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Abstract

Level set numerical approach to anisotropic mean
curvature flow on obstacle

Siddharth Gavhale

The objective of this work is to deepen the understanding of the anisotropic multiphase
mean curvature flow problem in the setting allowing for topological changes where math-
ematical analysis is still developing. The motivation also comes from applications such
as the manufacturing of nanopatterned substrates, where the precise control of the size
and location of forming nanoparticles is essential to boost the functionality of the prod-
uct. Here particles with anisotropic surface energy evolve on a substrate towards a shape

with minimum surface energy experiencing topological changes.

We deal with the particular case of obstalce problem, which leads to a degenerate, non-
linear partial differential equation. This thesis is divided into three main parts: literature

review (Chapters 1, 2), methodology (Chapter 3) and new findings (Chapters 4, 5).

The first part investigates the anisotropic mean curvature flow via a two-phase problem.
Further, we discuss implicit and explicit approaches to solve the governing differential
equations. We discuss the existence of solutions singularities and summarise known
results and properties of the flow. The second part introduces a level set-based numerical
method, namely, the thresholding method, to solve governing PDEs of the flow, which
can be realized by a suitable convolution kernel. Originally this method was developed
for isotropic two-phase problems, which leads to convolution with Gaussian kernel. The
extension to the anisotropic case was theoretically addressed by introducing anisotropic

kernels by several researchers.

The third part starts with the first contribution of the thesis, which is based on numerical
findings:

o We perform a systematical investigation of the numerical properties of the anisotropic
kernels in terms of error behaviour, convergence order, CPU time, etc., through a series
of numerical comparison tests using different types of anisotropies. Our findings assess

the numerical behaviour of kernels in view of multiphase or obstacle problems.



Employing the knowledge obtained through the numerical tests, in the final part, we
proceed to the analysis of the core problem, i.e., obstacle problem. As a starting point,
numerical approximation of the problem is addressed. For the obstacle problem, the
explicit approach was implemented by Wang et al. They use surface diffusion as the
evolution law and implement a finite element scheme to investigate the resulting shapes
of anisotropic particles. However, the explicit approach inherently cannot cope with
possible topological changes unless their appearance and nature are apriori known.

To resolve the question of topological changes, Xu et al. in developed a numerical scheme
based on the implicit approach. Namely, they solved the obstacle problem using level set
approach, but their scheme pertains only to the isotropic energy case. The motivation of
this work comes from the absence of methods for obstacle problems that could handle

both anisotropic energies and topological changes.

o We construct a new thresholding algorithm for the realization of mean curvature flow
on obstacles in the anisotropic setting where interfacial energy depends on the orienta-
tion of the interface. The thresholding method is based on a linearization of the original
problem leading to an anisotropic diffusion problem, which can be solved by convolution
of the characteristic function of a phase with a suitable convolution kernel. The convolu-
tion kernels were developed in previous studies. This type of scheme treats the interface
implicitly, supporting the natural implementation of topology changes, such as merging
and splitting. Further, we modify the algorithm to improve its performance at contact

points by implementing a time-scaling.

As an important property, we rigorously prove the stability of the algorithm. Moreover,
we provide a detailed report on the numerical properties of the proposed algorithm. In
this way, the present work closes the gap between works of Wang et al. and Xu et al. and
allows for simulations of obstacle problems involving topology changes, as demanded in

applications.

Codes: All the codes generated during this research are available here and at the link
https://github.com/siddharthgavhale/ThesisCodes

Keywords: interface evolution, anisotropic energy, mean curvature flow, obstacle prob-
lem, thresholding method, convolution kernels, topology change, numerical analysis.
Mathematics Subject Classification 2020: 53E10, 65K10, 74P20
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Introduction

Motivation

In coating techniques such as thermal spraying, it is important to predict the dynamics
of spreading of impinging particles [7]. Likewise, in the manufacturing of nanopatterned
substrates, the precise control of the size and location of forming nanoparticles is essential
to boost the functionality of the product [44]. These phenomena have the following fea-
tures in common: Particles with anisotropic surface energy evolve on a substrate towards
a shape with minimum surface energy. During the motion, particles may experience topo-
logical changes such as merging of two or more particles or splitting into several smaller
parts. Understanding the interaction of a family of particles with anisotropic energies
undergoing topological changes is essential to control the phenomena mentioned above.
Similar problems appear in a number of other fields of applied science and engineering,

such as cell biology or material science [69, 2, 71].

Formulation of the mathematical problem

To address the above phenomenon in mathematical terms, we consider a particle as a
closed set P on a completely rigid substrate S surrounded by a vapour region V, see
Figure i. Denoting I'sp, I'sy and I' the interface between substrate—particle, substrate—
vapor and particle—vapor regions, respectively, the total interfacial energy of this system

is given by
ET) = J 7PVd3+J 75‘Pd3+j Ysv ds, (D
r Fsp

Fsy
where vsp, 75y and ypy signify the interface energies of the corresponding interfaces.
There are several possible ways to model the evolution of such a particle towards a lo-
cal minimum of the energy E. Here we adopt the most straightforward evolution law,
namely the L2-gradient flow. Since this flow does not preserve the enclosed volume, a

constraint has to be imposed on the admissible function space. The resulting motion is



then called the volume constrained anisotropic mean curvature flow (AMCF). In general,
it involves multiple phases, but in our model, the problem is simplified since one phase
(the substrate) is fixed throughout the evolution. Still, it is necessary to handle the non-
smoothness in the shape of the particle at the triple point where the three different phases

meet.

Vapour (V)

Particle (P)

Substrate (S)

Figure i: Setup of the mathematical model of a particle evolving on a flat, rigid substrate.

Summary of mathematical methods and known results

The research on the simpler version of the problem, i.e., without obstacle and with con-
stant interfacial energy vpy, has a long history. The total energy is then obtained by

simply excluding the second and third terms in (1):

ET) =pv L L, 2)
and the corresponding L?-gradient flow becomes the mean curvature flow.

In order to solve the flow equation, the interface I' has to be represented in terms of a
function. In the initial phases of analysis, explicit approaches were used, which included
the graphical and parametric representation of the interface. Then the mean curvature
flow leads to a system of nonlinear parabolic PDEs. In two dimensions, Gage et al. [37],
and Grayson [42] proved the existence of a solution and its asymptotic convergence to
a point, provided that the initial curve is smooth. In higher dimensions, the existence of
solution was given by Huisken [45] with additional requirements on the initial surface,
i.e., compactness and uniform convexity. The explicit approach is straightforward but
cannot handle singularities in the evolution. For example, if the surface undergoes a
topological change and splits into two disjoint parts, one function is no longer sufficient

to describe them.

This led to considering the implicit method of interface representation. An important

implicit method is the level set approach, which represents the interface as a level set of

2



suitable function u. This approach leads to highly nonlinear, degenerate parabolic equa-
tions but allows for singularities; for example, pinch-off can be expressed by a smooth
evolution of the level set function. To define the solution beyond singularities, several
notions of weak solution were developed, one of the major examples being the theory
of viscosity solutions. The existence and uniqueness of weak solution for level set based
PDE is proved independently by Evans and Spruck [31] and Chen, Giga and Goto [17].
The above results were extended to volume constrained problems [68, 53] and to prob-
lems with orientation-dependent surface energy. From a mathematical perspective, there
are two types of such anisotropies: smooth ones and crystalline, where equilibrium shape
is a polytope. While the problem with smooth anisotropies tends to be a rather straight-
forward generalization of the isotropic problem [1], the lack of differentiability in the

crystalline setting poses new challenges making it an active research area [50].

All of the above results describe the interface as a boundary of a single evolving set.
Thus they cannot be used to address the multiphase problem where junctions, i.e., sets
of points where three or more interfaces intersect, appear. The investigation of evolving
triple junction started in Bronsard and Reitich [10] using theory of parabolic PDEs and
was extended in several works [57, 52], but these results use the parametric approach
and thus cannot handle topological changes. The first general result on the existence of
MCEF for networks was given by Kim and Tonegawa [49] in the framework of varifolds
of geometric measure theory, resolving the question of possible triviality of the original
Brakke’s proof. Another important result from the viewpoint of this thesis is the con-
vergence of a diffused approximation to this type of isotropic multiphase MCF given by
Laux and Otto [55]. First results on the anisotropic multiphase problem appeared this
year in [54], analyzing a tripod with smooth anisotropies and without singularities in the
flow. The difficulty in dealing with the anisotropic case is the lack of uniform estimates

and other basic tools, such as monotonicity formulas.

Obstacle problem: our contribution

The aim of this thesis is to deepen the understanding of the anisotropic multiphase prob-
lem in the setting allowing for topological changes, where rigorous mathematical anal-
ysis is still developing. As a starting point, numerical approximation of the problem is
addressed. For the obstacle problem, the explicit approach was implemented by Wang et
al. [70]. They use surface diffusion as the evolution law and implement a finite element
scheme to investigate the resulting shapes of anisotropic particles. However, the explicit

approach inherently cannot cope with possible topological changes unless their appear-

3



ance and nature are apriori known.

To resolve the question of topological changes, Xu et al. in [73] developed a numerical
scheme based on the implicit approach. Namely, they solved the obstacle problem using
level set approach, but their scheme pertains only to the isotropic energy case. The moti-
vation of this work comes from the absence of methods for obstacle problems that could

handle both anisotropic energies and topological changes.

To solve the obstacle problem with automatic handling of topological changes, we use the
level set approach, which leads to a degenerate, non-linear PDE. We develop a threshold-
ing method to solve this PDE in the case of obstacle problem. The thresholding method is
based on a linearization of the original problem leading to an anisotropic diffusion prob-
lem, which can be solved by convolution of the characteristic function of a phase with a
suitable convolution kernel. The original paper [59] introduces this method for isotropic
two-phase problems where convolution is taken with the Gaussian kernel. The exten-
sion to the anisotropic case was theoretically addressed in [9, 25, 29], but systematical

investigation of the numerical properties of the resulting kernels is still lacking.

We conclude the introduction by giving an outline of the thesis. Chapters 1 and 2 are ded-
icated to introduction to the problem and literature review. Chapter 1 presents isotropic
two-phase problem, and Chapter 2 extend it to anisotropic energy—both chapters intro-
duce the necessary background for the obstacle problem. Chapter 3 introduces the level
set-based thresholding method to numerically solve governing PDEs of the flow. Chap-
ter 4 survey the known convolution kernels and investigates their numerical properties.
Finally, Chapter 5 constructs a new algorithm to solve the obstacle problem and analyzes

its properties theoretically and numerically.

