17. Let 0)p C 0N be the part of the boundary with respect to the Dirichlet
boundary conditions, i.e., the part on which zero-boundary conditions hold. Furthermore,
assume that the domain § satisfies the assumptions of the Theorem and that 0Qp
has positive two-dimensional measure. Then, the variational problem

min J(v) := %B(v, v) = (f,0)o.0 — (9, V)00

has a unique solution in H7(SY). The solution of the variational problem is of class C*()N
CY(Q) if and only if there exists a classical solution of the boundary value problem

Lu(§) = f(§) ¢eq,
g
ik
in which case the two solutions are identical.

Proof. Given that B is a HY%elliptic bilinear form, Theorem [2.11] guarantees the existence
of an unique solution v € H?(Q2). In particular, u is characterized by

B(u,v) = (f,v)o0 + (9, v)000 V€ HI(Q). (2.20)

Now assume that (2.20) holds for u € C?(2) N C1(Q). For v € HI(Q) we have Jv = 0
and with ([2.20) we conclude that

B(u,v) = (f,v)o, Yve HI(Q). (2.21)
Furthermore, it can be shown that u solves the Dirichlet problem. We have

Lu(€) = f(&) (€, (2.22)
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For v € HY(Q) we have with Lemma [2.15]

/Q 0(€)9: (@ (€)Fpu(€)) dé = — /Q 0r0(€)ass (€)u€) € + /6 o(an(O0u(EIn(€) dé.
(2.23)

Therefore,

Blu,v) — (£,0)0 — (9. 0)om = / o(€)[Lul€) — F(©))de

)
oN

With (2.20) and (2.22) the integral w.r.t. 092 in (2.24)) vanishes. Further, assume that
the function vo(§) = ni(§)am(§)Oku(§) — (&) does not vanish. Then, [o,vo(£)* d€ > 0.

Given that C'(Q) is dense in C°(Q2), there is a v € C*(2) such that [, vo(§)v(§) d€ > 0.
This contradicts the assumptions. Hence, the boundary condition has to be satisfied. On

the other hand, (2.24)) gives us that every solution of (2.21)) satisfies ([2.22]). ]

(2.24)

> ni(©au(€)okulé) — ﬁ(é)] v(€) de.

i,k

In a next step, we formulate a elliptic partial differential equation for ceramic materials.

2.2.3 Linear Elasticity Theory

In Section the mechanical properties of ceramics were discussed. In the following,
these properties are translated into mathematical terms. Following [23], ceramics behave
according to the linear elasticity theory, as long as the applied stress remains below the
uts. The variational problem w.r.t. the linear elasticity theory is given as an minimization
problem of energy

) = [ [56(6)s<(ule) = 7 u(©)| ac— [ a(0)-u(e) ae,

where f : Q — R? d = 2,3, is the body force, g : Q x S9! — R? d = 2,3, is

the area force, and S9! is the unit sphere in R?, d = 2,3. Furthermore, we define

(&) re(u(f)) :== > ou(&)ei(u(§)). The variables e, and u are coupled by the following
ik

kinematic equations

1 du;(§) | Ouy(§)

or £(u(§)) := Vu(§) and the linear constitutive equations

1+vp Vp -
E, (&) — E, tr(a ()1, (2.26)

e(u(§)) =
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where tr(-) is the trace. We therefore have for the stress

_]_—l—l/p

(¢)

(tw(e + 125 wctu@)r).

In some cases this equation is written component-wise, for e.g., d = 3,

-5'11- -1 — Up Vp Vp 0 0 0 i -811-
522 Up 1-— Up Vp 0 0 0 €929
5’33 . Vp vVp 1-— Vp 0 0 0 €33
ol K 0 0 0 1—2vp 0 0 €12’ (2.27)
5’13 0 0 0 0 1-— 21/]3 0 €13
_5’23_ | 0 0 0 0 0 1-— 2Vp_ _823_
where K = m Further, note that we omitted the dependency of £ for no-
tational reasons. Moreover, substituting with Lamé’s constants A\, = (Huf)?#m and
fr = ﬁ yields the common formulation for &
(&) = Antr(e(w(©)I + pur (e(u(€)) +e(u(€)"), (2.28)
and we have for the energy density
1. 1
50(8) 1 e(u(§)) = 5 (Antr(e(u(€))] + 2ur e(u(€))) : £(u(€)) (2.29)
AL
= 5 (tr(e(u(€)))” + p e(u(§)) : £(u(€)). (2.30)

With the mized method of Hellinger and Reissner [23] one can use (2.30)) to reformulate
I1

Y

(u) = / iz £(u(€)) - £(ul€)) (2.31)

~

2 div u(©))? - o u(6)] de (2.32)
S RGRGE (2.33)

where 02 is divided into a part where zero boundary conditions hold, 9Qp, and 0Qy.
Note that div u(§) denotes the divergence of u at &, i.e., the trace of the Jacobian of u at
&. Hence, we have the following differential equation

—div () = f(§) e
0 &€ 0p,

a(§) -n(&) = 9() &€y,

<
—~
m
~—
I

with & as defined in (2.28)).
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Theorem 2.18 (Korn’s Inequality).
Let Q C R, d = 2,3, be an open bounded set with piecewise Lipschitz boundary. Further,
assume that 0Qp C OS2 has positive two-dimensional measure. Then, there is a positive

number C' = C(Q,08p) such that
Clo|? < / (W(©)) : (v(€)) dE Vo € Hig(9).

Here, H,(Q) is the closure of {v € C®(Q)* | v((£)) =0, £ € O0p} w.r.t. the ||-||,-norm.

For a proof we refer to [23]. A consequence of Theorem is that (2.33) is elliptic.
Furthermore, applying Theorem yields the following existence result.

Theorem 2.19.

Let Q C RY, d = 2,3, be a domain with piecewise Lipschitz boundary. Further, assume
that OS)p has a positive two-dimensional measure. Then, the variational problem of the
linear elasticity theory has a unique solution.

Furthermore, one can now state the variational formulation for the linear elasticity PDE

Blu,v) = / £(6) - o(€) de + / §E) v(©) dA Yo e Hi(Q),  (2.34)
Q

NN

where the bilinear form B on the left hand side is given by

Blu,v) = / 5(u(€)) - £(0(6)) dg (2.35)

Q

= /\L/ div(u(€)) div(v(§)) d€ + QML/s(U(f)) ce(u(§)) dE. (2.36)

Q Q

2.3 Finite Element Discretization

In this section, a brief introduction in the concept of finite element discretization and
the Galerkin-Method is given. This section is based on [23]. Note that we only need the
Sobolov space H*(Q,R?), d = 2,3, in this work.

2.3.1 Finite Elements

The main idea of the finite element method is to compute not on the Sobolov space
HY(Q,R?),d = 2,3, but instead on a discretized finite-dimensional subspace denoted as
Sy = Sh(Q,RY), d = 2,3. To indicate that the initial space is a Sobolev space over R?,
d = 2,3, we use H)(Q,R?) instead of S,. Our choice for Sy is Hj,, ,(Q,R?), ie., the
subspace of H} (2, R?) such that all u € H} (2, R?) are vanishing on the closure of 9Qp.

In finite element theory the domain €2 is partitioned by, e.g., triangles and quads in
the two-dimensional case, and, e.g., tetrahedrons, cubes, parallelepipeds in the three-
dimensional case. On each subdomain basis functions are considered, i.e., on the finite
grid that is generated by the partitioning of €2 basis functions are defined which are used
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to further define weak solutions on the discretized space Sj. Hence, one demands certain
properties of the grid.

Definition 2.20.

1. A partition T = {Ky, Ks, ..., Ky} of Q into triangles, tetrahedrons or rectangular
parallelepipeds is called admissible if

a) K; CQ is open for alli € {1,...,N};
b) Kz ﬂKJ = @, Z#], VZ,j S {1,...,N},’
N _
c) UK =0
i=1
2. We write Ty, instead of T when every element of T has diameter of at most 2h.

3. We say a family of partitions {T,} is shape regular if there ezists a number T > 0
such that every K in Ty contains a ball of radius px where

pr > hi /T,
where hy is half the diameter of K.

4. We say a family of partitions {T,} is uniform if there is a number 7 > 0 such that
every element in T, contains a ball with radius

PK Z h/Ta

where h = max hy.
KeTy,

Now, we can state the definition of finite elements, compare with [23].

Definition 2.21 (Finite Element).
A finite element is a triple (K,II',Y') satisfying the following conditions.

1. K is a polyhedron in R¢, d = 2, 3.
2. I :=1I'(K) is a subspace of C'(K) with finite dimension s.

3. ¥ =Y/ (K) is a set of s linearly independent functions over II'. We also call these
functionals interpolation conditions. Further, there exists the bijective mapping
¥ = Ae1, st 0 I — R®, hence each p € 11 is uniquely defined by p —

(p1(p), s ps(p))-

The functions 0% € II' are also called local shape functions if they form a basis of II'.

S

Hence, every u € II' can also be written as u = Y uf0F with v/ € R. To determine an
i=1

element of I" a nodal basis of II'; i.e., s interpolation points (or nodes) X, ..., Xy € K

including at least the vertices of K, is needed. To this end, we use Lagrange finite
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elements, since they are commonly used finite elements. Furthermore, they are governed
by the following interpolation conditions ¢ at the s interpolation points

0;(0F) =08 (X;) =6, Vi,je{l,..,s}

Now, assume that 2 is discretized via the finite element method such that Q = (Jgcr K.
Then, every function u = Y~ o -7, uj 0] defined on this set is continuous, since II'(K’)
is a subspace of C'(K).

Definition 2.22. We say a family of finite element spaces Sy, of partitions Ty, of Q C
R, d = 2,3, is an affine family, if there exists a finite element (k, 1T, f)’), referred to as
the reference element, which possesses the following properties. For any K € T, there is
an affine mapping Ty : K — K such that

~

1. I =10 o Ty,
2. éj = QjOTK,

3. @i(poTk) = ¢(p),

where éj and @; denote for each finite element K the local shape functions and interpola-
tion conditions on the reference element K.

Therefore, this allows one to compute every required solution first on the reference element
and then transform it to a solution on an element K.

2.3.2 The Galerkin-Method

In this subsection, a brief overview over the Galerkin-method to solve finite element prob-
lems is given. Note that we omit & for convenience. Toward this end, consider the following
variational problem

min J(0) = S B(v,v) — (L,v) (2.37)

in the subspace Sj,. From Subsection it is known that w, is a solution given that
B(up,v) = ((,v) Yv € S}, (2.38)
With the basis {61, ..., 0,}, i.e., set of local shape functions, of Sy, (2.38) is equivalent to
B(up,0;) = (€,6;), i =1,2,...,s.

Now, suppose that u; € S;, has the form

S

Up = Z zka

k=1
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This leads to the system of equations
> B0k, 0z = (£,6;), i =1,2,....5,
k=1

which can be compactly as
Az =0,

where A is positive definite, if B is a H'-elliptic bilinear form. Recall that for this case
the existence of unique weakly solution is provided by Subsection [2.2.2] Furthermore, the
Galerkin-method enables the reformulation of the problem to a system of equations, for
which several numerical methods are known. The following lemma gives insight on the
accuracy of the method.

Lemma 2.23 (Céa’s Lemma).

Assume that the bilinear form B is H-elliptic. Furthermore, let u and uy, be the solution
of the variational problem in H' and in S, C H', respectively. Then there exists C, o > 0
such that

c .
Ju—unll < o inf flu = ol

Proof. From the definition of v and wy it follows directly that

B(u,v) = {{,v) Vv e H!
B(up,v) = ((,v) Yv €S}

with S, C H', it follows by subtraction that
B(u —up,v) =0 Yv € 5. (2.39)

Let vy, € S,. Moreover, with v = v, — u;, € Sy, and (2.39)) it follows that B(u — up, v, —
up) = 0 and

allu —up||F < Blu — up, u — up)
= B(u — up,u — vp) + B(u — up, vy, — up)

< Cllu = un[lrlu = vl

Further, dividing by ||u — |1 establishes the assertion. O

From Lemma [2.23] it becomes clear, that the approximation error of the solution wuy
depends primarily on the choice of the underlying functional space. Note that this can
be controlled by the order of the polynomials and by the fineness (or coarseness) of the
partitioning.
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2.3.3 Discretization of the Linear Elasticity Equation with Finite
Elements

In this subsection, the finite element method is applied on the linear elasticity equation

(u,v) /f €) d¢ + / g(&)-v(§) dA Yv e HgQD,h(Q,Rd), d=2,3.

00N

As mentioned the function is discretized via the finite element method using Lagrange
nodes. We apply the same discretization of [73]. For the computation of the integrals we
apply numerical quadrature.

Let Q C RY, d = 2,3, be partitioned by a finite grid 7, with N grid points X = {X; €
K |i=1,..,N}. Further, let N, be the number of finite elements {K,ITI'(K), ¥'(K)}
forming this grid. Moreover, for each finite element K there are ng, local shape functions
0; € II'(K), j = 1,...,ng which are defined by some nodes X*,.., X} € X. Now,
assume that the family of finite elements is affine. Then, there exists a reference element
{R’ I } and a bijective transformation Tk : K — K for each finite element K € 7T;

such that I = IT o Tk, éj =0;0Tk, j€{1,...,ng,}. We have

Nsh

Tx = Tx(£,X) = Ze XK, (eK.

For the numerical quadrature we choose ¢ quadrature points élK on the reference element
K and weights &f€ for each K € 7. Then, the discretized bilinear form ([2.36)) is given as
follows

B(u,v) = A, Y /dw ) div(v(§)) d€ +2u Y /e(u(f)) ce(v(€)) dé

KeTn §¢ KeTn §

“n Y / div(w(Ti (£)) div(v(Ti (£))) det(VTx (£)) dé
KETh

+2pL Y /€(U(TK(€)))' (0(Tk (€))) det(VTx(£)) d€
KeTy,

~ ALY Y @f det(VTk(§)) div(u(Tk (§))) div(o(Tk(€]))

KeTy 1=1

+ 201 Y Y @f det(VIk(E)e(u(Ti(§))) : e(o(Tk (§)))-

KeTy 1=1

With the local shape functions 0,, on the reference element it holds that

= Z U Oy © T (€) for every € € K.
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Hence,

Nsh

V() = 3t @ (VT (E)T) V0,0 (), (2.40)

m=1
Furthermore, we have

iv(u(©)) = 3 tr (1, @ (VI(O7) 1 96,(6)).

m=1

The volume force is discretized in a similar way

i€ ©)ds = 30 S0k det (VTilé) ATl - oTieG)

KeTp =1

The surface force is discretized in another way, since only the faces F' of the finite el-
ements K that lie on 0N are considered. To this end, let N}, be the set of all faces F'
of finite elements K = K(F) € T, that lie on 0¢2. Further, let F' be the face on the
reference element K with Trr) : . F = F. Stemming from the fact that the face F' is

of lower dimension than K additional ¢ quadrature points 51 and weights @/ have to
be considered. Furthermore, we replace the determinant of the derivative of Tk with the

square root of the Gram determinant 4/det gp (élF ), given by

9 (&) = V7 (T &) (V¥ (Tl ) (O,
Hence,
[ 60 3 3 af et an ) (T ) o T &)
0% FeEN, 1=1

With the global degrees of freedom U = (u;)jeq,..n3 € R¢, d = 2,3, and the node
coordinates X, with u; = 0 if X; € 0Qp this can also be expressed as

B(X)U = F(X),
B(X>(jvr)i(kvs) = B(e 67‘7 0k68> (241)
Fim = g{ <€, d¢ + g{ 9(€) - b, dA,

where {e, | r = 1,...,d} is the standard basis of R?, d = 2,3.
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3 Biobjective Shape Optimization (of
Ceramic Structures)

In this chapter, we first introduce a set of admissible (feasible) shapes and review the state
equations that model the physical behavior of a shape under external forces according to
the linear elasticity theory (Section , see also Chapter . The considered objective
functions, the intensity measure modelling the mechanical integrity, and the volume of
the shape, are formally introduced in Sections and respectively. In Section [3.4]
a brief overview of biobjective optimization, which is a special case of multiobjective
optimization, where only two objective functions are considered, is given and the overall
problem is formulated as a biobjective optimization problem. In Section (3.5 a widely used
scalarization method to solve multiobjective and biobjective optimization problems, the
weighted sum scalarization, is introduced. Furthermore, the existence of Pareto-optimal
solutions is shown in Section Most of this chapter was published in [46), [19].

3.1 Admissible Shapes and State Equation

We follow the description from [79, 21], 80, 20] and consider a compact body (also referred
to as component or shape) Q C R d = 2,3, with Lipschitz boundary that is filled with
ceramic material. Furthermore, we assume that the boundary 02 of 2 is subdivided into
three parts with nonempty relative interior,

990 = (092p) U (0QNy00) U (0N, )-

0€)p describes the part of the boundary where the Dirichlet boundary condition holds,
0Ny, .. the part where surface forces may act on and 9y, the part of the boundary
that can be modified in an optimization approach. It is assumed to be force free for
technical reasons [20].

)

o0p 8QN&ee 8QNﬁxed

Figure 3.1: Illustration of €2 and its boundary components. See also [46, [19].

Since all feasible shapes have to coincide in €2p and in Qp,_,, it is natural to restrict
the analysis to subsets of a sufficiently large bounded open set  C R? that satisfies
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O0p C 9Q and 99 Nowed < 00 (see Figure . We additionally assume that 0 satisfies
the cone property (recall Definition [2.14)) for a given angle 8 € (0, 7/2) and radii 7,1 > 0,
F<l1/2 ie.,

VE€ 003G eRY(IG] =1 : y+C(G.0,0) CQVy e B(9)NQ,

where C((e,0,1) == {c € RY : |le|| < I, ¢"¢ > |le| cos(A)} is a truncated circular cone
oriented along (¢ with height ! and opening angle 260, and B:(§) C R? is an open ball of
radius 7 centered at £&. Now the set of admissible shapes O C P(R?) can be defined as

oM = {Q C O: 9Qp C 00, 00y, C 90, O and Q satisfy the cone property} . (3.1)

Ceramic components behave according to the linear elasticity theory [112]. The state
equation can be described as an elliptic partial differential equation, see, e.g., [23]. More
precisely, we get the state equation which describes the reaction of the ceramic component
to external forces as a partial differential equation:

= f(&) foréeQ
0 for £ € 0Qp

g(f) for § € 8QNﬁxed
0 for £ € Oy,

(3.2)

Q

—~

<

—~

mn

S—

~—
S D
N N N e
MM N —
N N N N

I

Here, n(£) is the outward pointing normal at £ € 0€2, which is defined almost everywhere
on 0f) given that 0f) is piecewise differentiable. Furthermore, let f € L*(Q,RY) be the
volume forces and g € L*(0€Qy,, ., R?) the forces acting on the surface OQy,_,, e.g., the
tensile load. The displacement caused by the acting forces is given by u € H*(Q,R%),
where H'(Q,R?) is the Sobolov space of L%(€, RY)-functions with weak derivatives in
L2(Q,R*™?). The linear strain tensor ¢ € L*(Q, R**?) is given by e(u(§)) = 3(Vu(€) +
(Vu(€))T), where Vu is the Jacobi matrix of u. It follows for the stress tensor o €
L2(Q, R¥™9) that o(u(€)) = A\p tr(e(u(é))) ] + 2ure(u(§)), where A\, ur, > 0 are the Lamé

constants derived from Young’s modulus Fy and Poisson s ratio vp as A\j, = (Ll—l;};(—El%

and pur = 55 J:/P). From a numerical perspective, a variational formulation of the state
equation is usually preferred, see, e.g., [79, 211, 80l 20]. This still guarantees a unique
weak solution u, see [49]. Thus, u is uniquely defined by the shape Q [49], and we will
equivalently write o(Vu(€)) := o(u(§)) for £ € Q to highlight that ¢ depends on the
Jacobi matrix of wu.

3.2 Probability of Failure

The primary objective function, the mechanical integrity of the ceramic component, is
modelled based on the probability of failure analogous to [79, 21, 80l 20} 24, [152]. For the
sake of completeness, this is briefly summarized in the following.

We want to optimize the reliability of a ceramic body (2, i.e., its survival probability, by
minimizing its probability of failure under tensile load. In that sense failure means that
the ceramic body breaks under the tensile load due to cracks. Such cracks occur as a
result of small faults in the material caused by the sintering process. To understand the
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mechanics of cracks, three types of crack opening are considered, see [76] and Figure w
for an illustration. They are referred to as Modes I, II and III, respectively, and relate
to different loads. Note that in the two-dimensional case, only Modes I and II can occur.
We refer to [76] for a detailed introduction into this topic.

o 7
\
(a) Modes I, IT and IIT (from left to right) (b) r-¢ coordinate sys-
tem at the tip of the
crack

Figure 3.2: Crack opening modes and two-dimensional model for the crack-tip field ac-
cording to [79, 21, [80L 20, [76]. See also [46].

The stresses and strains close to a crack are represented by the crack-tip field which de-
pends on the respective crack opening modes. It is described locally by a two-dimensional
model, see Figure for an illustration. With K7, Kj; and Kyyp being the stress-intensity
factors (also called K -factors) corresponding to Modes I, II, and III, respectively, one can
describe the crack-tip field o locally according to linear fracture mechanics as

1
\2mr

Here, r is the distance to the crack tip, and ¢ the angle w.r.t. the z;-axis (aligned with
the crack plane), see Figure 3.2b] The functions 6"%"(¢) are known functions of the
angle ¢, see again [70], and R(r,¢) is a regular function of the considered position in
x € () that is independent of the crack. Note that in the two-dimensional case, Mode III
is omitted from (3.3]) since it does not exist. Moreover, experimental evidence has shown
that Mode I, which relates to tensile and compressive load, is the most relevant for the
failure of ceramic structures [24], see [76] for approaches for multi-mode failure. We will
thus focus on Kj in the following as the driving parameter for crack development under
tensile load.

0(€) = o(r.6) = —o—{ Ki6"(6) + Kus"(6) + Kmé™(6)} + R(r.0).  (33)

In order to evaluate K analogous to [20], we adopt the concept of equivalent circular discs
to represent different crack shapes and crack sizes, and hence assume that the cracks are
penny shaped. Then, a particular crack can be identified by its configuration

(€,a,n) € C:=Q x (0,00) x §97

where ¢ € Q is its location, a € (0,00) its radius, and n € S9! its orientation (S9*
denotes the unit sphere in R?). C is called the crack configuration space. Given a crack
(&,a,n) € C, Ky can be computed as a function of the radius a and of the tensile load
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on(Vu(§)) in the normal direction n of the stress plane at the crack location & as

K = Ki(a, 04(Vu(€)) = ~0,(Vu(€))v/7a, (3.4)

™

see, e.g., Table 4.1 in [76]. Following [20] we set
on(Vu(§)) := max{n' o(Vu(£))n, 0}.

Note that negative values of 7,,(§) correspond to compressive loads which can be ignored
in the analysis of crack development, see Figure above.

A crack (£,a,n) € C becomes critical, i.e., a fracture occurs and the material fails, if K
exceeds a material-specific critical value K. (the ultimate tensile strength of the material).
Note that (3.4) implies that all cracks with radius

a>a@:§(;?%hm)2 (35)

are critical. We denote the set of critical configurations by
A=A, Vu) ={(&a,n) eC : Ki(a,0,(Vu(§))) > K.}
and want to minimize the probability of finding a crack with configuration in A..

Following [79, 21}, 80], 20], we assume that the parameters (£, a,n) are random (i.e., they
are not deterministically given by the sintering process), that the cracks are statistically
homogeneously distributed in €2, and that their orientations are isotropic. Let A C C be
a measurable subset of the configuration space. Then, under quite general assumptions
the random number N(A) of cracks in A is Poisson distributed (see [93, [151]), and hence
N(A) is a Poisson point process. It follows that P(N(A) = k) = e_“(A)U(kL!)k ~ Po(v(A)),
where v is the (Radon) intensity measure of the process. Recall that a component fails
if N(A.) > 0. Given a displacement field u € H'(Q,R?), we can now write the survival
probability of the component €2 as

ps(2[Vu) = P(N(A(Q, Vu)) = 0) = exp{—v(Ac(Q2, Vu))}.

Hence, to maximize the survival probability of a component €2 we need to minimize the
intensity measure v. Since only cracks (£, a,n) with radius a > a. need to be considered
(c.f. (3.5)) above), [79, 21, 80, 20] determine the intensity measure as

U(AC(Q,VU»ZF(%?/ / 7dva(a)dnd§

2
Q §d-1 a.

with d¢ the Lebesgue measure on R dn the surface measure on S9!, and dv,(a) =
¢ -a~™da being a positive Radon measure modelling the occurrence of cracks of radius a
in Q (¢ > 0 and m > 2 are positive constants). Note that for d = 3 the I-function takes

the value I'(2) = ‘/77? and for d = 2 we obtain I'(1) = 1. With m :=2(m — 1) > 1 and
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using again (3.5)) the inner integral can be evaluated, yielding

(AL, V) = ) 2 (VU 4 e, |
(A(Q, V) Q/S/( = )ddg (3.6)

2T

where oy is an appropriately chosen positive constant. As highlighted in [79] 21], 80, 20],
this is in accordance with the statistical model introduced by Weibull [1I52]. In this
context, the parameter m is referred to as Weibull module and typically assumes values
between 5 and 30.

Summarizing the discussion above, we define our primary objective function f; : ©0* — R
as

J1(Q) = v(A(Q, Vu)) (3.7)

and refer to it as intensity measure, modelling the probability of failure (PoF) of the
component 2. Recall that «(£2) is uniquely defined by © and thus J;(€2) is completely
defined by the shape Q (given fixed boundary conditions f, §).

Furthermore, for a theoretical analysis w.r.t. continuous dependency of optimal shapes on
preference parameters in the context of shape optimization we refer to [72)].

3.3 Material Consumption

Improving the intensity measure J; of a ceramic component (and hence its PoF) usually
comes at the price of an increased material consumption, which is directly correlated with
the cost of the component. In order to avoid excessively expensive solutions, classical
approaches thus set a predetermined bound on the allowable volume of the shape € (see,
e.g., [79, 2], 80, 20]). We follow a more general approach in this manuscript and interpret
the volume (and hence the cost) of the component as an equitable second objective func-
tion. This facilitates, in particular, the analysis of the trade-off between these two criteria
and supports the engineer in finding a preferable design. We thus define J, : O*! — R as
the volume of a shape Q € O* given by

Jo(€) = / de. (3.9)

Q

3.4 Biobjective Optimization

When multiple conflicting goals are relevant in an optimization problem, a common ap-
proach is to use a weighted sum of the individual objectives as an overall objective function
and then resort to classical optimization algorithms. The advantages and also the short-
comings of this so-called weighted sum scalarization are discussed in the following section,
see also [52]. Particularly when choosing fixed weights, this method is of limited applica-
bility. While fixed weights may represent the preferences of one decision maker, another
decision maker may have other preferences, i.e., other weights. Moreover, the objective
ranges and the scales of the objectives may be very different or even incomparable, which
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generally leads to numerical difficulties.

Another common approach to handle multiple conflicting goals is to select one “most
important” objective function to minimize, e.g., the probability of failure, and set upper
bounds on the acceptable objective function values of the other objective functions. In
our case this would imply a constraint on the allowable material consumption, see, e.g.,
[79, 21], 80, 20]. This approach is referred to as e-constraint scalarization, see again
[52] for a general discussion of this topic. In addition to the numerical difficulties that
may arise from adding potentially complicating constraints to the problem formulation,
this approach has similar drawbacks as the weighted sum scalarization: The selection of
meaningful upper bound values may be difficult, and trade-off information is ignored.

A more general approach is to formulate a multiobjective optimization problem, and
hence to compute a set of relevant solution alternatives rather than one single “optimal”
solution. By providing a set of solution alternatives the decision maker can not only choose
a solution that aligns the most with his preferences, but he can also inspect the trade-
off between alternative solutions and can adjust his preferences accordingly. A decision
maker may, for example, prefer reliability over volume, but looking into the trade-off
between solution alternatives there may be a solution that is some small percentage worse
w.r.t. the reliability while it is a lot better regarding the volume. This may lead to a
re-evaluation of the decision maker’s preferences.

Next, a general definition of multiobjective optimization problems is given, while for the
rest of this chapter biobjective optimization problems, which are multiobjective problems
with two objective functions, are investigated. Without loss of generality only minimiza-
tion problems are considered. Most of this section is based on [52]. Note that [109] also
provides a suitable introduction to multiobjective optimization.

Definition 3.1. Let f = (f1,...,fp,) : X = RP, p > 2, be an objective function vector,
where X C R™ is called the feasible set and RP the objective space. A multiobjective
optimization problem is of the form

min f(x) = (fi(z),..., fp(x))

3.9
s.t. x e X. (3.9)

In this work we introduce a rather unconventional notation for biobjective optimization
problems, since this notation is more convenient for the method introduced in Chapter [6]
The objective functions f, f1 and f5 are replaced by J, Jy and Jp, respectively.

Definition 3.2. Let J = (Jy,J1) : X — R?, be an objective function vector, where
X C R"™ is called the feasible set and R? the objective space. A biobjective optimization
problem is then of the form

min J(z) = (Jo(x), Ji(x))

(3.10)
s.t. v € X.

Therefore, with our two objective functions “intensity measure” (J;, modeling the PoF)
and “volume” (Jy), the following biobjective shape optimization problem arises:

mind J(Q) :== (Jo(22), J1(2))
Qeos (3.11)
st.ue HY(Q, Rd) solves the state equation 1}
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where J; and Jy are defined according to Sections and above. Note that only J;
depends on the displacement field u(Q). We call J = (Jy, J;) : O* — R? the biobjective
function vector and R? the objective space. Later on, discretizations of admissible shapes
are used for the numerical studies. To this end, a mapping X — 0*, X C R", that
parameterizes the admissible shapes is described in Section . Thus, the problem ({3.11])
with the feasible set ©* can be transformed as in to a problem with feasible set
X C R™

Let Z := J(X) C R? denote the set of all feasible outcome vectors in the objective space,
i.e., the set of all outcome vectors that are images of admissible shapes © € X'. Further,
we assume that J € C?. In the following, we denote the gradient of J; at = as V,J;(x),
i = 0,1. In contrast to single objective optimization, we have to define optimality in
the presence of two objectives, since there is no natural order on R?. For two shapes
r1,T9 € X, let 2! = J(z;1) and 2% = J(x5) be the respective outcome vectors in Z. We
write

1 2 1 2

7220 = z;<zf,j=0,1
A <2 = < 2and 2t #£ 22
< = zj<z,j=0,1

Note that z' < z* implies that zj < 27 for j = 0, 1 with at least one strict inequality. We
use the notation

RZ:={zeR?:2>(0,0)"} and z+R2:={2€R’: 2>z} forzeR’.

The notations RZ, RZ, RZ, RZ and RZ are used accordingly. We have the following

1

Pareto optimality definitions w.r.t. 2! and 22.

Definition 3.3 (Pareto optimality).
(i) We say that z' dominates 2* if and only if z* < 22, i.e., if and only if z* € z* +RZ.

(ii) An outcome vector zZ € Z is called nondominated if there is no other outcome vector
z € Z such that z < Z.

(iii) An admissible shape xp € X is called Pareto-optimal or efficient, if there is no
other admissible shape © € X such that J(x) < J(xp). The set of all Pareto-
optimal shapes is called the Pareto front and denoted by Xp. Similarly, the set of
all nondominated outcome vectors Zy := f(Xp) is referred to as the nondominated
front in the objective space.

(iv) An admissible shape x,p € X is called locally Pareto-optimal or locally efficient, if
there is a neighborhood N° C X of xyp such that there is no other admissible shape
r € N with f(x) < f(zep).

(v) An admissible shape x,p € X is called weakly Pareto-optimal or weakly efficient,
if there is no other admissible shape x € X such that J(z) < J(xwp). The set of
all weakly Pareto-optimal shapes is denoted by X,,p. Similarly, the set of all weakly
nondominated outcome vectors is denoted by Z,n.
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(vi) An admissible shape xsp € X is called strictly Pareto-optimal or strictly efficient,
if there is no other admissible shape x € X with © # xsp such that J(z) < J(zsp).
The set of all strictly Pareto-optimal shapes is denoted by X;p.

With this definition we have
Zn C ZynN

and
Xsp © Xp C Xyp.

In biobjective optimization strictly efficient solutions correspond to unique optimal solu-
tions in single objective optimization. We are mainly interested in Pareto-optimal shapes
since these are precisely those shapes that can not be improved in one objective without
deterioration in the other objective. As in single-objective optimization, one often has
to resort to local minima if the underlying optimization problem is nonconvex (and dif-
ficult). Since derivative information is available, necessary optimality conditions can be
formulated that generalize the concept of critical points from single-objective optimiza-
tion. Toward this end, we omit the constraints implied by the parametric representation
of admissible shapes to keep the exposition simple. All constraints will be handled implic-
itly in the numerical tests described in Chapters[p] [6|and[7 Assuming that both objective
functions are continuously differentiable, a necessary condition for a solution x € X’ to be
locally Pareto-optimal, and a relaxation of this condition, can be formulated [60].

Definition 3.4 (Pareto Critical).

