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Abstract

For industrial applications CFD-simulations have become an important addition to ex-
periments. To perform them the underlying geometry has to be created on a computer
and embedded into a computational mesh. This mesh needs to meet certain quality cri-
teria. This mesh needs to meet certain quality criteria, which are not commonly met
by many conventional mesh-generation tool. However, automated tools are necessary to
simulate experiments with a time-dependent geometry, for example a rising bubble or
fluid-structure interaction.

In this thesis, we study the automatic optimization of a mesh by minimizing a neo-
hookean hyperelasticity model. The aim of our mesh optimization is to either smoothen
a mesh, or to adapt a mesh to a given geometry. In the first part of the thesis we propose a
specific energy model from this class and investigate if a solution to the minimization of
this specific energy exists or not.

To solve this minimization problem we need to develop an algorithm. After this we have
to investigate if this specific energy function fulfills all requirements of this algorithm.
The chosen algorithm is an adaptation of Newton’s method in a function space. To global-
ize the convergence of Newton’s method we use operator-adaption techniques in a Hilbert
space. This makes the algorithm a Quasi-Newton-Method. We proceed to add other ele-
ments that are known from optimization so that the algorithm becomes even more robust.
Finally we perform several numerical tests to investigate the performance of this method.
In our studies we find that for a certain set of parameters the solution of the minimization
problem exists. This set of parameters is limited, but the limits are reasonable for most
practical use-cases. During our numerical tests we find the method to be stable and robust
enough to automatically smoothen a mesh, but to adapt a given mesh to a given geometry
our results are unclear: For simulations in two dimensions, the developed method seems
to perform well and we get promising results with even just a type of Picard-iteration. For
simulations in three dimensions, some adaptations might be necessary and more tests are
required.
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Introduction

In modern science and engineering it is common practice to use computer simulations to
predict results. To do so, the physical properties of something have to be modeled. This
model is then implemented in special software where it is solved. If one is not familiar
with this topic this sounds like an easy step, but it is actually quite challenging. One
example to think of is the simulation of a car in a wind tunnel. First of all, the physical
behavior of this is modeled by partial differential equations (PDEs), the Navier-Stokes
equations. Additionally, the software also needs to ,.know‘* about the wind-tunnel and the
car. To keep this picture as simple as possible, a real-world-task that can be compared to
this would be to fill everything of the wind-tunnel that is not part of the car with for exam-
ple cubes. In a software-package, the cubes are called ,,elements* and the ,,net“which is
defined by the edges and vertices of the cubes is called ,,mesh*. The challenge is that for
most software-packages the cubes have to share all their vertices with their neighboring
cubes.

To avoid this kind of problem, other techniques (for example fictitious boundary methods)
have already been developed that could be applied. These techniques can be applied by
using a mesh that has an easy structure and is generated very easily. Examples of these
techniques can be found in [TWRO3], [BCDO9], [LVO7] or [MIOS]. These approaches
have in common that they introduce a new type of error: How good can the geometry be
represented in these type of meshes?

When the simulation is run on a computer, it is intuitive that smaller elements provide a
finer resolution of the solution which might be necessary to capture some important ef-
fects. The drawback of a finer resolution is that the simulations take much more time. To
account for this, it is common to create a mesh that is fine only where it needs to be and
coarser everywhere else.

Both of the goals can be achived using the so-called h-adaptivity which is a powerful tool.
h is usually a measurement for the size of the elements, and h-adaptivity roughly works by
locally refining (and thus inserting) or merging elements. Some aspects of it are described
in [Ban91l]. However, this method also has some disadvantages. The most notable one
is that either the software needs to be able to handle so called ,,hanging nodes* (a vertex
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Introduction

of one cube is in the middle of an edge or a face of another cube) or is limited to a very
specific pattern of inserting new elements (which avoids ,,hanging nodes®, but to achieve
this it has to refine a larger area than desired).

In this work, we will not study one of the mentioned methods. Instead, we will focus
on another method: r-adaptivity. The idea of this method is that instead of adding new
vertices (which is what h-adaptivity does) the already existing vertices are moved so that
a better approximation of a geometry or a high resolution mesh in regions of interest is
possible. The main advantage of this method is that the connectivity of the vertices does
not change. This makes it an attractive method for time-dependent simulations where the
geometric setup changes over time, for example a moving object like a rising bubble: Be-
cause the connectivity of the vertices does not change, many datastructures can be reused
for each timestep. R-adaptivity can also be combined with fictitious boundary methods.
This can be a powerful combination: In the first step one creates a simple mesh, and
subsequently it gets adapted in every timestep. By doing so, the error that the fictitious
boundary method introduces due to its lack of representing the correct geometry can be
reduced to a great extend.

However, this leaves the question: How do we move the vertices? In two dimensions
we can directly spot a problem: If we move one vertex of a square onto the diagonal of
the square, then this square becomes a triangle. Most simulation codes cannot deal with
such a situation. And are there other criteria that decide if a mesh is ,,good* or ,,bad*“? In
this work, we are going to discuss these questions and present an algorithm that solves
this problem. The idea to some of the content of this work is the result of some discus-
sions with Jordi Paul after he finished [Paul7l]. This thesis is extending his work in some
way by investigating another functional with different properties. Since we worked at
the same chair and used the same software to work on similar topics (both of us had the
same goal: creating a smooth mesh in the software that is developed at the chair, but Jordi
Paul used a different energy that has different properties) some parts from this thesis can
be more or less identical to his thesis, for example geometry definitions, definitions of
finite elements, interpolation estimates, quotes on existence theorems etc. In this work,
follow this approach but are going to choose a different functional with different proper-
ties. Our main goal is to extend this framework and incorporate Newton’s method as a
solver for the nonlinear problem. Newton’s method seems promising because of its fast
local convergence, but it is also challenging at the same time because this convergence is
only guaranteed if we are close enough to the solution of the problem. Therefore, we are
going to investigate the properties of the chosen functional, Newton’s method and other
components from the field of optimization to compose a robust solver for this nonlinear
problem in a function space. This is a challenge on its own because most of the time, the
algorithmic approaches assume a function F : RV — R. While this assumption is often
true after the discretisation (which is necessary to solve a problem on a computer), many
of these methods modify the hessian of the functional. While this seems viable at first, it
becomes a challenge to store the matrix: If the original hessian is sparse, after a few steps
with these modifications it becomes a dense matrix. While we could try some so-called
low-memory-versions of these modifications, we instead approach the problem in a func-
tional space and discretise the result so that we still have a sparse problem.

This work is structured as follows: In Chapter [2] we are showing theorems from the dif-
ferent mathematical fields and from nonlinear continuum mechanics so that we have a




common base. This base is formulated as seen from someone with a background in the
field of numerics, someone with a different background might choose this different. Af-
ter this we are discussing the basics of PDE-based meshoptimization and meshquality in
Chapter 3| Since this is PDE-based we also have to discuss the conditions for the exis-
tence of one optimal mesh and line out an algorithm how to compute it. This outline is
used to find additional requirements that are imposed by the algorithm (for example on
second derivatives). After we have collected all constraints we are analyzing our chosen
energy functional in Chapter 4 In Chapter [5| we then present the final implementation
of the algorithm, validate it, use it to smoothen meshes and study its properties. After
we know that it works in this case we modify it in Chapter [] to adapt meshes to a given
geometry. Finally, we will briefly summarize the work in Chapter [/|and give an outline
of other ideas that could be tested as well.




CHAPTER 1. Introduction




Preliminaries

In this chapter we are going to establish some basic notation and recap some definitions
and key theorems that we are going to use. This work was done at a numerics-oriented
mathematical chair, so we focus our recap on other fields of mathematics and mechanics.
However, we also present some definitions and theorems that are familiar in numerics to
establish the notation.

2.1. Matrices and Tensors

For A € R™*" (the vector-space of real m x n matrices) its elements will be denoted by
A;j. Equipped with the inner product

M=

(A,B)=A:B=

1

n
1j=1

this vector-space becomes a Hilbert-space.
For square matrices A € R"*" we define

* Tr as the trace-operator with Tr(A) =Y Aj;
* det(A) as the determinant of A
* GL,:={A € R™"|det(A) # 0} the general linear group of invertible matrices

o SL,:={A € R""|det(A) > 0} the special linear group of invertible matrices with
positive determinant

* SO, :={A € R""|ATA = Id,,,det(A) = 1} the special orthogonal group

* Cof(A) as the cofactor matrix. Let A("/) € R"~1*"~1 pe the matrix obtained from A
by deleting row i and column j. Then Cof(A); ; = (—1)"*/ det(A(/))
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The inner product and the trace have the following properties:
A:B=B:A
A:B=Tr(AT -B)
The trace-operator also is invariant to cyclic permutations, which means that

Tr(A-B) = Tr(B-A)
Tr(A-B-C) =Tr(C-A-B) =Tr(B-C-A)

Therefore, the following identity holds as well:
A:B=B:A=Tr(B"-A)=Tr(A-B")

The three principle invariants of a three-dimensional tensor A are

I} =Tr(A) (2.1.1)
L= %((Tr(A))Z —Tr(A?%)) = Tr(Cof(A)) (2.1.2)
I = det(A) (2.1.3)

2.2. Functionals and derivatives

Since we later are going to discuss minimizing an energy functional we need to remind
ourselves of differentiation in Banach spaces.

Definition 2.1 (Directional derivative): Let X, Y be real normed vector spaces and Q C X
anopensubset, xe X, he X, teRand F: QY. If

F(x+th) — F
F () = lim ) =)
™0 T

exists then F’(x)h is called the directional derivative of F at x in direction h

Definition 2.2 (Gdteaux-derivative): Let X, Y be real normed vector spaces and Q C X
an open subset, x € X, h€ X, t€ Rand F : Q — Y. If F/(x)h exists and there exists
A e L(X,Y) with

F'(x)h=Ah VYheX
then F is Gateaux-differentiable in x and A is the Gdteaux-derivative of F in x.

Note that if F : X — R then F’(x) € L(X,R) which is X*. We will define X* in Definition
2.8l

Definition 2.3 (Fréchet-derivative): Let X, Y be real normed vector spaces and Q C X
an open subset, x e X, h€e X, t€Rand F : Q+— Y. If F/(x)h exists and there exists
A e L(X,Y) with
F'(x)h=Ah VYheX
||F(x+h)— F(x) —Ah||
||| 13|10

then F is Fréchet-differentiable in x and A is the Fréchet-derivative of F in x.




2.3. Function spaces

When comparing the Gdteaux- and Fréchet-derivative we notice that they are defined
similarly, but the Fréchet-derivative adds a constraint to the operator A. Therefore, we
can conclude that they are calculated in a similar manner and after this we check if this
constraint is fulfilled or not. There are many cases where this is not practical, and another
way of checking the if the derivative is a Fréchet-derivative is the following theorem:

Theorem 2.4: If the Gareaux-derivative F'(x) exists in some neighborhood of x and is
continuous at x, then F is also Fréchet-differentiable at x and F’(x) is also the Fréchet-
derivative.

Proof. The proof can be found in [Pat18, Th. 3.3] [

Remark 2.5 (Second derivatives): If F : Q C X — Y and F’(x) € L(X,Y), then we can
apply the same definitions on the operator F'(x) to define the second derivative. The
resulting operator F”(x) € L(X,L(X,Y)) is applied by (F”(x)h;)h, and obviously needs
two directions. We can also denote it as F”(x)[h1,h,] and we should mention that it is a
bilinear form (in /; and /y). Note that for Fréchet-differentiable functionals the second
derivative is a symmetric bilinear form [Pat18, Th. 3.11]

2.3. Function spaces
Definition 2.6: Let Q C R”. We define the space C°(Q) by
Co(Q):={f:feC”(Q)|supp(f) is compact}

Definition 2.7: Let Q C R", k € N, p € [1,0]|. We define the space L”(Q) by the space of
equivalence classes of functions f : Q — R that only differ on K C Q with |K| =0 and
fulfill || ]| r(q) < o with

1
Pdx)r  for oo
||fHLI’(Q): (Jo [f1Pdx) p#
esssup | f] for p=oo
We also need to remember the definition of the dual space:

Definition 2.8: Let X be a a banach space. Its dual space X* is the space of all linear
continuous functionals x* : X — R with the norm

||| = sup{ " ()] [x € X, [[xf[x < 1}

We will denote the application of x* on x also by (x,x*) or (x*,x) and call this the dual
pairing. [Sch, p. 69]

Definition 2.9: The equation
(" Jex) e xo o= (X, X7 ) x x+

for x € X and x* € X* defines an isometric mapping J, € L(X,X**). A banach space X is
called reflexive if the mapping J; is surjective.
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[Alt12] Def. 6.7]
To specify the derivatives in the n-dimensional case we need the so-called multiindex: For
o= ((xl,...,(xn) € N" we set

jof ==Y oy ol :=JJou!
7 i

With the multiindex we set

ol 7 ol 7
D%f:=D{'Dy*---Dy' f = =
L A X X P RN .7

and define the set of all partial derivatives of order k with
DFf:={D%f : o =k}
Definition 2.10: Let Q C R", k € N, p € [1, 0] The Sobolev-Space WkP is defined by
WEP(Q,R) := {u € LP(Q,R)|D% € L”(Q,R) Vo € N", |at| < k}
with the norm

lullwe = ¥ 1D
|ou| <k

and the seminorm

ulwer =Y [[D%ullLr

|o|=k

An alternative and equivalent norm and seminorm is given by

[l = X ID%ul[Z
|o| <k

ulyep = X ID%|7
o=k

These Sobolev-Spaces are Banach-Spaces [Schi. For p = 2 we denote H* := W*?. Note
that H* equipped with the dot-product

(f.8)m =Y, (D*f,D%)2 =) /Q D*fD%

o] <k ot <k

is a Hilbert-space. In this case the alternative norm is actually the naturally induced norm
from this dot-product which is why for H* it is the preferred choice.

Definition 2.11: Let Q C R”, k € N, p € [1, 0] The Sobolev-Space W(f 7 is defined by

W (QR) i= {u € WH(Q.R)Buj € C7(Q) = ujllyer —— 0}

Note that if Q is bounded, the W*?(Q,R) seminorm is a norm on W(f P(Q,R) that is
equivalent to the standard norm [AFOS8, Cor. 6.29]

8



2.5. Specialisations for Hilbert-Spaces

2.4. Specialisations for Hilbert-Spaces

In our case we will apply all previous definitions on a functional F : H(} — R. Since H(}
is a Hilbert space we can use the Riesz representation theorem and reformulate a some of
these theorems a definitions.

Theorem 2.12 (Riesz representation theorem): Let X be a Hilbert space. Then for every
x* € X* there exists a unique Riesz representative x € X such that

X (z)=(xz2)xx VzeX

Furthermore, ||x||x = ||x*||x*

Proof. The proof can be found in [Cla20, Th. 16.1] L]

Since this is an isomorphism we can identify the dual space of a Hilbert space with the
Hilbert space itself.

With this in mind let us again have a look at Definition : For F: X — R F'(x) € X*.
But if X is a Hilbert space, we can identify X* with X, so we can actually calculate a
Riesz-representative of F’(x) that is in X. We can also have another look at Rernark
If F”(x) € L(X,X"), then we can identify this with IL(X,X). Note that this view is focuses
on its behavior if one argument is provided. If you focus on the way this operator behaves
if both arguments are provided, this is in the form F” (x)[h;, ;] : X x X — R while being
linear in 47 and Ay, so it is a bilinear form.

2.5. Optimization

Now let us recall some theorems and definitions from optimization. We are going to min-
imize, so let us just define the minimum and remind us on the conditions for its existence.
For this part we assume that X is a Hilbert space.

Definition 2.13: Let f : X — R. x € X is called a (local) minimum if f(x) < f(y) Vy¢€
Be(x) for some € > 0

Definition 2.14: A functional f : X — R is called weakly lower semicontinuous (w.l.s.c.)
if for every weakly convergent sequence x,, — x in X it follows that

£(x) < liminf £(x,)

[DLRI1S, Def. 3.2]

Theorem 2.15: If f: X — R is w.l.s.c. and radially unbounded, i.e.

lim f(x) = +eo
||l |—ee
then f has a global minimum.
Proof. The proof can be found in [DLR15} Th. 3.1] [
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If the functional is directionally differentiable then we can formulate the following con-
dition:

Theorem 2.16 (First order neccesary condition): Let C C X be a nonempty subset of the
real normed space X and F : C — R.

For x € C the direction v —x € X is called admissible if there exists a sequence {t, },en
with 0 <7, — O such that x+1,(v—x) € C Yn € N

Suppose that ¥ € C is a local minimum and v — X is an admissible direction. If F' is
directionally differentiable at ¥ in direction v — X then

F'(x)(v—x)>0
Proof. The proof can be found in [DLR15, Th. 3.2] O

In numerical algorithms it is difficult to work with a variational inequality. In the uncon-
strained case it is easy to obtain the equation F'(x)h = 0Vh € X, but this will not help us
much. However, if the optimum lies in the interior of a domain this holds true as well:

Corollary 2.17: If the conditions of Theorem hold and x lies in the interior then
F'(x)h=0Vhe X

Proof. Let us define the directions v(g) = X+ €h and w(g) = X — €h.
We can find € > 0 so that both directions are admissible directions for the variational
inequality. Therefore

Therefore, F'(¥)h =0 O

There are many possible ways to find the minimum, but we will focus on a descent
method.

Definition 2.18 (Descent direction): For F : X — R and a given iterate x; we call §; a
descent direction if

F(xk +68k) < F(xk)
for some ¢ > 0 and all & with 6 > & > 0. o is called the step size.

Lemma 2.19: If the directional derivative in F’(x;)d; exists Definition implies that
Jy. is a descent direction < F”(x;)d; < 0.

Proof.
F (x4 0d) < F(xx)

because ¢ > 0:

F(xk —+ (58]() — F(xk)
(0

<0

10
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Since this should hold for some ¢ > 0 and all & with ¢ > & > 0O this holds true when we
take the limit for ¢ — 0.