The first contribution of this work is a thorough investigation of convolution kernels
through numerical comparison tests using different types of anisotropies, including crys-
talline ones. The objective is to assess the numerical behaviour of kernels in view of their

application to multiphase or obstacle problems.

The second major contribution is the construction of a new thresholding algorithm for the
numerical realization of multiphase anisotropic mean curvature flows. In particular, we
rigorously prove the stability of the algorithm and study its numerical properties. This
closes the gap between the works [70] and [73] and allows for simulations of obstacle
problems involving topology changes, as demanded in applications. The results presented
in chapters 4 and 5 of this thesis are based on the paper by S. Gavhale and K. Svadlenka
[36].



Codes: All the codes generated during this research are available here and at the link
https://github.com/siddharthgavhale/ThesisCodes






Chapter 1
Isotropic two-phase problem

We divide this chapter into two parts. The first part introduces the problem for isotropic
energy without area constraint. We derive a mean curvature flow model for this specific
energy and summarize known results on existence and properties of solutions. This leads
to the topic of singularities. We present some examples and numerical results. In the

second part, we add area constraint and follow the same content as in the first part.

Q

Figure 1.1: Single particle P with boundary I' and outer normal n

1.1 Isotropic energy without area constraint

1.1.1 Two-phase problem

Consider a free particle as a closed set P = R? without substrate in a vapor, see Figure

1.1. The particle—vapor interface I' = 0P has constant surface energy density v > 0 and

7



thus its surface energy can be written as
ET) = J v dl. (1.1)
r

We wish to investigate equilibrium shapes and L?-gradient flow of the energy (1.1), also
known as mean curvature flow (MCF). Without loss of generality we may set v = 1. This

choice of 7 reduces the total energy (1.1) to

E() = f 1dl. (1.2)
r

1.1.2 Mean curvature flow

We derive the evolution law for the L? gradient flow of the energy (1.2) starting from a

smooth and closed curve
['0) =Ty. (1.3)

The flow is described by a one parameter family I'(¢) of curves, where ¢ represents

time.

To derive the L? gradient flow of (1.2), we need the first varation of (1.2). To this end,
consider arbitrary smooth function ¢ : R? — R? and a perturbed curve I'. = {(z, ) +

ep(x,y) | (z,y) € I'}. A calculation (see appendix A.3 for details) gives:

d
—E(T.
BT

= J k(n-¢) dl, (1.4)
e=0 r

where n is the outer unit normal to interface I" and x is curvature. In two dimensions,
curvature at x € [' can be given as the inverse of the radius of the osculating circle at z.
Next, consider the set of all possible normal velocities of ', i.e., r = {V : ' > R |V €
L3(T")} and a vector field ¢ : R? — R? such that V = ¢ - n on I and take a perturbed

curve as I, as above. Define L?-inner product on Kr as,
<]{71, ]{72>L2 = f klkg dl for ]{71, kg € ICF.
r

The definition of the L?-gradient VE of E and (1.4) give,

(VE, V)2 = diE(Feﬂ _OZJH(H-¢) dlzf/d/ dl  forall V e Kr.
€ - r r

8



This leads to VE = x and hence the L?- gradient flow of the energy F is
V = —k. (1.5)

This equation represents mean curvature flow for isotropic surface energy, i.e., normal ve-
locity is given by curvature. (1.5) is extended to higher dimension by replacing curvature
by mean curvature. Here mean curvature is defined as the sum of principal curvatures.

Detailed derivation of (1.5) in higher dimension is given in [22, 40].

1.1.3 Methods of representation of surfaces

In order to analyse mean curvature flow, there are several ways to represent an inter-
face. Here, we focus on three approaches, namely, graphical, parametric, and level set

approach.

Graphical representation

In the graphical approach, we assume that I'(¢) can be written as a graph of suitable
function:

P(t) = {(z,u(z,1)) |z € ¥},
where the function v : ¥ x [0, T) — R has to be found. Here ¥ < R%"! is the projection

(Vu,—1)

1+ Val?’

onto a hyperplane of a domain €2 containing the curve. The unit normal is n =

thus curvature and velocity in normal direction are given as follows

Vu(z,t)
k(z,u(z,t)) \v@ <\/1 - |Vu(x7t)|2> , (x,u(x,t)) e I'(t), (1.6)
V(z,u(z,t) = w2, ) (1.7)

I+ [Vu(z, 0P

Mean curvature flow (1.5) then reads

Vu(z,t)
1+ |[Vu(z, t))2

w(z,t) = +/1+|Vu(z,t)? V- ( ) , in¥x (0,7) (1.8)

with suitable boundary condition and initial condition,

u(-,0) = wy in . (1.9)



Intuitively, graphical approach is the most straightforward one. It leads to a scalar non-
linear parabolic equation and directly computes the surface. However, this approach
is largely restrictive since circumstances where the surface is not a graph appear often.
Moreover, even if initial condition is a graph, it is possible that during evolution, it will
not be a graph anymore. Further, if a curve is split into two or more parts, then graphical

approach fails to handle such situations (so-called topological changes).

Parametric representation

In two dimensional parametric approach, an evolving interface I'(¢) can be described by

a smooth time-dependent vector function as follows:
[(t) = {F(u,t)| F: S x[0,T) — R?}

where S = [0, 1] is a fixed interval for the curve parameter. The unit tangential vector

t is defined as t = %, thus the unit normal vector n can be obtained by rotating the

tangential vector by 90 degrees. Then the curvature x is expressed as

a’UﬂLF
= 1.10
further, the normal velocity V' is normal component of the time derivative of F’
V = —nd,F. (1.11)

With these normal velocity and curvature, the mean curvature flow (1.5) then reads

a’U/LLF1 3
0 F (u,t) = ﬁ (u,t) € D(t) = Flu, 1), (1.12)

with periodic boundary condition and initial condition,
F(-,0) = F,. (1.13)

The parametric approach can be extended to higher dimensions and requires solving d+ 1
parabolic equation in d space dimensions. Although it is more general than the graphical

approach, being a direct approach, it still fails to handle topology changes.
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Level set representation

The level set method was devised by S. Osher and J. A. Sethian in [62]. Later, several
researchers worked on its mathematical analysis [31, 32, 33, 34, 37, 22]. We introduce

level set method in general domain as follows:

Consider a domain €2 ¢ R?, which contains the initial surface. In the level set approach,
['(t) is represented as the 0-level set of a function v € C*(Q x [0,7)), i.e

= {z e RY u(z,t) = 0}, (1.14)

such that the gradient does not equal to zero on I'(¢), i.e., Vu(z,t) # 0, where = € T'(¢).

This representation of I'(¢) leads to unit normal n = + |§“‘ The sign depends on the

choice of level set function, see Figure 1.2. All four plots represent a level set function

of unit circle (in red colour), and show that outer normal is when level set function

\V |
is chosen negative in the region enclosed by the curve. We use this setting in the sequel,

thus curvature and velocity in normal direction are given as follows:

= w, t) x.t) €
Kz, t) = V- <|Vu(x, )|>, (z,t) €T, (1.15)
V(z,t) = é';f(g;tg” (1.16)

Mean curvature flow (1.5), along with (1.15) and (1.16) leads to the nonlinear parabolic

partial differential equation

Vu(x,t)

w(@,t) = [Vulz, )] V- (W

) , inQx(0,7) (1.17)
with suitable boundary condition and initial condition
u(+,0) = ug in 2. (1.18)

Solution of (1.17) and (1.18) gives evolution of level sets of « by mean curvature flow.

Unlike the other approaches, level set method can handle topological changes automati-
cally; since singularities in the evolution of a curve such as pinch off or merging can be

described by a smooth evolution of corresponding level set function.

Level set approach increase the problem dimension by one, which is a drawback of this

approach from the computational viewpoint. Note that the governing PDE is highly

11



Level set function of unit circle (downward) _~ Level set function of unit circle (downward)

N W~ 00O

Level set function of unit circle (upward) Level set function of unit circle (upward)

Figure 1.2: Level set function of unit circle: (top) normal with positive sign, (bottom)
normal with negative sign.

nonlinear, degenerate, and singularities may occur during evolution. To obtain a solution
beyond singularities, viscosity solution framework was developed by several researchers.

The theory of viscosity solution is introduced by Crandall, Ishii and Lions in [20].

1.1.4 Existence of solution and properties

Gage et al [37] and Grayson [42] proved the existence of solution of the mean curvature
flow, i.e., (1.5) for smooth initial condition (1.3) in the parametric setting. The following
theorem states the existence of a solution and convergence of the curve to a point.

Theorem 1.1.1. [22] If Ty < R? is a smooth embedded closed curve then smooth em-
bedded solution of (1.3) and (1.5) exists on finite time interval [0, T°). Further, it shrinks

to a point as time converges to T°.

Proof of this theorem is divided into two papers. Firstly, for a given convex I'y, Gage
and Hamilton proved this outcome in [37]. After that, Grayson [42] proved that a smooth
embedded closed curve remains smooth and embedded; moreover, it becomes convex in

finite time.



The value 7 represents the extinction time of initial curve, i.e., the time when curve
disappears. For higher dimension, existence of solution of MCF is given by Huisken [45]
with additional requirement on initial surface as mentioned in following theorem,

Theorem 1.1.2. [45] Let d > 3 and assume that Ty < R? is a smooth, compact and
uniformly convex hypersurface. Then (1.3) and (1.5) have a smooth solution on a finite

time interval [0, T¢) and I'(t) converge to a point as time converges to T°.

The above theorem guarantees the solution of (1.3) and (1.5) provided that, the initial
surface is convex, smooth and compact. For non-convex initial surfaces, the statement is
not valid. For example, consider a dumbell shape in three dimensions as shown in Figure
1.3. Evolution of this surface by MCF develops a pinch-off singularity before it shrinks
to two points [43], see right side of figure Figure 1.3.

Figure 1.3: Evolution of dumbbell shape by mean curvature flow and singularity occur-
rence . This picture is taken from [22].

The above results hold only until singularities occur. Therefore, one need to consider the
formulation of MCF in the form of (1.17). Note that (1.17) is a degenerate, nonlinear
parabolic and not defined where the gradient of u vanishes; leading to failure of standard
methods. Therefore, [17] and [31] independently develop existence and uniqueness the-
ory for (1.17) and (1.18) within the framework of viscosity solutions. Deckelnick et al.
[22] summarize the result of [17] and [31] in the following theorem:

Theorem 1.1.3. [22] Assume ug : RTY — R, which satisfy

uo(z) = 1, for|z| =5,

for some S > 0. Then there exists a unique viscosity solution of (1.17) and (1.18), such
that
u(z,t) =1, for|z| +t> R,

13



for some R > 0 depending only on S.