(i) A biobjective descent direction d € R" at x, is a search direction such that we have
V.Ji(z)'d < 0 fori € {0,1}. We say x is Pareto critical, if

{deR"|V,Ji(z)'d<0,i=01} =0, (3.12)

i.e., there does not exist a direction d € X that is a descent direction for both
objectives

(i) Fore >0, x is called e-Pareto critical, if

{deR"|V,J;(z)"d < —¢||d|| AV, J;(z)Td <0, i,j € {0,1}, i #j} = 0.

In this work, we aim at the efficient computation of Pareto critical shapes that, ideally,
approximate the Pareto front. Since derivative information can be obtained for both
objective functions, we select solution methods that efficiently utilize this information
and that can be adopted such that a meaningful representation of a Pareto critical front
is obtained. In the following, when we use the term approximation of the Pareto front, we
imply a set of e-Pareto critical points that cover a sufficient range of the (local) Pareto
front. Next, some properties of the set of nondominated objective vectors Zy are stated.

3.4.1 Nondominated Set

Let Z C R? and Zy the corresponding set of all nondominated outcome vectors. It is
Z, C Z. This subsection is based on [52].
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Proposition 3.5. Zy = (Z —HRzz)N

Proof. For the trivial case Z = () it directly follows that Z + R2 = (), and therefore both
of their nondominated sets are empty, too. -
Let now Z # (). First, we assume that z € (Z +R%)y, but z ¢ Zy. In that case there

exist two possibilities. If z ¢ Z there exists a 2’ € Z and 0 # d € R2 such that z = 2/ +d.
Since 2/ = 2/ +0 € Z+R2 we get z ¢ (Z+R2)y, which is a contradiction. If z € Z there
exists a 2/ € Z with 2/ < z. We then have with d = z — 2/ € R2 \ {0} that z = 2/ + d.
This implies that z ¢ (Z 4+ R2)y, which is again a contradiction. ‘Therefore in either case
Z € Zy.

Second, assume z € Zy, but z ¢ (Z + R%)y. Then, there exists a 2/ € Z + RZ with
z—2 =d e R2\ {0}. In other words, 2’ = 2 + d’ with 2" € Z,d" € R2 \ {0}2, and we
therefore have z = 2/ +d = 2" + (d' +d") = 2" +d with d = d' + d" E_RQE \ {0}. This
implies z ¢ Zy, which contradicts the assumption. Hence, z € (Z 4+ R2) . B O

In Figure [3.3] an illustration of Proposition [3.5]is given.
Z 4+ RZ
& \

Figure 3.3: The nondominated points of Z coincide with the nondominated points of
Z+R2.

0

Another result for Z is that efficient points are located on the boundary of Z, that we
denote as 0Z. The interior of Z is then given as int(2) := Z \ 0Z.

Proposition 3.6. Zy C 07

Proof. Let z € Zy and assume that z ¢ 0Z. Hence, z € int(Z) and there exists an
e-neighbourhood B.(z) of z. Here, B.(z) is an open ball centered at z with radius €. Now
choose 2’ € B.(z) such that z = 2’ +d and d € RZ, d # 0. We then have 2’ < z and

therefore z ¢ Zy, contradicting the assumption. O

3.5 Weighted Sum Scalarization

In this section, the weighted sum method, or weighted sum scalarization, which is a scalar-
ization method that in order to solve multiobjective problems transforms them into single
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objective problems, is introduced. This section is based on [52] [3§].

For a multiobjective problem

min f(z) = (fi(x),..., fp(x))

zeX

the weighted sum scalarization is given as

min Z M fr(), (3.13)
k=1

reX

with A = (Aq,...,),) € R, where RY is defined analogously to R2. Consequently, for
our biobjective problem - -
min J(x) = (Jo(z), J1(2))

zeX

the weighted sum scalarization is given as

I%i)l(l XoJo(z) + A Ji(x) (3.14)
with X = (A, A1) € RZ. Let Z = J(X) € R*. For a fixed A € R we denote by

S\, Z) = {z —Goh)eZ s (\3E) = %1@,3)} (3.15)
the set of optimal points of Z with respect to A. In Figure[3.4] an example of an optimal set
S(\, Z) is given that consists of two points z! and 2%. These nondominated points are at
the intersection points of a level set {2z € R? : (), 2) = ¢}. Considering the family of lines
({z € R*: (\,z) = c}),, ¢is chosen in a way that it is the smallest value of ¢ such that the
intersection of the corresponding line and Z is nonempty. To find ¢ graphically, we start
with a sufficiently large value of ¢ and translate the line in parallel toward the origin as
far as possible while assuring that the intersection of the line and Z is still nonempty. An
analytical approach translates to finding elements of S(A, Z). For this purpose, we write
ri(Z) for the relative interior of Z, i.e., ri(Z) = {2z € Z : 3¢ > 0, B-(z) naff(Z) C Z},
where aff(Z) = {3F iz’ - k> 0,20 € Z,a; € R,YF | oy = 1} is the affine hull of Z.
Note that following the definition of nondominated points we only consider nonnegative
weights A € R2. A further distinction between nonnegative and positive weights is made.
Toward this end, we define the following sets

S2)=J sz = U S\ 2)
AeRZ {A>0 : Xo+A1=1}

So(Z):= ] s\ 2)= U S\, 2).

)\e]RQz {A=0 : No+A1=1}

(3.16)

Note that the assumption Ay + A; = 1 just normalizes the weights and does not change
S(A, Z). In the following, we assume that the weights are normalized. For convenience
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we introduce following notation
A::{/\ER2> : )\0—1—)\1:1},

3.17
AOZI"l(A):{/\ERQz)\o—F)\l:l} ( )

Since for A = 0 we have §(0,7) = Z, we exclude this case. Further, from the definition
it directly follows that
S(Z) CS(2). (3.18)

Ji

Jo

Land 2.

Figure 3.4: Exemplary optimal set S(\, Z) containing the points z
For many of the following results of this section some convexity assumptions are needed.
Since, following Proposition the nondominated points are located "south west” of Z
[52], we define R2-convexity.

Definition 3.7. A set Z C R? is called R%-conver if Z +RZ is convex.

Note that every convex set Z is R2-convex. The set Z depicted in Figure is neither

convex nor R%-convex. The set Z illustrated in Figure is nonconvex but R2-convex.
For convex sets it is known that nonintersecting convex sets can be separated by a hyper-
plane.

Theorem 3.8. Let Z, Zy C R? be nonempty convez sets. There exists some 2’ € R? such
that

inf (z,2') > sup(z, 2’
z2€Z1 2EZ9

o , (3.19)

and sup(z,z') > inf (z,2")
2€71 2E€Z9

if and only if ri(Zy) N ri(Zy) = 0. Zy and Zy are then called properly separated by a
hyperplane with normal 2.
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For a proof we refer to [I126]. In the following, a theorem that describes the relation be-
tween weighted sum solutions and (weakly) efficient solutions of a biobjective optimization
problem is given.

Theorem 3.9. For any Z C R? we have So(Z) C Zyn-
Proof. Let A € R and 2 € S(\, Z). Then,

(N, z2) <(\z) forallze Z
Assume that 2 ¢ Z, . Then, there exists a 2’ € Z with 2’ < Z and therefore
(N, 21 < (N 2),

since at least one of the weights g and A\; has to be positive. This contradicts the
assumption. O

For Ri—convex sets the converse inclusion of this theorem can be shown.
Theorem 3.10. If Z C R? is Ri—com)ex, then So(Z) = Zyn

Proof. Following Theorem we only have to show that Z,n C Sy(Z). Replacing Ri

with ]R2> in the proof of Proposition one can show that Z,ny C (Z +R2>)w ~. Therefore,
for Z € Z,n we have
(Zon +RZ —2)N (—R%) = 0.

In other words, the intersection of the relative interior of these two convex sets is empty.
Theorem (3.8 guarantees the existance of some A € R?\ {0} such that

M\ z+d+2)>0>(\—d) (3.20)

for all z € Z and d,d' € R2.

Since (A, —d’) < 0 for all ' € R? we choose d' = e, + ee, where ¢ > 0 arbitrarily small,
er is the k-th unit vector, i.e., e; = (1,0) and e3 = (0,1), and e = (1,1) € R? a vector of
all ones, to show that \g, A\; > 0. Further, choosing d = ce in (A, z + d + 2) > 0 implies

(A, 2) +e(N ey > (N 2) (3.21)

for all z € Z and therefore
(N, z) > (A 2). (3.22)
Hence, A € RZ and 2 € S(\, Z) C S(2). O

Next we relate the weighted sum scalarization sets of optimal points Sp(Z) and S(Z) to
Zn.

Theorem 3.11. Let Z € R?. Then, S(Z) C Zy.

Proof. Let z € S(Z). Then, there exists some A € R? satisfying (), 2) > (), z) for all
z € Z. Assume that Z ¢ Zy. Therefore there exists a 2/ € Z with 2z’ < 2. Furthermore,
componentwise multiplication with the weights gives Az, < A2k, £ = 0,1, and a strict

inequality for at least one k. This strict inequality and the fact that A € R? implies that
)\026 + )\121 < )\07:’6 + )\121, which contradicts Z € S(Z) ]
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Corollary 3.12. Let Z € R®. If Z is R%-convex, then Zy C So(Z).

Proof. This follows immediately from Theorem since Zny C Zyn = So(Z). O
Furthermore, one can extend this theorem for the case of unique elements of S(A, 7).
Proposition 3.13. If {2} = S(\, Z) for some A € RZ then z € Zy.

Proof. Suppose Z ¢ Zy. Then, there exists 2/ € Z, such that 2/ < 2. Furthermore,
componentwise multiplication with the weights gives A\pz; < AgZx, £ = 0,1. There are
two possibilities, since A € RZ. First, if (X, 2) < (\,2), 2 ¢ S(\, Z) follows, which is a
contradiction. Second, if (A, 2’) = (\, 2), we have 2z’ € S(\, Z). Which is a contradiction,
since Z is the unique element of S(\, Z). Hence, 2 € Zy. ]

Summarizing the results of Theorem [3.11] and Corollary we have the following impli-
cations

in general and
S(Z)C Zn CS(Z)=Zyn (3.24)

for R2-convex sets. In the following, theorem all the results of this chapter are summa-
rized.

Proposition 3.14. Let & be an optimal solution of the weighted sum problem

with A = (Mo, \1) € RZ. Then, the following statements hold.

1. If A€ RS, then & € Xyp.

2. If N € RZ, then & € Xp.

3. If X € R;, and T is the unique solution of then & € Xsp.
Proof. This follows directly from Theorem [3.9] Theorem [3.11] and Proposition O
For convex problems we thus have.

Proposition 3.15. Let X be a convex set, and let Jy, J, : X — R? be convex functions.
If © € X, p there exists a weighting vector \ € R; such that T is an optimal solution of
(13.25)).

Proof. This follows from Theorem [3.10] O

Therefore, in this case every solution of the weighted sum scalarization (3.14]) is Pareto-
optimal for . Nevertheless, for the numerical experiments of this work we consider
weights A € R2. Thus, following it is not guaranteed that we can recover all
2 € X,p even if X is a convex set, and Jp, J; : X — R? are convex functions. Furthermore,
a disadvantage of the weighted sum method is, however, that only solutions that map to
the convex hull conv(Z) = {325 a;2’ : 2i € Z,k > 0,05 > 0,55 o = 1} of the image
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set Z = f(X) in the objective space can be found, and thus relevant compromise solutions
in nonconvex areas of the nondominated front may be missed. Moreover, [38] showed at
simple biobjective test instances that evenly distributed weights do in general not lead to
well distributed outcome vectors in the objective space. This is particularly problematic
if the considered objective function values are of largely different magnitude, which is the
case here. In order to obtain solutions that are consistent with the preferences expressed by
A, we thus normalize the objective functions by using appropriate scaling factors kg, k1 >
0, and replace Jy and J; in by koJy and k1J7, respectively. Despite the difficulties
mentioned above, the weighted sum method is usually well-suited to efficiently compute
at least a rough approximation of the Pareto front. Note that from here on for simplicity
we still refer to the objectives as Jy and J;, while assuming that they are approximately
scaled.

3.5.1 First and Second-Order Optimality Conditions

Recall, that we normalize the weights, i.e., A\g + A; = 1, in the discussion in the previous
section. To normalize the weights of the weighted sum scalarization of a biobjective
optimization problem it is sufficient to choose one A € [0,1] and set \y = 1 — A and
A1 = A. Hence, one can reformulate the weighted sum sclarization to

zeX

with A € [0, 1]. Note that with this notation J is equal to Jy for A = 0 and J; for A = 1,
respectively. Moreover, if Jy, J; (and therefore Jy) are two times differentiable one can
formulate the following first and second-order optimality conditions.

Definition 3.16. Let £ € X and let Jy,J; : X — R be differentiable. Further, let
Iy = (1= X)Jo + AJy be the weighted sum scalarization for some weight \ € [0, 1].

(i) We say & is (locally) optimal with respect to A, if J\(z) < Jy(z') for ' € X
(¥ el C X, withid = B:(x)).

(i) We say T is critical for Jy, or A-critical, if

Vo di(2) = (1 = NV, Jo(2) + AV, Ji(2) = 0. (3.27)

(iii) For e >0, & is called e-critical with respect to Jy, if

IV Ia(2)] < e. (3.28)

Lemma 3.17. If for some € > 0 and X\ € (0,1) the point & € X C R" is e-critical with

respect to Jy, i.e., ||V J\(Z)|| < €, it follows directly that & is also €'-Pareto critical with
! £
& = mminany

Proof. Assume the contrary, i.e., that there exists a search direction d € R™ such that

V. Ji(#)'d < —€'||d|| and V,J;(2)'d <0, i,j€{0,1},i# 7,
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where we choose 5 = 0 and ¢ = 1 without loss of generality. Since Z is e-critical with
respect to J, we have

(1 =N Vado(2) " d + AV, J1(2) || = || Vada(@) T d|| < [V a(@)]]|d]] < elld]. (3.29)

Furthermore, multiplying both sides of (3.29)) with 1/ min{\, (1 — \)} > 0 yields

(1- T A T elld]l /
./ d ./ d| < — =£'||d||.
H miny (1= @) e Ty e @) minfx, (1= n7 < 1l
(3.30)
Thus, contradicting
(1 — )‘) T A T /
d d dl|.
Hmin{)\, Gy oy e | = <l
<0 <—</|ld|

Hence, the assertion follows. O]

Next, recall the concept of positive definiteness.

Definition 3.18. A symmetric matric A € R™" is called positive definite if x" Ax > 0
forallx € X C R™.

With this property second-order optimality conditions can be stated.

Definition 3.19. Let £ € X and let Jy, J; : X — R be two times differentiable. Further,
let Jy = (1 — AN)Jo + AJy be the weighted sum scalarization for some weight A € [0,1]
and let V2J\(&) be the Hessian of Jy at &. Then, we say that & satisfies the second-
order optimality conditions for Jy(Z) strictly if & is A-critical and V2Jy is strictly positive
definite.

Note that if z satisfies strict second-order Jy-optimality, it is locally Jy-optimal, i.e., Z is
a local Pareto-optimal point.

3.6 Existence of Pareto-optimal Shapes

In order to prove the existence of Pareto-optimal shapes, we consider the weighted sum

scalarization (3.26)) of problem (3.11)), since following Section [3.5| every optimal solution
of problem ({3.26)) is Pareto-optimal for problem (3.11]). Moreover, following [20] and as a

continuation of Section [3.2] some assumptions for the crack size measure dv, have to be
made to show the existence of Pareto-optimal shapes.

Definition 3.20. A crack size measure dv, has the non decreasing hazard property, if
and only if the function Y : (0,1) — R, which is defined as

T(k) == do, G%OOD , (3.31)

1s convex in k.
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Theorem 3.21. If the crack size measure dv, has the non decreasing stress hazard prop-
erty then the set O% is non-empty.

Proof. Suppose that A € [0,1] is chosen arbitrarily, but fixed. Then, the weighted sum
objective can be evaluated as

Q) = A r(gg)// (%ﬁ(@))mdnd& +(1—)\)/d§

2m2
Q gp—1
_ TG on(VU(é))>m 275 (1-))
= /\277'5//( - dn + (2 d¢.
Q gr-1 ———

constant

Thus, the incorporation of the volume J; into the scalarized objective function corresponds
to the addition of a constant term in the shape integral of J;. This does not affect the
convergence analysis of [20], which is based on convexity of the integrand in Vu, see
[28, [66]. We can conclude that the weighted sum scalarization has an optimal solution
for every A € [0,1]. Since every such solution is Pareto-optimal for , the result
follows. 0
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4 Discretization of the Objective
Functionals and the Numerical Test
Cases

To actually compute locally Pareto optimal shapes, we adopt the finite element discretiza-
tion implemented in [79] for two-dimensional instances (i.e., d = 2). In this implemen-
tation, the shapes Q € ©* the state equation , the objective functions Jy and J;
and their gradients are discretized. Standard Lagrangian finite elements are used for the
discretization of the state equation , and all integrals are calculated using numeri-
cal quadrature. The discretized shape gradients are obtained by an adjoint approach to
reduce computational costs.

In the following, based on [79], 211, [80] we give a brief overview over the above mentioned
discretization in Section and the adjoint approach in Section [4.2] Further, the geom-
etry definition and finite element mesh utilized in this work is introduced in Section [£.3]
Subsequently, in Section the two ceramic test cases that are considered in this work are
presented. Some parts of this chapter, mainly Sections and are already published
in [46].

4.1 Discretization of the Objective Functionals

Now, that we have stated our biobjective optimization problem (3.11]), following [79, 21]
80] we discretize the objective functions for the two-dimensional case via the finite element
method. To this end, we utilize Lagrangian nodes as described in Chapter [2 Recall that
we have

Ng grid points X = {Xy, ..., Xn.},

N, Lagrange finite elements { K, II'(K), > (K)},

ngp, local shape functions 05 € IT'(K) defined by local nodes X{*,..., XX € K,

a reference element {K,IT", %/} with

a bijective transformation Tk : K — K for each K and

quadrature points flK and weights w;.

Further, recall that the inner integral of (3.6)), i.e., the PoF objective function, is given as

I(u) :z/((nTU(Vu(f))n)+>mdn.

Sl
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Then, a transformation via polar coordinates yields

I(u) = /027r ((0052(90)011 + 2cos(p) sin(p)o1s + sinQ(gp)agg)Jr)m dep,

for which in [79] 2], [80] it is shown that the discretized objective functional is of the form

= 3 [9(o (1 () ) (97 (9))
-3 Sar (o );)”

3 (e () o (1 a)),

+ 2cos (%) sin (%ﬂ) o (TK <5>)12

where @/A)(U, ¢) is obtained with the trapezoidal rule for n interpolation points. For further
details we refer to [79, 21, 80]. The much simpler volume objective function is discretized
in an analogous way.

4.2 Adjoint Equation

In this section, a cost-efficient way to calculate discretized gradients, i.e., the adjoint
approach, is introduced. Note that this section is based on the corresponding section in
[45]. For our gradient based optimization methods we need the derivative of J(X, U) with
respect to X which is given as

dJ(X,U(X)) 8J(X,U(X))+8J(X,U(X))8U(X)

4.1
dX 0X ou 0X (4.1)
Computationally a cost problem arises when computing the gradients straightforward,
since the computation of 88—? is very expensive. Therefore, one want to compute the

gradients without using this term by applying the discrete adjoint approach. First, con-
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sider the derivative of the state equation

. (4.2)
U (X) L eFx)  aBX)
ox — P& ox ~ ox W)

Then by substituting agg()() in (4.1) with (4.2) we obtain

dJ(X,U(X)) 0J(X,U(X)) 0J(X,U(X)) .
dxX N 0X * oU B(X)

Further, let

i 0JXUX)) oy
A= SEE SR B(X)

Furthermore, with the fact that B is symmetric we can deduce the adjoint equation

9J(X,U(X))

T A
BT(X0)A = S22,

which gives us the adjoint state method:

If X solves the minimization problem min J(X, U (X)) s.t. B(X)U(X) = F(X), then it
also is a solution of the following system of equations

B(X)U(X) = F(X) (4.3)
dJ(X,UX)) .+ |0F(X) 0B(X)
— A | - U] =0

4.2.1 Derivative of the Objective Functional

In this subsection, we explain the discretization of the adjoint equation . Following
[79, 211 [80], we discretize the derivatives of J with respect to U and X, and refer to [73, [129]
for the other derivatives. In contrast to [73],[129], we only consider local derivatives instead
of global derivatives. To this end, recall that to compute discretized objective function
values of J a sum over all objective values on finite elements K € 7}, is taken into account.
In a local approach the computation of the local derivatives of J°¢ with respect to U'°
and X'°¢ takes place on every K separately and are then assembled into global derivatives.
Thus, for every K € 7T, we only consider the local properties like the shape functions Vg

and degrees of freedom. For any K € T;, with w; := @F - det @TK(QAK), for | = 1,...,¢%,
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we then have

For notational simplicity we set

1 e () (1 8)),
(25 s (22 o (e (), (

o ()0 (e 4,

Derivative with Respect to U'*°

+ 2 cos

Let K € T;,. Further, let j =1, ..., ng be the index of corresponding shape functions and
k = 1,2 the dimension. Then, the local derivative with respect to the local degrees of

freedom U is given as

PO o 3 (o (m (@)),) £ (0e)'))

Jk =1 i=1

{%%%G@WDM
+28U1°° <( (& )> )m> '

In a next step, we calculate the derivatives of (o(Tx (€5))F;)™. We get

o (7 (&),

s (7 (e (@)),) Lo, 0 @
o1 (@)),)"

To calculate aUIOC (TK(élK ))11 a "bottom-up” approach is followed, i.e., first the smallest
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required entity to calculate the next smallest entity is calculated and so forth.

begin by calculating the derivative of Vu(EK) := (Vu o Tk )(EF).

OVU(ER) A UL ( T (EK ) .0, (6K
Uloc ZZ aUloc ( K(gl )) " s T(fl )
o izdwém (<VTK él )) 1> ﬁsér@ll()

st

r=1 s=1
_@kz((m{ i)") T,
st

With (2.27) and Lamé’s constants we then have

o (TK (ff))w = jiL (@U@K)z‘e + @U(éf()ei) + ALdie i V(&)
r=1

Thus, the derivative is then

d(ooTk)i OVuy  OVug OV,
oo k)i _ £ ALS: § ALl
oute M (aU;oc aU;zc> Lo 2 e

In a next step U1°C (T(EK))+)™ is calculated. We obtain

For the derivative of 7™, we then have

O _ o () 0 (T (&),

U n U

2o (%) (21 97 (T (&) ,

loc
n oU s

o ()% (7 (&),

loc
n oU it

0 DI COTER) 1y ey

Hence, we
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Derivative with Respect to X'°°

Let K € T,. The derivative with respect to a local X is given as

ajlocé)%;( 0 qf:wz 2 ((0 ( (ZK))L)m + : ((Ti(n) (fzK)>+> m)

Jk =1

Sl (o) EEe))
bl (aXL (o (e (@)))) +Zaxm ((ze) )m>]

Next, the remaining derivatives are computed following our "bottom-up” approach. Start-
ing with

awl B 0
OXJee  OXge

(wl det (VT (EK ))) — (det(VTK(gl ))) .

0
X 0°

The derivative of VT (€) was already calculated, it is

OVTi(§)ie 20X 06,(6F) ™ 90, (K
—K(lfi e e Zamam 2 ) _ 5, 20
ank aXJk 6X€ r—1 0X,
Hence, utilizing the formula for derivatives of determinants —adgtr = det(A)tr (Aflg—;‘)
we obtain

@)?1?; (det (V&) ) = det (VT (@) o ((@Tﬂéﬁ)) B %@) .

To calculate the derivative of o

m AK m—
2 (v @) - romer Ol  rfe) )

the ”bottom-up” approach is followed and we obtain, similar to the derivative with respect

to U,

8(0' o} TK)M (8@%4 8Vum> 0Vum
T gvyloc HL oc oc )\L(szé oc ’
X X T Xy Zl X
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N
For further details we refer to [79, 21), 80]. The remaining derivative of ((Ti(") (&K )) )

is

0 e\ - OT™ () (n) picy )™

with

oTM(EF)  , (ien 00 (T (€)) ,
oxle — Ty OX e

(2 an (127) 2T (D), 4o

loc
n n 0X i

e (22) 2 (2 (&)),,

loc
n 0X i

In the following, the ”bottom-up” approach is further explained. All components of the
local derivatives are calculated in separate functions, that have no interdependence of
functions of the same level. In Figure the hierarchy of this principle is exemplary
illustrated for the partial derivatives with respect to U. As one can observe there exists a
strict order for the sub-function use for the derivative computation and each sub-function
can be incorporated in various other applications.

o

LVolume—-Det erminant | T;-Derivative Jc_Derivative

weights VTx o-Derivative

Vu-Derivative

Figure 4.1: Scheme of dependence of the subfunctions in the ”bottom-up” approach.

4.3 Geometry Definition and Finite Element Mesh

In this section, the definition of geometry and the finite element mesh representing the
ceramic components is described. The two-dimensional shapes Q € 0 C P(R?) are
discretized by an ng x n, mesh X := X% = (X[7),,,xn, (we write X;; := X} € R? for
short) using triangles, with n,, n, € N being the number of grid points in x and y direction
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Figure 4.2: Transformation: mesh X — meanline/thickness ¢ — B-spline fit 7. See also
[46].

of &, respectively. Given a shape Q € 0* and its discretization X, the objective function
values Jo(X) and J;(X) as well as their gradients V.Jy(X) and VJ;(X) are computed
using the implementation of [79, 211, [80].

For the optimization process we fix the x-component of all grid points to equidistant
values &7, ..., &, and we only consider the y-components of those grid points that define
the boundary of the shape to avoid deformation of the inner mesh structure. Note that
this reformulation reduces the number of optimization variables from 2n,n, to 2n,. As
a consequence, feasible shapes can alternatively be represented by a shape parameter o
containing, for every relevant £X coordinate, the £¥-coordinate of the meanline o™ € R of
the shape, and the thickness o' € R. of the shape, i = 1,...,n,. Given a feasible shape
represented by o := (o™, o) € R*"= with o' € RZ*, an associated mesh representation
X can be obtained using

th 1
Xi,j::(gf,g?l—i-g;(j—ny; ))ERZ, i=1,...,n, j=1,...,n,. (4.7)
n

To further reduce the computational burden and to obtain smoother shapes, the shape
parameters o™ € R™ and o™ € R2* are modelled using B-splines. Let ng € N, with
np < ng, be the number of B-spline basis functions, and let {B; : R = R, j=1,...,np}
be a B-spline basis (see, e.g., [120]). Feasible shapes are then represented by B-spline
coefficients v := (y™! 4*™) € R?"5, The corresponding meanline and thickness values can
be computed using the auxiliary functions

0™ (x Z mlB and oM Z thB x e R.

These auxiliary meanline and thickness functions are then evaluated at the fixed x-
coordinates of the gridpoints which yields

Q;nl = @ml(xi) and Q:h = éth(:Ei)? L= 17 s Mg (48)

Using the B-spline coefficients v = (4™, 4*%) € R?"5 as optimization variables yields a
further reduction of the number of variables to 2ng. Moreover, the B-spline representa-
tion leads to an implicit regularization and smoothing of the represented shapes. In the
following, we denote the set of feasible shape parametrizations by I' C {(y™, 1) € R?"5},
The transformation from the mesh to the B-spline fit is visualized in Figure [4.2

To evaluate the objective functions J;(7v) and their gradients VJ;(vy) = 0J;/0v, j =
0,1, w.r.t. the new parametrization of shapes based on B-spline parameters -, while
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still using the implementation of [79, 21 80], we compute an associated grid X using
a two step transformation. First, the fixed B-spline basis is utilized to construct the
auxiliary functions of meanline and thickness, the evaluation of which (via (4.8))) then
generates the shape parameters for the next step of the grid computation . While the
resulting objective function values can be used immediately in the optimization process,
the gradients computed w.r.t. the grid X need to be translated to the space of B-spline
coefficients, i.e.,

an B aJ] 0X 09“‘1 d &]] . 8JJ 0X 8ch
8,yml - oX 8le 37m1 an 8,yth - o0X 8ch a,yth’

j=0,1. (4.9)

The numerical computation of gradients of J;, 7 = 0,1, w.r.t. a B-spline representation
~ of a feasible shape () is thus based on a two-step projection of v onto the original
grid X. The thus computed gradients of J; (the intensity measure) were validated, using
finite differences, at the sample shape shown in Figure |4.4al The validation is based on
a grid (Xj;)aix7, i-e., ny =41 and n, = 7. Consequently, for the corresponding meanline
and thickness representation we have o = (g™, o) € R®2, where o™ € R?'. Moreover,
we used a B-spline basis with five basis functions, i.e., ng = 5 and v = (™, ) €
R, We computed all ten partial derivatives w.r.t. v via the respective transformations
to the grid representation and compared them with finite differences. The results of
this comparison, i.e., the absolute values of the differences between computed derivatives
and finite differences, are shown in Figure and for the meanline and thickness
parameters, respectively. The figures indicate in all cases that, when the finite differences
are evaluated for decreasing values of the increment ¢, then they correspond well to the
computed gradients.

4.4 Test Cases

In this section, two test cases are introduced, which then are used in the numerical
experiments of Chapters[p], [6land [/, We consider 2D ceramic shapes made out of beryllium
oxide (BeO) under tensile load. Therefore, we set Young’s modulus to Ey = 320 GPa (see,
e.g., [112]), Poisson’s ratio to vp = 0.25, and the ultimate tensile strength to 140 MPa,
according to [142]. Weibull’s modulus is set to m = 5, which is on the lower bound for
industrial ceramics where m is between 5 and 30 depending on the production process
[T10]. All considered shapes have a fixed length of 1.0m and a fixed height of 0.2m on
the left and right boundaries. The shapes are fixed on the left boundary, where Dirichlet
boundary conditions hold (0f2p), and on the right boundary, where surface forces may act
on and Neumann boundary conditions hold (0€Q,, ). The upper and lower boundaries
are assumed to be force free (0€2,..). They can be modified within the optimization
process. We set f = 0 neglecting the gravity forces and § = 107 Pa, representing tensile
load. Note that, in order to be consistent with 3D models, we define the force density w.r.t.
Pa = N/m? (and not w.r.t. N/m). This is motivated by assuming a constant width of the
2D component of 1 unit (i.e., 1m). Then plane stresses and plane strains are assumed by
neglecting Poisson effects in the third dimension. For the biobjective gradient descents
performed in Chapter 5, both starting solution are chosen without involving a decision
maker. In the first case, we choose an obviously not efficient solution for a horizontal
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Figure 4.3: Validation of gradients computed according to (4.9)) using finite differences.
On the x-axis: increment € used for the finite difference evaluation; on the
y-axis: absolute deviation between 0.J;/07;" Lih computed according to ([4.9)
and the corresponding finite difference, ¢ = 1,...,5, for meanline (left) and
thickness (right). See also [46].

load transfer to see how the biobjective gradient descent algorithms works. The second
test case simulates a shifted load transfer. We thus take an a posterior: approach on
decision making with regard to design or cost preferences. We are aware that using
only one starting design for each test case may bias the solutions of both optimization
methods. Nevertheless, numerical experiments with moderately modified initial designs
yielded comparable solutions, indicating that in these special cases there is not much to
gain by varying the starting designs. In Chapter [0 a continuation method is applied on
Pareto critical solutions of both test cases that are computed in Chapter [f. Furthermore,
in Chapter[7]surrogate based optimization is applied and to that end explicit design spaces
for both test cases are chosen. The shapes are discretized by a 41 x 7 grid (i.e., n, = 41
and n, = 7) using triangles as detailed in Section . The B-spline representation is
based on ng = 5 basis functions. Thus, we have in total ten B-spline coefficients. Since
the left and right boundary are fixed and we only modify the upper and lower boundary
of the components, we have to fix the first and last B-spline coefficients for both, the
auxiliary meanline and thickness functions. All in all, we have now six control variables.
For the rest of this work we denote the six control variables &, vl il 4th ~th and Ath
( recall that i 42l and 48 40 are fixed) as

z = (21, 26) = (B30 0 € X C RS (4.10)
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Most implementations are realized in R version 3.5.0, where the B-spline implementation
of [124] is utilized. Furthermore, we use the adjoint finite element code of [79, 21, 80] as
a subroutine. Only in Chapter [7] additional external code from an optimization toolbox,
i.e., Dakota, is utilized. The details are explained in Chapter

4.4.1 Test Case 1: A Straight Joint

In the first test case, a straight joint is sought that is fixed at the left side, while the tensile
load acts on the right side. This is a particularly simple situation where the straight rod
connecting from the left to the right (Figure can be expected to be optimal, with
varying thickness depending on the trade-off between the intensity measure (J;) and the
volume (Jy). The biobjective gradient descent algorithms of Chapter |5 are challenged by
providing a bended beam as a starting shape, which is clearly far from being optimal.
The starting shape, is shown in Figure together with the 41 x 7 tetrahedral dis-
cretization X. Its objective values are J;(XM) = 0.769624 (intensity measure) and
Jo(XM) = 0.2 (volume), respectively. The relatively high value for the intensity measure
Ji can be explained by the relatively high stresses that are illustrated in Figure .4l Fig-
ure [4.4¢| shows that the B-spline representation based on only five basis functions leads
to a rather inaccurate representation, particularly at the left and right boundary. This
could be improved by fixing the slopes at the left and right boundary, however, at the
price of a significantly reduced design space. Indeed, a majority of the Pareto critical
shapes computed during our numerical tests do not have zero slopes at the left and right
boundary, particularly in the case of the S-shaped joint considered in Section below.
Note that the smoothing induced by the B-spline representation in this case already leads
to dominating objective values of J;(y")) = 0.453867 and Jy(7v(V)) = 0.2.