Also, if F'(x;)d; < 0 we know that the directional derivative exists. By definition this
means that

F(xk +(58k) — F(xk)

F'(x) 8 = li <0
<Xk) k Glg}) 9
For o sufficiently small this means that F (x; + 60;) < F (xz). O

One obvious choice for d is the direction of —VF (x;). This leads to the so called steepest
descent or gradient method. Note that in this context, VF(x;) actually means its Riesz
representative (compare Theorem[2.12). (see [DLR15, p. 44f]) A more general approach
to the descent directions are the so called gradient related descent directions which should
satisfy the so called angle condition

Definition 2.20 (Angle condition): For F : X — R a descent direction Jy satisfies the angle
condition if

—(VF(xx),8c)x =|VF (xi)|[x[|8][x 25.1)
for somem € (0,1)
This condition has a geometrical interpretation: for F : R? — R,

—VF )
COS(G) _ ( (xk)7 k)X
[IVF (xic) ||x |18k | x
where 0 is the angle between the antigradient and the direction d;. [DLR13, p. 45] There-

fore, with 1 one basically chooses ,,how much J; should point in direction of —VF (x;)*,
somn > 01is a very common choice. The optimal step width Gop would be the ¢ with

Gopt = argmin F (x; + 6dy)
ceR

but since F is generally nonlinear, this usually is too expensive to calculate. Instead, one
usually uses a so called line search method. Generally we require the step width o to
fulfill the following properties:

F(xk + Gk8k> < F(Xk) Vk=1,2,... (2.5.2)

VF(x;),0
F(x+0di) = F () — 0= ( ||<g1]:|)|x K)x —

0 (2.5.3)

With these requirements to the step width we can write up a general descent algorithm:

Algorithm 2.1 General descent algorithm

Choose xg € X and set k =0
repeat
Choose a descent direction §y that fulfills the angle condition (2.5.1)
Find o such that the properties (2.5.2)) and (2.5.3)) hold
Set xp+1 = xx + OOk
Setk=k+1
until stopping criterion

11
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Theorem 2.21: Let F be continuously Fréchet differentiable and bounded from below.

Let {x¢}, {8} and {ox} be sequences generated by Algorithm 2.1] with (2:3.1), (2:3.2)
and (2.5.3) holding. Then

lim VF (x) =0

k—>oo

and every accumulation point of {x;} is a stationary point of F.
Proof. See [DLR15, Theorem 4.2] O

There are many possibilities to calculate the step width. The one we are using is the so
called Armijo rule.

Definition 2.22: Let X be a Banach space, F : X — R Fréchet-differentiable, x; be the
current iterate, Oy a descent direction. A step size oy, satisfies the Armijo condition if

F(x¢) — F (xx +610) > Borx(—VF (xz),0) (2.5.4)
with 3 € (0,1). A common choice is § = 1072,
Using the notation ®(c) := F(x; + 60;) the Armijo-Condition can be rewritten as
(o) < B(0) + B/ (0)

[DLRI3, P. 47].

Theorem 2.23: Let X be a reflexive Hilbert space, F' : X — R Fréchet-differentiable, x;
be the current iterate, 8 a descent direction, o € (0,1), B € (0,1). The Algorithm

1. Choose an initial step width ¢ and some value for
2. If o does not fulfill the Armijo-condition update ¢ with ¢ = aC.
to calculate a step size that fulfills the Armijo-condition converges.
Proof. All the algorithm is doing is taking the limit for 6 — 0 on (2.22)). The existence of

the Fréchet-derivative implies the existence of the limit

lim F(xi) — F (xx + 08)

= —F'(x)8
c—0 (0 (xk) k

Because Jy is a descent direction we know that —F’(x;)d; > 0 and —(F’(x;),8) > 0.
B e (0,1),s0 —F'(xx)0 > —BF’(xx)8. Therefore, there exists 6* such that

F(x;) — F(xx +00) > Po(—VF(x),8) Vo € (0,6%)

12
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A common choice is o = 0.5. In the rest of the work we will use both common choices
for oe and B. An alternative line search method would be to meet the Wolfe-conditions

F(xg) — F (xg + 0k ) > Bok(—VF (xx), 8 )
(VF(xk —|—Gk8k),8k) > Bz(VF(xk),Sk)

or the strong Wolfe-conditions (see [DLR15, page 49])

F (x) — F (xx + 0x0) > Bor(—VF (xx), 6)
|(VF (xic+0ki), 8) | = B2 [(VF (xk), 8))|

with 0 < B < B2 < 1. Because the condition (2.5.3)) is more difficult to show in practice
we also note

Theorem 2.24: Define the level set
Ny :={x+d:F(x) <F(x0), |ld||<p}

for some p > 0 and let VF be uniformly continuous on it. If the iterates generated by
Algorithm 2.1 with {o}} satisfying the Armijo condition (2:5.4) are such that

—(VF (xt),0)

[18[| =
18 ||
then {oy } satisfies (2.5.3).
Proof. See [DLR15) Proposition 4.1] OJ

This can easily be checked after the computation.

2.6. Nonlinear continuum mechanics

Since this work uses some ideas from nonlinear solid continuum mechanics we also need
to establish some basic terminology here. If not stated otherwise we follow [Cia88, Ch.
1]. In the field of mechanics the body € ,,before it is deformed* is said to be the reference
configuration, and because the whole body with its surfaces is subject to the deformation
a mapping is applied onto Q.

Definition 2.25 (Orientation preserving): Let y: R” — R”, y € C!. yis called orientation
preserving if detVy > 0.

Definition 2.26 (Deformation): A mapping y: Q@ — R? (where d is the spatial dimension,
so usually 3) that maps the reference configuration onto a new configuration is called
deformation if it is smooth enough, injective (except possibly on the boundary of Q) and
orientation preserving.

This is not a sharp definition as it misses the regularity, but this is mainly because there
exist some applications that require higher regularity than others so this is depending on
the application itself.

The deformation gradient is defined by the following definition:

13
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Definition 2.27 (Deformation gradient): For a given deformation vy the deformation gra-
dient is defined by

VYi.j =9

The models that are used in mechanics should not depend on the motion and position of
the observer. A model that fulfills this property is called objective. In the case of energy
functionals one can show that this is the case if the energy functional depends on the right
Cauchy-Green strain tensor:

Definition 2.28 (Right Cauchy-Green strain tensor): For a given deformation y with the
deformation-gradient Vy the right Cauchy-Green strain tensor is defined by C := Vy! V.

If a configuration of a body gets deformed, its energy-state changes. A way of modeling
this is to define an energy functional. This energy functional assigns the ,,deviation from
the reference configuration® (as this is basically what the deformation is) a number. For
obvious reasons, this number should be objective which is why we are going to use an
energy that depends on the right Cauchy-Green tensor.

2.7. Geometric entities and meshe

Definition 2.29 (s-dimensional Simplices): Let s < d and ay,...,a, € R? such that Vi €

{1,...,s} (ai —ap) are pairwise linearly independent.
1) The set
N N
Si=qxeR’:x=Y Na; with YA =1 and}; > 0Vi 2.7.1)
i=0 i=0
is called a (non-degenerated) s-dimensional simplex in R¢ and ay, . . . ,as are called

its vertices.
ii) The A; from are called barycentric coordinates of x with regard to S.
iii) Forr € {1,...,s} and aj, ...,a, € {ao, . ..as} pairwise unequal
r r
S = {x eR?:x=Y Naj with } A =1 and }; > OVi}
i=0 i=0

is called r-dimensional sub-simplex of S.

iv) The s-simplex defined by ap =0, a; = e¢; Vi =1,...,s is called the s-dimensional
unit simplex and denoted by S with the points £

I'This section follows a similar section in [Paul7l] because we used the same software and worked at
the same chair

14



2.7. Geometric entities and meshes

v) The mapping T : § — S defined by

is called the parametrization of S over S. Because it is linear it is called the P;-
parametrization or -transformation.

Because of the linearity of the IP|-transformation the simplices have straight edges. In
contrast to the simplices the hypercubes are more difficult to describe. The reason for this
is that there are no barycentric coordinates for hypercubes.

Definition 2.30 (s-dimensional Hypercube): Let s < d and ag,...,a_| € R4

i) The set O := [—1,1]" is called the s-dimensional reference hypercube. For s > 1 its
faces (or (s — 1)-dimensional sub-hypercubes) are

s=2
Oy = [-1,1] x {-1} 0 = [-1,1] x {1}
Q&Z{—l} x [=1,1] 05 = {1} x [-1,1]
s=3
O =[-1,1]x[-1,1] x {~1} O =[-1,1]x [-1,1] x {1}
05 = [~1, 1] x{=1} x[~1,1] 0y = [-1,1] x {1} x [-1,1]
Oy ={-1} x[-1,1]x[-1,1] 05 = {1} x [-1,1] x [-1,1]

For s = 3 the 2-dimensional reference sub-hypercubes Q;( are 2-dimensional ref-
erence hypercubes embedded into 3d so their faces are well-defined and form the
1-dimensional reference sub-hypercubes of Q3.

i1) Let us define the following functions ®; : QAS R4 i=0,...,2¢—1 by

d=1
@0(0) = 5 (1 —5) @1 (5)= 5 (14+5)
=2
W)= (1-8)(1-8)  @i(0)=70-%)(1+&)
®20)= 1+ (1-8) (0= (1+5)(1+)
d=3
By (%) = é(l—xo)(l—ﬁl)(l—)?z) O, (%) = %(1+xo)(1—£1)(1—@)
@2(2):%(1—x0)(1+x1)(1—)€2) ®5 (%) = %(1+XQ)(1+£1)(1—)?2)
®4(8) = 5 (1-50) (1 —20) (1+82) @5 (8) = £ (1450) (1~ 1) (1 48
P (8) = 5 (1-80) (1480) (1482) B (8) = £ (1450) (1481) (1 482

15
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Let ag,...,ar_1 € R¢ and define

251
T:0,—-RIT(H) =Y &#H)a
i=0

and Q:=T (Q) Q is called non-degenerated d-dimensional hypercube if and only

if
~ | VT (X) € GL =d
VieQ: Of)T dA >
VT (%) VT () e GL; s<d
The points ay, . ..,ars_1 are called the vertices of Q and T is called the parametrization of

QO over Q Because it is a bilinear we call it the Q-parametrization or Q{-transformation.
Forl € {0,...,2s—1} the sets 7(Q;) are called (s-1)-dimensional sub-hypercubes and are
not degenerated if Q is not degenerated.

It is possible to show that the Q;-transformation 7 : Q — Q is linear if and only if Q is a
parallelpiped.

Definition 2.31: Let K C R?
i)
h(K) := sup{||x; —xo|| : x0,x1 € K}
is called the diameter of K
ii)
p(K) :=2sup{r:3x:B,(x) C K}
is called the in-circle diameter of K.

iif)

is called the aspect-ratio of K

Later, we will also use ¢ as a symbol for a step-size, but from the context it should be
clear which meaning G has.

Definition 2.32 (conformal mesh): Let Q C R? be a polygonally bounded domain. A
finite set T of d-simplices or d-hypercubes is called partitioning of Q or mesh on  if and
only if Q = UgcgK

This mesh is called conforming if and only if

i) VKo, K1 € T, Ky # Ky: Iofoﬂf(l =0

16
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ii) VKy € T: V(d — 1)-dimensional sub-simplices or sub-hypercubes K’ of Ky: K' C
dQ or 'K} € T\ {Ko} such that K’ is a (d — 1)-dimensional sub-simplex or sub-
hypercube of K.

Definition 2.33: Let (7;);cry be a family of meshes. It is called a regular family of meshes
if and only if

i) sup{o(K):K € UienTi} =10 < o
ii) For h(T;) := maxgeg, h(K) it holds that
lim h(T;) = 0

i—roo

2.8. Finite Elements and parametric families of finite ele-
ment spaces

This section follows [Paul7, Section 2.3] which in itself follows [[Cia78, Chapter 2]

Definition 2.34 (Finite Element): Let K C R4 be closed, K #+0, 0K € %l Let P be
a space of real-valued functions defined over the set K and X be a finite set of linearly
independent linear forms ¢;, 1 <i < N defined over the space P. Let further be

Vou,...,oyeR: lpeP: Vi=1,...,N:0i(p) =
meaning that X is P-unisolvent. Furthermore, ky := max{k;: i=1,...N} and £ C C¥(K)
i) The triple (K, P,X) is called a Finite Element.
1) The linear forms ¢; are called the degrees of freedom.

iii) The functions p; € P; i € {1,...,N} satisfying ¢,;(p;) = 8;; which exist and are
unique due to the P-unisolvence are called the finite element basis functions

By definition, we have dimP = dimX = N and
N
VpeP:p=Y 0i(p)pi
i=1

Other common names for the degrees for freedom are node functionals or dual basis.

Definition 2.35 (P-Interpolation-Operator): For a finite element (K, P,X) and a function
v € Gk (K) define the P-interpolant Ipv by

N
Ipv="Y 0:(v)pi
i=

Ipv € P is unambiguously defined because of the P-unisolvence of X.

Definition 2.36: Let (K;, Pk, Xk, )icn be a family of finite elements. It is called regular if
and only if

17
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i) 0:=sup;cn0(Kj) < oo
i) lim; e h(K;) =0

Definition 2.37 (Equivalent finite elements): Let the reference finite element (K, P,%) be
given. Let K C R? be open and T : K — K be a diffeomorphism such that Vi =1,...,d :
R; € Gwithdm € N: G C P, (S). Define

P.:={p:K—=R: HﬁEIS:p:ﬁoTk_l}
Y= {®(poT;): dex}
Then (K, P, Xy) is called
i) affine equivalent to (K, P,%) if and only if G = P (K)
ii) isoparametrically equivalent to (K,P,%) if and only if G = P or
iii) subparametrically equivalent to (K, P,Y) if and only if G C P
iv) superparametrically equivalent to (K,P,%) if and only if G D P

Definition 2.38 (Parametric family of finite elements): Let a reference element (K, P,¥)
be given. A family (K;, Px;,Xk;)i—1,... n of finite elements is called either affine, isopara-
metric, subparametric of superparametric (with regard to the reference element) if and
only if Vi=1,...,N: (Kj,Px,,Xk;) is affine (or isoparametric or subparametrically or su-
perparametrically) equivalent to (K, P, f‘,) If the family is in either of the three categories
we call it parametric family.

Definition 2.39: Let Q C R?, d = 1,2,3 be polygonally bounded and T be a regular and
conforming mesh on Q. Define the degrees of freedom

¥ ={®i(p) = pla;) : a; € V(K)}

and the conforming P, and Q; reference elements

(9N
S~—

N4
S—

( A7Pk( ’
(Qa@k(Q)?

Nl

and the conforming Lagrange spaces

Pu(T) :=(K,Px,Xx)kerVK € T : (K, Px,Zk) is affine equivalent to (S,P(S),5)
={veCQ):VK € T:3P(K) > T : K — K a diffeomorphism
and I € P(K):v="7oT, '}

Q1(7) :=(K,Pk,Xx)gesVK € T : (K, Px,Lk) is isoparametrically equivalent to (Q,@1 (QA)7ZA‘,)
={ve’Q):VK € T:30Q;(K) > T; : K — K a diffeomorphism
and 3 € P(R) :v="9oT '}

18
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2.9. Interpolation estimates for affine-equivalent finite ele-
ments

This section follows [Paul/, Section 2.4] which just collects a few results from [[Cia78]]

Lemma 2.40: Let K, K C R be affine equivalent under the mapping 7 : R — R?, T'(x) =
Bx+xg, T(K) = K and open. Let m € N, p € [1,00] and v € W™P(K). Define ¥(%) =
voTk(%). Then ¥ € W(K)™P and

1
AC=C(m,d):Yv e W(K)™P :|9\m7p’,g < C(det(B)) #||B||"|V|m,pk-
Analogusly, the estimate

A 1
3C = C(m,d) : V0 € W(K)™ :|v|,npx < C(det(B))7 ||B~1||"[9|

m,p,K
Proof. See [Cia78), Theorem 3.1.2]. O
Lemma 2.41: Let (K, P, %) be a finite element. Let k,m € N and p, g € [1,o0| such that
whtlr <y ek (R) (2.9.1)
WiHLp oy wma(R) (2.9.2)
P.(K) c Pc W™(K) (2.9.3)

Then there exists a constant C = C(K, P, i) such that for all affine-equivalent finite ele-
ments (K, P,X) and v € W¥H1P(K) the estimate

A 11y h(K)KT!
=l < CRPE ol LD
holds.

Proof. See [Cia78, Theorem 3.1.5]. O

Lemma 2.42: Let (K;, P,X);cn be a regular affine family of finite elements whose refer-
ence finite element (K, P,¥) satisfies the assumptions (2.9.1)-(2.9.3). Then there exists a
constant C = C(K, P, ¥) such that

h(Ki)k+1
p(Ki)"
Proof. See [Cia78, Theorem 3.1.6]. ]

Theorem 2.43: Let Q C R be polygonally bounded, (T},) be a regular family of meshes
such that VK € T, : (K,P,X) are affine-equivalent to a single reference finite element
(K,P,Sigma). Let X;, C C%(Q) be the finite element spaces formed by the families of
finite elements such that X, CV C H!(Q). Let k,/ € N such that

P(K) c Pc H'(K)
H*(K) — €% (R)
Then 3C > 0 independent of & such that Vv € H*1(Q)NV:

=
S -

VK; : Vv € WP (KD 0 v — Ipv|mg .k < C(K, P, E) vol(K;) k1 p.&;

V0 < m < min{1,l} : [V —Lv|[ma < CH v 0
V2 <m<min{k+1,1}: Y v =Iy|mg < CH vl 0
KE{Ih
Proof. See [Cia78, Theorem 3.2.1]. O
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2.10. Interpolation estimates for finite elements with non-
linear transformations

This section follows [Paul7, Section 2.5].

The estimates from Section always assume that the transformation 7 : K — K is linear.
While these results can be applied to the Pi-transformation, this is quite a limitation:

To archive a better boundary approximation one can use a [Pi-transformation with k >
1. Another application of these transformations are the so called isoparametric finite
elements. Also, general hypercube meshes cannot be used in combination with a linear
transformation: We mentioned in Definition[2.30|that the Q; -transformation is linear only
for parallelpipeds.

Lemma 2.44: Let K, K C R? be open and bounded such that 37 : K — K sufficiently
smooth, one-to-one and with sufficiently smooth inverse 77! : K — K. Let ¥ : K — R.
If for some [ > 0, p € [1,0] the function ¥ € W/P(K) then v =907 !: K — R and
v € WP (K) and there exist constants C such that

1

Vo€ LP(R) : Mok < (19Tlowi)” 90,4
VVGW]’p( ) |v|1pK<C<|VT|OooK>p|T l|1<>° |V|1pK

1
2 p 1 ~ —1 A
70 WP (R): Vo C(IVTlow)” (IT7 Rkl + 1T o911 )

1
0 €W (R) : Mgk <C(IVTlowr ) (IT7 Rkl + 1T N1nil T f2enl?

17°°7K 2,[7,[%
HT sk 9]y 0
Proof. See [Cia78, Theorem 4.3.2]. L]

Theorem 2.45: Let Q C RY be open with C%-boundary, T : Q- RY, T(Q) = Q be a Ck-
diffeomorphism for some k € N. Let [T € L(W*1(Q), W™, (Q)) with 0 < m < k+ 1 and
with the property

Vel IIp=9p
Define IT € L(W*1P(Q), W™P(Q) by
Yy e WELP - Iy = TTp

Then there exists a constant C = C(d, k,m, p,€,T1) such that

sup,g |det(VT(£)|\ 7 [ .
Vv e WEHLP(Q) v —=TIv|pppo < C( $€Q ) ) Z Z supH||DT x)||™
inf,_g |det(VT (%)) =

el(l,m)*€Q)=1

k1 k1 _
1Y Mipe Z sup [ T1IDT (%)(|"
=1

JeI(Lk+1X€QA=1

20



2.10. Interpolation estimates for finite elements with nonlinear transformations

where
m
I(l,m):={aeN":||a||; =1, Zkak:m}
k=1

Proof. See [CR72, Theorem 1] O
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Mesh optimisation

The interpolation estimates from Section and are the basis of the discretisation
error ||u — uy|| for many different problems and finite element spaces and corresponding
norms || -||.. Examples for these can be found in [Cia78, Chapter 3-7] or [BraO7]. The
details of these are out of scope for this work because this depends on exact setting that is
used to solve the underlying partial differential equation.