We summarize basic properties of mean curvature flow. In two dimensions, any closed
curve evolving under mean curvature flow becomes smooth and convex in finite time;
further convex curve converges to a point in finite time. During the evolution by MCEF,
curve acquires a circular shape along with reducing the total area enclosed by the curve
[37,42]. MCF leads to parabolic partial differential equations for the function describing
the shape of curve, i.e., normal velocity leads to time derivative and mean curvature leads
to two spatial derivatives. Since second-order parabolic partial differential equations
fulfil maximum and comparison principles, one can show that if one surface is contained
in an other surface and both surfaces start evolving under mean curvature flow, then this

situation remains the same throughout all time [27].

. time () =0 time (t) =1 . time (t) = 1.75
time (t) =0 time (t) =1 i time () =24

SRR

Figure 1.4: Evolution of closed curve by mean curvature flow. Results are obtained by
thresholding method.

1.1.5 Examples

To demonstrate motion by mean curvature, we consider v = 1 along with two different
initial closed curves, i.e., circle as an example of convex curve and smooth S shape as

example of a non-convex one, see Figure. 1.4. Both these curves converge to a point. In
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the case of a circle, this flow is self-similar, i.e., the curve is a circle at every time, only
its radius decreases. S shape evolution is an example demonstrating the result, mentioned
in theorem 1.1.1, i.e., smooth embedded closed curve becomes convex in finite time, and

then it converges to a point.

1.1.6 Numerical methods

In this section, we outline basic numerical methods to solve the governing PDEs of evo-
lution problem derived by parametric and level set approach in Section 1.1.3. We use a
specific example of a shrinking circle for simple explanation. For a given circle I'y with

radius 7y, we are interested in finding a family of circular closed curves,
['(t) = {(r(t) cosO,r(t)sind) | 6 € [0,27)},

which is evolved by (1.5). Here r(t) is the radius of the circle at time ¢, and r(0) =

To.

Analytical solution

In this subsection, we derive analytical solution for the shrinking circle problem. Note
that the normal velocity is given as VV = 7' (¢) at every point and the curvature is inverse

of the radius of osculating circle; therefore, in this case kK = % (1.5) then leads to the

simple ODE 7' (t) = —%. Solution of this ODE is 7(t) = +/r3 — 2t, where ¢ € [0, é)
Note that the extinction time 7¢ = 0 and ['(t) shrinks to a point as ¢ converges to

2
Te.

Front tracking method

In front tracking approach, we discretize initial surface into finite set of discrete points,
calculate a discrete approximation of mean curvature at each point, and then move each
point of the discretized surface by (1.5), until we reach singularity. During evolution, one
can notice saturation of discretized points in regions of high curvature, so to avoid error
accumulation, redistribution of points becomes essential. In Appendix A.6 we summarize

one such known redistribution method for two-dimensional curves.

In shrinking circle problem, initial circle shrinks without changing shape; therefore, we

15



do not need to worry about redistribution of points. For demonstration purpose, we start
with a circle of radius two and v = 1. The outcome of front tracking method is shown in
Figure 1.5. The left plot shows the evolution of the circle at equal time intervals. We use
32 points to describe initial circle, and all those points are visible in the plot. The right
side plot shows the analytical and numerical decrease in radius. According to analytical
solution (black line), the circle should vanish at time ¢ = 2, but front tracking solution
moves slightly slower. One can reduce the error by using more points to discretize the

initial condition.

Comparison of front tracking and analytical solution

‘ 4 | | | ]

25 Front tracking solution of circle
. T T T T

w

Radius/curvature
N

0.5 -0
1+ -0.5 1 7
151 1
2 ~1.5 0 | | |
‘ ‘ ‘ \ -2 0 0.5 1 1.5 2
25
2 -1 0 1 2 time

Figure 1.5: Mean curvature flow starting from circle. Results are obtained by front track-
ing approach. Left: Evolution of circle at equal time intervals. Right: Radius (red)
and curvature (blue) at each time obtain by front tracking approach. Analytical radius is
shown in black colour.

Numerical methods to solve level set based PDEs

There are several numerical methods available to solve the governing equation obtained
by level set approach. One can think about direct methods, e.g., finite difference or
finite element method. F. Catte, et al. in [13] and A. Oberman in [61] proposed finite
difference schemes for the isotropic mean curvature motion PDE obtained by level set
approach. Their scheme is monotone and convergent, but it is still hard to solve because

it requires solving a system of non-linear equations.

Therefore, we use a more simple and easy to implement numerical method, namely, the
thresholding method, that was first introduced in [59]. Details of the thresholding method
are given in Chapter 3, together with several numerical tests. For demonstration purpose,

we show two results obtained by thresholding method in Figure 1.4.
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1.2 Isotropic energy with area constraint

Mean curvature flow does not preserve area A enclosed by the initial curve. Indeed, the
derivative of area with respect to time is negative, i.e., % < 0[37, 42]. Therefore, as a
natural extension of the problem defined in Section 1.1, we consider a two-phase isotropic
problem with area constraint. The setup for this problem is the same as in Section 1.1,
except that we consider gradient flow in the set of curves with a given enclosed area.

Note that the area enclosed by the closed curve I' is given by

1

A= —J(x,y)-ndl. (1.19)
2Jr

Suppose Ay is the area of initial closed curve I'y. Since we are interested in minimum
energy under area constraint, we use Lagrange multiplier method. Then the extended

energy of this system is

1
E\T) = Jldl+)\—f(x,y)-ndl
r 2 Jr

1 [ ,
= J Ldl+ A5 f (9195 — 9192) ds, (1.20)
T b

where T' = {g(s) = (g1(5),92(5))|s € [a,b)} and g : [a,b] — R? is differentiable and
g(a) = g(b).

1.2.1 Area preserving mean curvature flow

To derive the governing equation of area preserving mean curvature flow, we need the

first variation of (1.20). Split £ into two part as follows,

1 a
Bi() = [ 1t and E0) =35 [ (oush — sl ds.
r b

First variation of £, (I") has been derived already in Section 1.1. Thus we are left with

variation of Fs(I"), for which we use the same test unction ¢ as in the problem without
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area constraint. Then we have

d
—E5(T,
de 2(T)

e=0

g 2 [ (g1 + con)lgn + cn) = (g1 + o) (g0 + €62)

e—0 26 b

—(g195 — gigz)]ds
lim — J [6(91¢/2 + ghd1 — 9102 — G2¢)) + 62(¢1¢/2 - ¢/1¢2)] ds
5 [ttt + ghon — ghon — ) a5

b

A [ ) .
—J [—g102 + gat1 — gy P2 + godn] ds integration by parts
b

A f (6h~d}) - (6n, bn) ds

b

)\J (.927 _gl> (¢1’¢2) |g/‘ ds

b |9'|

AJ e (1.21)
T

The above result along with (1.4) allows us to write

d d d
1Py = P g T,
_ Jﬁ(n.qj) dl—JA(n-d))dl
I T
_ J(m—k)(n-qﬁ)dl. (1.22)
I

To obtain equation of area preserving mean curvature flow we repeat the procedure lead-

ing to (1.5), and obtain the following form of area-preserving mean curvature flow,

V=-kr+A\ (1.23)

To find the exact value of Langrage multiplier A, we utilise area preservation condition,

1.e.,

dA(#)

1
——= =0, where A(t =—J x,y)-ndl.
- 0=3],, @
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dA d
2—— = — “ndl
7 o F(t)(flr,y) n

b s _og1(s,
- _% a(gl(sat)agQ(S,t))' (6926(8’25)7 agai t>> ds

- _Jb (91, 9s) Pg2 —Pg1\ (00 92\ (092 —0gr | .
VY9 Gras ates ot ot 95’ 0s
b 2 2
_J 02 go aglderJgt-ndl
5 r

= ) Naes T oo
092 0g1 092 g1 ’ ’ 092 g1 J
- g NP2 yo 4 g, 9L | D2y, ndl
Nor| T s BT T, e e BT

b (092091 Og1 Ogo

a

b 0g1 0g2 092 —0g1
- _J(t?)<3_ as)d”frgt'"dl

r

= 2J V dl by (1.23) (1.24)
r

_ f (5 — ) di
r

= ZJ/adl—Q)\Jldl (1.25)
r g

%f) = ( then yields \ = §; 'f;lf. Note that ) is the avarage mean curvature along the

curve, we denote it by rk,.. This concludes the form of area preserving mean curvature

flow as,
V = —K + Kayg- (1.26)

This equation represents are-preserving mean curvature flow for isotropic surface energy,
i.e., normal velocity is given by the difference of curvature and average curvature. (1.26)
can be extended to higher dimensions by changing curvature to mean curvature; there, it
is known as volume-preserving MCEF. Detailed derivation of (1.26) in higher dimension

is given in [38].
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1.2.2 Existence of solution and properties

Gage [38] provided solution for (1.26) in two-dimensional case. Existence of solution
for area preserving mean curvature flow, i.e., (1.26) along with initial condition (1.3), for
general dimension, is given in [46]:

Theorem 1.2.1. [46] If the initial hypersurface Ty < R? is uniformly convex then the
evolution equation (1.26) has a smooth solution T'(t) for all times 0 < t < 0 and T'(t)’s
converge to a round sphere enclosing the same volume as Uy in the C*-topology as

t — oo.

The above theorem yields existence of global solution to area-preserving mean curvature
flow. Further, the author of [46] showed that solution converges exponentially fast to a

sphere provided the initial surface is uniformly convex and smooth.

For non-convex initial shapes, Theorem 1.2.1 does not tell anything. Escher and Simonett
fill this gap in [26]. Authors of [26] proved the existence of a local solution to area-
preserving mean curvature flow (in their paper, they called it averaged mean curvature
flow) starting from non-convex initial hypersurfaces. Note that authors assume initial
surface I'y to be a compact, closed, connected, embedded hypersurface in R? of class
C*+5. Further, they proved following corollary:

Corollary 1.2.2. [26] Convexity is not necessary for global existence of the averaged
mean curvature flow. More precisely, there are non-convex hypersurfaces 'y such that
the solution of averaged mean curvature flow with initial condition 'y exists globally and

converges exponentially fast to a sphere.

During the evolution, singularities in the form of self-intersection of surface may occur;
this fact precludes the existence of a global solution for all non-convex bodies. Elliott and
Garcke provide an example in [24]. The existence of a global distributional solution is
given by Mugnai et al. [53], authors adopt a variational approach to accomplish the task.
Later, Takasao [68] proved the existence of a weak solution for volume-preserving mean
curvature flow using the phase-field approach. His result ensures the solution beyond the

singularities.