4.4.2 Test Case 2: An s-Shaped Joint

A more complex situation is obtained when the left and right boundaries are not fixed
at the same height, i.e., when an S-shaped joint is to be designed. In our tests, we fix
the right boundary about 0.27m lower than the left boundary. The starting shape for
the biobjective gradient descent algorithms of Chapter |5 and its 41 x 7 tetrahedral dis-
cretization X, that is used for all optimization runs, is shown in Figure [4.5al Figure [4.5b
highlights the stresses that are particularly strong toward the left boundary. The re-
spective objective values are J; (X)) = 1.520058 (intensity measure) and Jo(X) = 0.2
(volume), respectively. As can be expected, the intensity measure (and hence also the
PoF) is considerably higher than in the case of the straight joint discussed in Section
[4.4.1] Despite the significant smoothing induced by the B-spline representation of the
initial shape shown in Figure [4.5¢| it has an even higher value of the intensity measure
of J1(y!V) = 1.910532 (and hence a higher PoF value), while Jo(7(!)) = 0.2 remains
constant.
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Figure 4.4: Test case 1 - straight joint: starting solution and expected solution [46].
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5 Gradient Based Biobjective Shape
Optimization to Improve Reliability
and Cost of Ceramic Components

In this chapter, the first gradient based optimization methods of this work are applied to
the shape optimization problem , i.e., the test cases described in Section . We
consider a biobjective steepest descent algorithm and a steepest descent approach with
the weighted sum scalarization for varying weights A € (0,1). Most of this chapter was
already published in [46].

The optimization of the design of mechanical structures is a central task in mechanical
engineering. If the material for a component is chosen and the use cases are defined,
implying in particular the mechanical loads, then the central task of engineering design
is to define the shape of the component. Among all possible choices, those shapes are
preferred that guarantee the desired functionality at minimal cost. The functionality,
however, is only guaranteed if the mechanical integrity of the component is preserved.
The fundamental design requirements of functional integrity and cost are almost always
in conflict, which makes mechanical engineering an optimization problem with at least
two objective functions to consider.

Mathematically, the task of choosing the shape of a structure is formulated by the the-
ory of shape optimization, see, e.g., [5, 25, 83, [145] for an introduction. We thus con-
sider admissible shapes Q C R9, d = 2,3, along with an objective function .J(2) which
returns lower values for better designs. The task then is to find an admissible shape
" € argmin J(Q2). The existence of optimal shapes has been studied in [28, [66, 83] — for
the specific objective function J of compliance see [5]. On the algorithmic side, the adjoint
approach to shape calculus has led to efficient strategies to calculate shape gradients, see,
e.g., [32, 41l [54] [55], (100 138, 139, 145]. While theory and numerical algorithms of shape
calculus are highly developed mathematically, most publications in the field neither deal
with multiobjective optimization problems, nor directly consider mechanical integrity as
one of the objective functions, see [83], 6, B0, 1T19] for some remarkable exceptions.

In mechanical engineering, mechanical integrity is one of the central objectives, see, e.g.,
[13]. However, if objectives like the ultimate load that the structure can bear or the fatigue
life of a component are formulated deterministically, then the objective function is in gen-
eral non-differentiable as it only depends on the point of maximal stress. Thus, this would
lead to highly instable numerical optimization schemes. At the same time, as material
properties are subject to considerable scatter, a deterministic approach is not realistic.
To overcome these two shortcomings, an alternative probabilistic approach to mechanical
integrity has been proposed in [21], 20, 74} 73] [75, 134] 135, [136] (see also Section [3.2)),
which has a smoothing effect on the singularities that are typical for deterministic models.
Note that the probabilistic description of the ultimate strength of ceramics has become
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a standard in material engineering since the ground breaking work of Weibull, see, e.g.,
13, 24], 112], 127, 152]. In practice, there usually is a trade-off between the mechanical in-
tegrity of a structure and its volume (cost), since an improved mechanical integrity usually
comes at the cost of a larger volume. Instead of presetting a fixed bound on the allowable
volume, the trade-off between these two conflicting goals can be analyzed in a biobjective
model. Other relevant objective functions may be, for example, the minimal buckling
load of a structure or its minimal natural frequency, see, for example, [83]. In Chapter ,
a general introduction into the field of biobjective optimization is given. In the context
of shape optimization problems, two major solution approaches can be distinguished:
Metaheuristic and, in particular, evolutionary algorithms are widely applicable solution
paradigms that do not utilize the particular structure of a given problem [29] [39] 140, [154].
However, in combination with expensive numerical simulations such approaches tend to
be inefficient. On the other hand, gradient-based algorithms [43] [60} [156] require efficient
gradient computations and are often applied in the context of adjoint approaches and
using weighted sum scalarizations of the objective functions. See [122] for a comparison.
In this work, we consider biobjective PDE constrained shape optimization problem (|3.11])
for the simultaneous optimization of the mechanical integrity and the cost of a ceramic
component. As we have seen, most papers in shape optimization of structures do not deal
with mechanical integrity as an objective, but use elastic compliance [5], or in the case that
they consider mechanical integrity, do not use a probabilistic approach [0, 119 50]. In [75],
134 (136}, 135], probabilistic models for metals under low cycle fatigue are introduced and in
[73, [74] some numerical studies are made. Further, a probabilistic formulation for ceramics
under load is provided in [20] and a first single criteria optimization with this objective
while using a volume constraint is done in [2I]. Multicriteria optimization including
mechanical integrity is widely considered, see, e.g., [29] for a recent example. However,
these works neither consider probabilistic effects nor use gradients. This work for the
first time combines biobjective gradient based optimization methods with a probabilistic
assessment of mechanical integrity.

This chapter is structured as follows. In Section [5.1], a biobjective descent algorithm and
the gradient descent with the weighted sum scalarization are introduced. In Section [5.2]
the numerical implementation is described and subsequently the numerical results are
presented in Section [5.3]

5.1 Biobjective Gradient Descent Methods

Recall that we aim at the efficient computation of Pareto critical shapes while incorpo-
rating the available gradient information. Two fundamental approaches in this category,
a parametrized weighted sum method and a biobjective descent algorithm are chosen and
explained in Sections [5.1.1] and [5.1.2] respectively. Their performance in the context of
2D shape optimization problems is compared in Section [5.3|

5.1.1 Weighted Sum Method

Maybe the easiest way to compute a representation of the Pareto front is to iteratively
solve weighted sum scalarizations (3.26]) with varying weights. Recall that the weighted
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sum scalarization of problem (3.11]) can be restated as

rzeX

where A € (0, 1) is the weight specifying the relative importance of J; and Jy, respectively.

For this purpose, problem is solved iteratively for varying weights (in our case, we
choose A € {0.2,0.25,0.3,...,0.9} since numerical experiments showed that this yields
meaningful trade-offs). Each single objective optimization problem is then indi-
vidually solved using a classical gradient descent algorithm with stepsizes determined
according to the Armijo rule, see, for example, [14].

Algorithm 1: Parametric weighted sum algorithm using gradient descent
Data: Choose 8 € (0,1), () € X, weights Ay,...,A; € (0,1), and € > 0.
Result: Set of approximations of Pareto critical solutions Z1,...,Z.
for j=1to J do

Set A =), set k := 1, and set d := -V, Jy(2) and hg := 1;

while |h;_1 d* V|| > ¢ do

Compute a search direction d*) = —V,J\(z®) ;

Compute a step length hy € (0,1] as

1
max{h:? ;0 € Ny, Jy(a®+hd®) < Jy(2®)+3 thcJA(x(’“))Td(k)};

w1 = 2®) £ p d®) and k= k + 1;
end

T = k)
end

Under appropriate assumptions, the gradient descent algorithm in the inner loop of Al-
gorithm [I| converges to a critical point of (3.14)), see, e.g., [14].

In our implementation, the inner loop is also terminated when a prespecified maximum
number of iterations is reached. However, in this case there is no guarantee that the final
iterate is close to a Pareto critical solution.

Note that a critical point of the weighted sum scalarization is necessarily Pareto
critical for the biobjective shape optimization problem (3.11)), while the converse is not
true in general. This has some correspondence to the fact that global optimal solutions of
a weighted sum scalarization are always Pareto optimal, while nonconvex problems
may have Pareto optimal solutions that are not optimal for any weighted sum scalarization

(3:14), see, Chapter [3|

Note also that the search direction d®¥) = —V,J,(z®)) does not necessarily satisfy
V,J;(x®)Td® < 0, j = 0,1, in all iterations. In other words, one objective function
may deteriorate during the optimization process if only the other objective function com-
pensates for this.
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5.1.2 Biobjective Descent Algorithm

Different from the weighted sum method described above and in Chapter [3] biobjective
descent algorithms — as a natural generalization of single-objective gradient descent al-
gorithms — are potentially capable of finding every Pareto optimal solution, if only the
starting solution is chosen appropriately. While this is a rather theoretical advantage,
biobjective descent algorithms are indeed highly efficient in finding (or approximating)
one Pareto critical solution without the necessity to specify preferences. However, if a
representation of the complete Pareto front is sought, they need to be combined with
other search strategies. We adopt the multiobjective descent algorithm proposed in [60]
(see also [61]) for the biobjective optimization problem (3.11). Similar approaches have
been suggested in [43], 44 [70]. This section is mostly based on [60].

Recall, that we call £ € X Pareto critical if and only if
{deR"|V,Ji(#)'d<0,i=0,1} =0.

Biobjective descent algorithms iteratively improve both objective functions simultane-
ously. This is based on the observation that, if a solution x € X’ is not Pareto critical
according to , then there exists a direction d € R™ which is a descent direction for
both objectives. Now, suppose that x € X is not Pareto critical. Then, there exists a
biobjective descent direction d € R™ with V,J;(z)"d <0, i =0, 1. Further, let

J%(d) == max(V,Jo(x)"d, V,Ji(2)"d). (5.2)

J* is convex and positive homogeneous in d [60].

Then according to [60] a direction of steepest biobjective descent d € R™ can be defined
as a direction solving the auxiliary optimization problem

1
min  J*(d) + inHz

(5.3)
st. deR"
Which can be reformulated to get rid of the non differentiabilities
. Lo
min o+ —||d||
a€eR,deR™ 2 (5.4)

s.t. V. J;j(#")Td <a, j=0,1.

Problem (5.4 is a convex quadratic optimization problem with linear inequality con-
straints. Note that the term ||d||? in the objective function ensures that the problem is
bounded, and that the solution o = 0, d = 0 is always feasible. Note also that the optimal
value o* is negative if and only if d* # 0, i.e., if a direction of steepest biobjective descent
exists. The following definition and lemma are needed for a proof of another important
lemma.

Definition 5.1. Let (X, ]| -||) be a real normed space, C C X C R"™ a convex subset and
¢ > 0 a positive constant. A function h : C'— R is called strongly convex with modulus c
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if, and only if for all x,y € C and a € (0,1)
h(az + (1 = a)y) < ah(z) + (1 — a)h(y) — ca(l — a) |z — y[*

Lemma 5.2. Let (X, | - ||) be a real normed space, C C X C R™ a conver subset and
¢ > 0 a positive constant. Further, let h : C'— R. Then, the following two properties are
equivalent

(i) h is strongly convexr with modulus c,

(i) h—c| - ||* is convez.
For a proof of this lemma we refer to, e.g. [I13]. We can now prove the following lemma
from [60].

Lemma 5.3. Let x € X. Further, let d(z) := argmin(J*(d) + 3 ||d||?) be the solution and
o(z) := ming(J*(d) + 3||d||?) the optimal value of (5.3). Then

1. If x is Pareto critical, then d(z) =0 € R™ and a(x) = 0.

2. If x is not Pareto critical, then a(z) <0 and

J(d(@)) < 3l <0
V. Ji(z) " d(z) < J*(d(x)), i =0, 1.

3. v — d(z) and x — «(z) are continuous.

Proof. 1. If x is Pareto critical, then {d € R"|V,J;(#)'d < 0,7 = 0,1} = @ and
therefore J*(d) > 0 Vd € R™. Since J*(0) = 0, the conclusion follows.

2. If x is not Pareto critical, then there exists a d € R" such that J*(d) < 0. With

>

. JE(d) .
ti=———=>0, d:=td,
]2

and since J” is positive homogeneous we have
J(d) - S1dIP = 27°(d) + 2]
(@) — SNl = £77(d) + 5]

17
2 [|d]|?

Thus, a(z) < 0 and both inequalities follow directly.
3. Let zg € X and € > 0. Set

L. = {d € R" | ||d(zo) — d| = &).
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Let d(zg) be the optimal solution of (5.3) for x = xy. Recall that J* is convex.
Thus, the objective function of (5.3 is convex, and as a conclusion of Lemma
also strongly convex with modulus % Hence, we have

1 1 1
J(d) + 5||d\|2 > J™(d(x)) + 5\|d(:c0)|y2 + 582 vd € L..

Since the mapping (x,d) — J*(d) is continuous and the set L. is compact, it follows
with the inequality from above that there exists a § > 0 such that, if ||z — z¢|| < 0,
then

1 1
J7(d) + Slld* > J*(d(xo)) + (o) * Vel € Le.

Take now z € X such that |l — zo| < 4. Since d — J*(d) + 1||d||* is convex, one
can conclude from the above inequality that d(x), the minimal value of the objective
function J*(-)+ %[ -||? is not in the region ||d(z¢) —d| > €, hence ||d(zo) —d(z)|| < e.
Continuity of a(x) follows directly.

[

See also [48]. Following [60], we say for points x that are e-Pareto critical, with & > 0,
that d = d(x), as the corresponding solution of (5.3) w.r.t. x, is an approzimate solution
of (5.3). Then we can state the following lemma from [60)].

Lemma 5.4. Suppose that for some € > 0 z is e-Pareto critical and that d is a corre-
sponding approximate solution of (5.3)). Then

1]l < 2[[Vad () oo,2-

Here, ||Alloo2 with A € R™*" is given as

Note that following [60], || - |lcc2 is @ norm on R™*™. When a direction of steepest
biobjective descent d # 0 is found, then we move from z into the direction d to a new
point z := x + hd. The step length A > 0 is computed using an Armijo-like rule. Toward
this end, let 5 € (0,1) be a prespecified constant. Then, a step length h is accepted if it
guarantees a sufficient biobjective descent in the sense that

Ji(x +hd) < Jj(x) + BhV,Jj(x)" d, j=0,1. (5.5)

In order to compute an acceptable step length h, we iteratively test the values (%)Z,

¢ =0,1,2,... until condition (5.5)) is satisfied. The finiteness of this procedure is given
in the following lemma .

Lemma 5.5. Let J be differentiable and let d € R™ with V,J(z)"d < 0. Then, there
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exists € :=e(x,d, 5) > 0 such that

J(x 4 hd) < J(z) + BV, J(z)"d Vh €]0,¢].

Proof. Since J is differentiable we have for h € R\ {0}
J(x +h) = J(x) + V. J(x)"h + R(h)
with

| i (h)]
h—0 Hh”

=0,i=0,1.

Set a := max;(V,J;(x)"d). It follows directly that @ < 0 and d # 0. Since 3 < 1, there
is some ¢ > 0 such that

|Ri(hd)| _ (1 —B)lal
O<h<e= < ,1=0,1
[[adl]| ]

= [Ri(hd)| <t(1—B)lal, i =0,1.

Since |a| = —a = min;(—V,J;(z) " d) it follows that
R(hd) < —h(1 — B)V.J(z)v
Thus, we have for 0 < h < ¢

J(z + hd) = J(z) + hV,J(z)"d+ R(hd)
< J(x) +hV,J(x)"d—h(1l—B)V.J(z) d
= J(x) + hBV.J(z)"d.

]

The overall method is summarized in Algorithm [2| Let for iteration k, ¥) € X be the
iterate, d*) € R be the search direction, and hy, € (0, 1] the step length.

Next, following [60] we show that if J; and .J; are continuously differentiable and ¢ = 0
then Algorithm [2| converges to a Pareto critical solution.

Theorem 5.6. Let (a:(k))k be an infinite sequence generated by Algorithm @ Then, every
accumulation point of the sequence (x(k))k 18 a Pareto critical point. Further, if the objec-
tive function J has bounded level sets, i.e., the set {x € X | J(z) < J(xM)} is bounded,
then the sequence (z®);, stays bounded and has at least one accumulation point.

Proof. Let y be an accumulation point of the sequence (z(*)),. further, let d(y) be the
solution and a(y) be the optimum value of 5.3 at y, i.e.

i) = argmin (@) + 1), o) i=min (/@) + F1dI?)
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Algorithm 2: Biobjective descent algorithm according to [60]

Data: Choose 3 € (0,1), M e X and e >0, set k= 1.
Result: Approximation of a Pareto critical solution & := z(*).
Compute d := d as a solution of and set hy = 1;
while i1 d* V|| > ¢ do

Compute d*) as a solution of (5.4));

Compute a step length hy € (0, 1] as

1
max{h:? ;e No, Ji(a® +hd®) < J,(@®) 4+ BhV ., (2®) Td®), j:0,1};

) = 20 4 hp d® and k =k + 1;
end

where JY(d) := max;(V,J;(y)d). Following Lemma [5.3| it is sufficient to show that
a(y) =0.

From Algorithm we can directly conclude that the sequence (J(x®)) is componentwise
strictly decreasing and
lim J(z™) = J(y).

k—o0

Thus,
lim ||.J(z®) — J(z®+D)|| = 0.
k—o0

But
J(x™) — J(2*) > —h 8V, J (x®)a®) > 0,

and therefore
lim —h BV J (2*)d® = 0. (5.6)
—00

We observe that hy € (0,1] for all k. Select a subsequence (z(*+)),, of (z®)), converging
to y. There are two cases to cosnider

limsup hg, >0 and limsup hg, = 0.

U—0o0 U—00

First case (limsup, . hr, > 0): Here, a subsequence (z(*0); of (x(*+)), exists that

converges to y and satisfies

lim hkl > 0.

l—0o0

With (5.6]) it follows that

lim V,.J(z*))Ta*) =0,
l—o0
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and thus

lim a(z*)) = 0.
l—o00

Since the mapping = +— «(x) is continuous, it follows that a(y) = 0. Thus, y is Pareto
critical.

Second case (limsup, ,., hr, = 0): Lemma [5.4] assures that the sequence (v*)), is
bounded. Therefore, we can select a subsequence (z*")),. of (#(¥+)),, such that the sequence
(d*)), converges to some d. Recall that for all r we have

max (VxJi(m(k*))Td(k’")) < éa(z*)) <0, withée (0,1].

With » — oo we obtain

1max (Vadi(y)'d) < aly) <0. (5.7)

€ =0

Take some p € N. For r sufficiently large,

1
hkr < 57

thus the Armijo-like rule ( . does not hold for h = % , l.e.

1\? 1\?
J (x<kr> + (5) d(’“)) Z J(2*)) + B <§) Vo J (2 *) Ttk

In a next step take a subsequence (z(%)), of (z*)), such that (d*+)), converges to d.
Then, we have

1\? 1\?
J (Ns) + (5) d<ks>> £ J(2*)) + 3 (5) Vo (2®) Tatks),

Then, passing onto the limit s — co yields

5 (v (5) 4) 2 500 +5 (5) Vs

for at least one j € {0 1}. This inequality holds for any p € N.
Thus, from Lemma [5.5] it follows that

maX(V Ji( TCZ) >0,

implying together with (5.7)) that a(y) = 0. Thus, we can also conclude that y is Pareto
critical. O

A natural stopping condition for practical implementations of Algorithm [2| motivated by
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(3-12), is that ||hed™ | < e, with & > 0 a prespecified small constant.

In practice, we also terminate the algorithm when a prespecified maximum number of
iterations is reached. In this case, the final solution has to be used with caution since the
optimization procedure has generally not yet converged.

The choice of the search direction using problem together with condition implies
that the iterates of Algorithm 2| satisfy J(z*+Y) < J(z®)) for all k = 1,2,.... In other
words, the objective vector J(2*+1) in iteration k + 1 is bounded above by the objective
vector J(z(¥)) of the previous iteration k, i.e., J(z*+Y) € J(z®) — R2.

Several alternative Pareto critical solutions (and hence trade-off information between
them) can be obtained, for example, by varying the starting solution. We follow a different
approach in our implementation that is somewhat similar to the weighted sum method,
and that is based on the observation that the optimal solution of problem (ie.,
the direction of steepest biobjective descent) depends on the scaling of the objective
functions J; and Jy. Thus, Algorithm [2]is executed repeatedly, using different scalings of
the objective functions. In our implementation, we use a scaling parameter s := A\r™* > ()
and replace Jy by sJy in the optimization process, where the parameter r™* > 0 is chosen
as the largest ratio between partial derivatives of J; and Jy, evaluated at the starting
solution (. Note that the latter aims at the constraints in problem in the sense
that they should be comparable, i.e., both objective functions should equally contribute
to active constraints and thus influence the choice of the search direction. By varying
the parameter A € {0.5,0.6,...,2}, we implicitly control the run of the gradient descent
algorithm and thus obtain different solutions starting from the same initial shape. Note
that the volume of the solutions can be expected to increase with larger values of \.
Note also that the resulting parametric version of Algorithm [2] is fundamentally different
from the weighted sum method in Algorithm [I|in the way the search directions are chosen
and in the way the iterates converge to a Pareto critical solution.

Note that the biobjective descent algorithm is introduced as a multiobjective descent
algorithm in [60]. Therefore, it can handle multiple objectives without a modification.
However, in practice the initial scaling of the objectives is difficult, and the probability
of getting stuck in local minima generally increases with the number of objectives. The
weighted sum method also naturally extends to more than two objectives, but the com-
putational cost to explore the weight space {\ € [0,1]?: Y \; = 1} with ¢ > 2 may
become prohibitive. This may be, for example, handled by adaptive strategies for weight
selections that aim at approximations of the Pareto set, see, e.g., [131].

5.2 Numerical Implementation

In this section an alternative scalar product for the computation of shape gradients is
described and a control of step sizes that was utilized for the biobjective gradient descents
is introduced.

5.2.1 Scalar Products and Gradients in Shape Optimization

The performance of Algorithms [I| and [2| depends largely on the choice of the search
direction, which is computed based on the discretized gradients V,J;(x), j = 0,1. Michor
and Mumford [108] showed that (continuous) shape gradients calculated with respect to
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the ordinary L2-scalar product lead to an ill defined notion of the distance of two shapes,
as the infimum over all deformation path lengths is zero. They suggest a modified scalar
product given by

(h, k) = /m(h, E)ge (1 + wk?)dA (5.8)

and show that this indeed leads to a well defined Riemannian metric on the shape space.
Here, h,k are two vector fields in normal direction to the boundary of 02, dA is the
induced surface measure, k is the scalar curvature of the surface, and @w > 0 is a regu-
larization parameter. In practice, this corresponds to a transformation of function values
on 8aQchat, given some function g : 9Q — R? can be described by g (z) = Hfﬂ(—f{% for
T e .

Despite discretizing the space of shapes, we also discretize this definition of the gradient
in order to obtain stability in the limit of small finite element mesh size and a high
number of spline basis elements. We adopt a discretized version of this concept in the
numerical implementation of shape gradients for both objectives J;, j = 0,1. More
precisely, a discretized scalar curvature s is computed at grid points on the boundary
0f2, which is represented by a polygonal approximation induced by the shape parameters
(o™, o) € R?= o'h € RZ. Since the upper and lower boundary of the shape Q may
have a different curvature at the same z-coordinate value z; (i € {1,...,n,}), we have
to compute the curvature for upper and lower boundary points separately. For the upper
boundary, this is realized by comparing the normals n} and nj},; on two consecutive facets
of length [}' and [}!, |, respectively. Similarly, for the lower boundary we use ni, n} 41 and
I}, I}, and obtain

. Ll F1

I+

(2 Y

i=1,...,n,— 1. (5.9)
2||n — nisall2

Kki= k(1) =
it i

Y

The upper and lower boundaries of the shape 2 are reconstructed from the meanline
and thickness representation using the linear transformation ¢! = g™ + %Q%h and o} =
o™ — 2o i =1,...,n,. In other words, (0", ¢') € R is obtained from (o™, o™) €
R oh € R2 . as (g%, 0') = M (o™, o), using an appropriate transformation matrix
M € R?*=*2m  This leads to a discretized representation of the respective boundaries by
points (x;, o%) (upper boundary) and (z;, o}) (lower boundary), from which the x values

can be computed according to ((5.9)).

Now (5.8) can be applied to the gradients of J; w.r.t. (¢%, ¢'), j = 0,1, by multiplying the
respective partial derivatives by

1
di, = ———— and d ;=
: 1+ @ (k})? ’

1

=1, 1.
l+w(hy "

Since we actually need the gradients of J; w.r.t. o = (0™, o), j = 0,1, we additionally
have to consider the linear tranformation M. Let Dy = (dw.ij)2n, x2n, € R*™*?™ be a
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diagonal matrix with diagonal elements given by

dw,iz = du

. . l
wirv L=1,...,n, and dgyii=d

@ i 1=n+1,...,2n,,

and set D := M~' D_ M. Then, we obtain the curvature adapted B-spline gradients as

8:]]‘ A 8J] 8X 8@ .
(%L = D= (aX ag) or 0L (5.10)

Note that for @ = 0 the matrix Dy is the identity matrix, and hence the L?-gradient of
J; wrt. z, j = 0,1, is recovered in this case, c.f. (4.9).

5.2.2 Control of Step Sizes

Large mesh deformations may cause numerical difficulties and thus have to be avoided. We
thus limit the step size during the optimization procedure. Recall that the representation
of feasible shapes, using meanline and thickness values (o™, o) at fixed z; coordinates,
i = 1,...,n,, implies that grid points can only move vertically. A natural choice for a
maximum admissible step in one iteration of the optimization process is thus determined
by the thickness of the shape, divided by the number n, of gridpoints in y-direction. Since
in our case studies the shapes are fixed at the left boundary (i.e., at * = x;) and hence
their thickness is constant at x;, we set

th,(1)
S = (0.8 H—

Ty
i.e., to 80% of the vertical distance between grid points on the left boundary of the initial
shape. For a given search direction d¥) = (q™) dth(*)) € R2"z in iteration k of the
optimization algorithms, we check whether max;_; o, |dl(-k)| < 6™ Otherwise, d®
is scaled by a factor 0™ /max;—1__on, |d§k)\. Then, the step length ¢ < 1 is computed
according to the Armijo rule as indicated in Algorithms [I] and [2|

While 6™ is derived from the mesh X it still is a meaningful upper bound for a
step d*) in the B-spline representation. Indeed, if {B;, 7=1,...,ng} is a B-spline basis

and z®) = (xml’(k),wth’(k)) € x is the current iterate, then the B-spline basis properties
ZnB Bj(z) =1 and Bj(x) >0, j = 1,...,np (see, e.g., [120]) imply that, for all i =
. 7In’fE7
1,(k+1) 1,(k) 1,( - 1,(k)
m + m m ml,
¢ o) = \Z B () = By ()
j=1

< Z ]dml (8| | B;(z;)] < _max ml (B)] Z |Bj(x;)] = max ).

j=1,....n5 7

An analogous bound holds for the corresponding thickness parameters. Note that the
above inequalities do in general not guarantee that all grid points of the corresponding
mesh X*) move by at most 80%, since this also depends on the current shape and the
mutual movement of meanline and thickness values. In some situations it may thus be
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necessary to adapt this bound to a smaller value. However, this never occured in our
numerical tests.

5.3 Numerical Results

In this section, the biobjective descent methods proposed in Section |5.1.2| are applied on
the two test cases described in Section [4.4l To that end, the curvature regularization
parameter is set to @w = 107*, see Section m During the optimization process, we
monitor the Euclidean norm of the update of the design variables in every iteration and
stop when it is lower than 10~*. The implementation is realized in R version 3.5.0 and
uses the adjoint finite element code of |79, 21], [80] as a subroutine.

5.3.1 A Straight Joint

Among all shapes with a fixed volume of Jy(X) = 0.2, the straight rod shown in Fig-
ure can be expected to have the mimimum possible intensity measure J;. Indeed,
the straight rod shown in Figure achieves an objective value of Ji(X) = 0.00058.
Figures and show the results of the weighted sum method (Algorithm (1) with
weight A = 0.8 and of the biobjective descent algorithm (Algorithm [2) with scaling pa-
rameter A = 1.8. Both methods show a rather quick convergence (with the expected
advantage for the biobjective descent algorithm) to solutions that are close to optimal.
However, the solution of the biobjective descent algorithm seems to be a local solution
with slightly higher stresses (and thus slightly higher objective value for J).

Figure shows iteration histories of exemplary runs of the weighted sum method (Al-
gorithm [1)) and of the biobjective descent algorithm (Algorithm , respectively. It nicely
illustrates that, in contrast to the biobjective descent algorithm, the weighted sum method
permits iterations where one objective function deteriorates while the weighted sum ob-
jective is still decreasing. This may, in certain situations, help to overcome local Pareto
critical solutions. On the other hand, the weighted sum method may get stuck in local
minima as well. Indeed, independent of the chosen weight, the histories of the weighted
sum method have a similar structure: First, mainly the intensity measure (representing
the PoF) is improved (since in early stages of the algorithm the gradient of .J; is consid-
erably larger than the gradient of Jy). Only at later stages of the algorithm, the volume
is varied to a larger extent, depending on the given weight.

Note also that the final solution obtained with the biobjective descent algorithm largely
depends on the starting solution, since the objective values can never deteriorate during
the optimization process. Thus, when the starting solution has a volume of Jy(X) =
0.2, then all Pareto critical shapes that can be computed with the biobjective descent
algorithm have a volume of at most 0.2, irrespective of the scaling.

Three shapes with progressively reduced volume (and hence lower cost) are shown in
Figures top.1] As was to be expected, a lower cost comes at the price of a higher
intensity measure (and hence higher PoF). A comparison between Figures and
suggests that also for the low volume solutions, the weighted sum solutions slightly out-
perform the biobjective descent solutions.

Figure summarizes the results of several optimization runs with varying weights (Algo-
rithm [I]) and varying scalings (Algorithm , respectively. The same starting solution was
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Figure 5.1: Straight joint: Starting solution (row 1), straight rod solutions (row 2), and
low volume solutions (row 3). See also [46].
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Figure 5.2: Iteration histories of an exemplary run of the weighted sum method (Algo-
rithm and of the biobjective descent algorithm (Algorithm . Note that
both algorithms use the same starting solution. See also [40].

used in all cases, see Figure [5.1¢ While the solution quality of the weighted sum method
and of the biobjective descent algorithm is comparable, a clear advantage of the weighted
sum method seems to be that it is not so much constrained by the (performance of the)
starting solution. Indeed, the weighted sum solutions shown in Figure [5.3| span a large
range of alternative objective values in the objective space and thus provide the decision
maker with meaningful trade-off information and a variety of solution alternatives.

Both algorithms need in general one gradient computation and k4 function evaluations
per iteration, where k4 is the number of iterations in the Armijo rule to calculate a step
length. Additionally, the biobjective descent needs one gradient evaluation, whereas the
weighted sum requires one objective function evaluation to determine an initial scaling
of the objectives. In this test case the mean number of iterations for the weighted sum
method was 94 with around 3.8 Armijo iterations on average. The biobjective descent
needed 46 iterations with 1.7 Armijo iterations on average. On this rather coarse grid (41 x
7) a function evaluation takes about 1.2 seconds and a gradient evaluation around 15.48
seconds, a finer grid would extend the run time significantly. Note that the underlying
simulation code for the function evaluation and gradient computation is not optimized
w.r.t. runtime. Summing up, an optimization run with the weighted sum method for
this test case on a 41 x 7 grid took about 31.4 minutes on average. The biobjective
descent algorithm took about 14.9 minutes on average. All algorithms are implemented
in R version 3.5.0, and the numerical tests run on a PC with Intel Core i7-8700 CPU @
3.20 GHz, 31.2GB RAM.
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Figure 5.3: Approximated nondominated front for the straight joint. The associated
Pareto critical shapes are shown for selected weightings/scalings. See also
[46].

5.3.2 An S-Shaped Joint

We observe that the resulting shapes resemble the profile of a whale. If we consider 1st
principal stress of the stress tensor on the grid points of the initial shape resulting from
tensile load, see Figure [5.4c, we observe an anti clockwise eddy in the left part of the
joint. The hunch close to the left boundary of the optimized shapes gives room for the
occurring stresses and therefore improves the intensity measure and, likewise, the PoF.
Note that, different from the case of the straight rod, we have no prior knowledge on the
Pareto optimal shapes. For the solutions shown in Figures and [p.4¢] we can only
guarantee that they are (approximately) Pareto critical, i.e., the respective optimization
runs terminated due to the criticality test. Figure shows a shape with a significantly
higher volume of Jy(X) = 0.225906, and with a largely improved intensity measure of
J1(X) = 0.196791. This shape was obtained with the weighted sum method with weight
A = 0.85 after 150 iterations. In this case, the algorithm terminated since it reached
the maximum number of iterations and not due to convergence. We observed that all
optimization runs of the weighted sum method with A > 0.85 were not converging in
this setting. Thus in these cases it is not guaranteed, that the resulting solutions are
Pareto critical. Note that, given a starting solution with a volume of 0.2, this shape is
not attainable with the biobjective descent algorithm.