However, we can recall the reference mapping 7 : K — K from Definition and its
global version T : Q — R? from eg. Theorem where we can see the dependence of
the interpolation error estimate on the term det(VT). We also see in Theorem and
Theorem that these estimates require a regular family of meshes (7},). Therefore, if
we want to see convergence of the discrete solution to the continuous solution in terms of

lim [[u— uy|| =0
Jim [ — |

then we have to make sure that (73), is a regular and conforming family of meshes.
This is surely possible with certain refinement strategies, however it becomes increasingly
difficult if the geometry becomes more complex or is not static anymore (e.g. a rising
bubble). A global refinement strategy which would reduce the error ||u — uy|| usually
comes at a large computational cost, and with strategies that just locally refine the mesh
we cannot guarantee the regularity of the family (T},) a priori. This is where the idea of r-
adaptivity arises: Instead of globally refining the mesh and therefore creating unnecessary
many vertices and thus increasing the computational cost or locally refining the mesh and
losing the regularity of the mesh-family the strategy is to move vertices from areas where
no high resolution is needed to areas where high resolution is required. In this work we
will not discuss how to obtain this information, but how to continue once this information
is available so that it is possible to create a ,,good* mesh.

3.1. Mesh quality

For optimizing the mesh we need to discuss mesh quality: What is it and how can we
measure it? In one dimension this is relatively easy as meshes have only one variable (the
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CHAPTER 3. Mesh optimisation

size of a cell), but in two or three dimensions the shape of a cell becomes an aspect of
its quality as well. One approach to take this into account is to define an optimal cell,
a mapping between the real and the - for this cell - optimal cell and a functional that
depends on this mapping. By summing up these values for each cell of a mesh we can
quantify the quality of the mesh.

With these thoughts we directly assume that our understanding of mesh quality is of the
form

o=Y ,UT/TW(X,'Y)dX (3.1.1)

TeT),

where 7y is the mapping from the optimal cell to the actual cell, W measures the local
quality of this cell and u7 is a possible local weight-factor.
So now, let us discuss what we do expect from the local measurement W':

1. The quality of a cell should be frame independent. In other words, it should not
matter if we move or rotate the cell.

2. To normalize the functional W should be zero if we have an optimal mesh. The
worse the mesh, the higher the value of the functional.

3. If a cell gets compressed very much this cell should be marked as bad and result in
a high value for this cell. The same should hold true if a cell becomes very large.

These expectations are also requirements in the field of nonlinear continuum mechan-
ics [Mos14] where they are requirements for energy functios. In the field of continuum
mechanics the requirement (I) is met in the following way: Let y be the mapping be-
tween the deformed and the undeformed body, F' the energy functional and W the local
measurement for the mesh quality. Then the energy functional

FO) = Y u [ Wixds

TET,

should depend only on the right Cauchy-Green-Tensor Vy! Vy. Requirement 1s ex-
pressed by

det(VY) \y 0 = W — oo (3.1.2)
|IVYI| + || Cof(VY)|| 4 det(Vy) — 0o = W — o (3.1.3)

Because of the geometrical interpretation of these terms these expressions are very rea-
sonable. In three dimensions

* ||VY||rro expresses the change of length of curvature under the transformation y
[Cia88l, Section 1.8]

» Cof(VYy) is related to the change of area under the transformation y [Cia88, Th.
1.7-1]

¢ det(VYy) is ratio the volume changes under the transformation y [Cia88, Section 1.5]
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3.1. Mesh quality

If we now apply this to meshdeformation requirements (3.1.2)) and (3.1.3) help to estab-
lish some regularity in the resulting mesh: For a 2D-Hypercube mesh it becomes unlikely
that the inner angle of a quadrilateral converges to 0. The reason for this is easy to spot:
If the inner angle converges to zero, one can either preserve the volume of the cell or the
length of all edges, but not both at the same time. If the length of all edges stays the same,
the volume must decrease. This relates to det(Vy) — 0 and condition (3.1.2) makes this
a less favorable solution. On the other hand, if the volume should be preserved and the
length of the edges have to be stretched. This correlates to ||Vy||r — oo and then condi-
tion (3.1.3)) makes this less favorable. By combining these conditions we can expect some
sort of balance between both extremes that should have inner angles that are ,,not too bad*.

As we compared this to nonlinear continuum mechanics before, one thought comes up
quite naturally: We measure the mesh quality for one cell by the amount of energy that is
required to deform an optimal cell to it. The optimal mesh therefore is a mesh that requires
the least amount of energy for all deformations. This thought and modeling gives us the
advantage to utilize existing theorems from the field of nonlinear continuum mechanics.
From a mathematical point of view it would be nice if the energy would be convex (this
would make it easier to show the existence of a minimizer), but in [[Cia88l Theorem 4.8-1]
it was shown that a convex energy cannot meet the required growth conditions.

Before we continue, we would like to formalize what we mean with expectation |1|{(which
was formulated in a very loose manner so that it does not hide the main idea): If our
functional is of the form

Fiy =Y u/TWT(x,v)dx

TeT,

then we would like to see translational invariance:
Wr (x,7) = Wr(x,y+c) Ve € R"
which implies that

Wr (X,'Y) =Wr (x, V'Y)

Translational invariance means that the quality of a cell does not depend on its position
but only on its shape. Furthermore, we expect frame indifference

VQ € S04 : W(Vy) =W(QVY)

which means that the quality of a cell should not depend on the position of the observer.
As we mentioned, this can be guaranteed if the W is formulated in the right Cauchy-
Green tensor because if W(Vy) = W(C) we just need to verify that C(Vy) = C(QVY), and
because C(Vy) = VY Vyand Q € SO, this is clearly the case. Finally, we expect isotropy:

V0O € S0, : W(Vy) =W (VyQ)

which means that the quality of a cell should not depend on the coordinate system of the
reference cell. Here it helps again to formulate W in the right Cauchy-Green-Tensor be-
cause C(VyQ) = QT VYT VyQ. Since Q € SO, we know that this is C(VyQ) = 0~ VYT VyQ,
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so this is a similarity transformation of VY. If the model is formulated using the invariants
of C then this is fulfilled by definition of the invariants.

Because for every matrix A € R?*? there exists a left polar decomposition A = Q(ATA)%
with Q € SL; and a right polar decomposition A = (ATA)%Q with Q € SL; we can use
these together with the frame indifference and isotropy to deduce with help of the Rivlin-
Erikson Representation Theorem [Cia88, Theorem 3.6-1] that

W (x,7) = W(||VY[7, || Cof (V) ||7, det(VY))

3.2. Deformations and variations

Now we need to discuss the kind of deformations we are going to allow. Mainly, we
do not want to allow any deformation that leads to deterorientation, for example self-
intersections. For this, we are going to follow [Paul7/, Section 3.1]. Note that the term
variations is taken from [Rum96].

Definition 3.1 (The space of admissible deformations): Let Q C R?,d =2,3 be abounded
domain with

0Q ¢ (3071,1“0,1“1,1“2 C aQ,VOld_l(aQ\ (FOUF1 Urz)) =0

1) The set

Dop 1= {dD:Q—HRd:VxEQ:VCI)(x) eSLd} 3.2.1)

is called the space of orientation preserving deformations.

ii) Let Qj be a polygonal approximation of Q and 7}, a regular, conforming mesh on
Q. Define the discrete space of orientation preserving deformations as

=8
0

. Py

Dopin = Dopn(Tn) :=DopN Vi, Vi = {Q (3.2.2)
|

K
K

iii) Our main focus in this work are deformations that preserve the boundary dQ2. There-
fore, we also define the subspace of boundary preserving deformations

Dy = {® € Dy : Vx € 9Q: P(x) € 9D(Q)}
®bp,h = ‘bbp,h(Th) = {(I) € ﬂop,h Vx € th : Cbh(x) € aCDh(.Q.h)}

To these spaces a variety of boundary conditions can be applied and constraints can be
imposed. Some examples are

iv) Displacement boundary condition: If ®¢ : Iy — R? is sufficiently smooth require
that

Vx €Ty :do a.e.: D(x) = Dy(x)
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v) Traction boundary condition: If 7 : Q x SL; — R?*¢ is a response function for
the first Piola-Kichhoff stress and v is the outer unit normal field, then a traction
boundary condition is

Vx €T do a.e.: T (x,VO(x))v(x) = §(x, V& (x))v(x)

vi) Unilateral boundary condition of place: For a given I' C R? require that

Vxels:do ae : P(x) el
vii) Injectivity constraint

/Q det(VO(x))dx < vol(Q)

viii) Locking constraint: See Remark [3.§]

With this definition of admissible deformations it is possible to formulate everything, but
there can be situations where this getting tricky: If 0Q = U;I"; with I'; being a smooth
surface segment, the definition of deformations does not prevent vertices of a mesh Jj on
a polygonal approximation £, of Q from switching between I'; and I'; with i # j. This in
turn could then worsen the approximation of Q with Q. As [Paul’/] and [Rum96] state
this would need combinatorial treatment which does not fit well into a variational setting.
Therefore, let us introduce variations:

Definition 3.2 (The space of admissible variations): Let Q C R and 0Q = wﬁ;})agm
where 0Q is a set of singular points and dQ™ are sets of relatively open, smooth m-
dimensional manifolds.

1) Then
D= {<1>€®bp:Vm:O,...,d—1 VI €dQ™ :Vx el ®(x) GF} (3.2.3)
is called the space of admissible variations.

i1) If Q is a polygonal approximation of  and T, a regular conforming mesh on €,
and Vm =0,...,d — 1: 0" are the sets of polygonal approximations to 0Q"™ define
the space of discrete variations as

Dy =Dp(Ty) :={® € Dppp:Vm=0,....d—1:VI €9Q) :Vx e : P(x) €'}
(3.2.4)

3.3. Reference ceIIs

When introducing the mesh quality we just had mentioned some optimal cell - or refer-
ence cell - and not discussed it and its properties.
Firstly, the optimal cell should not depend on any input mesh because this would mean

1Jordi Paul used the same software, so the reference cells are identical to those in [Paul7l] and therefore,
we follow [Paul7|] here
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CHAPTER 3. Mesh optimisation

that we need always a good input mesh and then mesh-optimization seems somehow
pointless. Therefore, it should be independent of the computational domain for the partial
differential equation that should be solved on the mesh. One important choice of reference
cells are those where all edges and all interior angles are identical. This ensures that one
problems cannot arise: Imagine if in two dimensions the reference cell for a quadrilateral
would not be a square but rather a rectangle. If now the cell in the mesh is a rectangle as
well, it could happen that we map the ,,short* edge of the cell in the real mesh onto the
,Jong* edge of the optimal cell. This could then indicate a bad quality of this cell, when
everything that might have been necessary was to just rotate the reference cell.

Figure 3.1: Reference cell should be rotated

With this in mind we can define the optimal cell (up to a scaling by volume): For hyper-
cubes, this is easy as the well known unitcube fulfills the requirements:

On=[-1,1]

For simplices, we set

s s
S’nz{xeRd:x:ZkiaiwithViG{1,...,s}:7\,,-€R20 Z?\,iz 1}
=0 =1

1 1

with
T
a0 =(0,0)",a1 = (1,0)",a2 = (., %) d=2
T T
a0 = (0,0,0)7,a1 = (1,0,0)7,a» = (4,5,0) a3 = (3,33,%F) a=3

These choices for S, have the benefit that no combinatorial testing for the evaluation of the
local integrand is required because they are invariant with respect to their local numbering.
For simplices, one can get all local numberings by taking the even permutations If this
property cannot be archived, one has to calculate the energy for all combinations that are
possible and meaningful and then take the smallest value of all of them.

For more details about this see [Paul’/, Section 3.5.3]
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3.4. Existence of minimizer

(a) Reference triangle S, (b) Reference square Q>

Figure 3.2: Reference elements in 2D

(a) Reference tetrahedron S; (b) Reference hypercube 03

Figure 3.3: Reference elements in 3D

3.4. Existence of minimizer

Let us now discuss the properties we need to show the existence of a minimizer. This part
is going to follow [Paul’/, Section 3.5.6] Eland [Cia88, Section 7], which itself is based
on [Bal76] where the real pioneering work was done. Since convexity of the energy was
ruled out, the concept of polyconvexity was introduced by [Bal76]. For our purpose, the
following definition taken from [Cia88, Section 4.9] is sufficent

Definition 3.3 (Polyconvexity): A stored energy function f : Q x SL3 — R is called poly-
convex if for each x € Q there exists a convex function

Flx,) iR < R¥3 % (0,00] - R
such that
f(x,G) = f(x,G,Cof(G),det(G)) VG € SL3

The next theorems are adaptions of theorems to our situation: The general definition of
polyconvexity is found in Definition [3.3] and then required in the existence theorems in
[Bal76] and [Cia88]], but the energy we are going to choose does not depend on Cof Vy
(see (@.1.1))). Therefore, this requirement has to be modified.

2As already mentioned, discussions between Jordi Paul and us happend, and in this work we wanted to
try a different energy-functional, so in some way this work is also based on the experiences from [[Paul7]
and a continuation of it
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Theorem 3.4 (Existence of minimisers for pure displacement problems): Let Q C R3 a
given domain such that 0Q = I'yUT'| I'; do-measurable and voly(I'g) > 0. Assume that
W : Q x SL3; — R with the following properties

i) Polyconvexity: For almost all x € Q there exists a convex function W (x, .,.) : R3*3 x
(0, +o0) — R such that W (x, F,det(F)) = W (x, F)VF € R¥

i1) Stability

Vx€Qae.: lim W(x,F)= oo
detF—0+

iii) Coerciveness: There exist o, 3, p, g, r such that

o>0,p>2,g>

V4
>1:
1"

W(x, F) > o[ |F||” +[[Cof F||? 4 (det(F))") + B

Let @ € L!(I'y,R?) such that

Do, 1= {P € WP (Q) :Cof Vb € L1(Q),det(VD) € L'(Q),
Vx € Qa.e. : det(V®P)(x) > 0,
Vx € Todoa.e. : ®(x) = Py(x) }

is not empty. Let f € L9(Q) and g € L*(I";) with % +1 =1 such that the linear form
LW (Q) = R, I(®) = /chbder/F ¢®do
i
is continuous and define
F(®) = /Q W (x, VO)dx — (D)

Under the assumption that 3® € Dg,, : F(P) < oo there exists at least one function

P* € Dy, : F(P*) = (I)é%fcI> F(P)
0

Proof. See [C1a88, Theorem 7.7-1] and the corresponding proof. [

Remark 3.5: If we consider a 2d-problem and we choose p = g = 2 then the coercivity
condition in 3.4l can be modified to

W(x, F) > o [|[F[[” + (det(F))") + B
because in this case ||F|| and || Cof F|| are equivalent.

Remark 3.6: We should note the following things:
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3.4. Existence of minimizer

i) The condition Dg, # 0 is a condition on @y in general as the traces of W17 (Q)-
functions might not have enough regularity [Cia88, Theorem 6.1-7]. In case of
deformations, the boundary deformation still has to admit some orientation pre-
serving deformation of €, meaning self-intersections of the boundary should not
occur.

ii) The resulting problem is a pure displacement problem.
ii1) The minimizer is not unique in general. This can be observed.

Theorem 3.7 (existence of minimizers for problems with a unilateral boundary condition
of place and a locking constraint): Assume Q C R to be a given domain such that 9Q D
Lo, I'1,I2 and volp(dQ\ {To Uy U2 }) = 0. Let I'; be do-measurable, relatively open,
disjoint and voly(I'g) > 0. Assume further that we have W : Q x SL3 — R with the same
properties as in Theorem (polyconvexity, regularity, coerciveness). Let A : SL; — R
be a polyconvex function such that

JA :SLy x SL3 x (0,4+00) = R: VF € SL3 : A(F) = A(F,det(F))
Let further I C R3 be closed and &, € L' (I'p,R?) such that

0 # D, 1 := {® € W'P(Q) :Cof VI € LI(Q),det(VP) € L’( ),
Vx € Qa.e.: det(VD)(x )
VxeQae.: A(VP(x)) <
Vx € I'pdoa.e. : P(x) = Pp(x ),
Vx € Ihdoa.e. : ®(x) € I

Let f € L9(Q) and g € L*(T"}) with % +1 =1 such that the linear form
1:WP(Q) = R,I(® /fcpdx+ 2®dG
I

is continuous and define
F(@) = / W (x, VO (x))dx — 1(®)
Q

Under the assumption that 3® € Dy, 1 : F(P) < +-oo there exists at least one function

P* e @@071“ : ?(‘13*) = inf ff(q))

DD, 1
Proof. See [C1a88, Theorem 7.8-1] and the corresponding proof. O
Remark 3.8: We should note
i) A variant of this theorem with proof for the discrete case can be found in [Rum96].

ii) The additional boundary condition in Theorem is a unilateral boundary condi-
tion of place as defined in Definition [3.1] It is particular useful for the application
for mesh deformations and the underlying mathematical property of the definition
of the space of variations (see Definition [3.2))
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iii) The function A in Theorem [3.7| defining an additional constraint is a locking func-

tion as per Definition [3.1f The notion of a locking constraint was introduced for
linearised elasticity in [Pra57|] for materials that become locked if some measure of
strain reaches a critical level. For the nonlinear case, [CN835J] proposed a locking
constraint based on the deviatoric part of the Green-St.-Vernant stress: Let o € R
and define

1
E:=(V®)'V&—-5, E;=E-— 3 TH(E)h
A:SLy - R A(F):=||E)|% —o

The locking constraint is entirely optional. Although it has not been used in the
current work, it could provide an additional tool to further improve the method.

Theorem 3.9 (Existence of minimizers for displacement-traction problems with injectiv-
ity constraint): Assume Q C R? to be a given domain such that 9Q O I'g,T'; and vol»(9Q \
{TyUI'1}) = 0. Let I'; be do-measurable, relatively open, disjoint and vol,(I'p) > 0. As-
sume further that we have W : Q x SLz — R with the same properties as in Theorem
(polyconvexity, regularity, coerciveness) with p > 3.

Let further &y € L'(Tp,R?) such that

0 # Do, := {® € W'P(Q) :Cof VP € LI(Q),det(VD) € L' (Q),
Vx € Qa.e.: det(V®)(x) >0,
Vx € Todoa.e. : P(x) = Pp(x),

/Q det(V)dx < vol(d(Q))}

Let f € L9(Q) such that the linear form

WP (Q) = R (D) = /QfCDdx

is continuous and define

F(®) = /Q W (x, VO (x))dx — 1(®)

Under the assumption that 3® € Dg,, : F(P) < +oo there exists at least one function

®* € Dy, : F(P*) = inf F(P)

@E'Dcpo

and all minimizers ®* : Q — R? are injective in Qa.e.