1.2.3 Examples

For demonstration, consider v = 1 and two different initial curves, i.e., rectangle and an
irregular shape, as shown in Figure 1.6. Black lines represent initial shape; on the other

hand, red represent final shape in both plots. Blue lines are intermediate curves during
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evolution. For rectangular intial shape, blue lines are shown at equal time intervals. In
both cases, the enclosed area is preserved, and initial curves converge to a circle, as stated

in Theorem 1.2.1.

Evolution by area preserving MCF s Evolution by area preserving MCF
I I I I I | T I

T T

Figure 1.6: Evolution of closed curve by area preserving mean curvature flow. Results
are obtained by thresholding method.

1.2.4 Numerical methods

Front tracking

Parametric approach can be solved numerically by front tracking method introduced in
Section 1.1.6. The only difference is in the average curvature term, i.e., Kay,. Note that
discrete average curvature is nothing but a weighted sum of discrete curvatures at all

discrete points.

Level set approach

Similarly to the problem without area-preservation, we can use direct methods to solve
governing PDE. These approaches are difficult, as explained in Section 1.1.6. Therefore,
to solve the governing PDEs numerically, we use the thresholding method mentioned in
Section 1.1.6, with a modification to preserve the enclosed area. Details of thresholding
method for area-preserving problem are given in Chapter 3. Here we only present an

example of numerical simulation, see Figure 1.6.
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Chapter 2
Anisotropic two-phase problem

In this chapter, we introduce the notion of anisotropy. We derive a mathematical model
of anisotropic mean curvature flow in both the area-constrained and unconstrainted set-
tings. Further, we summarize results regarding existence of solution and present several

exmples.

2.1 Definition and classification of anisotropies

To describe surfaces with direction-dependent surface energy, we introduce the anisotropy
function 7 : S¥~* — R. It is essentially defined for unit vectors, but for upcoming analy-

sis, it is convenient to have it defined on the whole R¢.

Therefore, throughout this work, we assume < is 1-homogeneously extended to ~ :

R? — [0, o) through

2(@) = ey (%) Caxo0
To ensure well-posedness of the two-phase energy, we assume -y is a convex function on
R?. We now give definitions of some essential terminologies, i.e., unit ball, Wulff shape
and Wulff envelope.

Definition 2.1.1. For a given anisotropy v, Frank diagram F., is defined as follows:

Fy={peR|~(p) < 1}. 2.1)

Frank diagram is also known as y-unit ball and denoted by 5., . Note that it is a closed

set. We denote its boundary by 0B.,,. Several examples of Frank diagram are shown in
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Figure 2.1

o] =[xl + |yl +2|

[a]'y2=x2+4y2+z2 [c]'y=X2+y2+22

[c]ﬂy=x2+y2+z2

[a] 72 =x2+ 4y2 +22

Figure 2.2: Examples of Wulff shape

For the next definition, we define the dual v° of ~ as follows,

7°(£°) = sup <€, &),
¢eB,
where (-, -) denotes the inner product in R?,
Definition 2.1.2. For a given anisotropy v, if 7° is the dual of vy, then the Wulff shape WV,
is defined as follows:
W = (€7 e RY | 1°(6%) < 1},

It is hard to imagine the structure of Wulff shape from the above definition even for
simple anisotropies. Therefore, we describe another method to construct Wulff shape in

Appendix A.1. In Figure 2.2, we show several examples of Wulff shapes corresponding
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to anisotropies from Figure 2.1.

For next definition consider the unit outer normal n(z) at a point x € I'. Since the normal
n is uniquely identified as (cos @, sin @), where 6 € [—m, ) is the angle between 1 and
the positive direction of y-axis measured clockwise from the y-axis, the function v can be
considered as a function of one variable 6, namely, v(n(z)) = v(cosf(x),sinf(x)) =:
7(6(z)). In the subsequent text we will omit the tilde for simplicity.

Definition 2.1.3. In two dimensions, Wulff envelope V: corresponding to anisotropy -y

is the parametrized curve [12]:

z(0) = —y(0) sin — /() cos 0, y(0) = ~v(0) cos§ —~'(#) sin 6. (2.2)

Denoting the boundary of Wulff shape by dWW,, we have oW, < W:. In Figure 2.3,
blue colour shows Wulff shape and red curve represents Wulff envelope (2.2) for various
anisotropies. Note that boundary of Wulff shape and Wulff envelope are identical for
left and middle anisotropy in Figure 2.3, whereas, third anisotropy’s Wulff boundary and
Waulff envelope are not the same.

al]y=1 _ " .
[aly [b] 7 = 0.25 + 1.25|sin(6+pi/4)] [e] 7= 1+ 0.25(cos 36)

Figure 2.3: Difference between Wulff shape (blue) and Wulff envelope (red)

2.1.1 Classification of anisotropies
Smooth anisotropies v € C? are conventionally classified on the basis of the sign of
surface stiffness, i.e., the quantity v(0) + v”(#), as follows:

(A) isotropic : vy = positive constant,

(B) weakly anisotropic: v(6) +~"(0) > 0 for all 6,

(C) strongly anisotropic: there is 6 such that y(6) + v"(6) < 0,
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In isotropic case, as shown in Figure 2.3 [a], Wulff envelope is a circle whose radius is
dependent on the magnitude of anisotropy . Notice that the isotropic case is a partic-
ular case of weak anisotropy. Wulff envelopes of weak anisotropies are identical to the
boundary of Wulff shape [12], see Figure 2.3 [a,b]. On the other hand, strong anisotropies
form ears by the Wulff envelope’s self-intersection, see Figure 2.3 [c]. The outer part of
these ears possesses negative surface stiffness, see Figure 2.4 , which shows the Wulff
envelope for the anisotropy v = 1+ 0.2 cos 56. Here red parts have negative surface stift-
ness. Numerous examples of anisotropies from literature [22, 9, 25, 30, 64] are gathered

in Appendix A.4.

v=1+ 0.2 cos 50

Figure 2.4: Wulff envelope of the strong anisotropy 7 = 1+ 0.2 cos 56. Red colour shows
regions with negative surface stiffness.

2.2 Anisotropic mean curvature flow

To introduce anisotropic mean curvature flow, we consider a simple two-phase evolution

problem described below.

2.2.1 Two-phase problem

Consider a free particle as a closed set P — R? without substrate in a vapor, see Figure
1.1. The particle—vapor interface I' = 0P has general orientation-dependent energy

(anisotropy) v : R* — [0, @), i.e., v = y(n(x)), where n(x) is the unit outer normal
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to P at a point x € I'. Hence the total interfacial energy of the particle reads
ET) = J v(n) dl. (2.3)
r

We wish to investigate equilibrium shapes and L?-gradient flow of the energy (2.3), also

known as weighted mean curvature flow (MCF).

One observes that (2.3) is a generalization of the isotropic energy, which is discussed
in the previous chapter. 1-homogeneity and convexity of v yields closed, convex and
centrally symmetric B,,. The strong convexity of B, is equivalent to the condition 7" (0)+

~(6) > 0 for all §, the proof of this statement is given in the following subsection.

Strong convexity of unit ball implies positive surface stiffness

Any ¢ € R? can be written as £ = (7 cos 6, rsinf), where r > 0,0 € [0, 27). Note that
B, is a level set of -y, moreover 7y is one homogeneous. Using this property, we prove the
following lemma.

Lemma 2.2.1. { € 0B, ifand only if r = m = ﬁ.

Proof. The statement readily follows using the 1- homogeneity property of . [

Lemma 2.2.2. B, is strictly convex if and only if ¥ (6) + v(0) > 0,0 € [0, 2).

Proof. (=) Let B, be a strictly convex set. Hence, the curvature of 0B, is positive at all

¢ € B,,. Consider polar form of £ = (&1,&) = (rcos 6, rsinf). The curvature « is given

(186 -6 &)

by k = 5 TADTALS Since curvature is positive, we deduce &, &, — &€, > 0, which leads
to 1 2

r2—rr" + 2% >0 (2.4)
We know from Lemma 2.2.1 that r = 1/(6); therefore, r' = —% and S 2007 L.

73
Plugging these values into (2.4) leads to the desired inequality, i.e., 7" () + v(6) > 0.

(<) We prove this part by contradiction. Assume that the B, is not a convex set, then
there exist at least one & € 0B, which possesses negative curvature. Consider polar form
of £ = (&, 5}) = (rcos 6, rsin 0), where 6 possesses at least one value in [0,27). . The

curvature « is negative, we deduce éié; — 51' 5'2 < 0, which leads to
2 " 2
re—rr 4+ 2r° < 0. (2.5)
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Here, the setting is same as first part of this proof; therefore, we can use values of r and
its derivatives to get final form of (2.5), i.e., v (8) + v(8) < 0. O

2.2.2 Anisotropic mean curvature flow

We define anisotropic mean curvature by x., by
k() = Vi - ny(2), rel, (2.6)
where 1, denotes the Cahn-Hoffman vector on I', i.e.,
n.(x) = Vy(n(x)), xel, 2.7)

and the tangential gradient V7 of a function 7 , which is differentiable in an open neigh-
bourhood of I, is defined by

Vrn=Vn—(Vn-n)n. (2.8)

To derive the L? gradient flow of (2.3), i.e., anisotropic mean curvature flow, we need first
varation of (2.3), which is derived in [22] using suitable perturbation function ¢. Lemma

8.2 in [22] gives the following first variation:

&E(Fe)

= J ky(n- @) dl. (2.9)
e=0 r

Definition of L? inner product and (2.9) lead to the following form of anisotropic mean

curvature flow,
V = —K,. (2.10)

(2.10) is extended to higher dimensions by replacing anisotropic curvature with anisotropic

mean curvature. Detailed derivation for higher dimension is presented in [22].

In the upcoming chapters, we focus on the general form of (2.10). It is known as weighted

anisotropic mean curvature flow, and it is given by,
V = —uk,, (2.11)

where i : R? — R, is called mobility. One can obtain (2.11) as the gradient flow
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corresponding to the inner product

<k1, k2># = J M(n)klkg dl for ]{]1, k'g S ICF. (212)
r
If mobility is equal to anisotropy (x = +y) then this special choice of mobility is known
as natural mobility. If the initial condition of the evolution (2.11) is Wulff shape of
anisotropy vy and p is natural mobility, then the flow is self-similar, i.e., the Wulff shape

shrinks to a point while preserving its shape [74], see for example, Figure 2.5 (left

top).

2.2.3 Methods of representation of surfaces

Both the parametric and level set approaches are extended to anisotropic case [22]. It is
evident that parametric approach does not handle topological changes in anisotropic mean
curvature flow either, so that one can get the solution by using a parametric approach until

singularities occur.