However, there is no guarantee that the computed shapes are Pareto optimal. For exam-
ple, the shape shown in Figure obtained with the weighted sum method with weight
A = 0.8 achieves objective values of J;(X) = 0.293853 and Jy(X) = 0.188445, and hence
slightly dominates the shape shown in Figure obtained with the biobjective descent
algorithm with scaling parameter A = 1.1 that has objective values .J;(X) = 0.300996 and
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Figure 5.4: S-shaped joint: Starting solution (row 1), two exemplary Pareto critical so-
lutions ([5.4d[ and |5.4¢f) , and a not converged solution of the weighted sum
method (5.4f? . See also [46].

Jo(X) = 0.188774.

Figure [5.5| summarizes the results of several optimization runs of both Algorithms [I] and
in the objective space. Note that not all solutions of the weighted sum method lie on the
convex hull of the computed points (and are thus not globally optimal for a weighted sum
scalarization). In some cases, the biobjective descent algorithm also computes dominated
points, while in other cases it found solutions that lie even below the convex hull of the
weighted sum solutions (see, e.g., the result for A = 0.5 in Figure .

A larger range of alternative objective vectors is, as in the case of the straight rod, obtained
with the weighted sum method. A cross-test between the two methods, where the final
solution of Algorithm [I] was used as starting solution for Algorithm [2], confirms that local
Pareto critical solutions were found for A < 0.8.

Compared to test case 1, the optimization runs for test case 2 needed in general more
iterations. The mean number of iterations for the weighted sum method in test case 2
was 107 with around 5.3 Armijo iterations on average. The biobjective descent needed 74
iterations with 3.9 Armijo iterations on average. Thus, the weighted sum method needed
about 39.06 minutes on average and the biobjective descent algorithm took about 26.96
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minutes on average.

0.8 | intensity measure J;
o

x biobjective descent algorithm
o weighted sum method
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volume Jy

0.14 0.16 0.18 0.2 022 024 026 0.28

Figure 5.5: Outcome vectors for the S-shaped joint. The associated Pareto critical shapes
are shown for selected weightings / scalings. Compare with [46].

82



6 Pareto Tracing by Numerical
Integration

Most of this chapter was published in [19]. Here, we additionally give a brief overview of
standard ODE theory and provide more detail than in [19].

The aim of this chapter is to introduce a reliable and efficient method to approximate
the Pareto front of convex and sufficiently smooth unconstrained biobjective optimization
problems. Based on the optimality conditions of the weighted sum scalarization, see also
Section , (parts of ) the Pareto front can be described as a parametric curve, parameter-
ized by the scalarization parameter A, i.e., the weight in the weighted sum scalarization.
Differentiating it w.r.t. the parameter yields an (explicit) ordinary differential equation
(ODE) that, given an arbitrary initial solution on the Pareto front, enables one to trace
the Pareto front by numerical integration. We call this novel approach Pareto tracing by
numerical integration. While the developed methods are tailored for convex problems,
we show that they are more generally applicable and that they can be adapted to handle
nonconvex problems and to approximate convex parts of non connected Pareto fronts.
To compute representations and approximations of the Pareto front, scalarization meth-
ods are a common choice, see, e.g., [52]. Under differentiability assumptions, optimality
conditions, for example, the classical KKT-conditions, can be incorporated to obtain fur-
ther parts of the Pareto front, see, for example, [52, 85]. Following the literature, one can
then apply sensitivities w.r.t. the scalarization parameters [53], subdivision techniques
[42, 89, T41], or continuation and predictor-corrector methods [53] 104, [103] 115, 116,
125 [132] T40] to recover the Pareto front. Continuation and predictor-corrector meth-
ods usually are based on scalarizations, yielding corresponding single-objective problems
depending on one or several scalarization parameters, e.g., the weights A in the case of
weighted sum scalarizations. Hence, they can be interpreted as parametric optimization
problems, which under appropriate differentiability assumptions can then be associated to
the single-objective case for predictor-corrector methods, see, e.g., [7,[77]. Under appropri-
ate differentiability assumptions, combinations of predictor steps (that are often derived
from dual information from the previous iteration) and corrector steps can then be used
to recover the manifolds that are induced by the optimality conditions for the respective
parametric optimization problems. Continuation methods can handle constrained prob-
lems as well as problems with more than two objective functions, and they can be adapted
in order to incorporate preference information in the exploration of the Pareto front, see,
for example, [103].

An alternative perspective on parametric scalarizations in the biobjective case is suggested
in [121]: When interpreting the scalarization parameter as an independent variable, then
the parametric optimization problem induces a system of ordinary differential equations
that can be solved by numerical integration methods. In the article [I21I] the normalized
normal constraint (NNC) scalarization method of [I07] and its utopia line are utilized to
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formulate an ODE to trace the Pareto front, which is then, given an initial value, solved
with standard integrators. Since the NNC scalarization induces additional constraints
to the parameterized problem, an active set method is employed. This may lead to the
generation of locally Pareto-optimal outcome vectors which are filtered in a post processing
step.

In this work, we follow a similar strategy, however, we use simple weighted sums to define
the underlying parametric scalarizations. The main advantage of this approach is that
no additional constraints are added to the problem formulation, and hence, at least for
unconstrained biobjective optimization problems, no constraint handling techniques are
required. Nevertheless our numerical results show that we obtain well distributed points
on the Pareto front approximation since the step length is controlled by the numerical
integration method.

This chapter is structured as follows. First, a brief introduction in the existence and
uniqueness theory of solutions of a system of first-order ordinary differential equations
(ODES) is given in Section . Then, the Pareto tracing by numerical integration method,
suggested in [19], is explained in detail in Section . Under appropriate differentiability
assumptions and a given initial Pareto-optimal solution of a weighted sum scalarization
this method uses an explicit first-order ODE to compute further Pareto-optimal solutions.
Toward this end, assuming local Lipschitz continuity of the Hessians of both objective
functions, the existence and continuity of the solutions of the ODE are established in
Section Since the subject of this work are biobjective shape optimization problems,
i.e., complex real-world applications with only approximated solutions, the results are then
extended to the case that initial solutions are e-Pareto critical, with ¢ > 0 (Section [6.2.2)).
In a next step, in Section the application of the well-established Runge-Kutta methods
is suggested, local and global error estimates are provided and the Pareto tracing by
numerical integration algorithm is stated for this case. Further, in Section [6.4] a brief
overview of the multiobjective predictor-corrector method Pareto Tracer is given, see
also [103]. Subsequently, in Section [6.5, the Pareto tracing by numerical integration
approach is first validated and tested against Pareto Tracer on quadratic test problems
(Section and a variant of the biobjective test problem ZDT3 (Section [6.5.2)), see
also [158], for which the Pareto fronts are known. In a next step, it is applied on our
biobjective shape optimization problem with the two test cases described in Sections
and 4.4.2]

6.1 A Brief Overview of First-Order Ordinary Differential
Equations

In this section a brief summary of some of the important results of the existence and
uniqueness theory of solutions of first-order ordinary differential equations is given. Sub-
sequently these results will be extended to systems of first-order ordinary differential
equations. For a more detailed discussion of this field we refer to [4], on which this section
is based.
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6.1.1 First-Order Ordinary Differential Equations

First, a definition of ordinary differential equations of order n is given.

Definition 6.1 (Ordinary Differential Equation (ODE)). An ordinary differential equa-
tion is a relation that contains one real independent variable t € R and the real dependent
variable x = x(t) with some of its derivatives (i, %,...,x™). In general, an ODE can be
written in implicit form

F(tx,d,%,...,2M) =0, (6.1)

where F' is a known function of n + 2 variables. Then, the order of an ODE 1is given by
the order of the highest derivative, (™, in the equation.

Then, a first-order ordinary differential equation is defined as follows.

Definition 6.2 (first-order Ordinary Differential Equation). The explicit differential
equation of the first-order is given by

i = f(t, ) (6.2)

where the real function x = x(t) is unknown and f(t,x) is a given function of two real
variables, defined on some domain D C R2.

Definition 6.3. Let I C R be an interval. A function x : I — R is said to be a
(particular) solution of in I, if for any t € I x(t) is differentiable, ©(t) = f(t,z(t))
holds for allt € I, and (t,z(t)) € D for allt € 1. The family of all particular solutions
of 1s denoted as the general solution of .

In practice it is desirable that for a given ¢, € I the solution of the ODE (6.2)) satisfies an
additional initial condition xg = x(ty), called initial boundary condition. The first-order
ODE (6.2)) with an additional initial boundary condition zq = () is of the form

{j" = ft.z), (6.3)

l’(to) = Xy,

and is called initial value problem (IVP). In the following, the existence and uniqueness
of solutions for the IVP (6.3 is discussed. Toward this end, we assume from here on that
f(t,x) is continuous in a domain D that contains the point (o, xg).

Definition 6.4. Let I C R be an interval containing ty. A solution of the initial value
problem (6.3|) on the interval I is a function x: I — R satisfying

(i) x(to) = o,

(ii) x(t) is differentiable for all t € I,
(iii) (t,z(t)) € D for allt € I,
(iv) & = f(t,z) for allt € I.

One can prove the uniqueness of solutions for functions f that are Lipschitz continuous.
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Definition 6.5. A function f: D — R s called Lipschitz continuous in x if there exists
a Lipschitz constant L > 0, such that

[f(8,2'(2) = f(t,2" ()] < L |2'(t) = 2"(t)]  for all (t,2'(2)), (,2"(t)) € D.  (6.4)

A function f: D — R is locally Lipschitz continuous in x if for any (t,x(t)) € D there
are 6, A > 0 such that the rectangle

B=[t—At+ A] x [z(t) = d,z(t) + ] C D
and there ezists a Lipschitz constant L := L(t,z(t)) > 0, such that
[f(8,2'(2) = f(t,2" ()] < L |2'(t) = 2" ()] for all (t,2'(1)), (t,2"(t)) € B.  (6.5)
If the partial derivative V,f(¢,z(t)) of f(t,x(t)) exists and possesses some additional
properties, one can draw some conclusions about the Lipschitz continuity of f.

Lemma 6.6.

(i) IfV.f(t,x(t)) exists and is bounded in a rectangle B C R? then f(t,x(t)) is Lipschitz
for all z € B.

(11) If Vo f(t,x(t)) exists and is continuous in an open set I C R? then f(t,x(t)) is
Lipschitz for all x € T'.

Proof.

(i) Let (¢,2'), (t,2") € B and assume without loss of generality that 2’ < x”. Since B
is a rectangle, the connecting interval between these points is also in B. Applying
the mean value theorem yields

f(t, x//) - f(t7 I/) = V:Bf(tv f) (IN - ‘77/)7

for some £ € [2/,2"]. By assertion we also have
£ (t2") = £ (2] = Vo f (£,6) (2" = 2)] < sup [Vaf (£.€)[ 2" — 2], (6.6)

hence f is Lipschitz with L := supg [V, f(,£)] < oo.

(i) Let (to,z0) € I and choose 6, A > 0 sufficiently small, such that the bounded closed
set B=[t— A, t+ A] X [2(t) — 0,z(t) + ¢] is in T, this is always possible since T is
open. Now (ii) follows with (i).

[]

In the theory of ordinary differential equations it is practical to reformulate the IVP ((6.3])
as an integral equation.

Theorem 6.7. Let f : D — R be continuous. A function x is a solution of the IVP
(6.3), if and only if x is also a solution of

£(t) = xo(t) + / £, 2(9)) dy. (6.7)
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Proof. For any solution z(t) of (6.3 it is # = f(¢,x). Integrating both sides yields

£(t) — x(to) = / £, 2(4)) dy.

On the other hand, for every solution z(t) of (6.7)) it is x(tg) = x¢ and differentiating
(6.7) yields & = f(t, z). O
The well-known Gronwall-type integral inequalities are useful to formulate error estima-

tions. Note that in the following, the absolute values of the integrals have to be considered,
since t € [tg — A, to + A], A > 0, can be smaller than ¢,.

Theorem 6.8. Let u(t),p(t) and q(t) be non negative continuous functions on
[to — A, tg + Al, for A >0, and

/t q(y) u(y) dy’ forallt € [ty — A to + Al (6.8)

to

u(t) < p(t) +

Then the following inequality holds

/ i) u(s) e / gls) ds

Proof. For the proof of consider t € [tg,tg + Al, where the case t € [ty — A, tg] is
analogous. First define

u(t) < p(t) +

) dy‘ forallt € [ty — A, to+ A]. (6.9)

such that r(ty) = 0 and
() = q()u(t).
With the hypothesis (6.8)), u(t) < p(t) + r(t), it follows that

7(t) < p(t)q(t) +q(t)r(t),

which multiplied by exp(— ft'; q(s) ds) yields

% (eXP (— /t:Q(S) ds> r(t)) < p(t)q(t) exp (— /t:q(s) ds) '

Furthermore, we obtain by integration

r(t) < /t:p(y)q(y) exp (/thI(S) dS) dy

and consequently follows from u(t) < p(t) + r(t). O
Corollary 6.9. If in Theorem the function p(t) = 0, then u(t) = 0.
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Corollary 6.10. If the functions u(t) and p(t) of Theorem are of the form u(t) =
co + c1|t — to| and p(t) = cqo, where co,c1,c2 > 0, then

u(t) < (co + 2—:) exp(02|t — t0|> — 2—; forallt € [ty — A to + Al (6.10)

For a proof we refer to [4]. In the following, some fundamental definitions and theorems
from real analysis are needed and are stated without proof.

Definition 6.11. We say a sequence of functions {z,(t)} converge uniformly to a function
x(t) in an interval I C R if for every e > 0 there ezists a ng € N such that for ¢ > ny,
|z, (t) —x(t)| <e forallt el

Theorem 6.12. Let {z,(t)} be a sequence of continuous functions with lim, . z,(t) =
x(t) uniformly in I C R. Then, x(t) is continuous in I.

Theorem 6.13 (Lebesgue’s Dominated Convergence Theorem). Let {z,(t)} be a sequence
of functions with lim, . x,(t) = x(t) uniformly in I C R and let f(t,x) be a continuous
function in D, such that (t,x,(t)) € D for all g andt € I. Then

lim f(t xy(t)) dt = /1 lim f(¢,x,(t))dt = /f (t,x(t (6.11)

q—0 q— o0

Theorem 6.14 (Weierstrass’ M-Test). Let {z,(t)} be a sequence of functions. Further-
more, let |z,(t)] < M, for all t € T with 37 ° M, < oo. Then, 3 2 x,(t) converges
uniformly in I to a unique function x(t).

Theorem 6.15 (Implicit Function Theorem). Let f(t, ) be defined in D = I xR, contin-
uous in t and differentiable in z. Let further 0 < m < f(t,x) < M < oo for all (t,x) € D.
Then, there exists a unique continuously differentiable solution x(t) in I of the equation

f(t,z) =0.

In the following, to prove the existence of solutions, the integral equation (6.7)) will be
solved with the Picard method, see, e.g., [4]. To this end, we assume a continuous function
xo(t), where zo(t) = xo is a common choice, as the initial approximation of the desired
solution x(t) of (6.3), and define the iterate z;(t) as

x1(t) = mo(t / f(y, zo(y (6.12)

Substituting x1(t) with zo(¢) on the right hand side of (6.12)) yields the next iterate xo(t).
Therefore, the ¢g—th approximation x,(t) is obtained from z,_;(t) through

) = o) + Fmea () dy. q—1,23,.... (6.13)

Following Theorem [6.13] if the sequence of functions {z,(¢)} converges uniformly to a
continuous function x(t) in some interval I that contains ¢ and (¢,z,(t)) € D for all t € I,
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we have
t

z(t) = lim z4(t) = zo(t) + lim t fy,2q-1(y)) dy = zo(t) + /tt fly,z(y))dy. (6.14)

q— o0 q— o0

Let {x,(t)} be the sequence obtained by the approximation method (6.13)). The following
famous theorems, see, e.g., |4, Theorem 8.1 and 8.2], ensure the uniform convergence of
{z,(t)} to the unique solution z(¢) of (6.3]) under sufficient conditions.

Theorem 6.16 (Local Existence Theorem). Let the following conditions be satisfied

(i) f(t,x) is continuous in the closed rectangle S = {(t,x) € D||to—t| < A, |zg— x| <
0}, and therefore there exists a M > 0 such that |f(t,xz)] < M for all (t,z) € S,

(i1) f(t,x) is locally Lipschitz in S with Lipschitz constant L,

(7ii) xo(t) is continuous in [ty — A, tg + A], and |xo(t) — x| < 0.
Then the sequence of functions {x,(t)}, generated with (6.13), converges uniformly to
the unique solution x(t) of the initial value problem (6.3). The wvalidity of this solution

is ensured on the interval I, := [ty — h,to + h|, where h = min(A,d/M). Further, the
following error estimate holds for all t € Ij:

|2(t) — 74(t)] < e max |7, () — ()| min <1, (Lh)q> ., q=1,2,3,.... (6.15)

tely, q'

Proof. First, we show that the iterates {z,(t)} generated via are continuous in I,
and for each ¢ € I;, we have that (¢,2(t)) € S. We use the following inductive argument.
Since zo(t) is continuous in [ty — A, to + A], further the function Fy(t) = f(t, zo(t)) is
continuous in I and therefore x1(t) is also continuous in I,. Moreover following inequality
holds

|21(t) = wo(1)] <

t
[ 1 sotolan| < Mt - o < < 5
to
Let us assume that the assertion is true for x,_1(t), ¢ > 2, then it is sufficient to prove

that it is also true for z,(t). Toward this end, the function F,_1(t) = f(t,z,-1(t)) is
continuous in [, since by assumption z,_(¢) is continuous in [, and we have

|24(t) = 2o(t)] <

t
/Wﬂ%%qudASAﬂm—ﬂSMhsa
to

In a next step, it is shown that {z,(¢)} converges uniformly in ;. For this, since the
functions zo(t) and z,(t) are continuous in I, it follows that there exists a constant
N > 0 such that |zo(t) — z1(t)] < N. Furthermore, for all ¢ € I}, the inequality

2g(t) — 2y ()] < NELO DD

< G 1T b2e (6.16)
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holds, given the following inductive argument. It is obvious that (6.16)) holds for ¢ = 1,
further if it is also true for ¢ = w > 1, then we have with assertion (ii) and ((6.13])

w1 (t) = 2w (t)] <

10000 = 50 dy\

t

< 1| [ frutw) = sty >|dy'
(w — 1 (w)!
Hence, the inequality (6.16]) holds for all g.
Now, with Theorem [6.14] and the fact that
(Lt~ ) NI,
N <N = Ne™" < o0,
; (g—1)! ; (9)!
it follows that the series .
zo(t) + Y (wy(t) — w41 (t))
q=1

converges absolutely and uniformly in I;,. Therefore, its partial sums {z,(t)} converge to
a continuous function in I, i.e., lim, o z,(t) = x(t), which is a solution of (6.7)).

To show the uniqueness of x(t), we assume that has another solution #'(t) in I, such
that (¢,2'(t)) € S for all ¢t € Ij,. Then, it follows with (ii) that

/t 2(y) — 2'(y)| dy]

However, applying Corollary implies that |z(t) — 2/(t)| = 0 for all ¢ € Ij,, and conse-
quently z(t) = 2/(t) for all t € I},.

jz(t) — 2'(1)] <

[ s 2ly) — flya'W))] dy' <1

The error bound (6.15) is then established as follows. For r > ¢, the inequality (6.16]

gives

Lty —t))*
1r(8) = 2] € 3 [ (1) — )] < Y- N D
w=q w=q
r—1 (Lh)w r—q—1 (Lh)w (617)
<N — N(Lh)
w! (¢ +w)!
w=q w=q
Nevertheless, as 1/(q + w)! < 1/(¢!w!) we have
r—q—1
(Lh)? 'S~ (Lh)" (L) 1n
< <
|xr( ) xQ(tN <N C]‘ (w)l <N ql
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and with the limit » — oo, we get

Lh)4
|z (t) — z,(t)] < N( q') et (6.18)
From inequality (6.17]), we also obtain
r—1
Lh)®
20(t) = g()] < N3 L o et
w!
w=q
and as r — oo, we get
|2(t) — 4(t)] < Ne™. (6.19)

The error bound (/6.15)) follows then from (6.18)) and (6.19). O

Theorem [6.16| guarantees the local existence of a solution, the global existence is covered
with the following theorem.

Theorem 6.17 (Global Existence Theorem). Let the following conditions be satisfied:
(i) f(t,x) is continuous in the strip T = {(t,x) € D||tg — t| < A, |z| < o0},
(ii) f(t,x) is locally Lipschitz in T with Lipschitz constant L,

(7i) xo(t) is continuous in [ty — A to + A].

Then the sequence of functions {x,(t)}, generated with (6.13), converges uniformly to the
unique solution x(t) of the initial value problem (6.3)). The wvalidity of this solution is
ensured on the whole interval [ty — Aty + A].

Proof. Since x(t) is continuous, each x,(t) exists and satisfies |z,(t)| < co. By replacing
h with A in the proof of Theorem |6.16], further recalling that f(¢,z(t)) is Lipschitz in T,

the uniform convergence of {z,(t)} to z(t) in [to — A, to + 4] is established. O

In most cases an initial value problem describes a model based on physical data,
which in some cases might not be measured accurately. Therefore, there may be some
underlying errors in the function f(t,z(t)) as well as the initial condition (¢y,zo). Note
that this can be by choice in order to simplify the given model. Thus, the question arises
how the solution of behaves when f(t,z(t)) and (to, zo) are altered. The following
theorem, see, e.g., [4], answers this question.

Theorem 6.18. Let (to,z0), (t1,21) € D be initial conditions of the IVP (6.3) and let
f(t,z(t)) and g(t,xz(t)) be functions in D. Here (t1,x1) and g(t,x(t)) are slightly altered.
Furthermore, let following conditions be satisfied:

(i) f(t,x) is continuous and bounded by M in D,
(ii) f(t,x) is locally Lipschitz in D with Lipschitz constant L,

(iii) g(t,x) is continuous and bounded by M in D,
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(iv) the solutions x(t) and y(t) of (6.3)) and

y(t) = ft,2(@) + 9L, (1)), y(t) =

exist in an interval I that contains to and ty.

Then the following inequality
- 1 - 1 -
o(t) = ()] < (Jro — al + (M + B0t — 1] + 201) x exp(Llto — #]) = 751 (6:20)

holds for all t € 1.

Proof. With Theorem [6.7] it follows for all ¢ € I that

y(t) = o + / (s, 9(5)) + 9(5,5(s))] ds
tlt " (6.21)

ot [ festnast [ i) | gls,y(s)) ds

t1

and consequently

£(t) — y(t) = 70 — 71 + / [F(s,2(s)) — F(s, 9(s))] ds

“ . (6.22)
[ st ds— [ gls.ats) ds
to t1
Using the assumptions and taking absolute values of (6.22), we find
(t) —y()] < [z0 — xll + (M + M)|t1 — to| + M|t —to|
(6.23)

+L

s)|ds| .

Comparing inequality (6.23] - with the inequality considered in Corollary |6.10] - yields that
they are the same with ¢o = |29 — 21| + (M + M)|t; — to|,c1 = M, ¢y = L and u(t) =
|z(t) — y(t)], and consequently ([6.20)) follows. O

Hence, according to inequality (/6.20)) reasonable small changes in (to,zo) and f(t,z(t))
lead to small differences between the solutions z(t) and y(¢) in an interval I.

6.1.2 Systems of First-Order Ordinary Differential Equations

Until now, the existence and uniqueness of solutions of initial value problems with a
scalar initial value were discussed. Following [4] these results are extended to a system of
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first-order ODFs. For this purpose, we consider a system of first-order ODEs of the form

(6.24)

From here on it is assumed that the functions fi, ..., f, are continuous in some domain
E c R,

Definition 6.19. A solution of (6.24) in an interval I are n functions xi,...,x, such
that

(i) Z1(t),...,2,(t) exist for allt € I,
(ii) (t,x1,...,x,) € E forallt €1,
(1ii) ;(t) = fi(t,x1(t), ..., x,(t)) for allt € I.

As in the scalar case, one can specify initial conditions to the problem (6.24]) which are
of the form .
zi(ty) =xy foralli=1,... n, (6.25)

where ty € I isknown and x}, . .., 2 are given values such that (¢o, z},...,27) € E. These
conditions combined with the system of ODEs (6.24)) form an initial value problem, which
we write in a compact vector notation by setting

w(t) = (21(2), ... wn(t)) and [t x(t)) = (fr(t,2(1)), -, fult, x(t))

and establishing that the differentiation and integration operators act componentwise,

Le., z(t) = (21(t),...,2,(t)) and [x(t)dt = ([ 21 (t)dt, ..., [ z,(t)dt).
Additionally we say the function f(¢,z(t)) is continuous in FE, if all of its components are
continuous in E. The initial value problem is then of the form

2(t) = f(t,x(t),  w(to) = o, (6.26)

which is analogous to the scalar formulation (/6.3)).

Definition 6.20. Let || - || be a norm on R™. The function f(t,x(t)) is called Lipschitz
continuous in x in E if there exists a Lipschitz constant L > 0, such that

1F(t,2(8) = f(&, ") < L ||2"(t) — 2" (D)l for all (¢, 2°(1)), (£, 2"(t)) € E. (6.27)

The function f(t,x(t)) is called locally Lipschitz continuous in x in E if for any (t, z(t)) €
E there exists 0, A > 0 such that

G=[t—At+A] x Bs(z(t)) C E,
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and there ezists a Lipschitz constant L := L(t,x(t)) > 0, such that
1F (&, 2(8) = f(& 2" @O) < L |l (8) — 2" (@)l for all (t,2°(1)), (£, 2"(t)) € G. (6.28)

If the function f(t,z(t)) is continuous in F, then solving (6.26)) is equivalent to solving
the integral equation

o) = a0+ ' Fly. () dy. (6.20)

This follows from the same arguments as in Theorem [6.7]

As in the scalar case, the Picard method of approximations comes handy to find a solution
of (6.29). Let a continuous function zo(t), where zy(t) = g is a common choice, be the
assumed initial approximation of the solution, and define the iterates z,(t) as

) = o) + F 2y () dy. (6.30)

It is clear that as before, if in some interval I that contains ¢y the sequence of functions
{z4(t)} converges uniformly to a continuous function z(t) and (¢,z(t)) € £ for all t € I,
then z(t) solves and consequently (6.26]).

Finally, the existence theorems for the initial value problem Theorem and
Theorem [6.17] can easily be extended to systems of ordinary differential equations. The
following existence theorems for systems of ODEs are stated without proof since the proofs
are similar to the scalar case, for further detail we refer to [4].

Theorem 6.21 (Local Existence Theorem). Let the following conditions be satisfied:

(i) f(t,x) is continuous in S = {(t,x) € D||to —t| < A, ||xo — 2| < 6}, and therefore
there exists a M > 0 such that || f(t,z)|| < M for all (t,x) € S,

(i1) f(t,x) is locally Lipschitz in S with Lipschitz constant L,
(7ii) xo(t) is continuous in [tog — A, to + A, and ||xg — zo(t)]| < 4.

Then the sequence of functions {z,(t)}, generated with , converges uniformly to
the unique solution xz(t) of the initial value problem . The validity of this solution
is ensured on the interval I, = [to — h,to + h], where h = min(A,§/M). Further, the
following error estimate holds for all t € I,

k
|2(t) — z4(t)]| < N e min (1, (L]Z) ) . q¢=1,2,3,..., (6.31)

where ||x1(t) — zo(t)|| < N.

Theorem 6.22 (Global Existence Theorem). Let the following conditions be satisfied:
(i) f(t,x) is continuous in T = {(t,z) € D||to —t| < A, ||z|| < o0},
(ii) f(t,x) is locally Lipschitz in T with Lipschitz constant L,

(7ii) xo(t) is continuous in [ty — A, to + AJ.
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Then the sequence of functions {x,(t)}, generated with (6.30]), converges uniformly to the
unique solution x(t) of the initial value problem (6.26). The wvalidity of this solution is
ensured on the whole interval [to — A, to + A].

6.2 Pareto Tracing Using ODEs

As already mentioned, the Pareto tracing by numerical integration method was published
in [19]. Here we provide more details than in [19].

Let J = (Jy,J1) : X C R® — R? be a biobjective objective function. Further, let
Jy = (1 = A)Jy + AJ; be the weighted sum scalarization for some weight A € (0, 1), see
Section For this section, we assume that J is two times differentiable, i.e., J € C?,
and therefore J, € C? for all A € (0,1). In the following, we denote the gradient of .Jy
and J; at x as V,J\(x) and V. J;(z), i = 0,1, and the Hessian matrix of J, and J; at z as
V2J\(z) and V2J;(z), i = 0, 1, respectively. Furthermore, recall the optimality conditions
from Section [3.5.1] as they are the base for the following discussion.

6.2.1 Implicit and Explicit ODEs for Local Pareto Optimality

From here on, we assume that V2J; is locally Lipschitz with Lipschitz constant Ly (z,d)
on the ball Bs(x) with radius ¢ > 0 centered at z, i.e.,

Hvi‘ll(x) - VEJI(ZE,)H < LH(J:75)|‘J7 - lJH) 1= 07 17

where ||A]| is the spectral norm, i.e., the square root of the maximum eigenvalue of
ATA, AeR™",

Let us first assume that on some interval A € [A;, A,] € (0, 1) we have attained .Jy critical
points z(A). Further, suppose that z()\) is differentiable w.r.t. A. Differentiating the
first-order optimality conditions V,Jy(z()\)) = 0 with respect to A yields

V25 (2(N) (V) = Vado(z(N) — Vadi(z(N)). (6.32)

Note that the differentiability of () is assured by the Implicit Function Theorem (6.15)).
This implicit ODE can be rearranged to a explicit ODE &(\) = f(A, z(\)), if z(\) addi-
tionally satisfies the second-order optimality conditions with respect to J, strictly. Hence,
f is then given by

#(V) = (V2L(@)) ™ (Vado(z(V) = Vadi(@(V)) = O, 2(V)). (6.33)

Now, let us on the contrary assume that we have attained a point xy which fulfills the
strict second-order optimality condition for Jy,, i.e., for some \g € (0,1). If the right
hand side of is locally Lipschitz in  on some open neighborhood U of zy with a
Lipschitz constant L that is uniform in A on some interval [A\;, A,] C (0, 1), the conditions
of the local existence theorem Theorem [6.16] are satisfied.

Lemma 6.23. Let Ay, Ay € R™" be two strictly positive definite matrices with smallest
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ergenvalue not smaller than some € > 0. Then, we have
1
AT = A < AL = Aol (6.34)
Proof. Let A" = kA; + (1 — k)Ay for k € (0,1). Then, A" is also positive definite

with smallest eigenvalue not smaller than €. The assertion follows directly from the sub
multiplicativity of the spectral norm:

1
_ _ d o .._
AT — ASY| = — (A" tdk
0 dr

1
d
= [ (a7 —ArAn)d
/0( ) ANAT) T dw

= / I(A“)‘l(Al — A) (A Ndk (6.35)
< [ = A an
< Sl - Al.

O

Thus, we can establish the following bound for the Lipschitz constant Ly of the right hand

side of (6.33)).

Lemma 6.24 (c.f. [19], Lemma 1). Let A € (0,1) and for a solution x that fulfills the
second-order optimality conditions w.r.t. Jy, let A(X,z) be the smallest eigenvalue of the
Hessian V2Jy\(z):

(i) A\, z) is locally Lipschitz in x with Lipschitz constant Ly(x,d) on Bs(x).

(1i) A\, z) is Lipschitz in X\ on (0,1) with Lipschitz constant Ly(z) = [|[V2Jo(2)| +
V2T ()]

(i1i) Let 1 > p > 0, then for N € (0,1) and 2" € Bs(x) such that
Lir(e,8) 2 — 2] + La(x) A — X] < (1 — A\ @),
it is AN, 2") > oA\, x).

(iv) Let the interval [\, A\,] containing A\ and Bs(x) be given such that Ly(x,d)d +
Ly(x) max{\,— A\, A=N\} < (1—0)A(\, x). This can always be achieved, as Ly (x, )
is monotonically decreasing in 6. Then, f(N, ') is uniformly (in X') Lipschitz in x’'
on [N, A\u] X Bs(x) and its Lipschitz constant is bounded by

Ly(x,5,0) = 2 ((ﬁ) Co(ir, 5) + (m)QLH(x,é)Cl(I,6)> ,

where Cy(x,8) = max  sup ||[V2J(2')]| and Ci(z,d) = max sup |[|V.Ji(z')].

i€{0,1} /e By () i€{0,1} /e By ()
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Proof.

(i) Let 2',2” € Bs(x). Without loss of generality we assume that A\, z") > A(A, 2”).