Proof. See [C1a88, Theorem 7.9-1] and the corresponding proof. [l

Remark 3.10: We should note that

1) The assumption that there is no surface force g was made in [C1a88), Theorem 7.9-1]

only for simplicity.

1) The results can be extended to the case p > 2.
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3.5. Optimization algorithm

iii) The additional injectivity constraint [, det(V®)dx < vol(®(L2)) is fulfilled auto-
matically in the case of a pure displacement problem voly(dQ\ I'g) = 0 in The-
orem [3.4] or fixed in combination with a unilateral boundary condition of place
(volp(aQ\ {ToUT2}) = 0. and volp (d®(Q) \ {Po(I'9) UT'}) = 0 in Theorem
fulfilling an appropriate condition on the volume.

Remark 3.11: The coercivity condition reads different than one might expect. Its purpose
is to ensure there is a lower bound to the functional when minimizing. This is in some
way similar to radially unbound (Theorem [2.15).

3.5. Optimization algorithm

We have discussed the existence of a minimizer, so now we are discussing how we are
going to calculate it and develop an algorithm. The minimizer itself is a function and
we are minimizing a functional, so we are looking into Optimization in Banach spaces.
Each algorithm has its own requirements to the functional, so after this section, we know
which aspects of the functional we need to investigate. Therefore, we are not discussing
requirements or regularity of y here. As we have indicated earlier we are going to focus
on descent methods, in particular Newton’s method. The other options that we are not
going to discuss here include

* Nonlinear steepest descent method: This method sets the search-direction as §; =
—F'(v)

* Nonlinear conjugate gradient: &1 = PO — F'(y) or preconditioned nonlinear
conjugate gradient: 8, | = Brdx — B~ F’(y) with 8 = —F'(y)

For the nonlinear conjugate gradient method the choice of B, is not as unique as for the
linear conjugate gradient method. In the nonlinear case the different choices have different
properties. Some choices are

* The Hestenes-Stiefel-Update [HS52]]

us  (BUF' (W), F' (1) — F' (Vi)

k1= (F' (Y1) — F' (Vi) %)

* The Fletcher-Reeves-Update [EFle64|]

FR _ (B 'F' (Y1), F' (i)
e [ (i)

* The Polak-Ribiere-Polyak-Update [PR69]] [Pol69]

BPRP _ (B~'F' (Y1), F'(Yer1) — F' (W)
o [E (i)

Because this does not guarantee a descent direction this is usually modified:

Br1 = max{0, B
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* The Dai-Yuan-Update [DY99]

o _ (B~'F' (Y1), F' (10))
LT (F () — F' (), %)

* The Hager-Zhang-Update [HZ03]

HZ _ ( B™'F' (Yit1)
o (F' (Y1) — F' (Vi) Ok)

F (Y1) —F' () —

2[F (Vv —F/(Yk)Hsz)
(F'(Ye1 — F'(Yk), Ok)

As we showed in Corollary we are looking for a solution Y* such that F'(y*)h =0 Vh
(assuming that the optimum lies in the interior). One possibility to solve this nonlinear
equation is the Newton-Scheme. Normally, the Newton-Scheme is presented to solve
the equation G(x) = 0, but if we apply this general notation from a Banach-Space (see
[Deulll, Section 1.2] for example) on the equation F’(y*)h = 0 we can derive the follow-
ing algorithm:

Algorithm 3.1 Newton-Scheme for optimization

given: Initial guess Yo

while do||F’(y)|| #0
Solve F"[8,0](Yk) = —F' (V)¢ Vo
Update: Vi1 = Yk + O

end while

Therefore, we now know that the second derivative should exist. Let us now investigate if
this method qualifies as a descent-method as this would allow us to apply Theorem [2.21]
Recall Lemma[2.19 which states that a direction is a descent direction if

F'(y)8 <0
In this case, we have

F' (V)0 = —F" 8, 0] (v) Vo (3.5.1)

so clearly if we can pick ¢ = §; then

F'(1)8 = —F" 8¢, 8¢] (i)

Therefore, if —F” [8;, 8] (k) < O then this qualifies as a descent method. This is the case if
F"[h1,h) () is a positive definite operator. The benefit of this requirement is that it helps
to ensure that equation has a solution. If the operator is not positive definite, we
need an alternative. Therefore, we directly are going to resort to a Quasi-Newton method.
The main idea is that instead of F”[h,hy](Yr) we use an approximation H[hy,ha] (k).
One can show that if this approximation H; fulfills the Dennis-Moré-Condition

[|(Hi = F" (")) Ve =)

>0 (3.5.2)
| (V1 — Vo) | k—reo
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3.5. Optimization algorithm

we still can expect to observe superlinear convergence for {7y} [BMdY11].

Since we are going to use an approximation it might be good to test if the search-direction
O is still a gradient-based search-direction and fulfills the angle-condition (Definition
2.20)

—(VF(Yk),8)x > M|IVF ()| [x||8] [x

If it does not fulfill the angle-condition we are going to use —VF () as search-direction
- or rather its Riesz-representative, which we have to calculate. After we know the update
direction we are going to use the Algorithm from Theorem [2.23|to generate a step size
that fulfills the Armijo-Condition (recall (2.5.4)))

F(x;) — F (x +0x8) > Boy(—VF (xi), 0)
After we have determined both update-direction and step-size we have to update:
Yi+1 = Vi + Ok

This update will not be performed directly, but instead it will be done by moving the
coordinates of the mesh. This is possible because Y is mapping the optimal cell to the
current cell, so the effect of a change in 7y is a change of the mesh.
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Choice and analysis of the energy functional

4.1. Choice of the Energy functional

In [Paul7]] or [Rum96] the idea was to use a hyperelasticity-functional as a mesh-quality
functional. Here, we are going to follow the same approach. We will use a so called
Neo-Hooke model.

Definition 4.1 (Neo-Hooke-Model): A model is called a Neo-Hookean-Model if it only
depends on the first and third invariant (see (2.1.1)-(2.1.3))) of the right Cauchy-Green-
Tensor. The dependency on the first invariant must be linear.

We are going to use the following energy functional:

F(1) = [ log(@et(V) + SulT(VH V) — d] — log(det(Vy)dx (41D

where A and u are the known Lamé constants. For our purpose we can assume that both
are positive.

The obvious benefit of this kind of functional is that it is cheaper to compute or eval-
uate than a model which depends on all three invariants or the cofactor matrix (which
appears in the original definition of polyconvexity). This is important to us because mesh-
optimization is almost always done as a preprocessing for a simulation, so it should not
take too much computational time. On a side note we would like to mention that it is
well-known in continuum mechanics that a model which should reflect large deforma-
tions cannot be linear.
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4.2. Analysis of the energy function
Objectivity

Let us quickly check that we can reformulate it depending on the right Cauchy-Green
tensor of the deformation Yy:

F(C)= /%k[log(\/ det(C))]> + %,u[Tr(C) —d]| — ulog(~/det(C))dx (4.2.1)

By doing so, we directly showed that this energy functional is objective and that it is
indeed a Neo-Hooke model.

Growth conditions

Recall the growth-conditions (3.1.2)) and (3.1.3):

det(Vy) N\ O=W —

Let us now verify that our model fulfills them:

Proof. If det(Vy) \, 0 then log(det(VYy)) — —oo and thus [log(det(VY))]?> — +oo. There-
fore:

%k[log(det(Vy))]z +%,u£Tr(VyT V) d] - plog(det(VY) ———» =

& ~~ - det(V'Y)%O
7 —Tr(C)—d e
=[|V¥llp—a>—d oo
Therefore (3.1.2)) holds.

For the other condition let us split the investigation by splitting the left hand side into
its three different terms. This is a valid idea because we know (because Y is orientation
preserving) that all three terms are positive. If det(Vy) — oo, then

log(det(Vy)) — o0
log(det(V))? — +oo

Since this is of the type x> — x for x — oo we know that for det(V7y) — oo
1
2 Mllog(det(Vy)]? ~ ulog(det(Vy)) — o
Since
1 1 ) 1
SH[Te(VY Vy) —d] = Spl|[VA[* = d] > —Spd

so if det(V7y) — oo then W — co.
Also, if ||V7|| — o we know that

JCeR: %X[log(det(Vy))]z _ ulog(det(Vy)) > C
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and because

| 1
SHITE(VY'VY) —d] = Sul||VA|* — d]

the growth condition (3.1.3) is also fulfilled. What remains is: Is there a possibility that
|| Cof V|| — oo but ||VY]| < C and det(Vy) < C>?
To answer this let us reformulate the second growth condition: Let f : SL, — R,

F(A4) = |A[[F +[| Cof(A)[|F +det(A)

If f(VY) = o0 = W — oo,
For n = 2 we can calculate that

A (an alz) . Cof(4) — ( an —a21>

a1 ax —apz2  di

so obviously, ||A||r = || Cof(A)||r and we do not need any further investigation.
For n = 3 we can calculate that for

ail ap a3 axazz —axazy ax3az] —az1as3  az1as — axndasi
A= |ax ax axn| = Cof(A) = | aizazrs —apazz aiasz —ajzazr apaz —ajasy
a1 as as; ajpax3 —azaxy ag3az] —dajaxz  appa —apdz]

From this we can deduce that if || Cof(A)||r — oo then for one of its entries (which have
the form of) a;jay — amnaop

|aijakl - amnaop| —
which can only be true if
|a,-jakl] — 00 Or \amnaopl —> 0

which can only happen if one of the factors — co. However, if this is the case then
||A||F — oo. Therefore, we can conclude that the energy fulfills (3.1.3)) as well. O

Therefore, we now know that this energy functional meets the requirements that we have
taken over from the field of nonlinear continuum mechanics. We should note that the
,.Stability“-requirement from Theorem [3.4]is identical to the growth-condition (3.1.2).

Polyconvexity

To investigate if the stored energy function
1 1
F(G) = 5\ log(det(G))]* + Su(Tr(G" G) — d] - ulog(det(G))
is polyconvex we split it into

£1(G) = SHITHGT G) —d] = 4l Gy ]

12(8) = S llog(3)]” — log(®)

f(Y) = f1(VY) + fa(det(Vy))
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It is obvious that f] is convex. However, for f> we can calculate that

A+u—2Alog(d

One can calculate that f}(8) < 0if 8 > exp (4 + 1), so clearly f is not a globally convex

function. However, we can note that f>(3) is convex for all § < exp (7% +1). We are just
going to keep this in mind and move on for now, but we will come back to this later.

Coerciveness

For a 2d problem we need to show that

SO0 = o |V[7 +det(Vy)") + B

with o > 0, p > 2,r > 1. Recall the functional

1) = yMlog(det(V)) 2 + Ju{Te(VY V) —d] - log(det(V1))
= JMlog(det(V)? ~ ulog(det(V) + suV¥]1} ~d

Just by comparison we see that the term ||V||% is a big advantage because this means we
can pick p = 2 which allows us to solve the problem in the Hilbert space H!. However,
the terms depending on the determinant are problematic as they do not fulfill the required
growth condition (log(x)? —log(x) > x holds true only on a short interval, and we would
need log(x)? —log(x) > x” with r > 1.) Hence, we have to modify the stored energy
function.

For 3d, we would have to show that

£) = o[[VH[ + 1] Cof Vi |7 + det(VY)") +B

Since f(7y) does not depend on CofVy this cannot be shown directly, but with another
modification (similar to the one we do for the determinant) it would be possible.

4.3. Modification of the stored energy function

As we have seen in the previous section our energy is neither polyconvex nor coercive. In
both cases the term that depends on the determinant of V7Y is the one that is violating the
requirement. Therefore, we are now modifying our stored energy function:

F) = SMlog(det(V)) >+ Su{Tr(V¥' V1) —d] - log(det(V))

(@ —ew (B 41)) )

with some x € R. We are going to determine constraints for K during the analysis. Before
we continue here let us discuss the reasoning behind this modification: In practice, we
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do not want to actually have to deal with the additional term, so we want it to be zero in
all ,real life situations®. In the field of nonlinear continuum mechanics,u and A are fixed
material parameters that cannot be chosen free, they are chosen by the material that has to
be simulated. In our case, however, they are free parameters. We know (as stated shortly
after (3.1.3))) that det(V7y) is the ratio of the volume change under the transformation 7.
Since in our case the Y maps from the optimal cell to the cell on the mesh this means that
the term will only get activated if one cell has a much volume that is exp ( % + l) times
bigger than the optimal cell, so we should always be able to pick u and A in such a way
that this does not happen. For polyconvexity we now have to investigate

£1(G) = TG G) —d] = 4l Gy —d]

and

[log(8)]% — ulog(d) d<exp(f+1)

A
f2(5)={ Mlog(8)]2 —ulog(8) +k (8—exp (L +1))> 8>exp(£+1)

D= D=

It is obvious that f; is convex, but f; needs further investigation. We have dealt with the
first case before and know that f; is convex on part. For & > exp (% + 1) we calculate that

A+ u—2A1og(8) +28°k
() = M2

Clearly, one can find x that this is always positive (for example K = A), so f> is convex on
this part as well. Because f» € C! £, is globally convex and our stored energy function is
polyconvex.

For coerciveness we have to find

a>0,p>2,r>1:
fx,F) = of[[FI[7+ (det(F))") + B

With this modification we now clearly chose p =2 and r = 2. With the same split of f
we can estimate that

fi(G) = su[Tr(G" G) — d]

= S ulllGl[E —d]

N =D =

so o< % works fine, and § = _Tzd is a possible choice. For f it becomes less obvious:

Firstly, we need to note that f; is continuous on (0, ) and that we do not have to consider
the case det(Vy) — 0 because we just showed that for this case f — oo, so surely the
estimate holds.
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For det(Vy) > exp (4 + 1) we know

f2(8) = %Mlog(f’)]z — ulog(8) +x (3 —exp (4 + 1))2
B %x<log(8)_;{>2_§+1<<5—exp (%4_1))2

2

> —%+K<3—GXP (%4—1))2

2 2
__® 2 _ 1 H
= 2%+8K8 +x(1—¢) (8 I—SGXP()L+1)>

xle) ((1—__{%6@(%“))2 lig(exp(gﬂ)y)

> _§+8K82+K(1_£) ((1__1€exp <%+1)>2+ lis (exp (%%—1))2)

with some € € (0, 1). Therefore, we have shown the coerciveness if det(Vy) € (exp (§ + 1) ,+o0).
For det(Vy) € (0,exp (5 +1)) we know that f — oo for det(Vy) — 0. We also know that

/> is a continuous function and therefore has a minimum on this interval. Therefore, it is
possible to find some B such that

012 et ext-o ((Pen (1)) o () )

with the € from above. This means that our function is coercive.

4.4. Analysis of the derivatives

From Section we know that we need the first and second derivative of the functional.
Formally we derive

F'(y)p= / [Mog(det(V))(VY) ™" —u(Vy) ™" +uVy] : Vodx (4.4.1)

F"(y)[o,y] = / AM(VY) V[V Vel

+log(det(Vy)) (—(Vy) " (Vw)' (Vy)™") : Ve 4.4.2)
(=) (Vw) (V)T Ve
+uVy : Vodx

as candidates for the derivatives. For the presented algorithm we have to solve the partial
differential equation

F'(Y)[@,8] = —F'(y)oVo €V

in some space V. From Theorem we know that this is going to be some subspace of
H'(Q), and because we restrict ourselves to the case that some part of the boundary does
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not move we can restrict us to a subspace of H(} (Q). We also know that the candidates
for the derivatives are not Fréchet-derivatives on the whole space H(} (Q), so during our
analysis we are going to find further restrictions. For our analysis, we are going to equip
HJ(Q) it with the dot-product

(u,v) = / Vu : Vvdx
Q

and its induced norm ||u||?> = (u,u). If we use a more general variant of the Riesz represen-
tation Theorem@, for example from [Sch, Theorem 6.4] we need to check that the right
hand side F’(y)® and the bilinear form F”(y)[@, y] are continuous and that F” (y)[@, y] is
symmetric and coercive.

Continuity of the derivatives

For this part we need to keep in mind that because of the existence Theorems [3.413.9 we
can assume that Y € W17(Q), det(y) € L' (Q) and we chose p = 2 and r = 2. Because 7 is
in fact a transformation we can also expect 7y to be a diffeomorphism. It is not unrealistic
to assume that det(Vy) € L*(Q) because as we noted earlier, det(VYy) reflects the change
of volume under the transformation v (shortly after (3.1.3)). Also, ||VYy||r € L*(Q) and
[[(VY)~'||F € L”(Q) is a save assumption because || V|| reflects the change of the length
of curvature (as we mentioned at the same place). Both last assumptions can only be
made because we expect Q to be bounded in our applications: There, we will be mapping

a bounded domain onto a bounded domain. Later we will also need that ((Vy)~7)(x) ®

((Vy)~1)(x) € L~ (). The notation will become clear soon.
For F'(y)® we can calculate that

F'(4)9 = [ Mog(det(V)(Ve) T~ (V) T +uV1): Vodx

< sup(klog(det(Vy(x))) 1 [T Vodx+ u(Vy, Vo),

7

g

=C
=C((VY) T, V)2 +u(VY, Vo) 2

< V)Tl IVl 2+l VA2 Vol 2
= (VY 2 + VY 2) ]

where we used the Cauchy-Schwarz-inequality and then our choice of norm for the chosen
space. For F”(y)[@, y] we set

Bilo.w] = [ (V0T Vyll(Vy) T : Veldx
B2(Y)[e,¥] = / (Mog(det(VY)) — ) (VY) ™" (V) (Vy)™T) : Vodx

B3 (7)o, ] = / uVy : Vodx
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such that

F"(y)[@,v] = B1(Y)[@,¥] + B2(Y) [0, W] + B3 (7)[¢, ]

and calculate for Bj:
Bilo.vl = [ (YY) T Vyll(Vy) T : Voldx

B 7‘/ Z((VY)‘T)i(Vw)i((Vv)‘T)j(th)j
L]

where we rearranged the values from those matrices from R¢*? into vectors. In the next
few lines we are going to denote this like this:

Viowl =2 [ ¥V ViV (v,

(55 (T ) ),

= X/ (V—()p,cV—\Dz

¢ = sup { IA()] : A(x) eigenvalue of (V) 7)(x) ® ((w)*T)(x)}

xeQ

where

This in only possible if ((Vy)~™7)(x) ® ((Vy)~T)(x) € L*(Q). We can reformulate this
estimate as

Bi(Y)[0,¥] < cA(VQ, V)12 < Ae| @] g1 || W] |

where in the end we used again our choice of norm for the space Hé.
For B, we can calculate

Ba(v)[o, v = / (Mog(det(VY)) —u)(VY) ™" (V9)" (V¥)™") : Vepdx

< sup(Mlog(det(VY()) —4) [ (V)T (V) (V) 7) : Vodx

xeQ
N

J/

::C
=C(Vy) (YY) (V) Vo)
<V (VW) (V) T2l Vel
(VYT (v (V) "I Z/H(VY)T(VW)T(VY)TH%
S/H V) TEI VW EIN ) T
<sup (V) 11} [ Vvl

:supH(VY) THFHV‘VHLZ
xeQ
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4.4. Analysis of the derivatives

Therefore, in total we have that

B ()9, v] < IV 211Vell 2 = Col [Vl [V

Note that the last equality only holds because of our choice of space and norm.
B3 is obvious:

B3(v)[9,y] = / HVY : Vodx

= u(Y, Q)
<yl gl ol

as this is just the application of the Cauchy-Schwarz inequality on the chosen dot-product.
By showing the continuity of both derivatives, we have shown that both derivatives (4.4.1)
and (#4.2) are Fréchet-derivatives if det(Vy) € L=(Q), ||VY||r € L=(Q), ||(VY) " !|F €

L>(Q) and (VY) 1) (x)® ((VY)~T)(x) € L*(Q) (see Theorem.