Level set approach

As described earlier, in the level set method I'(¢) is expressed as a 0-level set of a smooth
function u which is defined in a neighbourhood of I'(t) with non-zero gradient, i.e.,
['(t) = {z € R? | u(z,t) = 0} and Vu(y,t) # 0 where y € I'(t), hence outer unit normal

for u that is negative inside the curve is given by n(x,t) = ‘gzgi’& . Then equation (2.10)

in terms of u becomes a degenerate, nonlinear PDE.

Since we are looking for a solution beyond singularities, we need to consider viscosity
solution framework. Thus existence of a solution in the next section is focused on solution

of level set approach.

2.2.4 Existence of solution

The work on existence of solution of anisotropic mean curvature flow is an ongoing topic,
especially for the crystalline problem. Within the framework of viscosity solution, the
first global-in-time existence and uniqueness result for governing PDEs obtained by the
level set approach is given by A. Chambolle, M.Morini and M.Ponsiglione in [15]. Their

result is valid for arbitrary initial sets and for general (including crystalline) anisotropies,
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but it is restricted to natural mobility only, i.e., ¢ = . Authors use standard parabolic

comparison principle approach to prove uniqueness of solution.

Chambolle-Morini-Novaga-Ponsiglione generalized result of [15] in [16], by considering
general mobilities. Authors adopt an approximation approach and proved the existence
and uniqueness of weak solutions to anisotropic mean curvature flow, obtained as a limit
of the viscosity solutions. Authors show that if +,, — =, with ~,, smooth, and if u,, — p,
where 1, 1S v,- regular uniformly with respect to n, then the corresponding viscosity
level set solutions wu,, converge locally uniformly to the unique distributional level set
flow with anisotropy ~ and (y-regular) mobility p.

: ) regularized L1 norm
. T T I I T T T T T

v = (X2 + 2Y2)0.5
I I I I I

- -0 o i
- -0.125 | -0
- —-0.25 A -0.125
i -0.375 | | ~0.25
| | | | | ~0.4375 | | | | | | | _03125
= 1I + 0.|05 cos 46 = 1I + 0'105 cos 40

T T I ‘ I

-0.5|
-1
4 | -1.5]
-1 -2 |
-1.5 2.5

Figure 2.5: Evolution of closed curve by anisotropic mean curvature flow. Results are
obtained by thresholding method.
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2.2.5 Examples
To demonstrate evolution by AMCEF, we select several anisotropies and initial shapes, see
Figure 2.5. In each plot, numbers in the box indicate time.

e Top-left : anisotropy is y(z,y) = +/x? + 2y? and initial condition is the corre-
sponding Wulff shape, i.e., ellipse.

e Top-right : initial curve is a circle and it is evolved by regularised [* anisotropy i.e.,
(@, y) = /(22 + y2) + 22 + /(22 + y2) + y2.

e Bottom-left: anisotropy y(6) = 1 + 0.05 cos 40 and smooth S-shape as initial con-

dition

e Bottom-right : anisotropy y(6) = 1 + 0.05cos 46 and irregular shape as initial

condition.

All the above curves converges to a point while asymptotically approaching to the Wulff

shape of the corresponding anisotropy.

2.2.6 Numerical methods

Front tracking

Similar to the isotropic energy case, we can solve anisotropic mean curvature flow prob-
lem by using front tracking approach. The idea of front tracking approach is the same as
mentioned in Section 1.1.6, except for a different formula of anisotropic curvature to be
discretized. Again, we need to perform point redistribution during the evolution. Outline

of the method presented in [66] is given in Appendix A.6.

Results obtained by implementing front tracking method from [66] are presented in Fig-
ure 2.6. In the left plot, we use anisotropy v = 1 + 0.1cos36 and circle as initial
condition. Evolution is shown at equal time intervals of size 0.5. We plot the corre-
sponding Wulff shape (dotted black line); to show that the curve converges to a point
while asymptotically approaching Wulff shape. A similar test is carried out using dif-
ferent anisotropy and different initial condition; see the right side plot. Namely, we use
anisotropy v = 1 + 0.05cos 56, also known as 5-fold anisotropy, along with elliptical
initial shape.

Since it is possible to obtain arbitrarily accurate approximations by increasing number
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Figure 2.6: Results obtained by anisotropic front tracking approach. Left: Evolution of
circular shape with anisotropy v = 1+ 0.1 cos 36. Right: Evolution of elliptic shape with
anisotropy v = 1 + 0.05 cos 56.

of discrete points, the front tracking method is used to evaluate other numerical methods

when analytical solution is not available. We do so in Section 4.2.

Numerical solution of level set equation

The finite element method is one of the direct methods to solve level set PDE. For ex-
ample, a weak formulation of a (regularized) level set equation for anisotropic mean
curvature motion was considered by Clarenz et al. in [19], where it is solved using a
finite element scheme. Authors of [11] generalized the technique introduced in [19] to
higher-order flows. These direct methods are hard to solve as already mentioned in Sec-
tion 1.1.6.

To solve the governing PDEs obtained by level set approach numerically, we use thresh-
olding method; details of which are given in Chapter 3. For demonstration, we show
some results in Figure 2.5, which are obtained by implementing a thresholding scheme

for anisotropic energy.

2.3 Anisotropic mean curvature flow with area constraint

Anisotropic mean curvature flow is congruous with mean curvature flow in the sense of

dA

area preservation, i.e., ‘7 < 0. Therefore, as a natural extension of the problem defined
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in Section 2.2.1, we consider a two-phase problem with area constraint. The setup for
this problem is the same as in Section 2.2. Suppose A is the area enclosed by initial
curve I['y. Similar to isotropic case, we use Lagrange multiplier method to find minimum

energy under area constraint of the extended energy

Ey(T) Lfy(n) dl+)\%L(x,y)~ndl. 2.13)

2.3.1 Anisotropic mean curvature flow with area constraint

To find minimum energy with area constraint, one needs first variation of (2.13). Calcu-

lations are almost identical to (1.21) and (2.9) leads to

d
—E\(T
de 2T

- LW _N)(n-g)d (2.14)

To obtain equation of area preserving anisotropic mean curvature flow, we repeat the pro-
cedure, leading to (2.10) and obtain the following form of area-preserving mean curvature

flow,
V=—kr,+ A\ (2.15)

To find the specific value of Lagrangian multiplier A\, we avail of area preservation con-

dA _

, ¢ = 0. With the help of calculation presented in Section 1.2.1, we get

dition, i.e.

_Sr Ky dl
oL rdl

Note that ) is average anisotropic mean curvature along the curve, we denote it by Kqy,.

This concludes the form of area preserving anisotropic mean curvature flow as,
V = =Ky + Kayg. (2.16)

Smilarly to Section 2.2.2, (2.16) is extended to higher dimensions by changing anisotropic
curvature to anisotropic mean curvature; there, it is known as volume-preserving anisotropic

MCE. Detailed derivation of (2.16) in higher dimensions is given in [1].

Similar to (2.11), we can change inner product definition to add mobility ;. term; then,
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we can introduce area-preserving weighted mean curvature flow as follows:
V = —pky + Kayg. (2.17)

Here, value of avarage curvature is different than area-preserving anisotropic MCF and

_ dl
that is equal to Kay, = _SFS “le
T

as initial condition, then there is no evolution. This fact is helpful to check the accuracy

. If we choose natural mobility in (2.17), and Wulff shape

of numerical methods to solve (2.17).

2.3.2 Existence of solution and properties

The stationary solution of (2.17) is known from [72, 12] to be the Wulff shape of given
anisotropy. In other words, Wulff shape is the shape that possesses minimum energy
(2.13). Here, we are interested in both the evolution and stationary solution; therefore,

knowing final solution is not sufficient.

For area-preserving weighted mean curvature flow, i.e., (2.17), [1] proved the existence
of solution along with some properties for convex initial condition. The author extends
the results of [46] from isotropic to anisotropic case. A key property is the preservation
of convexity of initial convex shape as stated in the following proposition.

Proposition 2.3.1. [1] If ' is smooth and strictly convex, then the solution of equation
(2.17) with initial condition Ty exists and is smooth and strictly convex for all positive

times.

Author also showed that convex solutions of (2.17) converge smoothly and exponentially

fast to Wulff shape as ¢t — co.

The above result holds until singularity occurs. The existence of solution beyond singu-
larities is given by Bellettini et al. [6], provided that the initial condition is compact and
convex. Their result holds not only for smooth anisotropies but also for crystalline ones.
The result of [6] extended to the non-convex setting by Kim et al. [50], where authors
proved the global existence of volume-preserving mean curvature flow, particularly for

the crystalline case.

2.3.3 Examples

For demonstration purpose, we use same anisotropies and initial shapes as mentioned in

Figure 2.5. For details see Figure 2.7, where each initial shape is evolving and converging
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to respective Wulff shape. Table at bottom-right shows the time. In top-left plot, neg-
ligible evolution is observed because initial condition is Wulff shape and the difference

between red and black lines is the error caused by numerical method.

2.3.4 Numerical methods

Similarly to previous cases, direct methods can give the desired solution, but one faces
difficulties as mentioned in Section 1.1.6. We solve governing equations using threshold-
ing method. Details of thresholding method for this flow is given in Chapter 3. In Figure

2.7, we demonstrate results obtained by implementing the thresholding method.

I I(X2 T 2Y2)0.5 regularized L1 norm
T

T T T T T T T T

+ 1+ N~ -0.0625
e -0 A -0.125
I —0.015625| | -0.1875
e 210 N (024219
+=1 + 0.05 cos 4 , =1 +0.05 cos 44
I I T

Figure 2.7: Evolution of closed curve by anisotropic mean curvature flow with area con-
straint. Results are obtained by thresholding method.

34



Chapter 3

Thresholding method

This chapter presents a numerical method for computing weighted mean curvature flow,
that is based on the level set approach. We focus on the level set representation since
our goal is to deal with topology changes. We discuss convergence of the algorithm and
properties of convolution kernels, which are used to realize the anisotropic problem. For
area-preserving mean curvature flow, we introduce two methods to preserve the enclosed

area numerically.

3.1 Isotropic energy without area constraint

In this section, we introduce a numerical method to solve the evolution problem presented
in Section 1.1. As we know from Section 1.1.3, there are different ways to represent
interface and each choice of representation leads to different PDEs. Since our focus is on

automatic handling of topological changes, we use the level set approach.

When we use level set representation, mean curvature flow (1.5) transform into a nonlin-
ear, degenarated PDEs, i.e., (1.17). We rewrite (1.17) as follows:

Vu d Ug; Uy
_ N N S AT 3.1

In two dimensions, (3.1) takes the following form

U — (Ugg + Uyy) (umui + uyyuz + 2uxyuxuy) =0. (3.2)

L1
[Vaul?
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It 1s possible to solve (3.1) using direct methods, e.g. finite difference method, finite
element method etc., but as already disicuss in Section 1.1.6, those approaches entail

several complications.