Then

0 <A\ 2') — AN 2")
= inf o'V v— inf o V2L (2")v

vER™:||v||=1 veER™:||v||=1

< inf 0" (VZAL(2) = V2(2")) v

~ weRn:|[v]|=1

< sup v (ViJ)\(x') — V2J\(2")) v

veR™:|jv]=1

= [V () = VL")
< Ly(x,0) ||’ ”H

(i) Let N, \" € (0,1) with A(N,z) > A(N’, x) similar to (i), then

0< AN, z) — AN, 2)
= inf o' ViJu(z)v— inf 0 VZJw(z)v)

vER™:||v||=1 vER™:||v||=1

T (Vij,\/(l") - Vij)\//(x)) (%

T weRn:||v||=1
< sup 0 (VZJyv(z) = ViJw(z))v
vER™:||v||=1

= ||V2Jx () = V2T (2)]|
= |V = X)V2Jg() + (N = N) V2 ()]
< (IV2Jo(@) ]| + V25 @)]) IV = X

(iii) For o’ € Bs(z), (iii) now follows from (i) and (ii) by

AN, 2') = A ) + (AN, 2) = A(X, 7)) + (AN, 2') = AN, )
A x) = Lu(x,0) |z — || = La(z) [A = X|
A

oA\, z).

v I\/

(iv) Hence, with (iii) and (6.34) with e = pA(\, ) it follows for o/, 2" € Bs(x),
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XN € [\, Au] and K = (V2Jy (2)) " (Vo do(2”) — Vi (")) that
0 < [[f(N,2") = fF(N,2")]]
= (V2 I (@) " (Vado() = Vo i (1) — K

— (V2 (@) (Vado(a) = Vi (2) +KH
) 1

< [[(V20 @) (Vadola') = Vado(a”) = Vai(a') + Vah(a")|
| ((T2ae@) ! = (2 @) ) (V@) = Vo)
< [(V2Jx (2! ( / V2Joly) dy — / Viai(y dy)

+H<(V§JA/(Q;’))_ - (V:%J,\/(x”))_> X [[(Vodo(z”) = Vi Ji(2")]

1 2 * 2 * r N
QA(M)< sup V2o + sup Wmu) o —a”|

x*€Bs(x) z*€Bs(z)

1 1
(et Ii0-ci
X sup ||V$Jo( ) = Vai(z9)||

z*€Bs(x)

1 1 : / "
- (eA(A,@w’” (o) LHW>CIW>) o' =

]

With these results we can establish the existence of solutions of (6.33) with the following
theorem:

Theorem 6.25 (c.f. [19], Theorem 2). Let o € R™ and Ay € (0,1) given such that

fulfills the strict second-order optimality conditions with respect to Jy,, see Definition|3.19.

Further, using the notation of Lemma ~let Ao >0and 1 > p > 0 such that

Ly (x9,0)d + L(xo)A < (1 —0)A(Xo, o). Let Cxg,0,A) = SUP xelg-a 30+l lf(A z)]|. Let
z 50

also A’ = min{A, §/C(x9,6,A)} and \y = Ao — A, Ay = X\g — A'. Then,

(i) the solution x(\) of (6.33) with initial value x(Ng) = xo at Ao exists and is unique
locally on the interval [\, \,]. Further, x(X) is continuously differentiable on [\, \y);

(ii) one can extend x(X\) to a solution of (6.33)) to a mazimal time interval (A}, X)) C
(0,1) containing \g such that A(A\,z(X)) > 0 for A\ € (N, \,) and either A\, = 0
(A = 1) or A\, z(N\)) has accumulation point 0 as X (N, (A S N,);

(i11) x(\) satisfies the strict second-order optimality conditions with respect to Jy and
thus is locally Jy optimal and locally Pareto-optimal with respect to J on the interval

(A1 A

) M

Proof.
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(i) We have shown that the conditions of Theorem are fulfilled by Lemma [6.24]
(iv). Hence, the assertion follows.

(i) Since we have A(A,, z(A\,)) > pA(Ag, z(Ao)), the statement of (i) can be iterated by
replacing \g with \; = /\(()1) and xo with z();). This can be done, until either /\(()") is
reaching one or A\, z(A{)) is approaching 0. Now one can define the minimal

lower boundary as A} = lim,, o /\(()n). For the maximal upper bound X, one can
argue analogously.

(iii) We recall that for any A € (A}, A,), (6.33) implies (6.32)), i.e., V Jx(z(N)) = 0, and

thus
A

d

Vo Iy (2(0) = Vs, (o) + / LT () dr =0, (6.36)
Ao

therefore, x(A) is J critical and consequently Pareto critical. Further, since in (ii),

it was established that A(),z) > 0 holds for A € (A}, \,), it follows that V2Jy(z()))

is strictly positive definite. Hence, x(\) satisfies strict second-order optimality for
Jy and is locally Pareto-optimal.

]

Remark 6.26. (i) All results of this section consider all x € R™ as feasible solutions
simplifying the notation, i.e., an unrestricted domain is considered. Nevertheless, obvious
adaptations enable one to extend the results of this section to the general case, where
Ji(x), i € {0,1} is only defined on an open subset of R™. Toward this end, one has to
choose the constants & > 0 of the local constructions in Lemma |6.24] and Theorem 6.2
smaller than the distance to the boundary of the feasible domain and adjust the maximal
intervals of existence (A, \l).

(11) If the two objective functions are equal, i.e., if Jy = Jo, and therefore Jy = J; = Jy for
all X € (0,1), then any ezisting optimal solution of Jy is Pareto-optimal. In this case, the
nondominated set consists of exactly one outcome vector and consequently becomes

(A) = 0, coinciding with the fact that there only exists one unique outcome vector.

Since estimating the quality of the numerical approximation of x(A) often relies on the
regularity of x(\), we recall the following well-known result on the regularity of solutions
to ODEs, see also [19].

Lemma 6.27 (c.f. [19], Lemma 4). Assume that J;, i € {0, 1}, is p+2 times differentiable
with locally bounded p + 2nd derivative, p € Ny. Let [A\;, A] C (N, AL) be a closed interval
in the mazimal interval from Theorem [6.25(ii). Then x(X) is p+ 1 times differentiable
with bounded p + 1st derivative on [\, Ay

Proof. First we note that inverting an invertible matrix A as an operation is C'*° on
a neighborhood of A. Next, by redefining the right hand side of as f(\x) =
fO(X 2), it becomes obvious that £ is p times differentiable in A and z. Forl =1,...,p,
we recursively define fO(X, z) = & fUD(X, 2)+ V, fOD (X, 2)T f(A, z), where fO is p—1
times differentiable in x and A\ and locally bounded, where p = [. Now, differentiating
zO(\) = (%)l z(A) = fUD (N, 2())) with respect to A, yields that z(FD(X) = fFO(N, (X))
for 1 =0,...,p exists and is bounded on [\, A, ] if [ = p. ]

99



6.2.2 Approximately Pareto Critical Initial Conditions and Numerical
Stability

Until now we have assumed that the initial value z; is the (local) optimum to the single-
criteria optimization problem given by the objective function J,, i.e., x( satisfies the strict
second-order optimality conditions for Jy,. In general, we do not know x, especially when
dealing with applications like the shape optimization problem that we investigate
in this work. However, one can use approximations of xy, which can be obtained by, e.g.,
the gradient descend methods proposed in Chapter [f] as initial values. In this subsection,
we define approximates of xy that for example can be obtained by a gradient descent
method or Newton-type method applied to .Jy,.

Definition 6.28. Let xqy be the iterates of some optimization algorithm started suf-
ficiently close to xq. Further assume that under these circumstances the optimization
problem is convex and convergence is guaranteed, i.e., oy — To, k — 00.

We may further assume that zg is sufficiently close to xq such that also V2.Jy,(zox) is
strictly positive definite. The terminal output z(j of the optimization algorithm is e-J,
critical, assuming a gradient based stopping criterion was utilized, e.g., | Vi Jy, (zox)|| < €
for some ¢ > 0.

Definition 6.29. Let k > 0 and let x(y, be the k-th iterate of some optimization algorithm
as described as in Definition . Let further V2J\,(zoy) be strictly positive definite.
Then, starting the ODE ((6.33) in the approzimative initial value oy yields the following
ODE

ik(A) = f(A ze(N), (6.37)
where f is defined as in .

In the following, an error bound for z4(\) when starting the ODE in a e-J), critical
initial solution ¢y is given.

Additionally to the approximations of initial solution ¢ ;, many applications further rely
on numerical approximations of the function f(\, z(X)).

Definition 6.30. Let fi(A,x()\)) be an approxzimation of the function f(\, x(\)) that has
limited accuracy, such that the numerical error is controlled by the parameter | in the
sense that €;(C, \) = sup,c¢ || f(N, x) — fil\,x)]] = 0 if | = 00 and C C R" is compact.

The following proposition provides estimates to control the effect of the error caused by
the error in the initial condition z¢ — x¢ j on the solution of as well as the numerical
error in f — f;. Furthermore, using zqy, as the initial value of ODE provides e-
critical solutions () with respect to Jy for A in some interval containing Ag.

Proposition 6.31 (c.f. [19], Proposition 5). Let zo fulfill the strict second-order optimality
condition with respect to Jy, and xo — xo as k — 0o:

(i) Let ¢ > 0. For k sufficiently large, solutions xi(\) to (6.33)) started with initial
condition xy(N\o) = Tox at Ao ewist on some mazimal intervals (XN, Ay, ) C (0,1)

and x(A) is Jy e-critical, hence, &' = festr—yy-Pareto critical for A € (A, Ay x)-
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(i)

(iii)

Let I = [N\, A] C (A, AL) a compact subinterval of the maximal interval from (i),
where it is established that x(\) exist. Let N'(I) = infye; A(N, x(N)), Ly(1,0) =
supyer Lu(x(N),0), and C;(3,1) = supye; Ci(x(N),0), i € {1,2}, where C;(x(N), 6),
i € {1,2}, are defined as in Lemma [6.24(iv). Further, let 0 < § < A'(I)/Ly(I,96),

which is always possible, since Ly(I,6) is finite and monotonically increasing in §.
Additionally we set

B Cy(0,1) 1 2
b1 =2 (A/(I) St (Tm =iz Lo ”) '

Then, for k sufficiently large, xx(\) exists for X € [A\;, Ay] and

() = 2x()le@mn) < llwo — zou|| et mextomidu=2o}, (6.38)

where || - [|c(1rny is the mazimum norm on I. Therefore, x(\) converges with the
same rate to the locally Jy and locally Pareto optimal point x(\) as xox converges
to the locally Jy, optimal and locally Pareto optimal point xy.

Additionally, let f; be a locally Lipschitz function such that f — f; — 0, as | — oo
uniformly on compact sets. Let further § as in (i) and k,l sufficiently large. Then,
the solution xg () of Tky(N) = fi(A, xka (X)) with initial value xry(No) = Tox at Ao
exists on I, and the following estimate holds

() = @ra(lowrn < llwg — zou]| ehrODmetiomantzo}

+ m (eLf(5,I) max{Ao—A;,Au—Xo} _ 1) = f||0(u7(1,5),w)7
(6.39)
where U(1,0) = U,e; Bs(z(N)) and || - [|o@zgyrny denotes the mazimum norm on
U,5s).
Proof.

(i)

(i)

For sufficiently large k for which § = ||xgx — x| satisfies dLg(x,0) < A(No, z) and
A(Xo, zox) > 0, by repeating the proof of Theorem [6.25] (i) one obtains that (X))
exists for some maximal interval (), A, ;). Furthermore, if k is sufficiently large
xo is e-critical for Jy,, since Jy,(z) is continuous in z. Furthermore, integrating as

in (6.36)) yields
ij)\(l'k()\)) = VIJ)\O(l’ka).

Hence, for sufficiently large k the solution xy(A) is then e-critical for Jy for A € I.
The ¢'-Pareto criticality of zx()) is then established as in Remark [3.17]

Let now I = [A\, Ay] € (A, X,) be some closed interval and let 6 > 0 be sufficiently
small such that 0 < 0 < A'(I)/Lg(I,0). Further, let k& be sufficiently large such
that ||zg —zo x| < de~Lr@Dma{do=dAu=do} which implies o € Bs(ro) C U(I,5) =
User Bs(x(X)). Further, Ly(I,0) gives an upper bound for the uniform Lipschitz
constant of f on U([, ) by Lemmal[6.24] (iv) with the choice o = 1—0Ly(I,8)/N ().

Thus, x(A\) exists on some interval I, = [A g, Aux] C I that contains \g. Now,
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applying Theorem gives the following estimate on the continuous dependence
on the initial condition

2(8) = 2OV < llzo — oall I < [z — gy bt NA) < 5

(6.40)
for A € I,. Hence, zx(\) € U(I,0) and one can extend zx(-) beyond I,. Applying
the above estimate repeatedly yields that I = [\, \,] is contained in the maximal
interval of existence I, = (\],, X, ) for x4 (+) since for A € I, xx(\) stays in U(Z, ),

I,ns Muyn
and the inequality (6.40) holds for all A € I, proving the proposition’s second
assertion.

(iii) This case is also covered by Theorem by essentially the same arguments as in
(ii). Toward this end, let, as in (ii), I = [\, Au] € (A}, X)) be some closed interval
and let 6 > 0 be sufficiently small such that 0 < 6 < A’(I)/Ly(1,). Further, let k,1
be sufficiently large such that ||z — x4 < de~Lr@Dmax{do=dAu=ro} "which implies
Towky € Bs(wo) € U(L,6) = U, Bs(x(X)). We also have Lg(I,6) as an upper
bound for the uniform Lipschitz constant of f on U(I,¢), and consequently ()
exists on some interval I,, = [\ x, Ayx] C I that contains \g. Now, with g = f; — f,
i.e., g is bounded by ||f; — f HC(W,R")’ Theorem yields the following estimate

|2(\) = 2 (V)] < [ zo — oi ] €7 EOA=ol

L el _ g
+ Lf(5, [) (6 ) H.fl f||C(u([,§)7Rn)
S on _ xO,kH 6Lf([,(5) max{)\of)\l,)\uf)\o} (641)
1 L¢(6,I) max{Ao—A;,Au—Xo}
i Ly(5,1) (e AT = D) e = Sl e
)

for A € I,,. Furthermore, with the same arguments as in (ii) the validity of this
estimate can also be extended to the whole interval I.

O

6.3 Pareto Front Tracing by Numerical Integration

Until now only the existence and the uniqueness of solutions of ODEs were discussed. In
the following, the Runge-Kutta methods, see, e.g., [81], to solve IVPs are introduced
and based on them an algorithm to compute a solution for is formulated.

Now recall from , that to compute an approximation x; of the Pareto front, the
following ODE has to be solved:

2e(A) = f(A 2x()).

Next, an initial value zo, = x(A\og) at Ao is needed for a numerical integration approach
to approximate (6.37)). An obvious choice for A\g would be Ay = 0 or Ay = 1, following
the (e-)Pareto critical points forward or backward, respectively. One could also start at
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a compromise solution w.r.t., e.g., A\g = 0.5. Note that the problem might not be well-
posed for A\g = 0 or \g = 1, in which case a starting point w.r.t. a compromise solution is
chosen. Solving two independent initial value problems separately, one can then recover
the Pareto critical points in two directions at the same time. In the following, we denote
the ith iterate of a numerical integration method by x; .

The explicit Euler method is the most straightforward method for solving numeri-
cally. It approximates the derivative of x; by

which leads to
oA+ h) = 2y = (V) + b (V200 (@) T (Vado(zx (V) — Vi (2:(V))

where h > 0 denotes the step size of the method. The global error of the Euler method is
then given by C'h, where C' > 0 is depending on the problem [26]. For problems of higher
order, Runge-Kutta methods [10, 128 [19] can be used.

Definition 6.32 (Explicit Runge-Kutta method).
Let s € N, h > 0, and let azy,as31,a32,...,051, Qs2,-..,055-1,01,...,bs,C2,...,c5 € R.
Then, the method

ki = f()\O, Io,k)
ky = f(Xo + c2h, xop + hag1 k1)
ks = f(Ao + csh, xor + h(as 1k + as2ks))

: (6.42)
ks = f()‘O + Csha Zo,k + h(as,lkl +e as,sflk.sfl))
1k = Tox + h(biky + - - + bsks)

is called an s-stage explicit Runge-Kutta method for (6.37)).

Definition 6.33 (c.f. [81], Definition 11.1.2). A Runge-Kutta method 1s of order
p if for sufficiently smooth problems , there exists a constant K > 0 that does not
depend on h such that

||xk(/\0 + h) - xl,k” S th_H.

The method described in (6.42)) can also be symbolized in a more compact way with the
so called Butcher tableau, see, e.g., [81] 26].

0
Co | Q21
C3| G31 Aa32
T (6.43)
Cs | Qg1 Qg2 ... Qgs—1
by by ... by by

Furthermore, the following error estimate holds true.
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Theorem 6.34 (c.f. [81], Theorem 11.3.1). If the Runge-Kutta method (6.42) has order
p and if f(\ xk(N)) is p times continuously differentiable, then we have the following

estimate for the local error of (6.42))

1 1 «
No+h)— < pptl Pt + =S (b EPan) ] .
|2k (No+h)—z1 4] < <(p+1)!tr§3§)\lxk (Ao + )Il+p!;| ’féﬁ% k" (th) ||

Proof. We write

wr(No + h) = w1 = zk(No + h) — 2op — B Y biki(h). (6.44)
i=1
Further, with 0 < 6,0, < 1,i=1,...,s, we have the following Taylor expansions

Ao+ h i (o) + i () i (1) (N, + Oh e
Tp(Xo + h) = zog 4+ Tp(Xo)h + 2 ( o)§+"'+$k (Ao + )(p+1)!

: hP
ki(h) = ki(0) + Es(0)h + - - + zcgf”)(eih)g i=1,...,s,

where the formula is valid componentwise (for possibly distinct 6’s). The assertion then

follows from the order conditions.
O

Hence, a Runge-Kutta method of order p can be applied on f, as given in , if it is
continuously differentiable p times. To this end, the objective functions Jy and .J; have
to be (p + 2) times continuously differentiable. Since Theorem holds for each step j
of the Runge-Kutta method, we can formulate the following estimates for j = 1,... N,
where N is the number of integration points, and using x;_;; as the initial value in step

J
lejll = llzu(Xo + jh) — zj]l < R (6.45)

To establish a global error, i.e., the error after several steps in the approximation, esti-
mation the ”fundamental lemma” theorem is needed and is stated without proof.

Theorem 6.35 (The ”"fundamental lemma”, c.f. [81], Theorem 1.10.2). Let x(\) be a
solution of an IVP (6.3) and let y(\) be a approximate solution. If for some p > 0 and
e>0

(1) [lz(Xo) =y (M)l < p,
(i) [9(A) = F yW)I < e,
(i) | F(A2(A) = FOLy)IE < Ly [J2(A) = y(N)]],

then, for A > )Xo, we have the following error estimate

() =y | < petse 0l o = (b=l 1), (6.46)
fa:

Furthermore, the following theorem from [81] is also useful for a global estimation.
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Theorem 6.36 (c.f. [81], Theorem 1.10.6). Let x(\) be a solution of an IVP (6.3) and
let y(A\) be a approzimate solution. Suppose that

IVFA I < Ly, for ve [z(A),y(V)],

and
[2(X0) =y (M)l < o, [19(A) = FA (M) < (A).
Then for A > Ao we have

A
[2(A\) — y(\)|| < ebs=A=2ol (p—l—//\ e~ Lizls=ol g () ds) : (6.47)

The global error can then be estimated by an error transport along N — j steps of the
numerical scheme [81]. The following theorem gives an estimate on the global error of a
Runge-Kutta method of order p.

Theorem 6.37 (c.f. [81], Theorem 11.3.4). Let U be a neighborhood of { (X, xx(N))|A € I},
where xk(\) is the exact solution of (6.37) and I as defined in the previous sections.

Suppose that in U
IV < Ly,

and that the local error estimates (6.45)) hold in U. Then, the global error
E=z(M\) — 2Nk
can be estimated as

Iy

x

for sufficiently small h such that the solution remains in U.

Proof. Inserting p; = |le;||, j = 1,..., N, in Theorem with & = 0 and Theorem [6.36]
with ¢ = 0, respectively, we obtain the following estimate

||EJ|| < eXp(szP\u - >\j7k|) Hejua ] = 17 ceey N7 (648)

where E; = x;(A\y) — %k, j = 1,..., N. Then, this together with (6.45) is inserted in

N
12| <> IIE].
j=1
We then have

N
1B < Zexp(sz’)\u — Aixl) ChrT!,

j=1
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and consequently

N
IE| < <ZheXP(fo|Au - MH)) :

=1

J/

-~

(%)

The expression (*) can then be bounded by

/exp(foP\u —yl) dy,
1

proving the assertion. O

For the numerical experiments in Section |6.5| we apply 2nd-order and 4th-order Runge-
Kutta methods to solve in two different settings. To formulate the explicit methods
one needs to specify the parameters s € N and ag1,a31,a32,...,051, Gs2,...,055-1 € R,
bi,...,bs € R, and ¢y,...,cs € R. The Butcher tableau for the 2nd-order and
4th-order Runge-Kutta methods that we choose is then given as follows:

0
C2 = % Q21 = %
C3 = % asy = 0 aso = % (649)
Cy = 1 Qg1 = 0 Qa9 = 0 Q43 = 1
by =1/6 by=1/3 by=1/3 by=1/6

Thus, the 2nd-order and 4th-order Runge-Kutta methods can then be formulated as
follows:

Definition 6.38.
(i) The 2nd-order Runge-Kutta method, i.e., order p = 2, is given by

h h
ml,k = l’o’k —+ hf(O + 5, :co,k + §f<0, SL’QJC)).

(ii) The classical 4th-order Runge-Kutta method (RKj-method), i.e., order p = 4, is
given by

ky = f<)\07 SUo,k)
k1

h
ko = f()\o + 5, Tox + 3)
h k
ks = f()\o + 5, Tox + 52)

]i]4 = f()\o + h, .%()Jg + kg)

1 2 2 1
L1,k = Lo,k +h (gkl + 6k2 + 6]63 + 6k4> .

Now the following algorithm to recover the Pareto front numerically using an explicit
Runge-Kutta scheme for a given initial point Ay can be stated.
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Algorithm 3: Pareto front tracing

Input : initial value (Ao, xx(Ao)), number of points to integrate N, number of
steps s and parameters a; ¢, b;, c;, i =1,...,5,{=1,...,1— 1 of the
chosen explicit Runge-Kutta method

Output: approximations to points on the Pareto front (A\;, zx(\;)), j=1,..., N

h = (/\u - /\0>/N

for j=1,...,N do

fori=1,...,sdo
ki = f(Xo+jh+ 22: cohy @1 + hz_zl aiok;)
o =2 =1
Tjgp=Tj_1,+h ZS: beky
end -

Remark 6.39. The presented algorithm uses only integration forward in X\, as in tradi-
tional time integration. By taking —f (X, x(X)) as the right hand sight and by transforming
the ordered set of negative A-directions

{)\,q, ce Ao, Ay | )‘j < Ao, )‘j < )\jJrl, j=—q,—q+1,..., —1}, for some q > 0,

into j\j =X —Aj, J=—-¢—q+1,...,—1, in a next step reverting the ordering of these
Aj, and re-transforming these \; during the evaluation of the right hand side of the ODE,
one can also trace the Pareto front backward by going from \g up to ;.

6.4 A Related Method: Pareto Tracer

In this section we give a brief overview of Pareto Tracer (PT) a predictor-corrector method
based on the Karush-Kuhn-Tucker (KKT) condition for multiobjective optimization prob-
lems introduced in [103], where for our purposes we only need the variant for unconstrained
biobjective problems. Note that in [I03] also a strategy for constrained problems is pro-
vided.

6.4.1 Predictor
Given an unconstrained biobjective optimization problem

min J(z) = (Jo(x), J1(x)), (6.50)

r€eR”™

where J : R" — R? one can formulate the (local) optimality condition, i.e., the Karush-
Kuhn-Tucker (KKT) condition, as:

There exist Lagrange multipliers o € R? such that
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OéoVJo(.fIf) + CK1VJ1<£L'> = O,
a; >0, i=0,1, (6.51)

Oé()—i‘Oél:l.

A point x € R"™ satisfying (6.51)) is called a Karush-Kuhn-Tucker (KKT) point. Next,
predictor corrector (PC) methods are briefly introduced and then applied on the KKT
conditions (6.51)), see also [I03]. Consider the following equation

G(z) =0, (6.52)

where G : R9T! — RY is sufficiently smooth. Assume that we have a solution z of
with rk(V,.G(z)) = rk(G'(Z)) = ¢, where rk(G'(Z)) is the rank of G'(Z). The implicit
function theorem then implies that there exists a value ¢ > 0 and a curve ¢ : (—¢,¢) —
R?*! such that ¢(0) = Z and

G(c(t)) =0, Vte (—¢,e). (6.53)
Further differentiating (6.53)) yields
G'(c(t)) - d(t) =0. (6.54)

Therefore, computing kernel vectors for G’'(z) leads to tangent vectors ¢/(t). To compute
these a QR factorization of G'(z)" is used. Since for G'(x)" = QR, where Q is an
orthogonal matrix and R an upper right triangular matrix the last column of @ yields
such a kernel vector, see also [I03]. Moving in the direction of a given tangent vector
then leads to a predictor point p. Now applying a corrector step with Algorithm [4] brings
one back on the curve ¢. A PC method for unconstrained multiobjective optimization
problems was introduced in [85] which considers for biobjective optimization problems

Joa) = ( aOVJggxlzlaivlJl(x) ) _o. (6.55)

where o; > 0, i« = 0,1. The zero set of J contains all KKT points of problem ((6.55)
motivating the continuation along J ~1(0). The kernel vectors of J' are then computed
via a QR factorization of J'T. Following [85], from this factorization one obtains an
orthonormal basis of the linearized solution set in (x, ) —space. Pareto Tracer computes
such vectors in a way that allows the two spaces to be separated yielding tangent vectors
to the Pareto set [103]. We only give a brief overview, for further details we refer to [103].
Let x € R" be a KKT point of and « € R? its corresponding Lagrange multipliers
with o; > 0, 1 =0,1, ag + a3 = 1 and

@OVJ()(Q?) + 061VJ1(33') = 0.
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Further, let v € R™ and p € R? such that

oo () = (IR THA T ) () (1),

(6.56)
Then a tangent vector can be obtained by
vy = — W'V i) (6.57)
where we assume that the n x n matrix
W, = agV2Jo(z) + a1 V2 Jy(x) € R™™ (6.58)

is regular. It is desired to steer the search into a direction in the objective space such that
the direction is orthogonal to « [103]. Following [103] for biobjective problems there are
only two choices for the direction pu

a0 = (1,07 and = (1,-1)". (659

To obtain a predictor p := x + hy, at a given KK'T point x a step length h is computed

as
hpr

" @l (660
where hpr ~ || f(2z;) — f(xi41)|| is a user specified value that corresponds to the Euclidean
distance of two consecutive solutions x; and x;; on the Pareto front. After computing a
predictor point p a modification of Algorithm [2| where Hessian information is incorporated
in the computation of a search direction is applied as a corrector step.

6.4.2 Corrector

Following [59], we modify the biobjective descent algorithm (Algorithm [2)) from Subsec-
tion by incorporating Hessian information, if available. In [59], a Newton’s method
for multiobjective optimization problems was introduced which we formulate for the biob-
jective case. In [59], a modification of the quadratic problem to compute a search direction
for the biobjective gradient descent is considered and modified by adding the Hes-
sians to the problem. Thus, one obtains the following quadratic problem to compute a
Newton search direction for biobjective optimization problems
min
pER,dEX

(\T | (k) . (6.61)
s.t. VJ;(2'™) d+§d VI (@) d < p, j=0,1.

In [59], it was established that for strictly convex objective functions with Lipschitz con-
tinuous second derivatives a descent with Newton search directions computed via (|6.61)
combined with step lengths computed with the Armijo-like rule converges quadrat-
ically to a KKT point. Thus, one can state the following algorithm as a modification of
Algorithm

Similar to Algorithm [2| the stopping condition is chosen as ||hyd®| < &, with ¢ > 0
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Algorithm 4: Newton’s method for biobjective optimization methods according
to [59]
Data: Choose 8 € (0,1), z(V) € X and £ > 0, set k := 1.
Result: Approximation of a Pareto critical solution & := 2.
Compute d© := dM) as a solution of and set hg := 1;
while ||h;_; d* Y| > ¢ do
Compute d*) as a solution of (6.61));
Compute a step length hy € (0,1] as

1 |
max{h:? . L€ Ny, J;(z® +hd®) < J;(a®)+ RV T (a®)Td®, 9:0,1};

gD = 2®) 4 py d® and k =k + 1,
end

a prespecified small constant. Furthermore, one can observe for Algorithm [4] the same
limitations w.r.t. the iterates as for Algorithm , i.e., for the objective vector J(z*+1) in
iteration k 4+ 1 we have J(z*+D) € J(z®)) —R2.

6.4.3 PC Method

The predictor-corrector method Pareto Tracer for biobjective optimization problems can
now be stated as the following algorithm.

Algorithm 5: Pareto Tracer[103]

Data: KKT point 2 of with associated convex weight, directions
Uiy phs € R? and 7 > 0.

Result: KKT points 2, i =1,...,s, in proximity of z°.

fori=1,...,sdo

Compute v; := v, as in (6.57);

Compute h; as in ([6.60));

Compute p; := 29 + hy;:;

end
fori=1,...,sdo
Compute a KKT point 2 and associated weight via Algorithm W] starting
with p;;
end

6.5 Numerical Results

The Pareto tracing by numerical integration algorithm is tested on a simple biobjective
convex quadratic optimization problem (Section, and on a variant of the biobjective
test problem ZDT3 (see, e.g., [I58]) (Section as well as on our biobjective shape
optimization problem (3.11]). All numerical experiments are realized in R (version 3.5).
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The resulting ODEs are solved with the implementations of the 2nd-order and 4th-order
Runge-Kutta method of the R package “deSolve”, version 1.27.1, see also [144]. Fur-
thermore, in Section [6.5.1] and Section [6.5.2] the results of the presented approach are
compared with the predictor-corrector method Pareto Tracer (Section , where the
MATLAB toolbox provided in [103] is used for the numerical experiments. This method
iteratively computes points on the Pareto front that have a Euclidean distance of hpr,
i.e., the step length hpr determines the distance between points on the Pareto front.

6.5.1 Pareto Tracing by Numerical Integration for Biobjective
Convex Quadratic Optimization

We consider an unconstrained and strictly convex biobjective optimization problem with
two quadratic objective functions J; : R® — R, i = 0, 1, given by

1 1
Jo(x) = §($ —X0) " Qo(z — x0), Ji(z) = §(I —x1)' Qi(z — x1)
with positive definite matrices Q)g, Q1 € R™*™ and arbitrary but fixed vectors xg, x1 € R™.
The biobjective optimization problem is then of the form

min J(z) = (Jo(z), J1(2))

st. xeR™ (6.62)

Quadratic problems, as a class of problems, are particular useful to assess the quality of
approximated Pareto fronts, since for problems of this class an analytic description of the
Pareto-optimal set exists, see, e.g., [149]. For the sake of completeness, the derivation is
provided below. Since J;, i = 0,1 are strictly convex, every Pareto-optimal solution can
be obtained as the unique optimal solution z(\) of a weighted sum scalarization

min Jy(x) :=(1 — \)Jo(x) + N\J1 ()
(1= M) A (6.63)

5 (z — x0) " Qo(z — x0) + §($ —x1) ' Qi(z — x1)

with A € (0,1). Note that this condition is only necessary and sufficient for strictly convex
problems, but not in general. Since in this case the Hessian V2J,(z()\)) = AQ1+(1—=X)Qo
is positive definite for all A € (0,1) (regardless of x(\)), the second-order optimality
condition is strictly satisfied by every such solution z()\), i.e., every x(\) is Pareto-optimal
for all A € (0,1). Thus x(A) is optimal for (6.63)) if and only if V,Jy(z) = 0, where

= (1 =X)Qo(z(N) — x0) + AQ1(z(A) — x1) (6.64)
= [AQ1+ (1 = A)Qo] x(A) — [(1 = A)Qoxo + AQ1x1]-

Furthermore, from the optimality condition one can derive that

Vo J(A)(z(A) = 0

© ) = D@+ =N =N+ AQ) O
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Hence, the Pareto set is contained in a parameterized curve that is completely described
by the function z : (0,1) — R™ given by z(A\) = [AQ1+ (1 —=X)Qo] " ((1 = A)Qoxo+ AQ1X1)
for A € (0,1). The two limiting points are obtained for A = 0 and A = 1, respectively, as
the unique minima of the individual objective functions:

A=0: I(O) = Xo
A=1: z(1) = x1. (6.66)
We can conclude that z()\) solves V,Jy(z(A)) = 0 for all A € (0,1). Next as described
in Sections [6.2) and [6.3] above the first-order optimality conditions are differentiated w.r.t.
A to state the implicit ODE (6.32)) on which the Pareto tracing by numerical integration
algorithm is based on. Thus, yielding

iVggJA(JC(A)) =0 & [(1=X3)Qo+A]i(A) = Qo(z(A) = x0) + Qr(z(A) —x1) =0

d\
for A € (0,1). Since the Hessian V2.J,(z(\)) is positive definite for all A € (0,1), one can
rearrange this to a standard ODE ((6.33)) as

#(A) = [(1 = X)Qo +AQ1] " (Qo(z(A) — x0) — Qu(z(N) — x1)) = f(\,z(N),  (6.67)

with possible initial values xg = z(\g) = x1 (for A\g = 1) or xy = x(Ag) = xo (for Ay = 0).