Symmetry of the second derivative

It is obvious that By and B3 are symmetric. To investigate B, we hide the scalar value of
(Alog(det(Vy)) —u) in b:

B2(Wlovl = [ b(V0) T (VW) (V) T) s Ve

(V)T (VW) (VYT (Ve)) dx

Therefore, F”(Y)[@, ] is symmetric.

Coerciveness of the second derivative

We need to show that
[ul > < CF" () [u, ]
for some C > 0. Because B3 (y)[u,u] = b||u||> and By (y)[u,u] > 0 we know that
[ < By () [t u] + B3 (1) [u, 1] (4.4.3)

but we cannot draw any conclusion for B,. However, because we come from a minimiza-
tion problem we know that if our iterate 7; is close to 7y, then the second derivative must
be coercive, but until we are close to it we know nothing about it.
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CHAPTER 4. Choice and analysis of the energy functional

Since we anticipated this problem earlier we presented the Quasi-Newton methods where
approximations Hj are used instead of the second derivative. From here on, there are
many different possibilities with different approaches to approximate the second deriva-
tive, for example the BFGS or DFP-method [NWO06, Section 6.1], rank-1 updates [NWO06,
Section 6.2] or the Broyden-class [NWO06, Section 6.3]. These methods work by taking an
initial approximation of the Hessian and then update it from iteration to iteration. These
methods have the disadvantage that they can produce dense matrices H; which cannot
be stored for large problems. There do exist some , Jow-memory*“-variants for some of
these algorithms (for example [[YamOS8| proposed a method), but we are not going to use
them. Instead, we are going to adapt a technique that has been carried out at this chair
a few times already, for example in [Manl17/[]: In [Man17/]] the overall idea was to take a
parameter o € (0, 1] such that for a — 0 the nonlinear solver was more like a fixed point
iteration and for ot = 1 the nonlinear solver became a Newton solver.

We are adapting this by setting

Hi (v, ) [0, ¥] = B1(Y)[@, W] + aB2 () [0, W] + B3(Y) [@, V]

with o € (0, 1]. This is an approximation of the Hessian on the continuous level which is
then discretized. The advantage is that this preserves the sparsity of H;. Of course, we
have to choose a such that Hj is still coercive, but as we see in (4.4.3) this is possible be-
cause we can choose o arbitrary small. This setting guarantees that the partial differential
equation in the Newton-Scheme is always solvable and that the resulting searchdirection
is a descent direction: We are solving the equation

Hi (v, 0)[@,8] = —F'(1)¢ V¢
where 9§ is the searchdirection. By choosing ¢ = 6 we have
_Hk(% (X) [878] = F/(Y)S

and because we just showed that Hy, is coercive and thus a positive definite bilinear form
we have that

F'()6<0

which is just what we stated in Lemma [2.19

Another advantage is that as long as o — 1 if the nonlinear solver converges then this
fulfills the Dennis-Moré-Condition (3.5.2)) even in a stronger sense: The condition only
requires for the values to converge, but in our case the whole operator converges.
Clearly, it is a benefit of this energy function that the approximation of F"(y)[@, y] for the
Quasi-Newton-Scheme arises almost ,,naturally*.
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Now we have analyzed the aspects of the functional and know that this is a basis to
mesh adaptations. Therefore, we are going to implement it. Remember the outline of the
Algorithm [3.1] In this chapter, we are going to adapt it to everything we learned during
the analysis and then verify the results. To do this, we are going to restrict ourselves to
a simple task: we are going to assume that a mesh generator created something that we
would like to smoothen.

5.1. Implementing the algorithm

Let us now briefly put together all components that we discussed. We have the initial
mesh from the mesh generator as an initial guess for the optimal mesh, and the according
situation is remembered as Yg. We also choose an initial value 0y for the approximation
of the second derivative, a parameter 1 for the angle condition, our common parameters
Oarmijo = 0.5 and B = 10~2 for the Armijo-Scheme and of course some y and A. In each
iteration we have to solve

Hi(,0)[9,8] = —F'(Y)¢ Vo € Hy(Q) (5.1.1)
/ Vs: Vodx = F'()p Vo € HL (Q) (5.12)
to obtain a searchdirection & (or rather Sk as it belongs to this step) and the Riesz-

representative s of the gradient F '(y). After we have done that we check if our searchdi-
rection Oy, fulfills the angle-condition

—(5,86)x > ||s]]x] |8 x

where the dot-product and the norm are discrete versions of our chosen H(; -norm. If this
not the case then we discard the ,,Quasi-Newton-direction* Sk and use —s as searchdirec-
tion. This check helps us in an unexpected way as well: If our solution of J is calculated
with an iterative solver, we might try to use a relatively ,,Joose* stopping criterion for it. If
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it was ,,too loose*, the check of the angle-condition still prevents us from using it. Let us
denote the chosen search-direction as d;. We now use the Armijo-Scheme from Theorem
[2.23|to calculate a stepsize oy that fulfills the Armijo-Condition (2.5.4):

F(y) —F (Y4 0xd;) > 10261 (—=VF (1), 8)

where we directly use the common value p = 1072, Note that we earlier calculated s =
VF (Y;), the dot-product (s, &) and ||s|| for the angle condition, so all we have to do here
is to update the coordinates of the mesh and evaluate the functional. Since Y + G0y
is the next iterate, the cost of one Armijo-step is approximately one evaluation of the
functional which is an integral over the domain. We should also probably note that we
do need to modify-the Armijo-condition slightly and require that F (Y 4+ 6;0x) is in fact a
real number. This might seem odd at first, but since we have no initial constraint on the
stepsize Oy, it could happen that the mesh contains degenerated elements if Gy is too large.
These degenerated elements can cause NaN or o as functional value. Some programming
languages treat these values in ways that the condition would be fulfilled, but we do
not want any degenerated cells. After we updated the mesh we also update oy for the
approximation of the second derivative. In summary we have the following algorithm:

Algorithm to smoothen a mesh

given: Initial guess Yy (in form of an initial mesh), o, 1, G,(CO), kiin
while [|F'(v)]| # 0 do
if k > k,,;;,, then
Solve Hy(Yk, 0)[8k, 9] = —F' (Vi) V¢
end if
Solve [Vs:Vodx = F'(Y)e Vo
if —(s,0¢) <m||s]|[|8|| or k < ki, then
Sk — S
end if
Set oy = G,EO)
while F () — F (Y + 0i8;) < 107264 (=VF (%), &) do
o <+ 0.50;
end while
Update: Yii1 = Yk + Ok
Calculate 0t
end while

The parameter k,;, has the purpose of omitting to solve the Hi-equation in the first iter-
ations. This is mostly because of our experience that during the first few iterations there
are hardly benefits when trying out the Quasi-Newton-direction, but it is (numerically)
expensive to assemble the linear system and then solve it. So far, we have not explained
how we are going to calculate oy and only stated at the end of our analysis that every
heuristic which guarantees oy — 1 for ||F’(y)|| — 0 works. Our choice is an adaptation
of a strategy used in [Man17] and [Jened]|

ey 1 =min { 1,04 - g (I[F' () I/ 11F" (ve=)I) }
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with

6.51657
3.66657 + exp(1.38629x)

g(x)=0.15+

which is shown in Figure and going through the three points (0,1.5464), (1,1),
(2,0.4814)

0.5 -

Figure 5.1: The function for calculating the new o

In some edge cases (for example if the linear solver for &; would not converge) we man-
ually set 041 = 0.104.

We also need to discuss how we are setting up the reference cells. Since we discussed
that the reference cell has a specific shape, we set up a list of d-dimensional volumes
where we store the desired volume for each cell. We then compose the mapping Y from
the transformation T that is already included in the finite element software (going from the
,reference element for the basis functions* K to the actual element K) and a mapping from
a scaled version of the optimal cell to the cell K so that the implementation is as displayed
in the Figures[5.2]and[5.3] All results shown in this work are a done on the servers at the
Technische Universitit Dortmund using the software FEAT3 [RGR21] which is part of
the FEAT and FeatFlow software family ([Tur99], [TGB 10|, [KOS™12], [HKT14]).

AN A
~_

Y

Figure 5.2: Composing the mapping 7 for triangles
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T1

/\/_\

Y

Figure 5.3: Composing the mapping 7y for quads

The main difference between these cases is that for the quadrilaterals we just need to
scale them, but for the triangles we do also need to change the shape because in Feat the
transformation 7 is defined for a rectangular triangle, but as we discussed in Section [3.3]
the mapping Yy must start on an equilateral triangle. This composition is a valid approach
because we know that our functional is invariant with respect to translations and rotations
of the reference cell. Therefore, all we have to implement is the mapping T in such a way
that it depends on the prescribed volume for the specific cell K.

5.2. First tests - smoothing a mesh

Let us start with a testcase where we are able to predict the final mesh: We take the
square [0, 1]?, refine it once, then move the midpoint to (0.26,0.26) and use this as a
starting mesh. We then prescribe that all quadrilaterals shall have the same volume. By
intuition we know that as long as the vertices on the boundary allow it we can deform
all quadrilaterals to optimal cells, and because of our refinement method the positions of
the vertices on the boundary allow this. For all tests, we are going to use P; or Q; finite
elements.

Validation on a coarse mesh

If we refine the described mesh three more times then we start with the mesh in Figure
As a start we choose A = 1, u = 10, o9 = 0.3 and n = 0.6 To solve the linear
problems we choose Umfpack [Dav04]] so that we do not introduce any other error here.
The final mesh in Figure @] looks as expected, but for a better evaluation we need to
have a look at the quantities presented in Table [5.1] Note that 1 is the value calculated
for the angle-condition.

As expected, we see that the algorithm converges. The convergence is in three different
aspects: First of all, we notice that the Newton-defect converges to zero. This is mathe-
matically expected because we explained in Corollary that the necessary condition
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L 7

...
W

\

\

[ /

(a) Initial mesh (b) Final mesh

Figure 5.4: First test: Smoothing a unitsquare

Armojo- | Newton-

k| ok Steps defect 18] F(w) | Mk | o
1 1 0| 1.16E+01 | 2.11E+00 | 2.18E-01 | 0.77 | 0.30
2] 1 0 | 3.12E+00 | 4.50E-01 | 1.74E-02 | 0.96 | 0.27
3 1 0| 7.85E-01 | 1.40E-01 | 2.29E-03 | 1.00 | 0.38
41 1 0| 3.17E-01 | 3.94E-02 | 1.48E-04 | 1.00 | 0.55
5|1 1 0| 8.36E-02 | 8.06E-03 | 2.64E-06 | 1.00 | 0.74
6| 1 0| 1.15E-02 | 8.78E-04 | 2.13E-13 | 1.00 | 1.00
7 1 0| 3.76E-06 | 1.84E-07 | 9.56E-17 | 0.97 | 1.00
8 1 0| 6.06E-13 | 2.10E-14 | 3.16E-31 | 0.97 | 1.00

Table 5.1: Validation for the first testcase

for a minimum is F’'(y*) = 0 and the Newton-defect is F’(y;)¢ with some testfunction
¢. Second, we notice a convergence in F(yg). This is also expected because F(y") is the
value of the functional with the optimal mesh which is what we are calculating. We can
also notice that ||8|| — 0. This might seem obvious, but nevertheless we want to point out
the reason for this: If we are calculating an optimal mesh, at some point we do not need
to move the coordinates ,,a lot“. The movement of the coordinates is 0;0, so it seems
obvious that 8; — 0. This information is really useful: If we switch to iterative solvers
for both linear problems, we now know that Oasa starting vector is a good choice that
becomes better in each Newton-Iteration. Unfortunately, it is not possible to investigate
|17 — v*|| because we do not explicitly compose 7, and by our choice of function spaces
we would have to investigate ||V, — VY*||;2. Even if we apply our knowledge that y* is
the identity, we do not see chances to find a mesh to compute this. The reason for this
is that by our composition of 7y (see Figures[5.2]and [5.3)) y depends on the transformation
7. (7 is the transformation from the finite element reference element to the actual mesh.)
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While this has many advantages (for example that we could apply higher order transfor-
mations which help representing curved boundaries), the downside is that 'y depends on
the mesh which should be deformed. However, to compute ||Vy, — Vy*||;2 we would
need to integrate over an optimal mesh because this is how 7y is defined. To overcome
this problem and still get an idea of the convergence rate, we take a look at the euclidean
norm |[Yx —Y*||> where ¥ are the coordinates of the mesh in iteration k. This is a valid re-
placement since the coordinates of the mesh are the image of y. We had to generate these
numbers in the postprocessing, which is why we trust them only for the first 5 iterations.

[ =7l
3.48E+02
7.03E+01
1.88E+01
4.36E+00

5.76E-01

1.63E-05

N KW= O

Table 5.2: Convergence of the coordinates

In Table [5.2] we see that the coordinates converge faster than linear, so this is showing us
that the approach seems to work.

Rotated unitsquare

In our motivation and analysis we showed that the values are independent of the orien-
tation of the mesh. While this might seem obvious, we still choose to test the impact of
the orientation of the mesh by repeating the previous test and rotating the mesh by 27°.
In Figure [5.5b we see that it works as well, and if we compare the date from Table
with Table [5.1] we see that overall it gets the same results, the only noticeable difference
is that it took one more Armijo-step. The reason for this is that while the functional value
does not depend on the rotation of the mesh, the chosen dot-product for our problem does.
Since we use the dot-product on several occasions during our algorithm (for example to
calculate the Riesz representative of F’(7y;)) we have to expect differences in the conver-
gence behavior, but the final mesh should be identical if we first rotate the mesh and then
smoothen it or the other way around.
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(a) Initial mesh (b) Final mesh

Figure 5.5: Test: Rotated unitsquare

Armojo- | Newton-
kol o Stesz defect 13]] Fv) Mk Ok
1 1 0 | 1.16E+01 | 2.11E+00 | 2.18E-01 | 0.77 | 0.30
2 1 0 | 3.12E+00 | 4.50E-01 | 1.74E-02 | 0.96 | 0.27
3 1 0| 7.85E-01 | 1.40E-01 | 2.29E-03 | 1.00 | 0.38
4 1 0| 3.17E-01 | 3.94E-02 | 1.48E-04 | 1.00 | 0.55
5 1 0| 8.36E-02 | 8.06E-03 | 2.64E-06 | 1.00 | 0.74
6 1 0| 1.15E-02 | 8.78E-04 | 443E-11 | 1.00 | 1.00
7 1 0| 3.76E-06 | 1.84E-07 | 4.41E-11 | 0.97 | 1.00
810.5 1| 6.07E-13 | 2.12E-14 | 441E-11 | 0.97 | 1.00

Table 5.3: Rotated unitsquare

Iterative linear solver

Before we continue we have to investigate the runtime of our solver depending on the
level.

Before we discuss the results from Table [5.4]in details we need to clarify the content of
some columns:

* The total runtime is the time it took to smoothen the mesh. This includes solving the
equation with Hy and the representative of the antigradient, both using Umfpack.

e Init. Umfpack is the time it took to initialise all Umfpack-solvers for the Hj-
equation. This is the part where ,,the heavy work “ is done and the LU-decomposition
is calculated
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. ) normalized

Level tot.al Init. runtime total Newt.on- untime ratio
runtime | Umfpack | Umfpack | Umfpack | Iterations Umfpack

4 0.43 0.12 0.01 0.13 7 0.02
5 1.86 0.70 0.05 0.75 7 0.11 | 5.96
6 10.10 4.24 0.28 4.52 7 0.65 | 6.02
7 75.72 38.00 1.52 39.52 8 494 | 17.65
8 755.06 447.01 7.04 454.05 8 56.76 | 11.49
9 14797.54 | 9446.64 53.10 | 9499.73 12 791.64 | 13.95

Table 5.4: Runtime with Umfpack

* runtime Umfpack is the time it took to apply this LU-decomposition

total Umfpack the sum of Init. Umfpack and runtime Umfpack

Newton-Iterations is the Number of Newton-Iterations that were necessary to smoothen
the mesh

. . . total Umfpack
normalized runtime Umfpack 1S o ionTierations

* ratio is the ratio how the total runtime increases per level

All times are given in seconds. Without going too much into details we can directly
observe that the runtime becomes really long, and in the end it increases roughly with a
factor of 14. When calculating the numerical cost by hand we can estimate that it is O (nz)
because the matrix is a banded matrix. The reason we did not calculate it for level 10 is
because it did not finish in time, but we can estimate that it would take 126565 ~ 3.5k
per Newton-Iteration just for the Hi-equation plus additional time for the calculation of
the Riesz-representative of the Antigradient. We can clearly see that this duration is not
acceptable. Therefore, let us now repeat the previous test and replace Umfpack with a
PCG(Jacobi)-solver ([MV 15, Section 5.8]):

. . normalized

Level totgl Init. runtime total Newt.on- runtime ratio
runtime | PCG PCG PCG Iterations PCG

4 0.24 | 0.00 0.02 0.02 7 0.00
5 0.75 | 0.00 0.12 0.12 7 0.02 | 5.85
6 345 | 0.00 0.90 0.90 7 0.13 | 7.72
7 26.95 | 0.02 11.01 11.02 8 1.38 | 10.68
8 188.38 | 0.07 93.69 93.76 8 11.72 | 8.51
9 3833.50 | 0.45 | 2598.96 | 2599.41 13 199.95 | 17.06
10 34454.64 | 2.33 | 24456.46 | 24458.78 15 1630.59 | 8.15

Table 5.5: Runtime with PCG
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In Table [5.5] we see a huge improvement: We were able to calculate on level 10. We
also see that PCG works different than Umfpack: For PCG the initialization is mostly the
creation of some vectors and most of the time is spent in the actual ,,solve-routine* which
is the opposite of Umfpack. We also see a jump in the ratio at level 9, but we assume that
this is because until then a big portion of the data would fit into the CPU-cache. Let us
now therefore redo the test from Table [5.1] and replace every linear solver with a PCG.
The results of this are shown in Table

k| o | Newon B | P | | o | Mterd | defects | | deeet
1 1 | 1.16E+01 | 2.11E+00 | 2.18E-01 | 0.77 | 0.30 1 | 740E-04 | 23 | 1.04E-03
2 1 | 3.12E+00 | 4.50E-01 | 1.74E-02 | 0.96 | 0.27 1| 1.81E-04 | 23 | 2.90E-04
3 1| 785E-01 | 140E-01 | 2.296-03 | 1.00 | 038 | 1| 3.926-05 | 23 | 7.536-05
4 1| 3.17E-01 | 3.94E-02 | 1.48E-04 | 1.00 | 0.55 1 | 1.86E-05 24 | 1.67E-05
5 1 | 835E-02 | 8.06E-03 | 2.64E-06 | 1.00 | 0.74 1 | 4.46E-06 | 24 | 4.50E-06
6 1| 1.15E-02 | 8.77E-04 | 2.30E-13 | 1.00 | 1.00 1| 7.74E-07 | 24 | 6.25E-07
7 1| 3.72E-06 | 2.20E-07 | 1.18E-16 | 0.97 | 1.00 1| 1.72E-10 | 23 | 2.32E-10
8 1| 1.72E-10 | 1.69E-11 | 1.35E-17 | 0.96 | 1.00 1| 840E-15 | 24 | 9.93E-15

Table 5.6: Validation for the first testcase with PCG

We do not show figures of the mesh because they would look identical to Figure[5.4] What
stands out most is that one PCG-Iteration to solve the equation for d is actually enough
to achieve a somehow similar result. While the residuals in Table [5.1] are smaller, this
is somehow expected and within tolerances for practical usecases. If one would need a
better solution, we can estimate that probably one iteration for 8 would be good again. We
did not explicitly set the solver to 1 iteration, but rather we set it to stop if it either gained
4 digits or the residual is better then 10~ times the Newton-defect. These numerical
tests show that we need a fast linear solver or else the algorithm will be impractical. Our
test then showed that a PCG-solver speeds up the process significantly, especially since
it was not necessary to do many PCG-steps. This might change for other geometries,
but for the moment this is sufficient. Overall, what we can estimate now is that solving
the equation for d is not going to be ,,too expensive” which means we might not need to
implement a multigrid-solver for this. On the other hand, the equation for s might become
more expensive to solve, but this is - at least in our case - solving a Poisson-equation. We
are leaving this open to discussions because there are better experts at solving a Poisson-
equation.