As an alternative way to solve nonlinear PDEs, linearization is a common numerical ap-
proach. Linearization of PDE (3.1) leads to a heat type equation. This heat type equation
can be solved with the help of convolution. One efficient numerical method to solve
level set based mean curvature flow equation is introduced in [59]. It is called Bence-
Merriman-Osher, or shortly BMO, algorithm. BMO algorithm is a diffusion generated
motion scheme, where heat equation is solved with characteristic function of of the re-
gion enclosed by a closed curve as initial condition, and then updated curve is obtained

by selecting a specific level set of the diffused function.

This scheme is efficient and straightforward because it repeats only two simple steps:
convolution and thresholding, to get desired solution. In the convolution step, heat equa-
tion is solved by convolving a characteristic function and a convolution kernel G, which
is positive, with unit mass, and radially symmetric. Diffusion-generated refers to the fact
that convolution with the Gaussian kernel is equivalent to solving the diffusion equation
[64]. Any kernel with the above-mentioned properties will work for the BMO scheme.

In the original paper, authors used the Gaussian kernel, i.e.,

rm—

In thresholding step, we take a half-level set as updated position. Then go back to convo-

lution step again and use updated position as initial condition. This scheme is summarised

below:

Algorithm 1 BMO algorithm

Given a time step 6t and a region P* < R? at time #;, to get new region P**! at next
time step .1 = tx + ot, perform the following two steps:

Convolution: U* = Gy # 1px 3.3)
1
Thresholding: P = {x| Ur(x) < 5} (3.4
Here 1+ is the characteristic function of the set P* and G5, (x) = WG <\/i§>
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3.1.1 Convergence of the algorithm

Convergence of algorithm to (1.5) was empirical by numerical experiments presented in
[59] and [63]. Barles and Georgelini [4] has given the convergence proof of algorithm
with the help of using the comparison principle, which is endowed by the positivity of
Gaussian. The variational formulation for Algorithm 1 was given in Esedoglu and Otto

[28]. In particular, they showed the following functional

1

E(;t(l“) = afr G(;t * 1p dx (35)

is a non-local approximation to lentgh energy, and is dissipated by the Algorithm 1 at ev-
ery stepsize, regardless of time step. Thus (3.5) is is a Lyapunov functional for Algorithm

1, establishing its unconditional gradient stability [25].

Idea behind Algorithm 1

We explain the intuitive idea why algorithm 1 works to approximate mean curvature
flow. To solve (3.1), consider the following function, called, sign distance function
(SDF)
dist(z,T), zeRN(QuUT)
u(x) =40 zel (3.6)
—dist(z,I") xeQ

Here, 2 = R¢is an open bounded set such that I' = 9€). One example of SDF is given in
Figure 1.2 (plots on the top). Note that 0-level set of SDF is the curve I, and |Vu| = 1
hold almost everywhere. If we plug in this value in (3.1) then we end up with the heat
equation which can be solved through convolution with Gaussian kernel. However, since
the solution deviates from the SDF, we need to restrict the time to a short interval, get a
new SDF, and repeat this procedure. It turns out that a characteristic function can be used
instead of SDF.

3.1.2 Numerical example

To illustrate the example of thresholding scheme, we perform a simple numerical test.

Consider the shrinking circle problem from the Section 1.1.6.

To implement Algorithm 1, first, we fix rectangular domain [—5, 5] x [—5, 5] . Note that
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the domain size is taken sufficiently large, so that the boundary will not influence the
motion of the curve. Spatial variables are discretized on a rectangular grid with grid cells
of size dx x dy. We use square lattice with dz = dy. This setting of computational domain
is the same for all numerical tests presented throughout this thesis. We solve convolution
(3.3) using Fast Fourier Transform (FFT). First, we convert kernel and characteristic
function into Fourier form and then take inverse Fourier transform of their product. After
convolution step we check at each grid point if value of diffused function U* is greater

than % If it is so, we change value to 1, otherwise to 0, obtaining Pk+L

We start with initial radius 7y = 2 and evolve circle by implementing Algorithm 1. Here
we are looking for isotropic energy and circle is Wulff shape of given energy; therefore,
circle preserves its shape during evolution, as demonstrated in left plot of Figure 3.1. We
compare thresholding results with analytical result, derived in Section 1.1.6. Right side
plot shows radius of circle at each time for thresholding (red) and analytical (black) solu-
tions. Both results are very close throughout time, except near the extinction time.

[ Shl;inkirrg circle | ‘ Radius: Numerical(red), analytical (black)

IS N S N B

1 1 | | 1 1 |

Figure 3.1: The initial radius is 7o = 2, grid size dx = 0.0048 and timestep ot = 0.01.
(Left) Evolution of circle by mean curvature flow at equal interval. (Right) Comparison
between numerical and analytical radius of circle during evolution.

3.2 Isotropic energy with area constraint

In this section, we present a thresholding method to solve governing PDE of the level set
approach to area-preserving MCF (1.26) introduced in Section 1.2. The additional area
term demands a modification in thresholding step of Algorithm 1, namely, to preserve the
area, we change the thresholding height from half-level set to appropriate thresholding
height (say ). Note that the appropriate thresholding height is not fixed during evolution,
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and we need to find it at each time step. We summarise the resulting scheme in general

dimension as follows:

Algorithm 2 BMO algorithm with volume constraint

Given a time step 6t and a region P* — R? at time ¢, to get new region P**! at next
time step tx+1 = tx + 0t, perform the following two steps:

Convolution: U* = Gy, + 1pr 3.7
Thresholding: ~ P**' = {z| U*(z) < 6"} (3.8)

Here 6% is chosen so that the volume of phase P**! is equal to the volume of phase P°.

All level sets of a solution to level set PDE move by mean curvature flow, so it should be
reasonable to take a thresholding height different than % History of finding thresholding
height start with, Mascarenhas [58], who consider k4,4, as a constant (say a) in motion
(1.26) and showed that VV = k+a motion can be obtained by using following threhsolding
height:

1 a /it

— — —A[—. 3.9

2 2V 7 (3.9)
Later, Ruuth and Wetton [65] replace a by k4,4 and showed that flow (1.26) is possible
by following thresholding height

—. (3.10)

Algorithm 2 was intropduced in [65].

3.2.1 Convergence

Volume preserving mean curvature flow does not allow for a comparison principle. There-
fore conditional convergence of a scheme introduced by Ruuth and Wetton [65], i.e., Al-
gorithm 2 is proved by Laux and Swartz [56]. To prove the convergence, the authors set

the following environment:

Denote the characteristic function of P* at k-th time step by X*, and interpolate these

functions piecewise constantly in time, i. €.,
X0t) = &k, for t € [két, (k + 1)6t).
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Based on the result of [28], they defined the following approximation of energies
1
Es(X) = \/—&J(l—X)G&*de (3.11)

for X : RY — {0,1}. As dt — 0, (3.11) converge to the perimeter functional

BE(X) = \%Jyvxi

with respect to L'-topology. Esedoglu and Otto [28] proved the I" convergence and its

consequence of pointwise convergence of the functionals,
Es(X) — E(X) for any X € {0, 1}. (3.12)

At last, authors assume the following convergence of the energies, which is not guaran-

teed by the a priori estimates

T T
J Est(X°) dt — f E(X)dt (3.13)
0 0
Based on above estimates, authors of [56] gave following convergence theorem:

Theorem 3.2.1. Let T < 0 and X° € {0,1} with E(X°) < o and {X° = 1} < R
After passage to a subsequence, the functions X°' obtained by Algorithm 2 converge to a
function X in L*((0,T) x RY). Under the convergence assumption (3.13), X s a solution

of the volume-preserving mean-curvature flow equation.

3.2.2 Methods to find thresholding height o

To find thresholding height, i.e., J, we have proposed two methods, namely, bisection and

sorting.

Bisection approach

To find thresholding height 6% of the diffused function U* at k-th iteration, consider an

interval [0F, §%], where 67 = min,cq U¥(x) and 6% = max,cq U*(x). Compute the area

V, of the 5f—level set of U*. Do the same for 6,’? to obtain V,.. Now set the mid-point
ok = 8 +0F
b T2
(case I) if V} is less than area of P°, then assign 6F = §} and repeat the above process.

and calculate the area V}, of the corresponding level set. There are two cases,
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(case II) if Vj is greater than area of P°, then assign 0¥ = ¢F and repeat the above
process. If both these cases fail, it means we have reached the desired §. This approach

1s summarised as follows:

Algorithm 3 Bisection approach to find thresholding height

Given an initial volume V; of phase P° and diffused function U* at k-th iteration by
(3.7), assign 6} = min,eo U*(z) and 6% = max,eq U*(z). Set V; = {z| U*(z) <o/}
and V, = {z| U*(z) < éF}. To get volume preserving thresholding height 6* repeat the
following steps:

it + 0t

5

(2) Bisection: - If V; < Vj, set 6} = 4} and go to step (1).
If V, > Vp, set 6 = 6 and go to step (1).

If Vi = Vi, set 6 = 67 and terminate.

(1) Mean and volume: 6 = Vo ={z| Uf(z) <&} (3.14)

. 3
Biffused U 5 6 Thresholding height by sorting
-0.48232 —1 : ‘ ‘
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Figure 3.2: Sorting approach to find thresholding height

Sorting approach

Unlike bisection, sorting approach is a non-iterative way to find thresholding height.We

explain the sorting approach using a specific example.

Suppose area enclosed by initial curve is A. First we discretize the computational domain
using square grid, as explained in Section 3.1.2. Convert A into grid-area A, i.e., if dz
is the side length of the grid then A, = A/dz?. Suppose diffused U* is given by (3.7) at
k-th iteration, as shown in left side plot of Figure 3.2. The algorithm to find §* takes the

following steps:
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e Sort the values of U” at all grid-points in ascending order, and call this list sortlist.

It is plotted using black line in right side plot of Figure 3.2.

e X-axis in this plot represents grid points number. Draw a line X = A, ( blue line

in the Figure) and find its intersection with sortlist.
e Y- coordinate of the intersection is the desired thresholding height §*.

We remark that the sorting approach cannot handle multiphase problems, i.e., three or
more phases evolution problems. If the area of any two phases is different in a multi-
phase problem, then those phases need different thresholding heights to preserve their
respective area. But in sorting approach, we take ascending order (sortlist) of the whole
domain; thus, it becomes difficult to recognise which point belongs to which phase in the

sortlist.