Remark 6.40. The Hessian of is then given as ViJy(z) = (1 — N)Qo + A\Qy
and is as such independent of x. Since it is further positive definite for all X € (0,1),
its smallest eigenvalue A(\, ) is bounded from below by some ¢ > 0 on (0,1), i.e., for
I =1(0,1), we have N'(I) = infyer AN, (X)) > e > 0. This implies that uniform constants
Ly, # = H, f,\, can be chosen in Lemma and Proposition where one can set
Ly = 0. Furthermore, the analysis above yields that f(A\, x(X)) € C*, and consequently
following Theorem[6.34 and Lemma[6.27 high-order iteration schemes are then applicable
for this problem.

In [I49] different classes of biobjective quadratic test functions are proposed. These test
functions are of the form

Jo(@) = 3= x0) Qe = x0), @bER, () = (o) @il — )

b

i.e., our test functions are covered by this class of functions, where the difficulty of the
biobjective problem can be regulated with the properties of the matrices @y, @1, e.g.,
orthogonal or permutation matrices, and the vectors xg, x1. We do not specify a problem
class of varying difficulty as proposed in [149] to investigate, but generate, random ma-
trices Qo and Q; by Q; = PjTPj, where P; is a sample from a n x n-random matrix with
independent standard normal distributed entries, j = 0,1. The vectors xo and x; are
also generated in a same way as n-dimensional random vectors with independent stan-
dard normal entries. Numerical tests are provided for dimension n = 100. The 4th-order
Runge-Kutta method is used in Parerto tracing algorithm to solve the resulting ODE.

In Figure[6.1a] we compare the analytic solution z(\) (orange, thick solid), i.e., the exact
solution obtained from (|6.65)), with solutions of Pareto tracing by numerical integration
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(a) Comparison with the objective values of the (b) Comparison with the objective values of the
numerically integrated solution of the ODE numerically integrated solution of the ODE
started at the exact solution (solid and the objective values of solutions
blue, \p = 0.5) and integrated solutions computed with Pareto Tracer started in the
(dashed light blue, Ag = 0.5) started at the same exact solution (solid blue) with step
5th, 10th, 15th, and 20th iteration of a gra- lengths hpr = 100,1000 (green and black,
dient descent algorithm starting at zo o =0 respectively).

(dotted light blue). Numerical integration
of the ODE uses 4th order Runge-Kutta
method with 20 iterations, 10 in each di-
rection (step length h = 0.05).

Figure 6.1: Comparison of the analytic solution (6.65)) for the Pareto front (orange, thick
solid) with different approximations. The dimension of the problem is n = 100.
See also [19].

applied on (6.67) with initial value zy = 2(0.5) (solid blue). One can observe, that the re-
sults of the numerical integration are a fairly good approximation of the analytical Pareto
front. Furthermore, the Pareto tracing by numerical integration algorithm is applied on
approximate starting solutions gy for £ € {5,10,15,20}, which are computed with a
gradient based descent algorithm with Armijo step lengths (with parameter § = 0.5)
starting in x¢o = 0 to integrate for an approximate Pareto front. One can observe that
the solutions z5(\), z10(A), 215(A) and za9(A), A € (0, 1), for the 5th, 10th, 15th and 20th
iteration of the gradient descent are all e-Pareto critical approximations of the Pareto
front (for different € each) and the approximations become more precise, i.e., € decreases,
for increasing iteration numbers k, coinciding with the results of Proposition (iii).

Moreover, to investigate the robustness of this procedure further 100 randomized biob-
jective quadratic test functions are investigated analogously. For all instances, the obser-
vations from above are reproduced, i.e., good approximations of the Pareto fronts were
achieved. Similarly, the results of the integration starting in premature starting solu-
tions zoy for k € {5,10, 15,20} also yield various e-Pareto critical approximations of the
Pareto front for all 100 random instances. Some exemplary solution fronts are illustrated
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in Figure [6.2]
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Figure 6.2: Some exemplary fronts of the 100 randomized biobjective quadratic test prob-
lems.

In Figure we also compare the analytic solution z(\) and the integrated solutions
with initial value zy with solutions obtained by the Pareto Tracer starting in xy with
step lengths hpr = 100 and hpyr = 1000. One can observe that the Pareto Tracer yields
a comparable approximation of the Pareto front for both step lengths. For the step
length hpr = 100, the Pareto Tracer is not able to fully trace the Pareto front, while
for hpr = 1000, an approximation covering (nearly) the complete range of the front is
obtained. Increasing the maximum iteration number for Apy = 100 does not improve
the range of the approximation, whereas approximations with hpy = 10, hpyr = 50,
and hpr = 150 covered (slightly) larger ranges than hpy = 100. Since the step length
of the Pareto Tracer defines the Euclidean distance between two consecutive points on
the curve describing the Pareto front, there can be unfavorable choices for step lengths
w.r.t. to the local trade-offs. Moreover, a comparison of the needed number of objective
function evaluations per solution on the front is given in Table One can observe that
for the Pareto Tracer the mean number of evaluations increases with bigger step sizes,
which is in accordance with the fact that a bigger predictor step may yield a predictor
that is farther away from the actual front and hence more corrector steps may be needed.
Consequently, a smaller step length reduces the average number of function evaluations,
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where the amount of mean Jacobian and Hessian evaluations can become smaller as in the
case of Pareto tracing by numerical integration, see hpr = 10 in Table [6.1] However, the
average number of function evaluations of the approach presented in this paper, Pareto
tracing by numerical integration is independent of the step length h and only depends
on the order of the chosen Runge-Kutta method. Note that for small steps, the RK 2
method may be sufficient for the integration, further cutting the needed Jacobian and
Hessian evaluations in half. Therefore, when aiming at the approximation of small parts
of the Pareto front, the Pareto Tracer method may be preferable, while for larger steps
on the Pareto front, Pareto tracing by numerical integration is usually a better choice.
Note, however, that the error estimates from Theorem for RK 4 provide a bet-
ter asymptotic (quartic) rate as compared to Pareto Tracer since, even when assuming
quadratic convergence for the corrector [59], at most a quadratic decrease of the error in
the number of evaluations is obtainable.

Int. (RK 4) | P. Tracer: | P. Tracer: | P. Tracer:
for all h hpT =10 hpT = 100 hPT = 1000

Mean objective calls | 1 23.4300 67.2288 642
Mean Jacobian calls | 4 1.5338 8.4576 40.9473
Mean Hessian calls 4 1.5338 8.4576 40.9473

Table 6.1: Comparison of the average number of objective function evaluations per com-
puted point for the biobjective convex quadratic problem. See also [19].

6.5.2 Pareto Tracing by Numerical Integration for the Biobjective
Test Function ZDT3s

The biobjective test function ZDT3, see, for example, [158] is a well-known test function
where the Pareto set is not a line segment and the Pareto front consists of various non-
contiguous convex parts. For n € N and x € [0, 1]", its objectives are given by

Jo(ZE) =T, (668)
Ji(z) == g(x) [1 —

g(x)  g(x)

sin(10mxq) |, (6.69)

where g(z) = 1+ % (Z?:z 93]->. Hence, the biobjective optimization problem can be
stated as

min J(z) := (Jo(z), J1(x)), (6.70)

z€[0,1]™

and its Pareto front is formed with g(z) = 1, see, e.g., [I58]. Since, for these objectives the
Hessian of any weighted sum scalarization V2.Jy(z) for A € (0, 1) is singular, we adapt a
small modifications to the problem to ensure regular Hessians, i.e., the x; in the objectives
and are replaced by x?, for j = 1,...,n. In the following, we refer to this
problem as ZDT3s. Note that the Pareto front of ZDT3s is equal to the front of ZDTS3,
while the Pareto set of ZDT3s is given by the component wise square root of the Pareto
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set of ZDT3.

For the computation of the right hand side f(\,z()\)) of for the problem ZDT3s
the gradients V,J;(z) and Hessians V2J;(z), i = 0,1, are approximated by the finite
difference method with precisions ez ~ 1.5 x 107® and ey ~ 6 x 1079, respectively.
The gradients and Hessians for Pareto Tracer are computed in the same way. For the
numerical integration of the ODE the 4th order Runge-Kutta method with a step length
of h = 0.001 is used. The dimension of the problem is n = 100. In Figure [6.3a] the
analytical solution is compared with the results of the numerical integration. Nearly all
parts of the Pareto front are approximated reasonably well when starting in five different
initial values. The corresponding initial weight Ag for one initial value xy such that
xg is Jy,-critical is computed by solving the equation ||[VJy(xg)|| = 0 for Ay € (0,1).
We stop the numerical integration when an inflection point on the local Pareto front is
reached, since the Hessians of the weighted sum scalarization become indefinite in these
points. Beyond the inflection point on a non convex Pareto front the trade-offs reverse
again which would require an ODE solution "backward in time”. This is not included
in our present algorithm. Also the presented approach does not further guarantee local
Pareto optimality from that point on. Integrating past this given barrier may also lead to
dominated solutions, which then can be filtered in a post processing step that has to be
done anyway since the Pareto front consists of several parts where some local solutions
on one part of the curve may dominate some other local solutions on another part of
the curve. Further, in Figure the analytical solution is compared with the results of
Pareto Tracer with a step length of hpr = 0.02. In contrast to the numerical integration,
Pareto Tracer is not limited by inflection points and can therefore approximate the whole
Pareto front. Moreover, in this case as in the other one a post processing filtering step is
needed to determine the Pareto front.

Furthermore, in Table [6.2, the mean number of objective evaluations per solution of the
numerical integration and Pareto Tracer are compared. Since the parts of the Pareto front
are relatively small small step sizes are needed, favoring Pareto Tracer. The mean amount
of iterations of Pareto Tracer only exceeds the amount for the numerical integration for
step lengths bigger than hpr = 0.4.

Int. (RK 4) | P. Tracer: | P. Tracer:
for all h hpr =0.02 | hpr =0.4
Mean objective calls | 20801 7085.84 25609.75

Table 6.2: Comparison of the mean objective function evaluations per solution of the
numerical integration and Pareto Tracer for ZDT3s. See also [19].

Remark 6.41. Note that our assumption on the strict positive definiteness of the Hessian
of Jy is not satisfied at an inflection point of the Pareto front. Indeed, consider a sequence
of weights {\;}, i € (0,1) for all i, with lim;_,oc A\; = X, and let z(\;) be a corresponding
sequence of local minima of Jy, with lim,; . z(\;) = Z. Now suppose that the outcome
vector J(Z) is an inflection point of the Pareto front in the objective space. Then, T fulfills
VJ5(Z) = 0 by continuity, but is not a local minimum of Jx since J5(x(\;)) < J5(z) for i
sufficiently large, i.e., for \; sufficiently close to \.
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Figure 6.3: Comparison of the analytic solution with solutions of the numerical integration
and Pareto Tracer. See also [19].

6.5.3 Pareto Tracing by Numerical Integration for Biobjective Shape
Optimization

Now we apply the Pareto tracing by numerical integration approach to our biobjective
shape optimization problem (3.11]), see also [I18] for a related work. To this end, recall
that we have

mind J(Q2) := (Jo(Q), J1(2))
e0™ (6.71)
st.ue H' (9, RQ) solves the state equation,

where J1(€) is the objective w.r.t. the probability of failure of the shape Q € O* and
Jo(£2) is its volume. The same discretization, i.e., Jo(x) and Ji(x), that was proposed
in Chapter {4 is used. Furthermore, to apply the Pareto tracing by numerical integration
approach, the right hand side f(\, z(\)) of for problem has to be com-
puted. Therefore, the 2np x 2ng Hessian matrices V2J;(2™) and V2J;(2™), i = 0,1, are
approximated with finite differences using a precision of e = 1079, i.e.

N Vaodi(x® + ejen) — Vi Ji(x®)

(V2 Ji(z)) , ac{mlth}, j=1,....,n5 (6.72)
€H

where e, 7 = 1,...,np, are the standard basis vectors of R"2. Hence the right hand
side is then of the form f;(\, z(\)) for some {. This is something that can easily be done
in parallel. Toward this end, the R packages ”doParallel”, version 1.0.15, and ”foreach”,
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version 1.4.7, are used to compute the ng+1 gradient evaluations for the finite differences
approximation on ng+1 CPU cores. Further, Proposition[6.31](iii) establishes the stability
of this approach while using an approximate right hand side f;(\, z()\)).

For the numerical solution of the ODE (6.33]), we apply an order 2 Runge-Kutta method,
thus requiring that the discretized objective functions J;, i = 0,1, are at least 4 times
continuously differentiable (c.f. Theorem [6.34). This is clearly satisfied for the dis-
cretized volume Jy(z), which is, as a polynomial, infinitely differentiable. For the dis-
cretized intensity measure Jy(z), we can build on the analysis for J;(Z) performed in
[79; 2211, 180;, [73] and Section [1.2] Recall that the discretized state equation is of the
form B(Z)U(Z) = F(Z), where U(Z) is the discretized displacement, B(Z) the positive
definite stiffness matrix, and F'(Z) the discretized forces. From the assembly of B(Z) and
F(Z) in [79, 211, 80, 73] and Section , it can be seen that B(Z), F(Z) € C>. Using
the identity U(Z) = B(Z)"'F(Z), where the right hand side is infinitely differentiable,
it can be shown iteratively that also U(Z) € C*°. Moreover, in [I8, Lemma 6.5.5], it is
shown that ((o) = ((nTon)*)™ is m times continuously differentiable w.r.t. . We can
conclude that this is also the case for J;(Z). The order 2 Runge-Kutta method is hence
applicable for Weibull modules 5 < m < 30. We consider the two test cases proposed
in Section , i.e., the straight joint (Subsection and the s-shaped joint (Subsec-
tion , and choose the solutions generated with the weighted sum scalarization in
the previous chapter (Chapter |5) as initial solutions for the Pareto tracing by numerical
integration algorithm. While this problem may be non convex in general and, as a conse-
quence, the computation of the complete Pareto front cannot be guaranteed a priori, we
note that numerical experiments indicate that the Pareto front is at least locally convex
and that it can be well approximated by the suggested method.

Test Case 1: A Straight Joint

In this test case the left and right boundaries are fixed at the same height and the surface
forces g act on the right boundary. In the previous chapter, we established that the
Pareto critical shapes for this test case are straight rods with varying thickness connecting
both boundaries, see Figure 6.4, This motivates the use of a discretized straight rod

—9.2 0.‘0 0;2 O.‘4 0‘.6
AC‘I,Z 00 0.2 O.‘4 0‘.6
—9.2 00 0.2 0.‘4 0‘.6
—9,2 00 0.2 O.‘4 0;6

00 02 04 06 08 10 00 02 04 06 08 10 00 02 04 06 08 10 00 02 04 06 08 10

(a) A =0.2 (b) A=0.5 (c) Ao = 0.813; (d) A=0.9

Figure 6.4: Some solutions of the weighted sum method of Chapter |5 and the initial shape
zo. See also [19].

with constant thickness of 0.2m as the initial point zy for the numerical integration, see
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Figure [6.4c| even though this particular shape was not computed with a gradient descent
of the weighted sum scalarization. For this shape we do not have an iteration index k£ € N,
since the initial value x( is not a approximation but an exact solution. Nevertheless, x( as
a Pareto critical solution is the limit of some unknown sequence {zo}, i.e., limy_o0 Tox =
T, since the part of the (local) Pareto front that was computed in Chapter seems convex
and therefore the weighted sum scalarization should be able to recover the solutions in
that part of the front for some weights A € (0,1). Further, since the right hand side of
the ODE f;(\,z()\)) is an approximation that depends on some parameter [ we denote
the solution of the ODE as x;(\) := Zooy(A) = k(). Note that this should not be
confused with z;(A). Next, a corresponding weight )y such that zy is J,-critical is
recovered by solving the equation ||V .Jy(zo)|| = 0 for Ag € (0,1). From this optimization
we obtain \g &~ 0.813 for the desired weight, for which ||[VJ\(zo)] ~ 2.6 x 107%. We
therefore have xy ~ 2;(0.813) with V.Jy(x¢) and V.J;(zo) pointing in opposite directions
(cos(Vdy, VJi) = —0.999998). We thus consider this solution as Pareto critical up to
numerical error. This nicely agrees with the intuition from mechanical engineering that
the straight rod should be the optimal form given its volume.

Applying Pareto tracing by numerical integration on the interval [A;, A,] = [Ao —0.66, Ao+
0.1] with a step length of h = 0.01 then yields shapes of varying thickness that are also
straight rods. This is in accordance with the results of Chapter [f], see Figure for some
exemplary shapes corresponding to x;(\). The outcome vectors obtained with Pareto

04 06
04 06

Int. in Int. in

—

neg. dir. neg. dir.

N
S
7

0.0 0.2 0.4 0.6 0.8 1.0 0.0 0.2 0.4 0.6 0.8 1.0 0.0 0.2 0.4 0.6 0.8 1.0 0.0 0.2 0.4 0.6 0.8 1.0
2,(0.203) 2,(0.503) o 2,(0.903)

Figure 6.5: Exemplary results of Pareto tracing by numerical integration w.r.t. the ODE
(6.33)) in negative and positive direction, starting from z,. See also [19].

tracing by numerical integration algorithm and the outcome vectors computed via the
two gradient based descent algorithms in Chapter [5] are compared in Figure [6.6] One
can observe that not only the weighted sum solutions are covered by the solutions of the
numerical integration, but also a larger part of the (local) Pareto front is approximated
with this approach.

The statements of Proposition [6.31] are also validated as shown in Figure [6.7, where
the first and the second-order optimality conditions were tracked during the numerical
integration of Pareto tracing by numerical integration. Indeed, the results nicely display
that the solutions of Pareto tracing by numerical integration achieve good results w.r.t.
first and second-order optimality tests.

Furthermore, in Figure the behaviour of the B-spline coefficients x of the solutions
zi(N), A € [Ag — 0.66, A\¢ + 0.1] is shown. As all shapes are straight rods, the B-spline
coefficients 2™ w.r.t. the meanline values 2™ (orange), % (red) and 2% (brown) stay
unchanged for all solutions. Furthermore, the two thickness coefficients w.r.t. the B-splines
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scalarization (green). See also [19)].
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Figure 6.7: Straight joint: evaluating first and second-order optimality during the numer-
ical integration. See also [19).

on the edges of the shapes zt® (green) and xt" (purple) behave symmetrically and decrease
with smaller \, whereas the values of zi" (blue) stay nearly unchanged throughout the
optimization process, increasing slightly for (relatively) big A. Thus, one can assume that
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7t and 2" mainly control the volume of the shapes via the edges until at some point the
middle part of the rod, i.e., i}, has to grow, too.
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Figure 6.8: Test case 1: behaviour of the B-spline coefficients = of the solution z;(\)
obtained with Pareto tracing by numerical integration for A € [\;, A\,] = [A\g —
0.66, Ao + 0.1].

Test Case 2: An S-Shaped Joint

For the test case of the s-shaped joint, the numerical studies of the previous chapter
suggest that the (locally) Pareto-optimal shapes resemble the profiles of whales with
varying volume. See Figure for exemplary solutions of gradient descents with weighted
sum scalarizations for weights A = 0.25,0.4,0.6,0.8. Note that the gradient descent
method did not converge for A < 0.25 and A > 0.8, hence we omit these solutions in
the following comparisons. Since the optimization of this test case was more complex in
the previous chapter, we choose two starting solutions for the numerical integration and
compare their results. Toward this end, we consider the two solutions of the weighted
sum scalarization with the smallest and largest weight A\ for which the descent algorithm
converged in Chapter , T k1,0.25 = Lo gy = Tpry(0.25) and zg 08 = Ty = Tpra(0.8),
as initial values for Pareto tracing by numerical integration. Pareto tracing by numerical
integration is then applied on the interval [A;, A,] = [0.20, 0.85], starting in zg 4 25 and
To v 0.8 and moving in positive (forward) and negative (backward) direction, respectively.
In both cases, a step size of h = 0.01 is used in the numerical integration.

In Figure the outcome vectors obtained from forward and backward integration
and the results of Chapter [p| are compared in the outcome space. Here, the solutions of
the gradient descent of weighted sum scalarizations for different weights are illustrated
as green points, where the rightmost point on the curve corresponds to xg 08 and
where the leftmost point corresponds to o 025, respectively. Most solutions of g (\)
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Figure 6.9: Exemplary solutions of the weighted sum method in Chapter , including
To gr.025 and To g 0s. See also [19].

with initial value xg g1 025 (purple trajectory) are dominated by weighted sum solutions,
while the approximative front of weighted sum solutions (obviously excluding g j.0.5)
is dominated by the solutions of g, (\) with initial value x5 (blue trajectory).
In Figure , the corresponding shapes to the results of zy/(\) are shown. They
also resemble the profiles of whales and are therefore consistent with the weighted sum
solutions. Furthermore, in Figure the behaviour of the B-spline coefficients z of
the results of zyr (A\) for A € [0.25,0.8] is shown. One can observe that the meanline
coefficients x5 (red), z3 (brown) and the thickness coefficients z§® (purple), xt" (blue)
stay nearly the same during the numerical integration, while " also slightly increases for
bigger X\. The two coefficients corresponding to the first B-spline on the left boundary,
2 (orange) and x!" (green), are the two most sensitive coefficients as they decrease
with smaller A. Since all shapes resemble whale profiles one can assume that these two
variables have the most influence on the volume of the solutions. It is also of interest
to investigate the behavior of the solutions when sub optimal initial values obtained from
prematurely stopped gradient descents of the weighted sum scalarization in Chapter [5| are
used in the Pareto tracing by numerical integration algorithm. The trajectories of three
additional numerical integrations starting in suboptimal initial solutions xo x,.1.0.8, 0.ks:1,0.8,
and g j,.10.8, With corresponding initial values Aoz, ~ 0.808, Aoy, ~ 0.810, and Aoz, ~
0.814, respectively, are shown in Figure To solve the ODEs backward numerical
integration with a step size of h = 0.01 is applied on [A;x,, Auk;] = [Mok; — 0.55, Ao k,], ¢ =
0,1, 3, respectively. Here, the gray dots resemble some iterates of the gradient descent
method applied to the weighted sum objective Jys. Regardless of the suboptimal choices
of the initial values, one can observe that the solutions xg k. 0s(A) (brown), o x,..0.8(M)
(green), and xgk,08(A) (red) still represent good approximations of the (local) Pareto
front, see Figures [6.10b] and [6.13] This is not totally surprising, since we observed in
Chapter |5| that the gradient descent algorithm applied to the weighted sum objectives
Jy, first approaches an extension of the Pareto front by improving substantially w.r.t. Jy,
to then move along almost in parallel to the Pareto front while the trade-off between
the potential improvements w.r.t. Jy and J; changes in favor of Jy during later stages
of the optimization. Therefore, the premature solutions xg x,.1.0.8; £0.ks:1.0.8, a0d T ks:1.0.8
have better J;-values and thus themselves approximate an extension of the Pareto front,
providing excellent starting points for the numerical integration. Note, however, that this
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Figure 6.10: Comparison of the outcome vectors obtained with Pareto tracing by numer-
ical integration using forward and backward integration (left) and starting
from suboptimal initial solutions (right). See also [19].

may not be true in general, since this behaviour largely depends on the initial solution
and, even more so, on the relative variability (slopes) of the considered objective functions
J1 and Jy. It is noticeable that this is a problem-specific observation and should not be
expected in general, since, for example, the quadratic case, see Figure behaves
differently. Our numerical investigation suggests that the direction of integration matters
as we observe drifting away of (Jo, Ji)-values from the Pareto front in one A-direction
and narrowing in the opposite one. This does not come as a surprise, as our algorithm
rather provides guarantees for the e-criticality of x4 () but not (directly) for ||J(zx(N)) —
J(xz(N\))]]. In practical applications, it might therefore be interesting to measure the
spread of J-trajectories, i.e., ||J(xx(N)) — J(zx ()], close to the initial value Ay in order
to identify favorable values for A\ along with a direction of integration that is (initially)
contractive in J-space.

Moreover, it is apparent that in the above examples Pareto tracing by numerical integra-
tion yields a more dense approximation of the (local) Pareto front than the gradient based
methods investigated in Chapter [ This density depends on the choice of the weights
for which weighted sum problems are solved in Chapter [5| ([46]), and on the choice of
the step length h in the Pareto tracing by numerical integration method, respectively.
Note that it is generally difficult to control the distribution of points when solving indi-
vidual weighted sum problems (see, for example, [38]). The selection of the step length
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h plays a corresponding role for our method. However, the error estimates that we pro-
vide give some means of control in the case of the Pareto front tracing by numerical
integration method. Moreover, small step lengths induce dense approximations, however,
these approximations come at comparably high computational costs. Larger step sizes on
the other hand allow to quickly obtain a rough estimate of the Pareto front with rather
few and distant solutions. So, it is of particular interest to determine the sensitivity of
the Pareto tracing by numerical integration method w.r.t. the step length h, and espe-
cially for larger values of h. Toward this end, we compare the results of three further
Pareto tracing by numerical integration solves starting in xg v, 0.8 for different step sizes
h = 0.001,0.04,0.08, see Figure [6.14al Assuming divisibility among the considered step
lengths we can observe that the solutions obtained for a larger step size are approximately
equal to a subset of the outcome vectors obtained for smaller step sizes. Hence, for this
particular problem this enables for a relatively coarse representation of the (local) Pareto
front by using a relatively large step length. This was also observed for the simpler Test
Case 1. Furthermore, the distance between two consecutive outcome vectors on the ap-
proximated (local) Pareto front may differ significantly for a constant step length h. This
is in accordance with the fact that equidistantly spaced weights A € (0,1) do in general
not yield equidistantly spaced outcome vectors on the Pareto front, recall Section [3.5]

From a practical point of view, when dealing with computationally expensive problems
like the given biobjective shape optimization problem rough approximations of
the Pareto front are of particular interest. Recall from Chapter [5, that computing one
weighted sum solution for a weight A € (0, 1) starting in the same initial shape came with
the cost of ky 4+ 1 gradient computations and ky - k4 + 1 objective function evaluations,
where kyy denotes the number of iterations of the gradient descent algorithm and k4
denotes the number of Armijo iterations. One optimization run for Test Case 2 needed on
average 106.7 iterations, and per iteration on average 5.3 Armijo iterations to compute a
solution for a given weight, i.e., 107.7 gradient computations and 566.5 objective function
evaluations in total. In contrast, the Pareto tracing by numerical integration algorithm
needs only 14 gradient computations and one objective function evaluation, i.e., 29 PDE
evaluations, to compute one further solution, if a sufficiently good initial solution is at
hand. This is significantly cheaper than using one common initial shape for all weights
A of the weighted sum descent as investigated in Chapter 5| (see also [46]). But one can
easily speedup the weighted sum descent by choosing the optimal solution for weight A;
as the initial solution for the next weight A\;;; = A\; = h. The presented approach is also
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[0.25,0.8].

compared with the case where the optimal shape for Ay = 0.8, xo 03, is used as the
initial solution for a weighted sum descent w.r.t. Ay = A\g — h and the solution of that
descent is then used as an initial value to compute the next solution for Ay = Ay — h
and so on. This scheme is then repeated with a step length of h = 0.08 until a solution
for the weight A = 0.24 is computed. Further, to better compare this approach with the
Pareto front tracing by numerical integration solutions obtained by backward numerical
integration starting in xg v os utilizing a step size of h = 0.08, we set the maximum
iteration number of the weighted sum descents as 15 according to the needed 29 PDE
evaluations (14 gradient computations and one objective function evaluation) per iteration
of Pareto front tracing by numerical integration, i.e., the on average 5.3 Armijo iterations
per iteration of the weighted sum descent are not counted as PDE evaluations for the
weighted sum descent approach. The red points in Figure illustrate the solutions
of this scheme. One can observe that the solutions of these consecutive descents with the
weighted sum scalarization do not cover the same range of solutions as the Pareto front
tracing by numerical integration solutions and lose accuracy during the scheme. Further,
setting the step length h = 0.04, i.e., choosing a more dense weight distribution, yields
a more accurate approximation, but when limited to 15 iterations also fails to cover the
same range of solutions as Pareto front tracing by numerical integration with the same
step length. Increasing the maximal iteration number to 50 for both step lengths h = 0.04
and h = 0.08 improves the solutions and their range, respectively (see Figure , but
none of the descents managed to converge in the given 50 iterations. This nicely shows
that for the Pareto front tracing by numerical integration approach, the number of PDE
evaluations is independent of the step length h, while the error bounds of Theorems
and hold in each step. In contrast, the weighted sum descent is slow to converge
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See also [19].

and may lose accuracy during the scheme.

All in all, this is a significant speedup that, in combination with the robustness w.r.t. the
step length and the guarantee of the error bounds of Theorems [6.34] and [6.37], allows for a
reasonably good approximation of a wide range of solutions at reasonable computational
cost. Furthermore, in the case that a decision maker is involved, the robustness w.r.t. the
step length allows one to first compute a coarse representation of the Pareto front and
then in a next step generate a denser representation of the part of the solution front that
aligns the most with the preferences of the decision maker.
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come vectors of successive weighted sum
descents also started in zg 3~ 0.8 with step
length h = 0.08.
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+ W.s.d.: Xok 08, h=0.08, maxit =50
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(b) Comparison of the outcome vectors ob-

tained with successive weighted sum de-
scents started in xg k05 (blue triangle)
with different step lengths A = 0.04,0.08
and maximum iteration numbers 15 and 50.
The Pareto front tracing by numerical inte-
gration results w.r.t. h = 0.001 (light blue,
c.f. left figure) are added for reference.

Figure 6.14: Comparison of the outcome vectors obtained with Pareto front tracing by
numerical integration and successive weighted sum descents, where both ap-
proaches started in the same initial shape xg g 0s. See also [19].
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7/ EGO and Gradient Enhanced Kriging

In this chapter, the solutions of the weighted sum gradient descent of Chapter |5 and the
solutions of Pareto tracing using numerical integration of Chapter [0 are compared with
weighted sum solutions computed via the global surrogate based optimization method
Efficient Global Optimization (EGO) utilizing Kriging and Gradient Enhanced Kriging
(GEK) as surrogate models, respectively. For expensive to compute objective functions
surrogate based optimization methods provide a way to, in comparison, cheaply obtain
an optimum for the use case. The central idea of surrogate based optimization is that the
optimization takes place on a surrogate model that approximates the expensive objective
function by a cheap to evaluate objective function. A thorough introduction to this
field and an incorporation into multiobjective optimization can be found in [123]. The
history of surrogate based optimization in multiobjective optimization is discussed in
[143]. We choose the Efficient Global Optimization algorithm, see, e.g., [92, [O0], that
utilizes Kriging [98, [105], 130} 34, B35] or GEK [I11] as surrogate models as benchmarks,
respectively, since they are widely used in applications [I57]. The Kriging predictor is an
interpolator and a best linear unbiased predictor, [130, 02]. ParEGO [96, [36] extends the
EGO algorithm to the multiobjective case. In [I55], a multiobjective gradient descent
is applied on a Kriging model. A common field in which the EGO algorithm is applied,
is the gradient-free optimization of aerodynamic design problems [117, [102] 1], 94] 63
64, [133]. If cheap to compute gradients are available, e.g., from an adjoint approach,
they also have been incorporated into surrogate models for aerospace design problems
[B1, 8, 82, 157, 12]. In [I11], the Direct Gradient Enhanced Kriging approach was first
established, and further developed, see, e.g., [65], 22 37]. Note that GEK methods are not
as commonly used as ordinary Kriging, since cheap gradients are needed and the numerical
stability of GEK methods is an issue [I57]. The novelty of this work is that now that
adjoint gradients for structural mechanic problems of ceramic components are available,
see Chapter |3 a GEK approach can be applied on the biobjective shape optimization
problem . Furthermore, since EGO and GEK are widely used in (aerodynamic
design) applications they provide proper benchmarks for the numerical results from the
Chapters[fland [6, We use the EGO, Kriging and GEK implementations of the open source
optimization and uncertainty quantification software toolbox Dakota of Sandia National
Laboratories [56, 57, 37]. This chapter is structured as follows. In Section [7.1] a brief
overview of random variables, random fields, in particular Gaussian random fields, and
their covariance functions is given. In Section [7.2] the continuity and differentiability of
random fields is discussed. In Section the Kriging and GEK models are introduced
and the EGO algorithm is stated. Next, the Dakota toolbox and the coupling is described
in Section [7.5] Subsequently, the numerical results are compared in Section [7.6]
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7.1 Random Variables and Random Fields

From a probabilistic point of view, outcomes of experiments are handled as random vari-
ables which are uncertain quantities that are observed. A random field, as a family of
random variables, can be associated with a simulation in which many experiments can be
done. Therefore, observing the outcome of the random field is equivalent to observing all
experiments [150].