5.3. Effects yand A

Let us now repeat the previous test, but instead of refining it 3 times we refine it 6 times.
We then test different quantities of u and A. We also then just sum up the total number of
Armijo steps and total number of iterations for 9.
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A Newton- | Iterations | Armijo- )
H Iterations ) Steps | rejected
0.01 | 1 22 22 6 19
0.1 1 13 13 8 6
1|1 6 6 5 1
101 7 7 3 0
100 | 1 16 16 1 0

Table 5.7: Influence of u and A

K K>

K K

Figure 5.6: Example that is not covered from the theory

In Table[5.7|we see two different things: First of all we remind ourselves that our analysis
covers only cases where det(Vy) < exp (’7—{ + 1) , so clearly we could not expect any good
results for y = 0.01 or u = 0.1. It does not necessarily have to diverge because imagine a
situation as presented in Figure[5.6} For K, K> and K3 the cells shrink, so the determinant
is smaller than 1. Therefore, for these cells we have coverage from our analysis. However,
for K4 this might not be the case, but because they share vertices this still might work well
even if our choice of u and A would not allow us to draw this conclusion.

We also notice that while u = 100 is well covered and within the theory the general op-
timization problem seems to be ,,harder* to solve here because we need more Newton-
Iterations. Therefore, we conclude from this test that we should use the smallest pair of
u and A that fulfills the condition det(VYy) < exp (% + 1) for all cells. Since we do not
know this a priori and we would like to have a small safety-margin we choose u = 10 and
A = 1. The reason is that we gained only a little bit by choosing u = 1 which would allow
det(Vy) < 7.389, and a volume-change of 7 is no complete unreasonable assumption.

5.4. Finer mesh

We now refine the mesh up to level 9 and repeat the test. We get the iteration number
from Table 3.8

We can clearly see that in the beginning, it seems as if the number of Newton-iterations
seems to be independent of the level, but at level 9 this rule does not apply any longer. We
also observe that the number of Armijo-Steps increase. Therefore, we check the details
of level 9 in Table

56



5.5. Finer mesh

Newton- | Armijo- | Iterations ) Iterations
Level . .
Iterations | Steps ) rejected s

3 8 0 8 0 188

4 7 0 7 0 327

5 7 0 7 0 645

6 7 3 7 0 1265

7 8 3 8 0 2634

8 8 9 8 1 4841

9 13 33 13 1 17218

Table 5.8: Iterations on various levels

K Aggj: Ngzg‘:tl s Fo | | o« Itgr defect 3 Itjr' used s
1 6 | 1.96E+00 | 1.35E+02 | 2.57E+00 | 0.62 | 0.30 1 | 1.64E-04 | 1466 | FALSE
2 1 | 1.71E+00 | 2.16E+03 | 2.49E+00 | 0.49 | 0.44 1| 1.49E-04 | 1473 | TRUE
3 4 | 1.28E+00 | 1.22E+02 | 2.17E+00 | 0.65 | 0.47 1| 9.81E-05 | 1479 | FALSE
4 4 | 1.05E+00 | 1.09E+02 | 1.90E+00 | 0.78 | 0.55 1 | 8.47E-05 | 1481 | FALSE
5 0 | 9.21E-01 | 1.00E+02 | 1.44E-01 | 0.81 | 0.60 1| 7.41E-05 | 1482 | FALSE
6 2 | 494E-01 | 1.11E+01 | 8.19E-02 | 0.91 | 0.65 1 | 3.79E-05 | 1476 | FALSE
7 5 | 3.08E-01 | 8.15E+00 | 7.71E-02 | 0.87 | 0.83 1 | 2.38E-05 | 1488 | FALSE
8 1| 2.77E-01 | 7.67E4+00 | 2.25E-02 | 0.92 | 1.00 1 | 2.02E-05 | 1493 | FALSE
9 0 | 1.51E-01 | 4.19E+00 | 1.98E-04 | 0.94 | 1.00 1 | 1.07E-05 | 1490 | FALSE
10 0 | 4.04E-02 | 2.31E-01 | 8.78E-07 | 0.94 | 1.00 1 | 2.85E-06 | 1302 | FALSE
11 0 | 8.30E-03 | 3.69E-03 | 1.79E-09 | 0.95 | 1.00 1| 5.86E-07 | 732 | FALSE
12 0| 3.78E-04 | 1.12E-04 | 1.33E-14 | 0.95 | 1.00 1 | 2.66E-08 | 788 | FALSE
13 0 | 9.10E-07 | 2.04E-06 | 1.22E-16 | 0.95 | 1.00 1 | 6.44E-11 | 1068 | FALSE

Table 5.9: Iterations on levels 9

Summing this up, the total computational cost adds up to
* Assembling and solving 13 Poisson-equations
* Assembling Hy 13 times
* 13 PCG-Steps to solve the Hi-equation
* 33 Armijo-Steps

We observe that most Armijo-Steps were necessary during the first few Newton-Iterations,
and one time we obtained a direction d that got discarded anyways. This is good and bad
in itself: It is good because we see that both the Armijo-scheme and the check of the
angle-condition are important to keep this method as robust as possible, but at the same
time it is bad because we put a lot of computational work in assembling and solving the
linear system for & and evaluating the Armijo-condition, so we do want to try to avoid to
do this very often. This test shows us that we should work on reducing the computational

57



CHAPTER 5. Numerical results |

cost in the first few iterations. Therefore, we now investigate what happens if we do not
use J in the first steps but directly switch to use s in the first 2-4 steps.

5.5. Initial antigradient steps

We are now repeating the previous test with one small modification: During the first two
Newton-Iterations we do not solve for 6 and directly choose s as searchdirection. The
result can be found in Table

k Asr?;gs Ndes;;?tl [19]] F () Nk o Itgr defect & Ifr’ used s
1 11 | 1.96E+00 | 2.22E+03 | 2.58E+00 | 1.00 | 0.30 - - | 1466 | TRUE
2 7 | 1.32E+00 | 2.16E+03 | 1.69E+00 | 1.00 | 0.30 - - | 1479 | TRUE
3 0 | 4.55E-01 | 1.16E+02 | 8.07E-02 | 0.97 | 0.36 1 | 3.27E-05 | 1446 | FALSE
4 0 | 1.49E-01 | 2.24E+01 | 4.22E-03 | 0.99 | 0.50 1| 1.06E-05 | 1466 | FALSE
5 0 | 4.09E-02 | 4.33E+00 | 9.85E-05 | 0.99 | 0.69 1| 2.88E-06 | 1481 | FALSE
6 0| 6.77E-03 | 5.00E-01 | 4.13E-09 | 0.99 | 0.98 1| 4.77E-07 | 1482 | FALSE
7 0| 5.13E-05 | 2.77E-03 | 1.43E-16 | 0.99 | 1.00 1 | 3.61E-09 | 1484 | FALSE
8 0| 3.92E-09 | 1.57E-07 | 5.30E-17 | 0.95 | 1.00 1 | 2.75E-13 | 1546 | FALSE

Table 5.10: Iterations on levels 9 - two initial antigradient steps

In total the computational cost for this modification is

6 PCG-Steps

18 Armijo-Steps

Assembling Hj 6 times

Assembling and solving 8 Poisson-equations

Comparing this to Table[5.9 we notice that we saved

* Assembling and solving the Poisson-equation 5 times

* Assembling Hy 7 times

* 7 PCG-Steps to solve the Hy-equation

* 15 Armijo-Steps

and never rejected . This is clearly a huge improvement. If we push this idea and start

with three antigradient steps we obtain the results from Table[5.T1]

so in total we have
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5.5. Initial antigradient steps

K Asri‘gg: Ngg;‘c’? s Fo | | o« Itgr defect 3 It:r' used s
i 11 [ 1.96E+00 | 2.226+03 | 2.58E+00 | 1.00 | 030 | - 1466 | TRUE
2 7 [ 1.32E+00 | 2.16E+03 | 1.69E+00 | 1.00 | 0.30 | - 1479 | TRUE
3 5 | 455E-01 | 1.65E+03 | 3.78E-01 | 1.00 | 0.30 - - | 1446 | TRUE
4 0 | 1.79E-01 | 5.69E+01 1.69E-02 | 0.99 | 0.42 1| 1.28E-05 | 1487 | FALSE
5 0| 494E-02 | 1.10E+01 | 6.36E-04 | 0.99 | 0.56 1 | 3.50E-06 | 1515 | FALSE
6 0| 1.29E-02 | 1.72E+00 | 5.19E-06 | 0.99 | 0.80 1 | 9.13E-07 | 1514 | FALSE
7 0| 1.31E-03 | 1.25E-01 | 9.92E-13 | 0.99 | 1.00 1| 9.29E-08 | 1510 | FALSE
8 0| 8.62E-07 | 3.62E-05 | 1.17E-16 | 0.96 | 1.00 1 | 6.08E-11 | 1516 | FALSE

Table 5.11: Iterations on levels 9 - three initial antigradient steps

Assembling and solving 8 Poisson-equations

Assembling Hj 5 times

5 PCG-Steps

23 Armijo-Steps

This is almost comparable to two initial antigradient steps: 1 assembly of Hj, and 5 PCG-
Steps vs. 5 Armijo-Steps, but the Newton-defect is slightly worse. One might get the idea
that this continues, but with 4 initial antigradient steps we get the results from Table[5.12]

K Asrgg;’ Ng:;;‘é? s P | | o« “gr defect § I‘:r' used s
1 11 | 1.96E+00 | 2.22E+03 | 2.58E+00 | 1.00 | 0.30 - - | 1466 TRUE
2 7 | 1.32E+00 | 2.16E+03 | 1.69E+00 | 1.00 | 0.30 - - | 1479 TRUE
3 5| 4.55E-01 | 1.65E+03 | 3.78E-01 | 1.00 | 0.30 - - | 1446 TRUE
4 3 1.79E-01 | 7.04E+02 | 2.96E-01 | 1.00 | 0.30 - - | 1487 TRUE
5 0| 2.05E-01 | 4.98E+01 1.97E-02 | 0.99 | 0.41 1 | 1.46E-05 | 1507 | FALSE
6 0| 7.68E-02 | 1.18E+01 | 2.32E-03 | 1.00 | 0.37 1| 541E-06 | 1513 | FALSE
7 0| 2.99E-02 | 3.24E+00 | 1.71E-04 | 1.00 | 0.51 1| 2.11E-06 | 1511 | FALSE
3 0 | 921E-03 | 6.83E-01 | 443606 | 1.00 | 069 | 1 | 6.46E-07 | 1518 | FALSE
9 0 | 1.57E-03 | 8.50E-02 | 8.50E-10 | 1.00 | 097 | 1| 1.I0E-07 | 1518 | FALSE
10 0| 2.29E-05 1.03E-03 1.06E-16 | 1.00 | 1.00 1| 1.61E-09 | 1526 | FALSE
11 0| 1.64E-09 | 7.26E-08 | 4.16E-17 | 0.94 | 1.00 1| 1.16E-13 | 1550 | FALSE

Table 5.12: Iterations on levels 9 - four initial antigradient steps

We notice one important thing here: Even though is now getting more expensive it is still
cheaper than no initial antigradient step at all:

* Assembling and solving 11 Poisson-equations

* Assembling H; 7 times
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* 7 PCG-Steps
* 26 Armijo-Steps

We also see that one time, the heuristic for increasing o had to decrease o again, but this
just worked and did not cause any other problems. These experiments show us that using
the antigradient for the first few steps might save some computational cost and improve
convergence. If we do too many initial antigradient steps we eventually might end up with
a gradient method, so we should not push this too far, but it is a viable option for the first
2-4 steps.

5.6. Different testcases in 2D

So far we only did tests on a unitsquare with a really extreme deformation. Now we want
to test this on other meshes as well.

Unitsquare - randomly distorted

We start with a unitsquare that is randomly distorted as in figure [5.7} We still know what

Figure 5.7: Randomly distorted unitsquare

the outcome should look like, but it might be a bit harder to solve because the deformation
1s not unidirectional.

In Table we see that also in this case it works out nicely. What we did not show is
the final result because this would just be a perfect regularly refined unitsquare.

Transition element

To refine a mesh locally from one quadrilateral to five quadrilaterals one can use a so
called ,.transition element“. We now test the behavior of this algorithm when we try to

60



5.6. Different testcases in 2D

Armijo- | Newton- Iter Iter.
k Steps defect [19]] F(vk) Nk ol g defect s used s
1 4 | 1.07E+01 | 3.85E+00 | 1.06E-01 | 1.00 | 0.30 - -1 36| TRUE
2 4 | 3.29E+00 | 1.30E+00 | 8.29E-03 | 1.00 | 0.30 - -1 39| TRUE
3 0 | 9.06E-01 | 2.66E-02 | 7.01E-04 | 0.98 | 0.42 1 | 6.51E-05 | 38 | FALSE
4 0| 2.92E-01 | 6.68E-03 | 3.75E-05 | 1.00 | 0.60 1| 1.75E-05 | 38 | FALSE
5 0| 6.77E-02 | 1.36E-03 | 2.61E-07 | 1.00 | 0.84 1 | 4.02E-06 | 38 | FALSE
6 0 | 5.66E-03 | 1.05E-04 | 2.29E-14 | 1.00 | 1.00 1 | 3.81E-07 | 30 | FALSE
7 0 | 4.89E-07 | 2.53E-07 | 1.20E-16 | 0.97 | 1.00 1 | 324E-11 | 48 | FALSE
8 0 | 3.24E-11 | 1.06E-11 | 1.46E-17 | 0.96 | 1.00 1 | 2.05E-15 | 49 | FALSE
Table 5.13: Iterations randomly distorted unitsquare
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Figure 5.8: Smoothing the transition element

smoothen it. In Figure [5.8 we evaluated the functional for each cell and colored the cell
according to this value. The lower the value is, the better this cell is considered. Visu-
ally we can see in Figure [5.§] that the result looks good, only the four corners become
worse, but if we see this element as part of a bigger mesh then these corners could move
as well and it might end up better. We also notice that the elements in the center are much
smaller than those close to the boundary. This is reflected by the functional value that
increases when close to the boundary. In Table [5.14] we see a relatively normal conver-
gence behavior as we expected from our previous experiments, but now we see one major
difference: In the last iteration we had to do two Armijo-Steps again. This is now new
to us, earlier they were necessary only during the first iterations and towards the end no
damping was required. While there is no proof for this theory, it seems plausible to us
that the main reason is that the four elements in the middle (which would be at the corners
of the original inner quadrilateral, compare Figure [5.8) can easily degenerate and this is

61



CHAPTER 5. Numerical results |

the reason for smaller stepsizes. This test shows us that there are limits to smoothening a
mesh, sometimes the connectivity or the geometry do not allow to create cells that have
the same size.

K A;‘;;g;’ N;g;‘c"tl S Py | | w Itgr defect It:r' used s
1 4 | 6.27E+00 | 6.10E+01 | 5.2130 | 1.00 | 0.30 - - 37 TRUE
2 4 | 5.00E+00 | 5.44E+01 | 4.6063 | 1.00 | 0.30 - - 37 TRUE
3 0 | 5.02E+00 | 1.83E+00 | 3.4803 | 004 | 0.34 | 1| 3.986-04 | 37 | FALSE
4 0 | 3.89E+00 | 9.00E-01 | 3.2000 | 0.95 | 030 | 1| 2.52E-04 | 36 | FALSE
5 0 | 1.11E+00 | 5.88E-01 | 3.1241 | 1.00 | 036 | 1| 6.30E05 | 38 | FALSE
6 0 | 7.36E-01 | 3.00E-01 | 3.0803 | 1.00 | 051 | 1| 320805 | 37 | FALSE
7 0 | 2.66E-01 1.16E-01 | 3.0737 | 1.00 | 0.62 1| 1.53E-05 38 | FALSE
8 0| 837E-02 | 2.89E-02 | 3.0730 | 1.00 | 0.85 1 | 5.31E-06 38 | FALSE
9 0 | 8.09E-03 | 2.60E-03 | 3.0730 | 1.00 | 1.00 1| 5.19E-07 38 | FALSE
10 0| 6.21E-06 | 1.20E-06 | 3.0730 | 0.95 | 1.00 1| 3.37E-10 38 | FALSE
11 2 | 3.36E-10 | 4.96E-11 | 3.0730 | 0.90 | 1.00 1| 2.64E-14 54 | FALSE

Table 5.14: Iterations transition element

This example also shows that we really should not ,,deactivate* the Armijo-Scheme after
a few iterations. We also see that (because the final mesh cannot contain just optimal
cells) we can have a final value of F () that is significantly greater than zero.