3.2.3 Numerical test

To scrutinize numerical performance of the scheme and juxtapose bisection and sorting
approach, we consider a simple problem introduced in [67]. Take two circles with radii
r1 = /3 and 75 = 1.4 as shown in top-left plot of Figure 3.3 (in red colour). We treat
them as a single-phase and evolve by area-preserving mean curvature flow, which results
in growth of the large circle. On the other hand, the smaller circle will shrink. For
comparison between solution obtained by thresholding scheme and analytical solution,
we implement Algorithm 2 until the radius of smaller circle reaches the “final time” 0.75.
Note that the evolution of radii follows the equations

r’lz_—l—i— 2 : rgz_—1+ 2
1 T+ T2 T T+ T2

We use Matlab’s odel 13 function to solve the above system, which gives a precise ap-

proximation of analytical solution.

Evolution of the circles is depicted in left plot of Figure 3.3, where black lines show
intermediate shapes and blue circles indicate final shape. The right plot shows agree-
ment between the radius of both circles with their analytical values. Results obtained
by thresholding method is almost identical to the analytical solution. We use bisection
approach for this test. After that, we check thresholding height, i.e., § at each time step
using both sorting and bisection approach for the same test. Both these approaches give

almost identical values, see left plot in Figure 3.4.
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Figure 3.3: Evolution of two circles by MCF with initial radii r; = v/3 and 7, = 1.4
obtain by thresholding method with dz = 0.0195 and 0t = 0.04. Left: numerical result,
red: initial circle, blue: final shape at ¢ = 0.75, black: intermediate evolution at equal
time intervals. Right: comparison between the analytical and numerical radii of both
circles.
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Figure 3.4: Left: value of thresholding height ¢ at each time step obtained by bisection
(blue) and sorting approach (magenta). Right: CPU time to calculate thresholding height
0 for bisection and sorting approach.

Since both approaches give the same d, thus identical error; it is of interest to know which
approach requires less computational time. The right plot in Figure 3.4 shows CPU time
required for each time step in both approaches. The dotted lines show mean time of each
approach. Here mean time means the sum of time required to find thresholding height at

each iteration divided by the total number of iterations.

It is clear from the plot that sorting approach requires less time in this test. This outcome
was expected since bisection method involves several iterations. Note that the difference
of mean time between both approaches drastically increases for smaller values of dx.

Therefore, we use sorting method for all upcoming area-preserving simulations.
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3.3 Anisotropic case

We present thresholding method to solve evolution problem (2.11) introduced in Section
2.2.2. Recall that the original BMO uses the Gaussian convolution kernel to deal with
the isotropic problem. Thresholding method can be extended to anisotropic energies by

replacing Gaussian with a suitable kernel K [47]. This leads to the following algorithm:

Algorithm 4 Anisotropic two-phase BMO algorithm

Given a time step 6t and a region P* < R? at time ?;, to get new region P**! at next
time step .1 = tx + ot, perform the following two steps:

Convolution: Ur = K, + 1pr (3.15)
1
Thresholding: PF = {x| Uk(z) < 5 K(y) dy} (3.16)
]Rd
Here 1p+ is the characteristic function of the set P* and K, () = WK (%)

To present existing results regarding the above algorithm, we need to assume the follow-

ing regularity, decay and continuity properties conditions on kernel K [47]:

K(z) = K(-z), K(z)>0, (3.17)
N K(z)dx =1, JRd z|? K () dx < oo, (3.18)
there exist C' > 0 and p > d + 1 such that | K (x)| < TC:E]”’ (3.19)

K(z) e LY(RY), oK (z) e L*(RY). (3.20)

Further,

lim sup j K 0 O eg(a')) — K 0 O, 0)] (1+[a]*)da’ =0,  (3:21)
20 0e0 Jra-1

for every map g : Rt — R of the form
g(a') = (Md',a") + a,

where M is a (d — 1) x (d — 1) symmetric matrix and a € R, and O is the set of
(d — 1) x (d — 1) orthogonal matrices.
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For every (d — 1) x (d — 1) orthogonal matrix O

KoO(',0)da’ >0 (3.22)

Rd-1

3.3.1 Convergence and stability of Algorithm 4

Convergence

The convergence of Algorithm 4 to the solution of governing PDE of anisotropic mean
curvature flow proved in [47]. We give a shortened form of their convergence theorem as
follows:

Theorem 3.3.1. If kernel K satisfies (3.17), (3.18), (3.19), and smoothness condition,

ie.,
p JL K(z)dH* Y (z), and p — JL v, K (2) dH (x) are continous on S,
p p
then Algorithm 4 converges as 0t — 0 to the viscosity solution of the equation
u, = F(D*u, Du),

where,

F(M,p) = (L K(z) d’}-[d_l(m)) B (% LL<M:v,x>K(x) de—l(g;)) ,

forpe R and M is a d x d symmetric matrix.

To prove the above theorem, authors of [47] used the comparison principle via positiv-
ity of kernel. Thus positivity of the kernel in physical domain becomes essential for

convergence.

Anisotropy corresponding to kernel K

[25] showed the corresponding anisotropy and mobility represent by the given kernel in
the form of proposition:
Proposition 3.3.2. [25] Let K satisfy (3.17) and (3.19). Assume that K (n&), as a func-
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tion of &, is a Schwartz class for every n € S then

vi(n) = —# RK(%Z KO) 4 (3.23)

2u(n) = (fRf((nf)df)_l (3.24)

Since we use different definition of the Fourier transform, (3.23) and (3.24) formally
differ from the original paper. For the proof of mobility (3.24) authors used the following
definition of the mobility,

g (n) = (LL K(z) de1> _1. (3.25)

Stability and motion by Algorithm 4

To prove unconditional gradient stability of Algorithm 4 Elsey-Esedoglu [25] use ap-

proximation of actual energy, i.e.,

Es(P K) = \/LE o K+ 1p dex. (3.26)
Similar to the isotropic version, (3.26) is a Lyapunov function for Algorithm 4. Uncondi-
tional gradient stability of Algorithm 4 is proved by [25] and restated in [30] in the form
of the following proposition:
Proposition 3.3.3. Let K satisy K () = K(—x), {p K(z) > 0and (3.19). If K > 0,
where K is the Fourier transform of K, then for any time step size 6t > 0, Algorithm 4
decreases the energy (3.26) at every time step.

This proposition convey the importance of the positive Fourier transform K. The connec-
tion between approximate energy and anisotropy corresponding to the kernel is presented
in [25] as following proposition:
Proposition 3.3.4. [25] Let P is a compact subset of R? with smooth boundary, kernel
K satisfy (3.17) and (3.19) then

1
i Ea(PK) = [ (@) a2 ), where () = 5 [ o ylK () dy
t=0 oP 2 Jra
(3.27)

Here, n(x) denotes the unit normal at a point x € 0P.

Note that yx in the above proposition is equivalent to (3.23). After convergence and
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stability of algorithm, the natural question arises, does Algorithm 4 move interface with
correct motion law. The answer of this question is given in Elsey and Esedoglu [25]; we
summarise their result in two dimensions as follow:

Proposition 3.3.5. One step of Algorithm 4 moves a smooth interface with the normal

speed:

V(z) = pr(n(z)) (Vg (n(x)) + v (n(z))) r, (3.28)

to leading order in t.

To summarise, the positive Fourier transform of the kernel K guarantees the stability of
the algorithm. On the other hand, a positive kernel in the physical domain proves the
convergence of the algorithm under additional regularity assumptions. But [25] showed
that achieving these two conditions together is impossible for the anisotropies with non-
zonoid Wulff shape. The fact presented in the following theorem.

Theorem 3.3.6 ([25]). Threshold dynamics algorithm (3.15) and (3.16) with a positive
kernel can approximate a given weighted mean curvature flow if and only if the Wulff
shape corresponding to the anisotropy is a zonoid. Moreover, if the Wulff shape is not a
zonoid then a positive convolution kernel cannot be found for any other anisotropy the

Wulff shape of which is close enough in the Hausdorff metric.

The above theorem is known as a barrier theorem, c.f. [25]. Since all the centrally
symmetric shapes are a zonoid in two dimensions, the barrier theorem does not imply a
strong restrictions on the class of anisotropies. On the other hand, in three dimensions
barrier theorem becomes more restrictive. See Figure 3.5 for examples of non-zonoidal
shapes in three dimensions. Crystalline anisotropy with regular octahedron is not zonoid,

thus one can not find the kernel which is positive in the physical domain.

Figure 3.5: Examples of non-zonoidal shapes in three dimensions. This picture is taken
from [25].
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Chapter 4

Convolution kernels and their

comparison

In this chapter, we address the question of how to construct kernels yielding the desired
evolution. We review several kernels proposed in the literature and look into their prop-

erties, especially from the numerical point of view.

4.1 Convolution kernels

For a given kernel, the properties of the thresholding scheme transpire as presented in the
previous chapter. Here we consider the inverse problem, i.e., finding a suitable kernel for
a given anisotropy and mobility. Over the last two decades, various attempts have been
made to solve this problem. The following subsections review the well known major

kernels.

4.1.1 Bonnetier—Bretin—Chambolle kernel (BBC)

For a given anisotropy -, the first notable, successful attempt to find a corresponding
kernel was made in [9]. Authors construct the kernel so that the positivity of the kernel

in the Fourier domain is always guaranteed.

The core idea behind their construction is as follow: consider a bounded closed set P <

R?. Denote the Fourier transform of a function u by Fu, and u is a solution which solves
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following parabolic equation:

%x’t — Au(z,t), t>0 zeR% 4.1)
u(z,0) = lp(z). 4.2)

Where, operator A is defined by

Au) = § " exp(=F(u)(217(€))%),

and can be seen as a linearization of anisotropic Laplacian, i.e., (V - (1, (Vu)vy(Vu))) in
the Fourier space. At the end, they expressed solution v of (4.1) and (4.2) as a convolution

product of 1p and the desired anisotropic kernel

A~

K(&) = e ™70, (4.3)

With the help of (3.23), it can be confirmed that the BBC kernel yields the correct

anisotropy; indeed, denoting by v the anisotropy corresponding to kernel &', we have

1 [ K(né)— K(0)

- d
Vre(n) el & 3
1 —4m?€2y2(n) _ q
- | de
472 g £

1 (1-e* d
= — ; < ,  where z = 27&vy(n)
472 J preer 27y(n)
2

_ V(N)J 1-e™

2m x?
7(n)
= —. 4.4
N 4.4)
Mobility p i associated to the BBC kernel can be derived using (3.24) as follows:
1
2,U,K (n) = =
S K (n€) d¢
_ 1
= SR 6_4ﬂ.2£2.‘/2(n) dg
2
L(Qn), where x = 27&vy(n)
SR e % dx
pur(n) = +/my(n). 4.5)
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Inspecting (4.5), one can notice that the mobility associated to the BBC kernel is fixed to

the natural mobility and cannot be prescribed freely.