To analyze random fields, tools from elementary probability theory are needed which are
presented in this section. A definition of a random variable and afterwards the definition
of a random field and some basic insights from probability theory are provided. Note that
most of this section is based on [95] 150, 1].

Definition 7.1 (Random Variable). Let (2, A, P) be a probability space and (E,F) a
measurable space. A measurable function Z : (Q, A, P) — (E,F) is called a E-valued
random variable and Z(w) with w € Q) is called a realization of Z.

Every random variable has a distribution. In the later parts of this section, we fix the
distribution as Gaussian.

Definition 7.2 (Distribution of a Random Variable). Let (2, A, P) be a probability space,
(E,F) a measurable space and Z : (2, A, P) — (E,F) a random variable. Then

Py(B) :=P(Z *(B)) = P(Z(w) € B) forBeF (7.1)
defines a probability measure Py on (E,F) and is called the distribution of Z under P.

For real random variables, i.e., (E, F) = (R¥, B¥), k € N, the probability of the event {Z <
z} has a special meaning in probability theory. It defines the (cumulative) distribution
function of Z. Recall that for z,y € R* the inequality x < y is equivalent to z; < y; for
alle=1,... k.

Definition 7.3 (Cumulative Distribution Function (c.d.f)). Let (2, A, P) be a probability
space and (R, B) and (R*, B¥) measurable spaces.

1. Let Z : (2, A, P) — (R, B) be a random variable. The function

F=F;:R—[0,1] (7.2)
z2=Fy(2) = P(Z < 2)

is called the (cumulative) distribution function of Z.
2. Let Z = (Zy,...,Z) : (, A, P) — (R*, B¥) be a random vector. The function

77777 z. R" —[0,1] (7.3)
z2=(21,...,2k) = Fz(2) = P(Z1 < z1,..., Zp < z)

is called the (cumulative) distribution function of the random vector Z.

If the cumulative distribution function is differentiable, then the probability density func-
tion exists:
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Definition 7.4 (Probability Density Function (p.d.f.)). Let (2,.A, P) be a probability
space and let (R, B¥) be a measurable space.

1. Let Z = (Zy,...,Zy) : (Q,A,P) — (R* B*) be a random vector. The function
f = fz=fz..2z is called the probability density function of the random vector Z

if

21 2k
FZ(217-~~72k):/ / [z Zk(y17'-'7yk) dyy ... dyy. (7.4)

2. Let f = fz = fz,,..2 be a probability density function. The marginal probability
density function of z; for i € S C {1,...,k}, is obtained by integrating over all
possible values of z; with j ¢ S

+oo —+00

f(Zz|Z c S) = fz<ZZ|l < S) = / c le ..... Zk(zl, ce ,Zk) H de. (75)

- - i¢s

One can further construct a conditional sample space by imposing conditions on random
variables. We state some general definitions and theorems for a random vector Z that is
partitioned into two vectors Z! and Z2. For more detail, we refer to [95]

Definition 7.5 (Conditional c.d.f. and p.d.f.). Let Z = (Zy,...,Z;) € R* be a ran-
dom wvector that is partitioned into two vectors Z' = (Zy,...,Z,) € RP and Z* =
(Zyps1,- -, Z1) € R and let further be z* € R? and z* € R? be realizations of the random
vectors Z' and Z*, respectively. Given a condition {Z' = z'} with P({Z' = 2'}) > 0 we
then have:

1. The conditional c.d.f. of Z? given {Z' = 2'} is given by

Fpoyn (2%)2Y) = P(2% < 2*|Z" = 21). (7.6)

2. The corresponding conditional p.d.f. frzz(2%]2") exists if

Zp+1

2k k
o) = [ [ stz T1 o

—00 Jj=p+1

(7.7)
Zp+1 Zk 5 1 k
=/ / Fein @12 [T s
- > j=p+1
3. We have the following relation
fa(24,2%) = f221(2%12) f2(2Y) = far122(21]2°) f2 (2%). (7.8)
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4. Bayes’ theorem for conditional probabilities (see for e.g. [150]) can then be rewritten

" 200 — fz(2',2%)  fr22(212%) f2(27)
fro2(2%)2Y) = PN F2(2) . (7.9)

5. Two real random vectors Z* and Z* are called independent if
Fy(2) = Fp(2")Fpa(2?). (7.10)
Further, if the p.d.f.s fz, f21, fz2 exist one has equivalently

fz(z) = fZl<Zl)fZ2(22)‘ (7.11)

Note that one can replace the vector 2% with the random vector Z?2, transforming the
conditional p.d.f. to a function of the random vector Z*. A formal definition of a random
field can be stated as:

Definition 7.6 (Random Field). Let (2, A, P) be a probability space, (FE,F) a mea-
surable space, and X a non-empty parameter set. A random field is a indexed family
7 = (Z(w,x))zex of E-valued random variables, i.e., for every fited x € X, Z(-,x) is a
measureable function of w € Q. So, we have

Z(,x): (Q A P E

e

For notational reasons the dependency on the underlying probability space will be omitted
Zy =Z(x):=Z(-,x), © € X.

Furthermore, for z* € X, i € N, we write

For a fited w € Q, Z(w, x) is a deterministic function of x which is called a sample path
and 1s denoted by z,

z(w): X = (B, F)*

T 2y = 2 (w) = Z(w, x). (7.13)

Analogously, for 2* € X, i € N, we write
Zi = Ry
The parameter set X can in principle be a far more general set than R"™. But in this work

we assume that the parameter set is a linear space and choose X C R".
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7.1.1 Finite-Dimensional Distributions

In this subsection, finite-dimensional distributions of random fields are discussed. Now,
that we have seen the c.d.f. and p.d.f of random variables and random vectors, we will
extend this for random fields. The parameter set X C R" of a random field in general
has an infinite and uncountable amount of points. To describe the distribution of random
fields, one uses its finite-dimensional (cumulative) distributions.

Definition 7.7 (Finite-dimensional Distributions). Let Z = (Z (31:))36e » be a real valued
random field with X C R™. Then, for k € N its finite-dimensional (cumulative) distribu-
tions are defined as

Foo (21, 0,2) = P(Z < 2,00, 2 < ), (7.14)
where {zt,..., 2%} C X and z,..., 2z € R.

Finite-dimensional distributions of random fields have to satisfy two consistency require-
ments.

1. Symmetry Condition: For every permutation 7 of the set {1,...,k}

Foo  on(z, 0 20) = Fo o (Zrts oo Zak) (7.15)
must hold.
2. Compatibility condition:
F.

ototpy (P15 2h1) = Foy e e (21, -+ Z—1,00) (7.16)

has to be satisfied.

Conversely, if there exist distribution functions that satisfy (7.15)) and ((7.16)), then there
also exists a random field having these distributions. This is the result of the following
famous theorem.

Theorem 7.8 (Kolmogorov’s Existence Theorem). If a system of finite-dimensional dis-
tributions, i .k, satisfies the consistency requirements and , then there
exists on some probability space (S, A, P) a random field (Z(x))xex having Fy1 .« as its
finite-dimensional distributions.

For a proof we refer to [L, [16].

7.1.2 Expected Value and Covariance

For this subsection we assume, that we have a random field Z = (Z (x))xe » and a non-
empty parameter set X C R™ at hand. Recall, that for a given x € X, Z(z) is a real
valued random variable. The expected value at a location x € X for a random field is
defined as a expectation function m(-).
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Definition 7.9 (Expected Value). Let Z(z) be a real valued random variable with p.d.f.
f2)- If fj;o 2] fz(2)(2) dz < 00 then the expected value of Z(x) is defined as

—+00

m(z) =E[Z(x)] = / 2 fz(2)(2) dz. (7.17)

o0

Let Z = (Zy,...,Zy) = (Z(21),..., Z(2%)) be a real random vector. Then, the expected
value of Z is given by

E[Z] = E[(Zy,...,2Z)] = (E[Z],....E[Z))". (7.18)

Further, one has a covariance function C(-,-) for the covariance of the values of a random
field at two locations.

Definition 7.10 (Covariance). Let Z; = Z(z') and Zy = Z(x?) be two real valued random
vectors. Then, the covariance of Z; and Zy is defined as

C(z',2%) = Cov(Z(z"), Z(2*)) = Cov(Z1, Zy) = EB[Z(2") Z(2*)] — E[Z(z")| E[Z(2?)],
(7.19)

further, the variance of Zy is defined as
Var(z') = Var(Z,) = Cov(Zy, Z,) = o(x)? = E[Z(z")?] — E[Z(2)]2 (7.20)

Let Z = (Z(2Y),..., Z(2%)) = (Z4,...,Z;) be a random vector. Then, the by definition
symmetric and positive definite covariance matrix of Z is given by

C(zt,zt) ... C(xt, %) Cov(Z1,2y) ... Cou(Zy, Zy)
Sz = : : - : : . (121)
C(aF 2y ... C(aF, 2F) Cov(Zy, Z1) ... Cou(Zg, Zy)

Definition 7.11 (Correlation). Let Z; = Z(z') and Zy = Z(x*) be two real valued random
variables. Then, the correlation of Z; and Zs is defined as

C(Z, Z) E[Z1Z,) — E[Z1]E[Z,)]

o2 = 52 o2~ JEIZ] BT EZ] - EZF

(7.22)

The Kriging model makes use of conditional expectations for predictions.

Definition 7.12 (Conditional Expectation [146]). Let Z' and Z* be (E,F) = (R*, B¥)
valued random vectors. Furthermore, let z*,z* € R¥ and let fzu2(2'| 2% = 2°) be the
conditional p.d.f. under the condition {Z? = 2?}. The conditional expectation of Z*
given Z? is defined as

mzi|z2 :I[‘_‘:[Zl|Z2 22’2] :/ 21 le|Z2(Zl|22 22’2) le
- 7.23
:/ ! ZI,ZQ<21722) da ( )
—00 fZ2(z2)
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Since the conditional expectation depends on Z2, it itself is also a random vector. It
becomes a constant if Z?2 takes a specific value.

7.1.3 Positive Definiteness

For Gaussian random fields the concept of positive definiteness is crucial. To estab-
lish consistent finite-dimensional distributions, the positive definiteness of the covariance
function gives a necessary and sufficient condition. Now, recall the definition of positive
definiteness of functions.

Definition 7.13. Letk € N, and let ' € X andc; €R fori=1,..., k. Then, a function
C on X ® X is called positive definite on X if

k k

Z Z cic;C(z*,27) >0

i=1 j=1
for any choice of k, {z',..., 2%} and {cy, ..., c1}.
For a random field (Z (x))m cy With covariance function C consider k£ > 0 arbitrary random

variables {Z(z1), ..., Z(2*)}. We then have for arbitrary ¢; € R, i = 1,... k,

Var(aZ(z') + -+ . Z(2%)) = Z Z cic;C(z*, 27) > 0.

i=1 j=1
The following theorem and its corollary characterize the class of covariance and correlation
functions, respectively. For proofs we refer to [1].

Theorem 7.14. The class of covariance functions coincide with the class of positive
definite functions.

Corollary 7.15. The class of correlation functions coincide with the class of positive
definite functions where C(x,z) = 1.

7.1.4 Gaussian Random Fields

In this subsection Gaussian random fields and symmetry properties are introduced. Re-
call, that we chose X C R" for the parameter set.

Definition 7.16 (Multivariate Normal Distribution). A random vector Z = (Zy, ..., Zy)
of k Gaussian random variables is characterized by the multivariate normal p.d.f.

fz(2) = 2m) 2|5, 712 exp{—%(z —my)" 8, (2~ mz)}, (7.24)

where my is the vector of mean values and Xz the k X k covariance matrix.

Theorem 7.17 (Multivariate Gaussian Characteristic Function). Let Z be a multivariate
Gaussian random variable with expectation mz and covariance matriz 5. Then, the
characteristic function of Z is given by

¢z(u) = eXp{iuTmz - %UTEZU}- (7.25)
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And the conditional multivariate normal distribution is given by:

Definition 7.18 (Conditional Multivariate Normal Distribution). Let Z be a vector of
k Gaussian variables and assume that it is partitioned into two vectors X and Y with
dimensions ki and ks, respectively. Then, we have

— X _( Mx o EX EXY
Z_<Y>, mZ—<mY ) and EZ_(EYX = ) (7.26)

The conditional Gauss p.d.f. of Y given X, (Y|X), is then given by
1
FlylX) = (2m) 7"/ Sy x| 72 eXP{—§(?/ —myx) Tyix Hy - mY\X)}v (7.27)

where my|x = E[Y'|X] is the conditional expectation of Y given X and Xy |x the condi-
tional covariance matriz. We have

Y|X ~N(myx, Syx), (7.28)
my;x =my + Syx Ux ' (X —my), (7.29)
Syix = Sy — Syx Bx ' Sxy. (7.30)

A complete deduction is provided in [150]
Definition 7.19 (Gaussian Random Field). A real valued random field Z = (Z(x))

i.e.

reX’

Z(2): (2, A, P) > (R,B)

w Z(w, ), (7.31)

is called a Gaussian random field, if all of its finite-dimensional distributions Fy .k,
{x',...,2*} C X, k>0, are multivariate normal distributions.

Like the multivariate normal distribution a Gaussian random field is fully characterized
by its first two moments; i.e., the expectation function m(x) and the covariance function
C(z',2?). Therefore, following [1] and Subsection [7.1.3] it is sufficient to restrict the
covariance function C' to be positive definite to ensure that the consistency requirements
and hold and consequently that the Gaussian random field is well defined. To
simplify the verification of positive definiteness, we restrict the class of possible covariance
functions.

Definition 7.20 (Stationarity). Let (Z(z))
a linear space, e.g., X C R".

vex be a real valued random field, where X is

1. Stationarity in the strict sense:
If all finite-dimensional distributions of (Z(z))
translation, 1.e.

are invariant under arbitrary
zeX

Foig aors(z, . osz) = Fo (21,00, %), forall se X, (7.32)

135



then it is called a stationary random field in the strict sense.

2. Stationarity to 2nd order:
If we have for (Z(a:))xex that

m(z)=m and C(z,s)=C(1)=C(x—s) (7.33)

then it is called a stationary random field to 2nd order. The covariance function that
only depends on the separation vector T = x — s is then called stationary covariance
function.

For Gaussian random fields these conditions are equivalent. Note that every stationary
covariance function must have constant variance, i.e., C(z,z) = 0?(x) = o for all x € X,
so that

C(1) = o?p(7).
This means, that one can investigate the correlation function or the covariance function
without loss of generality.

7.2 Analytical Properties of Random Fields

In this section, analytical properties, i.e., continuity and differentiability, of random fields
are discussed. These properties can not be described by the finite dimensional distribu-
tions, therefore the underlying function space (F,F) has to be taken into account [IJ.
Most of this section is based on [I], 2] B3].

7.2.1 Continuity

Based on the different stochastic convergence types almost sure convergence and mean
square convergence one has different types of continuity for random fields.

Definition 7.21. Let (Z(x))xex be a random field with X C R™ and Z(x) € L*(Q, A, P)
forall xz € X.

1. (Z (x))x cx has continuous sample paths with probability one, or sample path con-
tinuous, in X if for every series (xk) with % — x as k — oo, then

P({w:|Z(w,2*) — Z(w,2)] = 0, k = 0o, forallz e X})=1. (7.34)

2. (Z(a:))wex is almost surely continuous in X if for every series (q:k) with 28 —  as
k — oo, then

P({w:|Z(w,2*) — Z(w,2)] =0, k =+ o0}) =1 forallzecX. (7.35)

3. (Z(x))xex s mean square continuous in X if for every series (:L‘k) with =% — = as
k — oo, then

E[|Z(w,2") — Z(w,2))] =0, k— oo forall z € X. (7.36)
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Note that sample path continuity means that for all ¢ € X there are, with probability
one, no discontinuities. Whereas for almost sure continuity there exists a measurable set
N with P(N) = 0, on which discontinuities are allowed. Hence, sample path continuity
is a stronger property than almost sure continuity. In general, neither does mean square
continuity imply sample path continuity, nor does sample path continuity imply mean
square continuity. However, for Gaussian random fields mean square continuity is a
necessary and almost sufficient condition for continuous sample paths with probability
one [I]. Furthermore, mean square continuity and almost sure continuity imply continuity
in probability, i.e.

lim P({w : |Z(w,2") — Z(w,z)| > 6} =0, for all § > 0.

k—o0

Definition 7.22 (Version of a Random Field). Let (Z(z))
random fields. Z and Z are called versions of each other if

ey and (Z(x))a:ex be two

P{w: Z(w,z) =Z(w,z)}) =1 forallz e X. (7.37)

Note that two versions have the same finite dimensional distributions, but are not neces-
sarily identical.

Definition 7.23 (Separable Random Fields [3]). A random field (Z(x))mex is called
separable, if there exists a countable set D C X and a fized event N for which P(N) =0,
such that for any closed set A C R™ and open set I C X the two sets

{w: Z(w,z) e A,itel} and {w:Z(w,x) e AjtelInD}
differ by a subset of N.

In [, 47], it is shown that to any given random field Z, one can always find a version Z
which is separable. Therefore, from here on we assume that we have separable random
fields.

As already mentioned mean square continuity is implied by the sufficient conditions for
sample path continuity. Further, there exists a relation between mean square continuity
of a random field and the continuity of its covariance function. Proofs for the following
theorems can be found in [}, 2].

Theorem 7.24. Let (Z(x))zex be a random field with continuous expectation m(x).
(Z(x))xex is mean square continuous at x € R™ if and only if its covariance function
C(s,8) is continuous at * = s = §. (Z(z)) is everywhere continuous if C(s,3) is
continuous at every diagonal point (s, = s).

TeX

It directly follows for stationary random fields.

Corollary 7.25. A stationary random field (Z(x))xex
only if its covariance function C(7) is continuous at 0.

18 mean square continuous if and

Now some sufficient conditions for sample path continuity are discussed. The following
theorem helps to determine if a random field has continuous sample paths.
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Theorem 7.26. Let (Z(a:))xeX be a random field with X C R™. If

2d

E[|Z(x) — Z(s)*] < ——

< Tog(I7 DI (7.38)

where =z —3s,¢>0,a >0, and B > «, then (Z(a:)) will have continuous sample

paths with probability one.

reX

For Gaussian random fields we then have the following theorem.

Theorem 7.27. Let (Z(a:))ﬁex be a zero-mean, Gaussian random field with continuous
covariance function. Then, if for some 0 < ¢ < oo and some € > 0,

E[|Z(x) — Z(s)) < ‘

< Tog([r " (7.39)

for all T with ||7|| < 1, then (Z(x))xex has continuous sample paths with probability one.
For stationary Gaussian random fields this can be simplified.

Corollary 7.28. Let (Z(x))mx be a stationary Gaussian random field with continuous
correlation function p. Then, if for some 0 < ¢ < oo and some € > 0,

p(0) — p(7) < Tog([7 ) (7.40)

for all T with ||7|| < 1, then (Z(x)),_, has continuous sample paths with probability one.

xE

7.2.2 Differentiability

Comparable to the continuity there are also different types of differentiablity correspond-
ing to different forms of convergence. In this work, we focus on mean square differentia-
bility corresponding to mean square continuity. Most proofs of the results stated in this
subsection can be found in [2] 33].

Definition 7.29. 1. A random field (Z(x))zex with X CR™ and Z(z) € L*(Q, A, P)
is differentiable in the mean square sense (m.s.s.) with respect to the component x;
of x = (x1,..., T4 ..., Ty), if there exists a random field Z;(x), s.t.

2

Z(x+he;) — Z(x)

E
h

— Z(x)| | =0 ash—0, (7.41)

where e; is the i-th unit vector. Zi(x) is also called the i-th partial derivative of
(Z(x))xex and is also denoted as

(7.42)

If (Z(x))mex is differentiable at every location x, then it is differentiable everywhere.
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2. (Z (av))gc€ y has differentiable sample paths with probability one in X if for every
series (xk) with ¥ — x as k — oo

Pl{w:|Z(w,z*) = Z(w,z)| = 0, k = co, forallz e X})=1. (7.43)

3. (Z (a:))gJe » 15 almost surely differentiable in X if for every series (a:k) with =% —
as k — oo

PHw: |Z(w,2*) = Z(w,x)] = 0, k - 00}) =1 forallz € X. (7.44)

Note that the same implications for continuity following Definiton also apply for dif-
ferentiability. As with mean square continuity, there is a link between the differentiability
in the m.s.s. of a random field and the differentiability of its covariance function.

Theorem 7.30. A random field (Z(x))mex

differentiable expectation is m.s. differentiable, if the derivative 0*C(s,x)/0s;0x; exists
and is finite for alli =1,...,n at all diagonal points x = s. The covariance function of
(Z(a:))xeX is then given by 0*C(s,x)/0s;0z;.

with X C R"™ and covariance function C' and

A proof can be found in [33], 30]. For stationary random fields we have consequently the
following result.

Corollary 7.31. Let (Z(x))xex be a stationary random field with X C R™ and covariance
function C. If the derivative 9*°C(1)/01 = 0*C(x — 5)/0s;0x; exists and is finite for all
t=1,...,n at 7 =0, then (Z(x))mex 1s m.s. differentiable. The covariance function of

(Z(a:))xeX is then given by —9°C(1)/0T?.

Note that the negative sign comes from 0C(z — s)/0s; = —0C(7)/01;. When the partial
derivatives of the sample paths are continuous then the sample paths are differentiable.
Sufficient conditions for differentiable sample paths are that the partial derivatives of the
sample paths are continuous [1]. Thus, one obtains sufficient conditions for continuous
sample paths by applying Theorem or to the covariance or correlation function
of the gradient field (Z(w, t))xeX.

7.3 Gradient Enhanced Kriging

In this section, we introduce the method of gradient enhanced Kriging. This method
is based on Design and Analysis of Computer Experiments (DACE) [130], where an ex-
pensive to compute function, for which we also have gradient information, is estimated
using Gaussian random fields while incorporating the available gradient information. This
estimated surrogate function is then used in the optimization process to determine new
points which then are evaluated with the expensive original function. The aim of this
approach is to reduce the computational costs of the optimization and to be able to do a
more global optimization.

In the following, a brief overview of Latin hypercube sampling (LHS) to generate an initial
sampling is given. Then, the stochastic model and the Kriging approach are introduced,
subsequently it is shown how gradient information can be incorporated in the model.
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Most of this section is based on [65], 130} 92} [90} B7]. Further, details about the Dakota
Kriging implementation surfpack can be found in [57, [71].

7.3.1 Latin Hypercube Sampling

For a Kriging surrogate model and our numerical studies with Dakota an initial sampling
is needed. We choose Latin hypercube sampling (LHS) as our method to generate an
initial sampling, since this is the default option in the Dakota implementation [56]. The
LHS technique is a common choice for a variety of computer models since 1979. In that
year, [106] introduced Latin hypercube sampling, which was further developed, e.g., in
[88, 84]. In [148], the LHS implementation of Dakota is presented. Following [148], we
give a brief overview of LHS and refer to [106] 88 84] for more details.

Let J be a function of x1,zs, ..., x,, that may be very complicated, e.g., our objective
function w.r.t. PoF J;. It is of interest to investigate how J varies when x4, s, .. ., x, vary,
assuming a joint probability distribution. Applying Monte Carlo sampling yields answers
to this question. Given the distribution of J some of its properties, e.g., its mean, can
be estimated by repeated random sampling from the assumed joint probability density
function of x1, 2, ..., 2, and by evaluating the J values for each sample. This yields
for k Monte Carlo iterations a set of k£ n-dimensional vectors of input variables. These k
vectors can then be used as an initial sampling for optimization schemes. For k sufficiently
large this method yields reasonable estimates for the distribution of J. However, large k
come with a high computational cost. Therefore, other sampling methods, like the Latin
hypercube sampling, were sought.

Latin hypercube sampling is a constrained Monte Carlo sampling method that was de-
veloped in [106]. In LHS, k different values from each of the n variables zq,xs, ..., 2,
are selected as follows. The range of each variable is divided into £k disjoint intervals of
equal marginal probability 1/k. From each interval one value is randomly, i.e., w.r.t. the
probability density in the interval, selected. In a next step, the k values obtained for x;
are randomly paired with the k values obtained for x5. These k pairs are then combined
randomly with the k values obtained for z3, and so on, until £ n-dimensional vectors are
generated. These k n-dimensional vectors form an initial sampling, as described above,
and are the result of the Latin hypercube sampling. For better understanding one can
think of this sample as generating an (k X n) matrix of input values where the i-th row
contains specific values for each of the n input variables on the i-th run of the computer
simulation [14§].

Note that there exists ways to restrict the described random pairing of variables. But
these are beyond the scope of this work and therefore we omit them and refer to [148]
instead for further details.

7.3.2 Stochastic Model

The Kriging model is based on a positive definite radial basis function, i.e., a real function
which only depends on the distance of the argument to a fixed point, e.g., the origin, of
the form

Y(x', 2?) = P2t —27) = eXp{— Zeh@;«b - $%|gh}a O >0, ¢ € [1,2]. (7.45)
h=1
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Following Theorem and Corollary this radial basis function is a correlation
function [65]. The surrogate model is based on a stationary Gaussian random field Z(z)
that estimates the function of interest

Z(x) ~ N(m(x),C (2", 27)), (7.46)

where

n

m(z) =p and C(z2',27) = o? exp{— Zeh‘iﬂﬁ — ) C’L}. (7.47)
h=1
Further, it is assumed that the expectation function m(x) is constant for every random
variable and the covariance function depends on the Euclidean distance of two points,
i.e., the radial basis function ¢ (x?, %) is the correlation function p(z*, x’) of this random
field. The model has 2n + 2 parameters (i, 0,01, ...,0,,61,...,5,), where in general it is
assumed that 6, > 0 and ¢, € [1,2] for all h = 1,...,n. The parameters ¢, determine
the smoothness of the covariance function. For ¢, = 2 the covariance function is smooth
and for smaller ¢” the smoothness decreases, i.e., one assumes less covariance between the
points.

Estimation of the Model Parameters

The maximum-likelihood-method is used to estimate the model parameters. Additionally
to the parameters (0y,...,0,,61,...,5,) , we have k sample points {z',...,2*} C R"
and their associated function values {z1,...,2,} C R™ which are a realization of the
random field Z(x) := (Z(x1), ..., Z(2*)). These random variables are multivariate normal
distributed with expectation 1y and covariance matrix % 2(@)- Therefore, the likelihood
function takes the following form

202

{ (Z(ac)—TmTE;(;)(Z(x)—Tu)}
expy —
(7.48)

‘C(;ua0-7017"'79n7§17"-agn) =
(270?) 3| Ny |2

The parameters (61, ...,6,,6,...,¢,) are imbedded in the covariance matrix X (,). Fur-
ther, if the parameters (01,...,0,,¢1,...,5,) are known, then a maximization of (|7.48)
yields:

DPrRVAC)
fi= B (7.49)
R
Z(x —TMTE_lx Z(x —Tp
&2:( (z) ) g0 (Z(2) ). (7.50)

k
Re-substituting ((7.49) and (7.50|) in (7.48)) yields the concentrated likelihood:

ow{4)

(2702) 3| 0|2

(7.51)
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For the optimization, i.e., estimation of the model parameters, the logarithm of the con-
centrated likelihood is taken and constants are omitted

k.. 1
— 5In(6%) — SIn(|Sz0))- (7.52)
2 2
Since we want to incorporate gradients to our model we set ¢; = ... = ¢, = 2 and change

|2} — ) in (745)) to (i —27)? to ensure differentiability of the covariance function. The
remaining d + 2 model parameters are estimated with the maximum-likelihood method.
Toward this end, the following algorithm is used.

7.3.3 Dlvision of RECTangles (DIRECT) Algorithm

The DIRECT algorithm is a widely used heuristic for global optimization problems and
was first introduced in [91]. Since the Dakota implementation of DIRECT is based on
[67], we will introduce the algorithm from this reference. It consists of two main parts.
The first defines how to divide the domain, and the second defines how to decide which
hyperrectangles are divided in the next iteration.

Dividing the Domain

DIRECT uses division based on n-dimensional trisection. In the following, it is shown
how this division is done for a hypercube and a hyperrectangle.

Let ¢ be the center point of a hypercube. DIRECT evaluates the function at the locations
¢+ de;, where § is 1/3 of the side length of the cube and e; is the i-th standard basis
vector, ¢ = 1,...,n. Then, w; is defined by

w; = min{ f(c — de;), f(c+de;)}, i=1,...,n. (7.53)

Then in a next step the hypercube is divided in the order given by the w;, starting with
the smallest w;. First the hypercube is divided perpendicularly to the direction with the
lowest w;. The remaining volume is then divided perpendicularly to the direction of the
second lowest w; and so on, until the hypercube is divided in all directions. This approach
constructs a hypercube with length ¢ centered at c. Let b = argmin,_, . {f(c—de;), f(c+
de;)}. Then, b is the center of a hyperrectangle with one side of length §, and the oder
n — 1 sides of length 30.

Hyperrectangles are only divided along its longest sides. This ensures that the maximal
side length of the hyperrectangle decreases.

Choosing a Hyperrectangle to divide

The DIRECT algorithm decides which hyperrectangle to divide in the next iteration by
using the concept of potentially optimal hyperrectangles [67].

Definition 7.32. Let ¢ > 0 and let f,, be the current best function value. A hyper-
rectangle j is called potentially optimal hyperrectangle if there exists some C' > 0 such
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that
flcj) = Cd; < f(e;) — Cd;, Vi
f(cj) - Cd] S fmin — € |fmm|

Here c; is the center of the hyperrectangle j and d; is a measure for this hyperrectangle.

In [91] d; is chosen as the distance from the center ¢; of the hyperrectangle j to its vertices.

The DIRECT Algorithm

Unlike more traditional optimization methods the DIRECT algorithm has no stopping
condition. It terminates when the maximum number of iterations Ny or the maximum
number of function evaluations Ny, is reached. Therefore, the variables m for the number
of function evaluations and t for the number of iterations are needed in the algorithm
formulation. The DIRECT algorithm is then of the following form, see also [67]:

Algorithm 6: DIRECT
Data: A hyperrectangle, choose f, Ny, Neya, and € > 0.
Result: Approximation of a global solution (on the hyperrectangle).
Normalize the search space to be the unit hypercube with center point cq;
Evaluate f(c1), f(c1) = fum, t=0, m=1;
while ¢t < N;; and m < N, do
Identify the set P of potentially optimal hyperrectangles;
while P # () do
Take j € P;
Sample new points (¢; + de;), evaluate f at these points and divide the
hyperrectangle as described above;
Update fiin, m =m + Am,;
Set P =P\ {j}
end
t=t+1;
end

Following lemma from [67] helps to reformulate Definition to identify potentially
optimal intervals.

Lemma 7.33. Let € > 0 and let f, be the current best function value. Let I be the set
of all indices of all intervals existing. Let [, ={i € I : d; < d;}, b ={i e 1:d; > d;}
and Is ={i € I :d; =d;}. Interval j € I is potentially optimal if

fle;) < fla) Vi€, (7.54)

there exists a C' > 0 such that

(7.55)
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and

fmin_f<c') d; . f(Cl)—f(C>
or
fleg) <dj- minw, fmin = 0. (7.57)

i€l dl - dj

One modification of the DIRECT algorithm of [91] in [67] is that another measure d;,
i.e., the length of the longest side of the hyperrectangle, is used. This reduces the number
of different groups of hyperrectangles and makes the algorithm more biased toward local
search [67]. The second modification is, that when there is more than one hyperrectangle
with the same measure only one is divided, instead of all. Both modifications can lead to
an improvement of performance of the DIRECT algorithm.

7.3.4 The Kriging Model

In this section, the Kriging model and Kriging estimator are introduced. Toward this
end, let ', ..., 2F € R™ be a set of sample points with responses z1, . .., 2z, which are real-
izations of the random variables Z(x'),..., Z(z*). In the Kriging approach one assumes
that the response Z(z") of an unknown point z° is linearly dependent on the observed

values Z(x1),..., Z(z%), ie.

Z(2°) = Z o; Z (7). (7.58)

One chooses the weights «; by minimizing the Mean Square Error of (7.58)) under an
unbiasedness assumption

!

E[Z(z%)] = E[Xk: ajz(xj)] =y

k k
&3 aEZE)) =Y =

k (7.59)
oY=
j=1
k
<~ Z a5 = 1
j=1
sa'l-1=0.
We have the following problem
min  E[(Z(2") - Z(2"))?]
st. a'1—1=0 : (7.60)

20 e R®
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With Z(z) = (Z(z'),..., Z(2")), the covariance matrix ¥, := Xz = (Cov(z?,27)).

17]
and the covariance vector w.r.t. 2%, g := X0, := Cov(z", x), we get

E[(Z(2°) — Z(2°))?] = 0*(a Spor — 205 + 1). (7.61)

Therefore, the problem (|7.60]) is a convex minimization problem with a unique solution,
since Y, is positive definite. This unique solution can be computed using the KKT

conditions of ([7.60]), which are given as follows.