Unitcircle

Now let us try to smoothen a unitcircle: We directly can expect the outermost layer of
elements to have a bigger size than we prescribe them, and the inner ones have to com-
pensate for that and thus have to become smaller. The reason for this is that the number
of elements directly prescribes the ,,boundary-edge®, and then one layer to the interior the
same number of elements is used for a smaller diameter. The initial and final mesh are
shown in Figure [5.9] First of all we notice that the quality becomes much more uniform,
the only cells in the interior that are ,,not so good* are those that stem from the corners
of the initial quadrilateral. We also notice that the outer cells are mostly flagged as bad is
because they became too large, the shape of them looks quite reasonable. Therefore, this
is as predicted. Let us also look into the details of the iterations in Table

We can observe the same behavior as for the transition element, but the number of Armijo-
Steps increases even more. When looking at Table and from the previous test Table
5.14| and looking at the norm of the update & we start wondering if the last iterations are
actually necessary. Therefore, let us now show the iterations visually. In Figure [5.10]
k = 0 would be the initial mesh. Visually, we can barely see a difference between k = 4
and the final mesh. This is a really important result because it allows us to reduce the
computational cost even more - at least for practical applications. We could now try to
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6.56-04 50e-3 f1\{0e-2 1.86-02 65604 5063 10e2 1.86-02
ﬁ | d * ! d
(a) Initial mesh (b) Final mesh
Figure 5.9: Smoothing a unitcircle
K A;i:gs Rewion B Fow) | ne | ST defeets | M| useds
1 4 | 1.13E+01 | 443E+01 | 9.8954 | 1.00 | 0.30 - - 37 | TRUE
2 4 | 1.12E+01 | 3.53E+01 | 9.1382 | 1.00 | 0.30 - - 37 | TRUE
3 1 | 9.95E+00 | 1.76E+00 | 7.0451 | 0.96 | 0.30 1 | 5.36E-04 37 | FALSE
4 0 | 2.17E+00 | 3.18E-01 | 6.9882 | 0.98 | 0.32 1| 1.21E-04 36 | FALSE
5 0 | 1.63E+00 | 1.87E-01 | 6.9567 | 0.99 | 0.47 1 | 8.64E-05 37 | FALSE
6 0 | 6.30E-01 | 8.18E-02 | 6.9504 | 1.00 | 0.54 1 | 3.49E-05 37 | FALSE
7 0 | 2.68E-01 | 2.72E-02 | 6.9493 | 1.00 | 0.73 1 | 1.64E-05 36 | FALSE
8 0| 5.12E-02 | 4.45E-03 | 6.9492 | 0.99 | 0.98 1 | 3.42E-06 36 | FALSE
9 0| 7.02E-04 | 5.14E-05 | 6.9492 | 0.99 | 1.00 1 | 4.07E-08 36 | FALSE
10 19 | 4.78E-08 | 6.86E-09 | 6.9492 | 0.91 | 1.00 1| 2.78E-12 48 | FALSE

Table 5.15: Iterations unitcircle

work out a stopping criterion that would stop the algorithm as soon as nothing ,,visually*
changes, but from our experience this leads to other problems which we will discuss later.
We just should keep this in mind for Chapter[6] We also have just shown that it is possible
to smoothen a mesh that does have a different shape than the optimal cell.
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Figure 5.10: Smoothing a unitcircle - mesh per iteration

5.7. Triangle meshes

So far we only showed results for quadrilaterals because they are the focus of our work.
Nevertheless our analysis showed that it should also work for triangles. Therefore, we
construct a testcase similar to the one for quadrilaterals: We take a mesh that in itself is an
equilateral triangle, refine it and after the refinement we move some of the inner vertices
so that the initial mesh looks like in Figure

The final mesh (Figure suggests that that the code works for triangles as well,
whereas the results in Table seem to be a bit undecided because our functional value
is not as close to 0 as it was for the quadrilateral meshes. Looking more into details,
we see that the functional value on each cell is 7.6 - 10~*. This might be because either
the Newton-Iteration stopped too early or because our initial mesh was not an equilateral
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Figure 5.11: Validation for triangles

k Asr?elg;) N;;;;? [|19]] F(w) | M o Itgr defect & Itz:r. used s
1 0 | 4.35E+00 | 4.84E-01 | 2.48E-01 | 0.98 | 0.30 1| 2.28E-04 22 | FALSE
2 0 | 1.63E+00 | 1.32E-01 | 2.00E-01 | 0.99 | 0.40 1| 6.81E-05 21 | FALSE
3 0 | 5.87E-01 | 4.24E-02 | 1.94E-01 | 1.00 | 0.55 1 | 4.28E-05 21 | FALSE
4 0 | 1.66E-01 | 1.04E-02 | 1.93E-01 | 1.00 | 0.75 1| 1.01E-05 21 | FALSE
5 0| 2.27E-02 | 1.21E-03 | 1.93E-01 | 1.00 | 1.00 1 | 1.30E-06 21 | FALSE
6 0 | 1.95E-05 | 9.46E-07 | 1.93E-01 | 0.96 | 1.00 1| 8.42E-10 21 | FALSE
7 34 | 8.42E-10 | 1.16E-10 | 1.93E-01 | 0.96 | 1.00 1 | 3.84E-14 21 | FALSE

Table 5.16: Iterations validation triangle

triangle: Because of the coordinates of the top corner, all y-coordinates are fractions of
v/3. In the process of creating the mesh, we had to perform a few export- and import-
operations where we certainly have lost some digits. Therefore, all coordinates on the
boundary (except those at y = 0) are off a little bit, and our boundary-conditions fixed
their positions. This leads to each cell being ,,slightly non-optimal* which causes a value
of 7.6- 10~ on it. Keeping this in mind and recalling (where we state that our
assumed form is to sum up the quality of the cells) we consider this result close enough
for passing the test. This means that our algorithm works for triangles as well.

Nontrivial triangle mesh

Now we show a mesh that is now a bit of a challenge for triangles because of the way
the refinement works: Initially, we have just a set of cells and a very rough polygonal
approximation of the correct boundary. When we refine the mesh, we also want to have a
better approximation of the boundary. Therefore, after each step, the parametrization of
the boundary is applied to move the newly created boundary nodes to the real boundary.
When following this algorithm, something like in Figure[S.12a|can happen, but as we see
in Figure our algorithm manages to smoothen it.
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(a) Initial mesh
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(b) Final mesh

Figure 5.12: Smoothing a triangle mesh

Let us look at the iterations in Table[5.17]

From the sheer number of iterations we already see that this was one of the harder meshes
that we tested, especially in the beginning the residual does not drop as fast as it did
on other meshes. However, at some point we saw the fast convergence of the Newton-
Scheme that we can expect. We also see that even though the initial mesh was mirror-
symmetric, the final mesh is not, it seems to be point-symmetric. This seems to be
counter-intuitive, but in the analysis we never showed the uniqueness of the solution,

only the existence (compare Theorem and3.9)). Here we might have a case where

several local minimums exist because it seems that if we would mirror the deformations
from the left half and apply this version to the right half of the initial mesh (and for the
other half accordingly) we might have the same functional value. This could be a reason
why it was one of the harder meshes. This test has therefore shown us that the algo-
rithm works and creates a mesh of good quality even if we have no unique solution to the

problem.
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K Asr’tffclg;’ Ngg;‘c’? 18 F) | me| o I‘gr defect I‘:r' used s
I 5 | 1.11E+01 | 5.47E+01 | 3.9848 | 1.00 | 030 | - T 46 | TRUE
p 8 | 238E+01 | 2.42E+01 | 3.7645 | 1.00 | 030 | - T 43 | TRUE
3 0 | 8.61E+00 | 1.07E+00 | 3.4523 | 0.80 | 0.13 1| 6.28E-04 44 | FALSE
4 0 | 8.07E+00 | 7.35E-01 | 3.2915 | 0.85 | 0.18 1| 5.70E-04 46 | FALSE
5 0 | 795E+00 | 6.76E-01 | 3.2838 | 0.78 | 0.19 1| 5.65E-04 44 | FALSE
6 0 | 4.32E+00 | 6.68E-01 | 3.2737 | 0.97 | 0.19 1| 2.89E-04 46 | FALSE
7 0 | 5.65E+00 | 6.20E-01 | 3.2197 | 0.92 | 0.24 1| 3.62E-04 44 | FALSE
8 0 | 3.67E+00 | 5.78E-01 | 3.2111 | 0.98 | 0.19 1| 2.27E-04 47 | FALSE
9 1| 3.82E+00 | 5.59E-01 | 2.9995 | 0.97 | 0.24 1| 2.34E-04 45 | FALSE
10 0 | 343E-01 | 2.00E-02 | 2.9994 | 0.98 | 023 | 1| 2.04E-05 | 43 | FALSE
I 0 | 3.68E-01 | 2.19E-02 | 2.9992 | 0.99 | 035 | 1| 2.30E-05 | 42 | FALSE
12 0 | 3.20E-01 1.54E-02 | 2.9990 | 0.99 | 0.33 1| 2.18E-05 42 | FALSE
13 0| 2.71E-01 1.10E-02 | 2.9989 | 0.99 | 0.36 1| 1.72E-05 41 | FALSE
14 0| 2.34E-01 | 7.36E-03 | 2.9988 | 0.99 | 0.39 1| 1.52E-05 41 | FALSE
15 0| 1.72E-01 | 4.56E-03 | 2.9988 | 0.99 | 0.43 1| 1.21E-05 41 | FALSE
16 0| 1.23E-01 | 2.56E-03 | 2.9987 | 0.99 | 0.50 1 | 8.08E-06 40 | FALSE
17 0| 6.85E-02 | 1.17E-03 | 2.9987 | 0.99 | 0.58 1 | 4.60E-06 39 | FALSE
8 0 | 298E-02 | 4.01E-04 | 2.9987 | 0.99 | 0.74 | 1| 2.056-06 | 30 | FALSE
9 0 | 6.89E-03 | 7.09E-05 | 2.9987 | 0.99 | 0.99 | 1| 446E-07 | 38 | FALSE
20 0| 7.21E-05 | 7.87E-07 | 2.9987 | 0.99 | 1.00 1| 5.12E-09 38 | FALSE
21 1 5.13E-09 1.78E-09 | 2.9987 | 0.96 | 1.00 1| 3.31E-13 58 | FALSE

Table 5.17: Iterations for this triangle mesh

5.8. 3D Testcase

When we presented all components and the reference cells we also showed them for three
dimensions. Therefore, we briefly want to show that this is also possible. We take the
same settings as in previous tests, but we will not do any initial antigradient steps. As
testcase, we create something similar to the first tests we did here: We take [0,2]3, refine
it once, move the midpoint to (1.2,1.2,1.2) and then continue to refine it (see Figure
[5.13a)). We are going to just focus on this one testcase with hypercubes even though many
other would be possible as well. We will also just show the tables for this case: For level 3
the details are shown in Table and a summary for levels 3-6 is shown in Table[5.19]
We see a very similar behavior to the equivalent 2d case.

This test shows us that we can also smoothen 3D meshes using this algorithm. It also
suggests that solving for 9 is not significantly harder than in 2D.
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(a) Initial mesh

(b) Final mesh

Figure 5.13: Selected cells of the 3D-mesh

Table 5.19: Iterations on various levels

k A;zg: Nggfgé? [19]] F () Nk o Itg,r defect & It;:r. used s
1 0 | 1.77E+00 | 5.14E+00 | 1.56E-01 | 0.99 | 0.30 1 | 8.35E-05 21 | FALSE
2 0 | 6.31E-01 | 1.10E+00 | 1.40E-02 | 0.99 | 0.44 1 | 2.87E-05 20 | FALSE
3 0 | 2.19E-01 | 2.52E-01 | 6.40E-04 | 1.00 | 0.61 1 | 1.05E-05 21 | FALSE
4 0 | 5.02E-02 | 4.25E-02 | 4.08E-06 | 1.00 | 0.84 1| 2.63E-06 | 21 | FALSE
5 0| 4.12E-03 | 2.93E-03 | 5.66E-14 | 1.00 | 1.00 1| 1.75E-07 | 21 | FALSE
6 0 | 5.98E-07 | 2.72E-07 | 4.51E-15 | 0.95 | 1.00 1 | 3.30E-11 20 | FALSE
Table 5.18: Iterations for 3D hypercube on level 3
Newton- | Armijo- | Iterations ) Iterations
Level . .
Iterations | Steps ) rejected s
3 6 0 6 0 124
4 6 0 6 0 249
5 6 0 6 0 496
6 6 0 6 0 994

68




Numerical results Il - r-Adaptivity

So far, all we did was smoothing a mesh that came out of a meshgenerator. As we men-
tioned in Chapter |3, we smoothened the mesh to reduce the error ||u — uy||. This itself is
already a powerful tool, but there are other applications as well. One other application
is when we do time-dependent simulations and the geometry changes over time, for ex-
ample a rising bubble. Another application would be that the geometry is complicated to
mesh so that a fictitious boundary method is used: These methods become really powerful
tools if the approximation error of the boundary-approximation becomes small. For both
applications it can be an advantage to move the points inside a mesh so that an (internal)
object is resolved better. How does this now translate to our method? Actually, rezoning
- or r-adaptivity - is nothing else but choosing different scales for the reference cell. If we
assume that there is a function v(x) then we have basically two options:

i) We reformulate the model so that the cell sizes depend on the final position. This
would mean that y [ would be something along the lines of

Y Tx=Y(x, v(x¥))

This is possible and was examined in [Paul?l], even though this introduces new
terms to the derivatives.

ii) We can do something like a Picard-Iteration: Initially, we set the cell sizes to v(Yp).
We then solve for this given cell sizes and call the result Ygna ;. Then we setyp ;11 =
Yhinal,i» update the desired cell sizes to v(Yp i+1) and repeat the process for i until it
converges.

This was also investigated in [Paul7], but there the results were not satisfying.

Even though the results in [Paul7] were not satisfying we are going to investigate the
second approach. There are three reasons for this: First, it does not require to calculate
new derivatives and the implementation of new terms which mean we can use the results
from Chapter E] as a validation for our code. Second, we minimize a different functional
than [Paul7], so it is generally difficult to draw conclusions from this. Third, we also use
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a different solver to solve the minimization problem (a Quasi-Newton scheme, whereas
[Paul7] mainly relied on a NLCG). The second and third reason mean that we have a
completely different problem here.

Before we start to test this method we need to give some thought into the terms ,,solve*
and ,,converges“. From a pure mathematical point of view, we could very well do the
Newton-Iteration until the Newton-defect is smaller than 10~!? before we update the cell
sizes, but to define the convergence for the Picard-Iteration in a way that does not conflict
with the convergence of the Newton-Iteration becomes a real challenge: If we rely on just
F(y), ||F'(7)|] or ||8]| we could very well just monitor that our Newton-Scheme converged
but gained no information if the mesh is now adapted to the intended situation.

After our tests in Chapter [5] especially as presented in Table [5.15] and Figure [5.10} we
think it is not necessary to solve the Newton-Iteration to a very small residual before
updating the desired cell volumes. Since we learned that during each iteration usually |||
decreases, we are going to incorporate this in our criterion because it could be interpreted
as ,,with these desired cell volumes we have now an almost optimal mesh*, so we do not
spend time to ,,over-optimize* it. Therefore, our strategy is going to be: Every time ||J||
is below a certain threshold or every X steps we update the desired volumes. We stop
the Picard-Iteration if our Newton-defect is below a certain threshold and we updated the
desired volumes of the cells at least Y times. If the threshold for ||3]| is not too small we
found this to be a practical approach. However, we also must recall the Armijo-Condition

RS54

F(xi) — F (xx +0x0) > Por(—VF (xx),8)

and one shortcut that came in handy when implementing: After the update of the volumes,
we are technically solving a new problem. Therefore, we cannot use F(x;) as F(x; +
6,0 ) from the previous step but also have to update this.

We also have to manage our expectations here: Smoothing a mesh so that every cell
is optimal and adapting a mesh to a geometry are goals that are usually opposing each
other: Just think of a 2d-quadrilateral mesh with a circle as interior boundary. The smooth
optimal mesh would consist only of square cells, but the approximation of the circle would
be quite bad.

6.1. Adapting a square to a circle

With these things out of the way let us now take [—1,1]? and adapt it to an interior circle
with the center (0,0) and the radius » = 0.7. All we do is set the desired cell volume to

v = 10_8+\/,/c)2€+c§—0.7

where ¢, and ¢, are the x- and y-coordinates of the geometric center of the cell. This
means that the cells should get smaller when they are closer to the circle. The 1078
is just a small regularization parameter so that no cell has the volume zero. Note that
because these cell sizes might not sum up the 4 (the volume of our whole domain) we
treat these as relative cell sizes. If we apply the explained algorithm to a unitsquare on
level 5 we get the results from Table The final result is in Figure The total cost
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4.8e-04 1.0e-1 1.5e-1 2.0e-1 3.0e-01

ﬁ : d

Figure 6.1: Adapting a square to a circle on level 5

was 35 Newton-Iterations, 84 Armijo-Steps and 407 steps with a PCG-solver to solve the
d-equation. Even though we had to do 1044 PCG-Steps to solve the equation for s, this
is a Poisson-equation and there are better ways to solve it, but this is not the focus of this
work so we do not count these. The cell-volumes got updated after the Newton-Iterations
10,11,18,19,26,27 and 34. After the update, we treat this as a new problem and therefore
start with 2 steps in the antigradient direction.

In Figure[6.Tagain a lower value means that the cell is closer to the optimal cell. While in
two instances we had to do many Armijo-Steps, overall this looks almost normal and as
expected. The reason for the huge number of Armijo-Steps in the Newton-Steps 27 and
35 might be that a larger stepsize would have caused a cell to degenerate. We also notice
here that even though we are optimizing the mesh an thus minimizing the functional, the
overall value of the functional increases with each update of the desired cell-volumes,
only to decrease from then on. This shows that our initial assumption of mesh-quality
opposing adaptation to a geometry was right.

Geometrically, we do see a problem here: Because of our chosen boundary condition, the
four cells in the corners of the mesh have only one vertex that can be moved, so these
cells cannot adapt too much. Our assumption here is that if we would allow the vertices
to slide on the boundary these cells would have a better quality. This also influences the
quality of the mesh in the surrounding cells.

Together, these tests show us that our approach to r-adaptivity with just choosing different
cell volumes is indeed valid and works. Also, the algorithmic idea with a Picard-Iteration
and the stopping- and update-criterion are effective.