29,0 — 25 +ul =0

. 7.62
a'l—1=0, (7.62)

with 4 > 0. This can also be expressed as

@T g) (CL) - (210) | (7.63)
(%O;) - <% D_l (210) - (7.64)

Solving (7.64), with A := —1"%-'1, yields,

Furthermore, we have

YUYy, B
=y z z S — 7.65
a=3_"%+ T T (7.65)

Therefore, we have for ([7.58|)

. DIAD S D Vet SN/ Y11z
2(2°) = £ 5, Z(x) + ST oZ(@) _ % A—(‘”). (7.66)

Using (7.49) and (7.50) we get for the Kriging predictor and the mean square error of the
prediction

Z(2%) = i+ % 5,1 (Z(x) — i) (7.67)

(1-1T2;1%)?
1Te1T '

(7.68)

For further detail we refer to [65, 130].

7.3.5 Bayesian Approach

Alternatively, for Gaussian processes one can also follow the Bayesian approach to model
the predictor. In general, both methods lead to different results. Let z!,..., 2% € R" be
a set of sample points with responses Z(z), ..., Z(z*), and let Z(2°) be the response of
an unknown point 2°. Following the DACE model [130], (Z(z!),..., Z(z*), Z(2")) are
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multivariate normal distributed, i.e.

(7.69)

mzz(ﬁu,u) and EZ:< iy )

¥, o?

Now, one can calculate the conditional Gaussian distribution (Definition [7.18)) of Z(z°)
given Z(z'),..., Z(x*) and predict Z(z°) by

Z(2%) = E[Z(2)|Z(2"),. .., Z(z")]. (7.70)

One obtains
2(2%) = p+ 3¢5, (Z(w) — Tp), (7.71)
55(2°) = o? <1 — 232;20). (7.72)

Since we do not know p and o, we use the estimates /i and & in the equations ([7.71]) and
(7.72). We have now two different measures of uncertainty of the model prediction §%
and 8% for which we have

§7.(x") = 85(x") =0, i=1,... k,

i.e., there is no uncertainty in the prediction of the sampled points (z%,...,2%). The
additional term in $% can be seen as the uncertainty of the prediction of y and is in
general omitted, since its influence usually is not of great magnitude. In practice, the
Kriging approach also uses §% to calculate the model uncertainty. Therefore, we use

§% := §% as the uncertainty measure from here on out.

7.3.6 Gradient Enhanced Kriging

If we have additional data on the gradients at the sampled points available, we can add
this information to our model. Let {z',...,2*} € X C R", with 2 = (z%,...,2%), be
our sampled points and Z1, ..., Z; the random variables associated with the realizations,
then the observed data is a (n + 1)k column vector:

0z, a7, A 0z, 1"
Orl’ 0Lk 9zl Ok

Z = {Zl,...,Zk, (7.73)

A second set of Kriging basis functions centered around the sampled data is incorpo-
rated into the model. The corresponding radial basis functions are the derivatives of the
first k& Gaussian basis functions, where we set ¢, = 2 for all h € {1,... ,n} to ensure
differentiability

op(a*, ) dexp { = 2 O, — iL'j)Q}
or, ot

= =20, (v} — 2]) (2’ 27). (7.74)
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We then have

8¢($i;$j) . _a¢($ia$j) _ i J i g
i T A
L I=1,..k
6w($iaxj) _ 37?(551733]) _ i j i .
il e A e LAl (7.75)
L I=1,....k
82¢(xiaxj) _ a@Z)(IZ,{L’]) _ j i J i,

Since the derivatives in ([7.75]) exist and are finite in all diagonal points, it follows with
that the gradients in the m.s. sense of the random field exist and that their
covariance function is given by 0*°C(z",27)/0x'0x?, where C(z',27) = o*¢(at,27) =
o?(x* — 27). To show that they also have differentiable sample paths, we have to check
if for a finite C' > 0, € > 0, and ||7]| < 1, where 7 = 2 — 27, 9*(x%, 27) /0x' 07 satisfies
(7.28):

Py(at,a’)  PP(a’,ad)  PY(0)  Py(a’t —ad)
o0zt ozI Oridxi  Oxidxd o0zt ozI

=0+ 40*7% exp { — Z «91(7[)2}
I=1

n

< 4672 exp { — éZ(Tl)Q}

(7.76)

< 46%7% exp { —0

= 46°7* exp{ — éHTH}
! C

< —.

— [log(lI7[[)[**+

Both sides vanish at ||7|| = 0, therefore the derivatives have to be inspected. The deriva-
tive of the left hand side is finite for any ||7]|. Consequently, for any € one can choose a
sufficiently large C' such that holds.

The (d + 1)n x (d + 1)n covariance matrix is then of the form

B 1 .1 1k 9C (2t ,x1) OC (x1 ,z%)
C(z',z') ... C(z'2%) T o
aC (ak ! aC (z* z*
. C(ZEk, :131) c C(m’ﬂ xk) (gzlm ) o (awgﬁk:c )
%2 = | ac@la) aC@E gt T 920 2l 2@ b | - (7.77)
6331 P ax1 anl e —leaxk
aC (z* 21) T aC (zF 2*) T 920 (x* 2h) 920 (x*,x*)
- Ok T ok dzk ozt T 92k 4
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It contains the covariance between the data with itself, between the gradients and data,
between the data and gradients and between the gradients and themselves.
With the covariance vector w.r.t. to an unknown z°

-
Yo = (C’(xo,xl),...,C(xO,xk),%,...,%) (7.78)
one can compute the Kriging predictor for an unknown z°. Let
1=l L0...0f (7.79)
k kn
then the GEK predictor is given by
Z(2%) = p+ 2035 (Z(x) — 11). (7.80)

7.4 Efficient Global Optimization (EGO)

In this section, Efficient Global Optimization (EGO) is introduced. It was first introduced
in [92] and is a global optimization method that incorporates a Kriging model as a sur-
rogate model on which the optimization takes place. After acquiring an optimal solution
on the surrogate model, the original expensive function value of that solution is evaluated
and the stopping condition is checked. If the algorithm does not terminate, then this
value and its point are added to the underlying Kriging model, and subsequently the sur-
rogate is updated. Therefore, the acquisition of new points is of interest and is handled in
Subsection [7.4.1] The implementation of EGO in Dakota is discussed in Subsection [7.4.2]
Most of this section is based on [92} 90 57, 65].

7.4.1 Acquisition Functions

In this subsection, two acquisition functions which determine new points to evaluate are
discussed. A minimization process using the Kriging estimator Z (t°) as an objective,
can easily lead to a local minimum, especially when the initial sample is not evenly
spread. In the parts of the range of the objective function where there is uncertainty in
the model, there may be objective values that are smaller than the minimum value of
the Kriging estimation. Thus, a minimization process with the predictor as an objective
function would only yield an accurate estimate of a local minimum. The reason for this is,
that this approach assumes that there is no uncertainty in the model and therefore only
exploits the predictor, failing to explore points where the model is uncertain. So, a proper
acquisition function should balance exploitation, i.e., optimization of the objective, and
exploration of uncertain points. This can also be seen as a balance between a local and
global search. In the following, the probability of improvement and expected improvement
are introduced.

Let {x',... 2"} be a set of sample points with responses {21, ..., 2} as realizations of
the random variables Z(z'),..., Z(x¥). The response at an unknown 2° is given by a
random variable that is normal distributed with mean and standard deviation given by
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the Kriging predictor and its standard error, i.e.
Z(2%) = Z(a%)|Z(2Y), ..., Z(z") ~ N(Z(2), 8*(z°)). (7.81)
Further, let
Zmin = Min(zy, ..., 2x) (7.82)

be the current best objective value.

Probability of Improvement

The probability of improvement assesses for given {x',... 2%} and responses {z1,..., 2}
the probability that the response of an unknown 2 is better than the current best objec-
tive value zpi,. Then, we have for §(z°) > 0

PI(z°) == P(Z(2°) < zmin | Z(aY) = 21, ..., Z(a*) = 2)
o (zmin _ 2@0)) (7.83)

5(x9)

where ®(-) is the standard normal distribution function, and PI(z°) = 0 in the case
5(z%) = 0 as this only occurs if and only if 2° € {x!,... 2*}. Hence, the objective is to
maximize the probability of improvement.

Expected Improvement

Another acquisition function is the expected improvement of the current best objective
value zmin at an unknown z°. In contrast to the probability of improvement, which
assesses the probability of an improvement, the expected improvement assesses the actual

expected improvement at a location z°. The improvement is formally given as
I(2") = max (zmin — Z(2), 0), (7.84)

and it itself is a random variable since Z(z°) is a random variable. Hence, the expected
improvement is

EI(x%) =E[[(z°) | Z(2") = z1,..., Z(z") = z). (7.85)

Further, one can express the expected improvement after some integration in closed form.
First we use a reparameterization of Z(x)

Z(x%) = Z(z°) + 5(2%) e, e~ N(0,1).
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Then we have with K := %ﬁ)@”o)

EI(z%) = / b I(z) ¢(e) de

o0

O(K) — 5(2) / : e¢(e)de (7.86)

Re-substituting K yields
L i 0 Zmin_Z(xO) a 0 Zmin_Z(xO) a 0
EI(z°) = (2min — Z(z ))@( 3(z0) ) +3(x )¢< 8(=Y) ) 5(27) > 0 , (7.87)
0

where ®(-) and ¢(-) are the standard normal distribution and density function. One can
also express the expected improvement for a weighted sum scalarization in closed form.
Let f be an additional deterministic objective function and A € [0, 1] an arbitrary weight.
The weighted improvement is then of the form

L(2°) = max(zmin — (A Z(EY)+ (11— ) f(xo)),0>, (7.88)

Zmin_>\ Z(xo)_(l_A) f(xo)
A &(xV)

and we have for the weighted expected improvement with K :=

(e 9]

(
— (Zmin —AZ(2"%) = (1-)) f(a:o)> O(K)) + AS(27) /_KA —ee /2 e
(

As with the probability of improvement one want to maximize the expected improvement.
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7.4.2 The EGO Algorithm

The expected improvement function is highly modular,i.e., and in large parts numerically
equal to zero [02]. Therefore, one has to choose a suitable optimization approach to
determine the global maximum of FI. In our case, we follow the Dakota implementation
[57] and use the DIRECT algorithm (Algorithm[6]) for the maximization of EI. The EGO
algorithm as we use it is given as follows.

Algorithm 7: EGO

Data: f (7Vf)7 NLHS; and Nmax.it'

Result: Approximation of a global solution.

Generate a Latin hypercube sampling of size Ny g as an inital sampling X©

see Subsection [7.3.1}

Set [ = 0;

while | < N4+ do

Construct a Kriging model from X®, the MLE of the model parameters is
done with the DIRECT algorithm, i.e., Algorithm [6}

Use the mean Z(t°) and its standard error §2(°) of the Kriging model to
formulate the expected improvement E I ;

Maximize EI on the Kriging model by using the DIRECT algorithm and
attain the solution z®;

Evaluate f (and Vf) at z(0);

Add 70 and F(30) to XD e, XD = XO U (50O, F(30)};

1=1+41;

end

Note that the function f is in our case the weighted sum scalarization J) and the only
stopping condition is a maximum number of iterations N..i. One notable difference
between this formulation of the algorithm, that is based on the Dakota implementation,
and the first version of [92] is that the DIRECT algorithm is used for the optimization.
In [92], this is done by a branch and bound method.

7.5 Coupling With Dakota

In this section, we give a brief overview of Dakota and how we coupled Dakota version
6.12 with an R script that computes the objective function values and gradients of Jy and
J; under Ubuntu 16.04.7 LTS. The Dakota software toolbox (open source under GNU
LGPL) has many capabilities for optimization and uncertainty quantification (UQ). It
includes, see, e.g., [50], 57],

e optimization with gradient and nongradient-based methods;

e uncertainty quantification with sampling, reliability, stochastic expansion, and epis-
temic methods;

e parameter estimation using nonlinear least squares (deterministic) or Bayesian in-
ference (stochastic); and
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o sensitivity/variance analysis with design of experiments and parameter study meth-
ods.

To access the methods implemented in Dakota one has to specify six blocks in the Dakota
input file. These six specification blocks are variables, interface, responses, model, method,
and environment. The relationship of these blocks is described in the user manual of
Dakota [56] as follows. In each iteration of its algorithm, a method block requests a
variables-to-responses mapping from its model, which the model fulfills through an inter-
face. In Figure [7.1] this relationship is visualized. The params and results blocks are
described later on.

Environment

Method
params results
Model
[Variables } [ Interface } [Responses}
\ | — /

Figure 7.1: Relationship between the six specification blocks of a Dakota input file, see
also [56].

These six blocks have to be specified in a Dakota input file, see [56]. In the following,
we show an input file, Figure that we used for the numerical tests and explain based
on that file what the specifications of the blocks mean in our case. For a thorough
introduction we refer to the Dakota user manual [56].

In Figure the environment block states that the results should be saved in a tabular
data file ‘CeramcisRMO0I1.dat’. We had difficulties with this setting. In our case, this
generated empty tabular data files. Therefore, we opt to save the computed values in
the coupled R code. In the method block, the handle efficient_global invokes the imple-
mented EGO Algorithm It includes a LHS as an initial sampling, see [56], for which the
handle initial_samples corresponds to Npgg in Algorithm The handle mazx_iterations
corresponds to Ny,uz.it. The handle use_derivatives incorporates gradient information into
the Kriging model, omitting this handle leads to the standard EGO algorithm without
GEK. The wvariables block specifies our six optimization variables and their ranges, i.e.,
the designspace. In the interface block, the fork handle indicates that an external code
is to be used for the evaluation of the objective function and gradients. This external
code is accessed via the analysis_driver that invokes an Unix-Shell script 'GEKCeramics-
DriverRMO01.sh’ that starts a R script to compute the requested values. In each iteration
i Dakota writes an .txt file params.in.i’ with the variable values for the variables 'x1’,
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environment
tabular_data
tabular_data_file = ’CeramcisRMO01.dat’

method
efficient _global
seed = 123456

use_derivatives

max_iterations = 211
initial _samples = 141
variables
continuous_design = 6
lower_bounds —0.05 —0.05 —0.05 0.05 0.05 0.05
upper_bounds 0.25 0.65 0.25 0.4 0.4 0.4
descriptors 'x17 'x27 'x37 x4’ 'xb’ 'x6’

interface
analysis_drivers = 'GEKCeramicsDriverRMO1.sh’

fork

parameters_file = ’'params.in’
results_file = ’'results.out’
file_tag

file_save

responses
objective_functions = 1
analytic_gradients
no_hessians

Figure 7.2: Dakota input file for EGO with GEK for test case 1.

'x27, 'x3’, 'x4’, 'x5’, 'x6’, which correspond to our six optimization variables, and re-
quests corresponding objective value and gradient evaluations from the analysis driver.
After computing the values the analysis driver writes them also in a .txt file ‘results.out.i’
which then is automatically read by Dakota. The handles file_tag and file_save are of
technical nature and save the .txt files ‘params.in.i” in the workspace such that the R
code can access them. Exemplary ‘params.in.i” and ’results.out.i’ files are depicted in
Figure[7.3| and Figure [7.4l Finally, the response block specifies the requested values. The
objective_function = 1 handle indicates that Dakota expects one objective value for the
variables. Note that there can be more than one objective function value requested de-
pending on the optimization method, e.g., multiobjective optimization methods that are
implemented in Dakota. The following discussion for the gradients handles also applies
for the hessians handles. There are three options for the gradients handle no_gradients,
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analytical_gradients and numerical_gradients, where no_gradients indicates that no gra-
dient information is expected, i.e., EGO without GEK, analytical_gradients implies that
the interface will return gradient information through the analysis driver, and numeri-
cal_gradients approximate the gradients with a finite difference method of Dakota.

6 variables
1.339235474811274¢—03 x1
3.021429777979283e—01 x2
6.396233240499141e—02 x3
2.511367462300498e—01 x4
1.953218475344974e¢—01 x5
2.565019968075593e—01 x6

1 functions
ASV_1:0bj_fn
derivative_variables
DVV_.:x1
DVV_2:x2
DVV_3:x3
DVV_4:x4
DVV.5:x5
DVV_6:x6
analysis_components
eval_id

— O O Ul W N~ O W

Figure 7.3: Exemplary ’params.in.i’ file. The variables are denoted by 'x1’, 'x2’, 'x3’,
'x4’, 'x5" and 'x6’. The functions handle requests the value of one objective
function. The active set value (ASV') indicates which values are expected by
Dakota. It is ASV € {1,2,3,4,5,6,7} and we have for ASV = 1 that the ob-
jective function should be computed, for ASV = 2 the gradient and for ASV =
4 the hessian. A sum of these values indicate that a combination is requested,
e.g., ASV = 3 means that the objective value and the gradient are requested.
The derivative_variables DVV indicate for which variables derivatives should
be computed.

0.207271
[ 0.037847 0.115888 0.075434 0.183707 0.150483 0.177094 |

Figure 7.4: Exemplary ’results.out.i’ file. The first row consists of the objective value,
the second row of the gradient. The gradient is marked by the brackets [...],
hessians would be marked by double brackets [[...][...]...[...]].

7.5.1 Routine for Consecutive Weighted Sum EGO Runs

In this subsection, we describe our implementation to apply EGO for consecutive weighted
sum scalarizations with differing weights. For simplicity we refer to the Dakota input file
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as 'Ceramics.in’ and to the R script that is invoked by the Unix-Shell analysis driver and
computes the objective values and gradients as Driver.R. First, n weights \ are chosen for
which weighted sum scalarizations should be minimized. These weights are saved in a n-
dimensional array named weights. Then, a for-loop over k£ = 1,...,n is initiated, in which
the A that is at position k in the weights array, i.e., A = weights[k], is written in a .txt file
‘weight.txt” and saved in the workspace. Then, Dakota is started and the ’Ceramics.in’
file is executed, i.e., EGO is started. During the optimization ’params.in.i.txt’ files are
written and the analysis driver invokes Driver.R which then reads the ‘weight.tzt’ and
‘params.in.i.trt’ files, constructs the weighted sum scalarization w.r.t. A from ‘weight.tzt’,
computes the objective values and gradients, and subsequently writes results.out.i.txt’
files for Dakota. At this point Driver.R also saves the computed objective values and
gradients in a separate .RData file. This scheme is repeated until £ = n is reached.
Figure [7.5] illustrates this routine.

Routine.sh Driver.R
)
select n read
weights; ) weight.txt,
k=1 /| params.in.i
. )
write bttt —
weights[k] | j;v_ej%_ N i(_ extract
in E A x,i, ASV
weight.txt ! , ﬁ_/
r N —L compute
clean WS; Dakota Ce- _[za_u"_a_r{l&i{l__j_ Driver.R objective
k=k+1 ramics.in | results.out.i | (via sh) values and
L J L J gradients
%—J
save RS]SWG
RData for ; ata,
weights|k] e res
o - i sults.out.i
)
yes N
R stop
stop

Figure 7.5: Routine to apply EGO to consecutive weighted sum sclarizations.

7.6 Numerical Results

In this section, we apply the EGO algorithm with Kriging and GEK as the underlying
surrogate model to our biobjective shape optimization problem (3.11)), respectively, and
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compare the results with the solutions computed in Chapter [3] and Chapter [6] In the
following, the results for the test cases introduced in Subsection and Subsection [4.4.2]
are described.

7.6.1 Test Case 1: A Straight Joint

We take the same specifications as in Subsection [4.4.1]and utilize the weighted sum scalar-
ization Jy = (1 — A\)Jy + AJ; as the objective function that is estimated by the Kriging
predictor (7.67). Following Algorithm [7} we have to choose values for Nips and Nyaxit-
Toward this end, we take the mean numbers of the objective function evaluations and
gradient computations for the gradient descents with the weighted sum scalarization of
Chapter [3] Recall that on average one gradient descent with the weighted sum scalar-
ization, i.e., for one weight A\, needs 93.21 iterations and in each iteration 3.77 Armijo
iterations to compute a solution. This equals on average 93.21 x 3.77 = 351.51 objec-
tive function evaluations, 93.21 gradient computations, and 93.21 + 351.51 ~ 445 total
evaluations. To be able to compare the solutions of EGO with the previously computed
solutions w.r.t. the function evaluations, we set Npps + Npaxit = 445 when utilizing a
Kriging model and Npps + Npaxit = 352 for the GEK approach. The total budget is then
divided into Nygs and Npaxit, where Nppg attributes to 40% and Npayie to 60% of the
budget. Hence, for the Kriging model we set Npgs = 178 and Nyt = 267 and for the
GEK model Npgs = 141 and Ny i = 211, respectively. Furthermore, the design space is
chosen in a way that it contains the starting shape, see Figure [5.1¢ and the solutions of
Chapter [3|and Chapter [6} The lower and upper bounds for the six optimization variables
is given in Table

Variables T =90 |y = oy =P |y = a5 = | 2 =0
Lower bounds | -0.05 -0.05 -0.05 0.05 0.05 0.05
Upper bounds | 0.25 0.65 0.25 0.4 0.4 0.4

Table 7.1: Lower and upper bounds for the optimization variables for the first test case,

see Subsection m

The EGO algorithm is then applied for the weights A € {0.2,0.3,...,0.9}. In Figure|[7.64]
the results of these optimization runs with a Kriging model (purple) and a GEK model
(red) are compared with the weighted sum gradient descent solutions of Chapter (3| (green)
and the Pareto tracing by numerical integration solutions (blue).

Further, in Table the J, objective values, for A € {0.2,0.3,...,0.9}, of the optimal
solutions computed by the four methods depicted in Figure are compared. In Fig-
ure 7.7, some exemplary shapes for these four methods are shown. Solutions of both EGO
methods are not quite straight rods. The Kriging model outperformed the GEK model
for every A € {0.2,0.3,...,0.9}. A reason for this is that EGO with the GEK model had
a smaller budget of iterations than with the Kriging model. Apparently, the additional
gradient information could not compensate for this deficit. All of this, combined with Ta-
ble and Figure [7.6a] clearly shows, that the gradient descent of Chapter [3| and Pareto
tracing by numerical integration of Chapter [6] outperform the EGO solutions, whether
gradient information is incorporated or not. Another observation for both EGO methods
is that for some distinct weights the same local Pareto optimal solution is computed, i.e.,
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solutions of Chapter [3| (green), the Pareto out initial sample recycling (purple) and
tracing by numerical integration solutions with recycling (yellow).

(blue), EGO with a Kriging model (purple)
and a GEK model (red).

Figure 7.6: Comparison of the numerical results for test case 1.

there are less distinct solutions than distinct weights. Furthermore, EGO with a Kriging
or GEK model computed only five distinct solutions for eight different weights, respec-
tively. Dakota also allows to integrate sampling data into the Kriging model, for GEK
this option is unfortunately not available. Doing this comes in our case with an additional
cost of 7 function evaluations that Dakota needs to check the incorporated points. We
used this capability of Dakota to recycle the Latin hypercube sampling computed for the
optimization w.r.t. the first weight A = 0.2, i.e., we incorporated the Nygs = 267 sample
points of this LHS into the models for the weights A € {0.3,...,0.9} and thereby saved
the computational cost of Nygg — 7 = 260 evaluations. Note that, since we save the
computed weighted sum and both objective function values in an separate R file, we can
adjust the weighted sum objective values of this recycled LHS for weight A = 0.2 to the
other weights A € {0.3,...,0.9}. In Figure[7.6D] the results of this approach (yellow) are
shown. The computed solutions coincide with the already computed EGO with Kriging
solutions. As with the non recycled case, the method gets stuck in local minima, i.e.,
eight distinct weights produce only three distinct solutions. This nicely shows that if
gradient information is available a gradient descent with a weighted sum scalarization is
preferable to a global approach like EGO. For both cases a continuation of a solution
with Pareto tracing by numerical integration is in general possible, but since the gradient
descent clearly outperforms EGO, it should be used to generate an initial value for Pareto
tracing by numerical integration method.
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A | EGO:Kriging | EGO:GEK | Grad. Descent | Pareto Tracing
0.2 | 0.14158868 0.15437675 | 0.11969789 0.11890384
0.3 ] 0.13012732 0.14558050 | 0.11438980 0.11392020
0.4 ] 0.13148747 0.13567980 | 0.10592921 0.10539918
0.5 | 0.11583851 0.11985043 | 0.09486769 0.09435064
0.6 | 0.09562510 0.09865657 | 0.08167443 0.08118969
0.7 ] 0.07541169 0.07695466 | 0.06652542 0.06602785
0.8 | 0.05519827 0.05525275 | 0.04925905 0.04870324
0.9 | 0.03122986 0.03266942 | 0.02920745 0.02853962

Table 7.2: Comparison of the objective values of Jy, for A € {0.2,0.3,...,0.9}, of the
solutions computed with EGO with Kriging, EGO with GEK, gradient descent
(Chapter [3) and Pareto tracing by numerical integration (Chapter [6) for test
case 1.

7.6.2 Test Case 2: An S-Shaped Joint

We take the same specifications as in Subsection [4.4.2| and also estimate J, with the
surrogate models. For this test case the gradient descents with weighted sum scalariza-
tions of Chapter [3] needs 106.64 iterations and in each iteration 5.25 Armijo iterations to
compute a solution. This equals on average 106.64 x 5.25 = 560.11 objective function
evaluations and 106.64 + 560.11 =~ 667 total evaluations, i.e., Ny gs + Nmax.it = 667 for the
Kriging model and Nyps + Npaxit = 561 when incorporating gradient information. We
therefore set Npps = 267 and Ny it = 400 for the Kriging model and set Nygg = 225 and
Npaxit = 336 for GEK, respectively. Here, we also ensure that the starting shape , see
Figure and the solutions for this test case of Chapter [3] and Chapter [0 are included
in the design space, see Table [7.3]

Variables v =90 [y =y [ gy =y [ 2y =40 | 25 = 410 | 2 = 410
Lower bounds | 0.1 -0.2 -0.2 0.05 0.05 0.05
Upper bounds | 0.7 0.4 0.4 0.7 0.7 0.7

Table 7.3: Lower and upper bounds for the optimization variables for the second test case,
see Subsection [4.4.2}

For this test case the EGO algorithm with a Kriging model is applied for the weights
A€ {0.2,0.3,...,0.8}. For the GEK runs only the weights A € {0.2,0.5,0.8} are used,
since each computation took over eight days to complete and we see no added insight
from further (time expensive) points. A comparison of the results of EGO computed with
a Kriging model (purple) and a GEK model (red), respectively, weighted sum gradient
descent solutions of Chapter |3| (green) and the Pareto tracing by numerical integration
solutions (blue) is shown in Figure [7.8a] In Table[7.4] the weighted sum objective values
are compared. Exemplary shapes are illustrated in Figure [7.9] As with test case 1 one
can observe that the gradient descent and Pareto tracing by numerical integration method
outperform both EGO methods. The shapes computed by the EGO methods do not really
resemble the shapes computed by the other methods. Here, EGO with a Kriging model
also outperformed EGO with a GEK model.

158



A | EGO:Kriging | EGO:GEK | Grad. Descent | Pareto Tracing
0.2 10.7631164 0.8207741 | - 0.6031819
0.3 | 0.7336212 - 0.5881540 0.5849745
0.4 1 0.7293749 - 0.5521766 0.5498210
0.5 | 0.6637988 0.6887095 | 0.5052462 0.5034985
0.6 | 0.5817372 - 0.4512161 0.4483271
0.7 | 0.4718165 - 0.3872412 0.3849630
0.8 | 0.3592713 0.3828001 | 0.3119188 0.3119188

Table 7.4: Comparison of the objective values of Jy, for A € {0.2,0.3,...,0.8}, of the
solutions computed with EGO with Kriging, EGO with GEK, a gradient de-
scent (Chapter [3) and Pareto tracing by numerical integration (Chapter @ for
test case 2. Note that the weighted sum gradient descent did not converge for
A = 0.2 and is therfore omitted from the comparison.

As with the first test case, we applied the recycling of the LHS approach. The results
(yellow) are illustrated in Figure . The recycling yields better solutions for some
weights for in total less evaluations, but still does not reach the quality of solutions of
the gradient descent with a weighted sum scalarization or of Pareto tracing by numerical
integration.

@ W.s. descent @ W.s. descent
¢ Pareto tracing e Pareto tracing
* EGO:Kriging * EGO:Kriging
* EGO:GEK EGO:KrigingRecycling
3 3
o B o
i) X ~
ST i 3
3 \
\ 7\\
N e o
o o
S
T T T T T T T T T T T T T T
0.6 0.8 1.0 1.2 1.4 1.6 1.8 0.6 0.8 1.0 12 1.4 1.6 18

Jo Jo

(a) Comparison of the objective values of Jp
and Jj of the weighted sum gradient descent
solutions of Chapter [3| (green), the Pareto
tracing by numerical integration solutions
(blue), EGO with a Kriging model (purple)
and a GEK model (red).

(b) Comparison of the objective values of Jy
and J; of EGO with a Kriging model with-
out initial sample recycling (purple) and
with recycling (yellow).

Figure 7.8: Comparison of the numerical results for test case 2.

Wrapping up, one can conclude that for our biobjective shape optimization problem
where gradient information is available, a gradient descent with a weighted sum
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scalarization (Chapter 3] and afterwards applying Pareto tracing by numerical integration
(Chapter |§[) to the solution is preferable to a global approach like EGO. In aerodynamic
design problems similar observations were made. In [I53], a gradient descent method also
outperformed an evolutionary algorithm, strengthening our argument for the inclusion of
gradient information when available.
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Figure 7.7:
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Exemplary solutions for test case 1 of the weighted sum method (row 1),
Pareto tracing (row 2), EGO with Kriging (row 3) and GEK (row 4) for the
weights A = 0.2,0.5,0.8.
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Figure 7.9:
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8 Conclusion and Qutlook

In this chapter, we give our conclusions and an outlook for each of the gradient-based
optimization methods considered in Chapters [}, [, and [7] separately. Note that some
parts were already published in [46], [T9].

Gradient Based Biobjective Shape Optimization to Improve Reliability and Cost of
Ceramic Components

We have developed a modelling and solution approach for biobjective PDE constrained
shape optimization of ceramic components. The mechanical integrity of the component on
one hand, and the cost of the component on the other hand, were considered as two pivotal
optimization criteria. A probabilistic approach was used to assess the mechanical integrity
(i.e., the reliability) of the component, which allows, in combination with a finite element
discretization and an adjoint approach for gradient computations, the efficient calculation
of derivative information. Approximations of the Pareto front were computed using two
different approaches: (1) parametric weighted sum scalarizations in combination with a
single objective gradient descent method, and (2) a biobjective descent algorithm with
parametric scalings of the objective functions. Numerical results for 2D test cases visualize
the trade-off between the reliability and the cost, and hence pave the way for an informed
selection of a most preferred design. A generalization to 3D shapes seems possible and is
the next natural step. Moreover, further optimization criteria like, for example, reliability
w.r.t. other loading scenarios, minimal natural frequencies, and/or efficiency criteria, can
be included into a general multiobjective shape optimization problem.

Pareto Tracing by Numerical Integration

We have presented a novel approach for approximating the Pareto front by tracing it
using numerical time integration. The optimality conditions of a scalarization .J, were
differentiated w.r.t. the scalarization parameter A to obtain an implicit ODE describing
the front. If second order optimality conditions are fulfilled, an explicit ODE is obtained
with a Lipschitz right hand side and the existence and uniqueness of the solution that
is a representation of the Pareto front was shown. The smoothness of the Pareto front
depends on the smoothness of the objective function. Further, we have shown how this
extends to e-critical starting points. The use of standard explicit Runge-Kutta methods
was established and the well-known convergence estimates can be applied. The technique
was demonstrated for a simple biobjective convex quadratic optimization problem, as well
as for problems originating from shape optimization.

We have not yet covered the effects of using adapted and/or adaptive step sizes in A,
e.g., in order to obtain equispaced points on the Pareto front. Different approaches are
possible in this respect, see, for example, [53,[132]. Further, we will extend the approach to
constrained problems via KKT conditions, and also consider other scalarizations. While
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we have only considered the biobjective case here, the approach can also be used to handle
more than two criteria. In the case of ¢ + 1 criteria, the front can be described by a ¢-
dimensional functional (using again, e.g., weighted sum scalarizations with ¢ independent
scalarization parameters) that can be obtained numerically using a g-dimensional mesh
and numerical integration starting from some mesh point. This will also be considered in
the future.

EGO and Gradient Enhanced Kriging

We have applied state of the art methods, i.e. the surrogate model based global opti-
mization methods EGO and EGO with GEK, to benchmark the results obtained with the
weighted sum method of Chapter [5| and Pareto tracing by numerical integration of Chap-
ter [0l The expected improvement was maximized on the Kriging surrogate model which
was fitted with (EGO with GEK) and without (EGO) gradient information, respectively.
The DIRECT algorithm was used for the maximization of the expected improvement and
the maximum likelihood estimation which is needed for the construction of a Kriging sur-
rogate model. The achieved results with these benchmark methods were all dominated by
the results obtained in Chapters[5land[6] Thus, we conclude that if for a problem gradient
information is available it may be favorable to distribute the computational budget more
toward gradient descent and gradient-based continuation methods than commonly used
surrogate model based methods.

We have not yet considered other state of the art methods like, e.g., biobjective evolution-
ary algorithms, as additional benchmark methods. In future work, it would be of interest
to compare the results of Chapters [5] and [6] with more benchmark methods to have a
clearer insight on the performance of gradient-based biobjective optimization methods.
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