If we repeat this on level 6 the overall adaption to the circle becomes better (see Figure
[6.2). Even though this is somehow expected (we have more elements that we can deform)
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we still want to show this because we are not quite happy with the overall result on level
5, but it becomes difficult to see everything on the overview for level 6 (see Figure [6.2a)).
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(a) Adapting a square to a circle on level 6

Figure 6.2: Adapting a square to a circle on level 6
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K A;Eg;’ N;;g;‘tl 18| Foy) | me | o Itgr defect It:r' used s
1 4 | 9.03E+00 | 5.80E+01 | 16.15 | 1.00 | 0.30 0 - 30 TRUE
2 4 | 6.25E+00 | 2.07E+01 | 14.48 | 1.00 | 0.30 0 - 31 TRUE
3 0 | 3.57E+00 | 6.07E-01 | 14.08 | 0.99 | 0.36 21 | 4.47E-03 31 | FALSE
4 0 | 2.09E+00 | 2.72E-01 | 13.96 | 0.99 | 0.45 26 | 3.42E-03 31 | FALSE
5 0 | 9.82E-01 | 1.0IE-01 | 13.94 | 0.99 | 056 | 25 | 1.865-03 | 31 | FALSE
6 0 | 3.73E-01 | 2.67E-02 | 13.94 | 0.99 | 0.74 | 24 | 7.695-04 | 30 | FALSE
7 0| 731E-02 | 3.70E-03 | 13.94 | 0.98 | 1.00 19 | 3.51E-04 30 | FALSE
8 0| 3.46E-04 | 9.98E-05 | 13.94 | 0.95 | 1.00 11 | 5.49E-05 29 | FALSE
9 0 | 5.49E-05 1.50E-05 | 13.94 | 0.96 | 1.00 24 | 3.03E-07 31 | FALSE
10 0| 3.03E-07 | 3.03E-08 | 13.94 | 0.94 | 1.00 6 | 4.51E-08 29 | FALSE
11 0| 451E-08 | 8.94E-08 | 23.90 | 1.00 | 1.00 0 - 30 TRUE
12 4 | 547E+00 | 2.00E+01 | 22.40 | 1.00 | 1.00 0 - 30 TRUE
13 4 | 3.57E+00 | 4.89E+00 | 22.24 | 1.00 | 1.00 0 - 30 TRUE
14 0 | 3.53E+00 | 1.I3E-01 | 22.11 | 0.96 | 1.00 | 26 | 3.056-03 | 29 | FALSE
15 0| 1.75E-01 | 7.05E-03 | 22.11 | 0.87 | 1.00 13 | 2.50E-03 29 | FALSE
16 0| 2.55E-03 | 5.29E-04 | 22.11 | 0.97 | 1.00 14 | 1.21E-04 31 | FALSE
17 0| 1.21E-04 | 2.13E-05 | 22.11 | 0.94 | 1.00 18 | 2.29E-06 29 | FALSE
18 0| 2.29E-06 | 3.37E-07 | 22.11 | 0.91 | 1.00 12 | 1.05E-07 30 | FALSE
19 0| 1.05E-07 | 3.79E-07 | 22.40 | 1.00 | 1.00 0 - 33 TRUE
20 4 | 2.36E+00 | 8.13E+00 | 22.10 | 1.00 | 1.00 0 - 31 TRUE
21 4 | 1.37E+00 | 2.13E+00 | 22.08 | 1.00 | 1.00 0 - 30 TRUE
% 0 | 1.69E+00 | 3.41E-02 | 22.06 | 0.96 | 1.00 | 19 | 1.206-03 | 29 | FALSE
23 0 | 4.50E-02 | 1.07E-03 | 22.06 | 0.85 | 0.86 | 8 | 1.495-03 | 28 | FALSE
24 0 | 5.30E-03 | 3.05E-04 | 22.06 | 0.80 | 1.00 18 | 4.15E-05 29 | FALSE
25 0| 4.14E-05 1.39E-05 | 22.06 | 0.96 | 1.00 15 | 3.55E-06 31 | FALSE
26 0 | 3.55E-06 | 6.49E-07 | 22.06 | 0.93 | 1.00 23 | 3.70E-08 30 | FALSE
27 34 | 3.70E-08 | 4.38E-08 | 21.93 | 1.00 | 1.00 0 - 29 TRUE
28 3| 8.13E-01 | 2.38E+00 | 21.91 | 1.00 | 1.00 0 - 31 TRUE
29 4 | 1.05E+00 | 1.93E+00 | 21.88 | 1.00 | 1.00 0 - 31 TRUE
30 0 | 1.19E+00 | 3.50E-02 | 21.87 | 0.94 | 0.83 23 | 8.86E-04 27 | FALSE
31 0 | 1.87E-01 | 3.00E-03 | 21.87 | 0.97 | 076 | 13 | 9.856-04 | 27 | FALSE
2 0 | 3.89E-02 | 5.15E-04 | 21.87 | 0.96 | 1.00 | 15 | 1.845-04 | 26 | FALSE
33 0| 1.88E-04 | 4.26E-05 | 21.87 | 0.94 | 1.00 11 | 3.41E-05 31 | FALSE
34 0| 3.41E-05 | 9.18E-06 | 21.87 | 0.96 | 1.00 23 | 1.63E-07 29 | FALSE
35 19 1.63E-07 | 3.11E-07 | 22.25 | 1.00 | 1.00 0 - 31 TRUE

Table 6.1: Iterations adapting a square to a circle
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6.2. Adapting a square to a circle - small cells

In the previous section we showed that we can adapt a mesh to a circle by setting the

relative cell-volumes to
V= 10_8—1—\/, /c§+c§—0.7

which is effectively
v=10"%+d

where d is the distance to the surface. If one wants to get a finer resolution close to the
surface one could get the idea to set the relative cell-volumes to

v=10"°+d"

with o0 > 1. On the other hand we have a geometrical problem: If we do this on level
6, we only have 4225 vertices and 4096 cells, so the desired cell-volumes might require
extreme cell deformations. This was one of the problems [Gra08|] could observe: Under
those circumstances, the cells began to deform in the way that they became very stretched
rhombi with interior angles coming close to 7 like in Figure [6.3]

v

Figure 6.3: Deformed rhombus with interior angle close to

This way they met the requirement of the desired volume but were extremely deformed
so that it was difficult to run simulations on the resulting mesh. However, these extreme
deformations should be prevented by the growth-conditions of the functional ((3.1.2)) and
(3.1.3))). Therefore, let us now investigate for oo = 1,2, 3,4 the quality of the mesh. Here,
we define the quality slightly different: we set the quality as the ratio

actual cell volume

- desired cell volume

In this case is necessary for a new definition of quality because we are minimizing the
functional value, so the functional values in each cell will be relatively small. This can
actually be seen in Figure[6.5] In ideal situations the define cell quality should always be
close to one. However, we cannot really expect this when we are close to circle because
there d would be very small, but we expect the quality to be somehow close to one in
most parts of the mesh. In Figure[6.4) we see that with increasing o the quality decreases:
The part of the mesh where this ratio is extremely high is increasing, but the overall ge-
ometrical quality of the mesh stays good - except the corners, but we get to that. We
hereby see that the growth conditions actually help to get a geometrical good mesh and
the form of the functional ,,prefers* a mesh that is geometrically good over a mesh where
all cell-volumes are exactly as prescribed. This is really good and can be used as a check
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when this method is applied to real simulations: If there are many cells where this ratio
is so bad, then the mesh might simply not have enough cells for the desired resolution,
so if a user needs the resolution that results from o = 3 or o. = 4 then the user needs to
retry on a finer level. It is important to note that this information can be obtained by just
looking at the quality of one mesh. In contrast to this we would not be able to tell this
by checking only the functional value in each cell: Only when comparing the results for
different values of oo we notice that the lower bound of the scale shifts by an order of
magnitude per increase in @, so this is some indication, but if we would have the result
from just one o0 we would not be able to judge based on that.

We do not consider the corners too much because we see this mesh more as a prototype
of a real-world situation where the mesh might extend even further. Because of the geo-
metrical situation we are in the boundary conditions allow only one vertex to be moved,
so obviously this will generate bad results for this one particular cell.
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6.3. Adapting a square to a circle - triangle mesh

Let us now repeat the rest from Section[6.1] on a mesh with triangles on level 5.
As before, we judge the quality of a cell not only by the functional value but also by

actual cell volume

- desired cell volume

In Figure [6.6] we see that visually, the result is very good. We also see some cells where
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Figure 6.6: Adapting a square to a circle on level 4 on triangle mesh

it might have been necessary to add 1078 to the relative cell volume because their center
is so close to the circle that else the desired cell volume might have been 0. While these
results look very promising, it took us 87 Newton-Iterations to the final result. Therefore,
we just give a brief summary of all numerical operations:

¢ Newton-Iterations: 87

Total number Armijo-Steps: 237

Total number of PCG-Steps for d: 2187

Total number of PCG-Steps for s: 3426

d rejected: 7 times

Before we interpret these results we should mention that triangle are generally more flex-
ible with respect to degeneration. This extra flexibility adds ,,more freedom to move the
vertices* and therefore, with fewer cells than a mesh with quadrilaterals, a higher quality
can be achieved. Therefore, we cannot really compare it to a mesh with quadrilaterals.
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Most likely, one could reduce the number of Newton-Iterations significantly by updating
the desired cell-volumes earlier as we did, and we took the settings from our experience
with the quadrilateral meshes. Because of the better quality of the adaptation compared
to the quadrilaterals we are undecided: It definitely takes longer to adapt a mesh that
contains triangles, but this is only because it allows more adaptation. If we need a quadri-
lateral mesh on level X because we need the good approximation to the geometry, we
might have to compare it to the cost of the mesh with triangles on level X — 1. If however
we need level X for other reasons, we would have to compare the cost on the same level.
Since our focus was mostly on 2d quadrilateral meshes we conclude that we do not really
have enough to compare it to, and more tests would be necessary.

6.4. 3D Testcase

We now try something similar to Section but in three dimensions. This means that we
start with a refined mesh of [—1, 1] and try to adapt it to a sphere with the radius of 0.7.
To measure the quality, we use the same metric as in two dimensions and define describe
the quality of a cell not only by the functional value, but also by:

actual cell volume

- desired cell volume

Even without going into details we can clearly see in both Figures and [6.§] that the
method does not seem to work as intended in this case. In Figure [6.9 we see that it is
not just the quality that has a bad measurement, but also that the approximation of the
sphere is not good. There is no real indication in Table [6.2] that something went wrong
here. On a first glance one might think that the final Newton-defect is too large, but the
results from iteration 63 do not look any different, we just intentionally let the algorithm
run a bit longer. We also do not believe that there were not enough elements to fulfill this
geometrically (something that we investigated in 2D in Figure [6.4)because we tried this
on level 7, so there were 2097152 elements available. Therefore, we conclude that more
research needs to be done in the 3D-Case, our focus was mainly 2d.
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Figure 6.9: Adapting a cube to a sphere - quality - zoom
k Aézg: N;:;;(:tl 19| | F (V) Nk o Itser defect & Itjr' used s
1 4 | 2.66E-01 | 9.26E+02 | 22.46 | 1.00 | 0.30 - - | 120 | TRUE
2 4 | 1.54E-01 | 2.48E+02 | 22.02 | 1.00 | 0.30 - - | 120 | TRUE
3 0 | 8.86E-02 | 5.84E+00 | 21.95 | 0.98 | 0.38 | 103 | 1.51E-04 | 113 | FALSE
4 0 | 5.05E-02 | 2.16E+00 | 21.93 | 0.99 | 0.47 | 91 | 8.78E-05 | 118 | FALSE
54 0 | 5.67E-06 | 1.31E-05 | 25.08 | 0.99 | 1.00 | 21 | 6.99E-08 | 82 | FALSE
55 0 | 6.99E-08 | 3.51E-06 | 25.08 | 0.93 | 1.00 | 44 | 5.45E-09 | 105 | FALSE
56 9 | 5.45E-09 | 4.00E-06 | 25.18 | 1.00 | 1.00 - - | 105 | TRUE
57 3 | 2.68E-02 | 1.37E+01 | 25.18 | 1.00 | 1.00 - - | 103 | TRUE
58 3 | 7.09E-03 | 7.66E+00 | 25.18 | 1.00 | 1.00 - - | 106 | TRUE
59 0 | 2.39E-03 | 3.82E-01 | 25.18 | 0.96 | 1.00 | 100 | 6.73E-06 | 115 | FALSE
60 0 | 7.36E-06 | 6.19E-04 | 25.18 | 0.96 | 1.00 | 22 | 2.25E-06 | 114 | FALSE
61 0 | 2.25E-06 | 2.89E-04 | 25.18 | 0.96 | 1.00 | 113 | 7.26E-09 | 107 | FALSE
62 0 | 7.26E-09 | 3.29E-07 | 25.18 | 0.90 | 1.00 | 20 | 2.23E-09 | 110 | FALSE
63 0 | 2.23E-09 | 2.01E-06 | 25.15 | 1.00 | 1.00 - - | 112 | TRUE
64 3 | 1.41E-02 | 5.67E+00 | 25.15 | 1.00 | 1.00 - - | 101 | TRUE
65 3 | 3.69E-03 | 3.05E+00 | 25.15 | 1.00 | 1.00 - - | 105 | TRUE
66 0 | 1.16E-03 | 1.50E-O1 | 25.15 | 0.96 | 1.00 | 102 | 3.38E-06 | 110 | FALSE

Table 6.2: Iterations adapting a cube to a sphere
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Conclusions and Outlook

In this thesis we discussed some aspects of PDE-based mesh optimization. While non-
PDE-based mesh optimization techniques exist, we chose the PDE-based approach be-
cause this allows the application of several theorems which guarantee the existence of the
solution and the convergence of the algorithm. Because it is a well-known fact in contin-
uum mechanics that large deformations can only be modeled with nonlinear models we
did not investigate the behavior of linear models, for example smoothing with a Laplace-
operator (as Paul tried in [Paul7]).

Therefore, we took a ,,slightly nonlinear* model of the Neo-Hookean class to calculate
the deformation. There exist many possible solvers for nonlinear optimization, but our
goal was to benefit from the local fast convergence of the Newton-Scheme. The reason is
that for ,,real-life* applications where the meshdeformation is just a part of for example a
CFD-simulation it is crucial to reduce the time spent in the preprocessing and meshgener-
ation, and mesh optimization is a part of this. For the optimization problems we generally
find two different approaches:

* First discretise the model and then apply an optimization method for functions F :
R"™ — R on this discretisation.

« Formulate the optimization method and all conditions for a functional F : H* — R
and then discretise those ,,sub-problems*.

In the optimization theory, both approaches often yield the same result, so theoretically
it should not matter which approach we choose. When looking deeper into Newton’s
methods for our problem we found that most of them have modifications to globalize the
convergence, but their downside is often that the linear equations that need to be solved
loose their sparsity. Therefore, we chose the other approach and formulated a Quasi-
Newton-Method in a Hilbert space. To do so, we had to find a continuous approximation
of the second derivative. We then showed that this approximation fulfills the Dennis-
Moré-Condition so that it conserves the local fast convergence of Newton’s method. Since
this approximation is based on a heuristic we have to check the angle-condition so that
we know the approximation is ,,not too bad*. After this we investigated other properties
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of the functional to ensure that the equation for the Newton-Update (which is a PDE in
a function space) has a unique solution. During the literature research for this thesis we
found that there were only few algorithmic approaches in a function space (for example
[DLR15]), most of the literature was limited to existence theory.

Overall, we found that for our chosen functional a solution is only guaranteed to exist for
a certain set of Lamé parameters. While this is a serious drawback of this model in the
context of continuum mechanics, this is no problem for our approach: In the context of
continuum mechanics the task is to simulate a certain material. Each material comes with
its fixed set of material parameters, so the Lamé parameters are fixed. In our approach
the situation changes: We are not interested in a particular material behavior, so we can
choose them freely.

When putting all of this together, we found the expected problems of Newton’s method:
Usually, Newton’s method needs some sort of dampening, and the convergence is usually
not that good if the initial guess is too far away from the solution. If the mesh optimization
is applied in a time-dependent simulation (for example a rising bubble) where the mesh
does not change too much from one timestep to the other this might be the case, but we
chose to test it as a standalone tool. We therefore had to find methods to make the solver
more robust. This goal was achieved with two components:

* To calculate a damping parameter for Newton’s method the step size has to fulfill
the Armijo-condition. We talk about step size here and not about a damping pa-
rameter because when one writes it down, both mean the same but from a different
perspective.

* To overcome the slow convergence in the first steps we chose to use the negative
gradient as the direction of the update which results in a fixed point method. This
might seem counter intuitive, but if the initial mesh is ,,too far away* from an op-
timal solution this gives better results. Additionally, it saves the time to assemble
and solve one partial differential equation.

With these modifications we then tested the approach to smoothen several 2d-meshes and
went on to adapt it to a circle. We also briefly tested the approach in 3d. During our tests
we found that the method looks very promising in 2d, but more investigations need to be
done to draw conclusions in three dimensions.

Outlook

Obviously we did not have the capabilities to test every single aspect of this method.
As we indicated during our tests, we still do not know the optimal stopping criterion for
Newton’s method. The reason is that for practical applications we should differ between
,optimal* and ,,good enough* meshes. What does this mean? When looking closer (for
example in Figure[5.10) we found that visually, the mesh does not change too much after
the first few iterations. However, when checking the Newton-defect (Table we found
no reason to stop iterating. We also decided to not base the criterion on ||3|| or its changes
because when still far away from the optimum, they might indicate to stop the iteration.
A better way to stop the iteration would surely help this in a real life application.

Another thing we noticed was that fixing the boundary nodes does not help the mesh-
quality. From a practical point of view, it would help to let the nodes slide on the bound-
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ary segments, but from a theoretical point of view we need to be able to still solve this
problem in H|} so that we can choose (u,v) = [ VuVv as dot-product. This is a bit over-
looked in this work, but it is a huge advantage that the PDE for the Riesz-representative
of the antigradient is in fact a Poisson-equation: The Poisson-equation is well known
and many people have researched it, and many colleagues from my chair had developed
fast algorithms to solve it. This is the reason why we chose to not count these costs to
the numerical costs: For research purposes, we took a quite general approach to solve the
antigradient equation to be able to modify it easily, but in a real-life application this would
certainly be done better.

We should also note that we used only PCG to solve the linear problem for the Newton-
update. While this was certainly sufficient in most of our cases, there were some cases
where a Multigrid-Solver might have paid off, especially if one does further investigations
in 3d. To implement a multigrid solver for this problem comes with its own technical dif-
ficulties: We calculate the meshdeformation on the finest mesh, but then we have to use
this information to calculate the deformations for a full grid hierarchy. Since the mesh
changes in every iteration, one might think that you have to assemble the matrices on the
coarser grids and the transfer operators in each Newton-Iteration, but it might be worth
to investigate if this is really the case: We just pointed out earlier that the mesh does not
change too much after the first few iterations, so maybe everything on the coarser meshes
can be left untouched after these few iterations?

With this approach, further testing for 3d-meshes could be performed in a fast manner.
We indicated in Section [6.4] that further tests are necessary to investigate if this method
can be fully utilized in 3d. Further tests would be to adjust the choice of the cell volumes,
to incorporate the final position of the cells in the choice of volumes or to add a penalty
term to the functional that becomes large if a ,,large fraction* of a cell is cut by the pre-
scribed boundary. This term would have to be designed in such a way that it does not
violate the original growth conditions of the functional.
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