Since the kernel is always positive in the Fourier domain, Proposition 3.3.3 guarantees
the stability of the thresholding scheme. On the other hand, the kernel may not satisfy
(3.17) and (3.19) for some anisotropies, i.e., be negative in the physical domain, which

prevents authors from giving rigorous proof of convergence.

For a given anisotropy 7, if B, is not ellipsoid, then the BBC kernel shows a slow decay
rate. The slow decay rate arises for certain anisotropies because of singularity, which may
appear at the origin of BBC kernel. The slow decay rate is a drawback of the BBC kernel,
along with a lack of non-positiveness in the physical domain for some anisotropies, e.g.,

regularized crystalline anisotropy v(z,y) = |z| + |y|.

We conclude BBC kernel by summarizing results. If anisotropy is strictly convex, then,
using (4.3), it is possible to construct a kernel, which is positive in Fourier domain. The
inverse Fourier transform of this kernel, i.e., physical form of the kernel, is nothing but
a generalization of the Gaussian, which satisfies all the conditions mentioned in Proposi-
tion 3.3.3. Thus, the corresponding Algorithm 4 is stable. We summarise in the following
theorem:

Theorem 4.1.1. Let anisotropy -y be strictly convex. Then

(i) there is a kernel K that is positive in Fourier domain. i.e., K> 0,

(ii) the corresponding thresholding algorithm decreases the approximated interfacial en-

ergy at every time step.

4.1.2 Elsey—Esedoglu kernels (EE)

In [25], authors construct a kernel, which is positive in both the physical as well as in
the Fourier domain. The idea is to write the d-dimensional kernel as a weighted sum of

smoothed one-dimensional Gaussians defined in a direction v € S ! as

1 (-v)? 1 (z-v)? — |z
Goe(T) = 4) exp (_ 4 ) cd—1 CXp ( 4e2 ) g (4.6)

Nl

and solve (3.23) as well as (3.24) to obtain the correct weight function w(v) : S S R,
also called generating function. In the original paper, the mobility term contains an error;

therefore, detailed derivation is demonstrated here. Fourier transform of (4.6) is given as
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follows:

/gu,e(f) = eXp (_472<£ ’

V)Q) exp ( 24 [(

v)? —1¢17]) .

“.7)

The detailed derivation of (4.7) is given in Appendix A.7. Anisotropy corresponding

to g, can be derived with the help of (4.7)

and (3.23). In particular, for n € S9! we

have
. 1 [‘ 1/5 gl/ 5( )
,yVyﬁ(n) - _47T2 Je 52 d§
L[ epltrtlng?) ew (Rl ng? — gD -1
- 42 JR &?
1 f exp(—&24n? [(v-n)?(1 — ) +€2]) — 1 it
- —4m? JR &? 7
_ VAr/(v - n)? €2) + €2 J exp(—h?) dh
B —47T2 R h?
T2(] — 2 2
_ V(v n)2(1l—e?) +e (—2y/7)
—27
1
= — n)2(1 — €2 2 4.
Nz (v-n)(l—e)+e (4.8)
Similarly, the mobility is computed from (3.24) as follows:
1 [ Gng)
= ./g\l/,é TL£ df
2,“1/,6(”) JR
N
= exp(—4m*(v - né)?) exp (4m°€* [(v - n&)? — ng]?]) d
Jr
(‘
= exp(—&4r* [(v - n)*(1 — €) + €*|n[?] d¢
Jr
A _p2
= exp(—h7) dh . h=E/AT2 (v - n)2(1 — €2) + ae?
Jr A/4m2(v €2) + ae?
_ ﬁ
214/ (v - n) 1—62)+€2
te(n) = Vm/(v-n)? €2) + €2 (4.9)
As e — 0, (4.8) and (4.9) converge to
Voe(n) — %’l/ -n| and ju,.(n) — +/7|v - n|, uniformly on S**. (4.10)
T

Denoting the cosine transform as 7~ and taking sum over all directions v € S, we can
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write the desired surface tension as

L =1y = L w(V
'y(n)=\/—% " w(v) v n| dH" (v) ﬁ’f (v). (4.11)

The generating function w can be obtain by solving (4.11):

w=/m(T ). (4.12)

Note that 7! is the inverse cosine transform and w obtained by (4.12) will be positive
as long as Wulff shape of the anisotropy + is a zonoid [25, 8]. The corresponding kernel

can then be written as

K@) = [ o) gula) an )

= | VAT ) guelw) a0, (4.13)

§d—1

(4.13) represents the general form of the kernel, which is positive in both the physical
and Fourier domain. Corresponding mobility of (4.13) can be derived with the help of
(3.24) as follows:

[e(m)] ™t = f R (ng) de

fR | VAT )0) 3ua(€) ) e

§d—1

2
2
= 2vr [T | [ Bl de|ant

r

= 2vm | (T )) !

Jsd—-1

1
27/ (v - n)2(1 — €2) + ¢

B VT
VT Jga V(v on) (1 —e2) + e
1

- 7 Sd_l(’f‘lv)(u)%d%d—l(m, using (4.8) (4.14)

As pointed out earlier, the original paper contains an error, and the above is the corrected

] dH* (V) see (4.9)

(T )W) dH" (v)

formula.

The specific form of the two-dimensional kernel will be required for the upcoming anal-

ysis. To get the expression of the kernel in two dimensions, we simplify the generating
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function as follows,

VT

y ] - \/T% SGEF (0),  (4.15)

N

ww) = VAT ) = (0= 3) ;

where v = (cos 0,sin @) and we use ’stiff” as an abbreviation of the stiffness term, i.e.,
stiff(6) = 7" (6 — %) + (0 — Z). (4.13) and (4.15) allow us to write two-dimensional
form of the kernel as below,

K@) = [ o) guula) v
_ fﬂ SHO) o
s f” 0D 1y (52 oy (Y o

4 4¢€?

suff ) exp (—((%’, y) - (cos 6, sin 9))2)

4
) . 2 .2 .2
exp (((%y) (cosf,sin))® —a° —y > i,

4€?

- 166f 9__) 7(9_5)]

(xcos@+y81n9)2 —(zsin@ — ysin6)?
exp exp
4 4e?

) df. (4.16)

Similarly, the Fourier transform is

RO = | w0) e av
- i L 0 tc) o
= [ o) (- ant -6 e (17 [0~ 67 a0
- o J:” SHEF(0) exp (—an® [(v - ©)2)(1 — ) + 2le]?]) db
- ST (0-5) 0 (0-3)]

exp (=47 [(& cos 0 + &sin6)*(1 — €°) + €°]¢]7]) db. (4.17)

Thus, (4.16) and (4.17) give the desired form of the kernel in the respective domain.
Corresponding mobility of the EE kernel is given by (4.14), and for the two-dimensional
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case one can simplify the mobility expression as follows,

[1e(m)] ™

2 f K. (n€) d¢
B T stiff(f) .
= 2 J;R ﬁj gl/,e(ng) d@ df

N[ datn ae | ap

T stiff() 1
_ oym [ SUfE6) d9  derivation of (4.9)
0 4 2ymy/(v-n)2(1 — €2) +
—1
1 (™ 0—T)+v(0—-2
pn) = (= 7 (0-%) t20-3) df (4.18)
4 Jo 4/(nicosf + nysin0)2(1 — €2) + ¢

Formula (4.18) indicates that the mobility depends on the regularising parameter e.

In the thresholding algorithm, for the thresholding step, i.e., (3.16), area below the graph
of the kernel is needed. To obtain area below the graph of the kernel, the Fourier form of
the kernel, i.e., (4.17) can be taken into consideration. Indeed, it is obtained directly by
putting £ = 0 in (4.17), i.e.,

R(0) = £.(0) IJ% 9——) +7(9—g>] do. (4.19)

(4.19) guarantees that the area of the kernel does not change with the choice of e.

EE kernel is positive in both physical domain and Fourier domain, hence proof of con-
vergence and stability is achievable for fixed e. On the other hand, from the practical
viewpoint, the computational time required to construct the kernel is excessive because
it demands integration at each grid point. Moreover, unchangeable mobility is another
drawback of the EE kernel.

We conclude EE kernel section by summarizing the compatibility of a kernel with stabil-
ity and convergence in the following theorem:

Theorem 4.1.2. If 7 is non-negative, even, strictly convex anisotropy and v(x) > 0 for
all x € RY,

(i) then the above construction gives a kernel, which is positive in Fourier domain; fur-
ther, these kernels satisfy all the conditions required for stability of Algorithm 4, i.e.,
Proposition 3.3.3.

(ii) Further, if corresponding Wulff shape V., is a zonoid, then the construction of kernel,

which is positive in physical domain, is possible. These kernels satisfy all the conditions
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given in convergence theorem 3.3.1.

4.1.3 Esedoglu—Jacobs—-Zhang kernel, positive in physical domain
(EJZ)

Esedoglu, Jacobs and Zhang developed a most general form of kernels in [30]. The au-
thors construct a positive kernel in the real domain for two and three dimensions. How-
ever, since in this work we focus on the two-dimensional problem, only details of the

two-dimensional kernel are given below.

To begin with, let us introduce a few assumptions and terminologies. Spherical Radon

transform 7, of an even function f is defined as
Ziw = [ s an )
Sd=1Ant
Further, we define a compactly supported, smooth positive bump function n : R — R

by

P ifze (0,2)
n(x) = (4.20)
0 otherwise,

and its moments are denoted as
2 .
m; = J w'n(x) de, jeNT.
0

The authors proved the existence of a kernel as presented in the following proposition.
Note that their kernel formula contains an error; therefore, we give a detailed proof.
Proposition 4.1.3. [30] Let v and . satisfy

e B, is strongly convex and 0B, is smooth, (4.21)
e n:S'— RMN{0}, (4.22)

then, there exist a positive, smooth, compactly supported convolution kernel K : R? —

R* such that vi = v and g = p.

Proof. For a given kernel K, corresponding anisotropy i and mobility . can be given
as (3.27) and (3.25). As done in [25], for d = 2, we considered a polar form of (3.25) and
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(3.27), then use (4.12) to get the generating function and mobility in the following form,

w(n) %LOO K(rn) v dr,

1 © (4.23)
) = st K(rn) dr.
Let the kernel K have a polar form

where a, 5 : R — R™ are 7~ periodic, smooth functions. Substitute (4.24) into (4.23) to

get
2(0) = faw)-n(rﬁw»rddr

stif;(é) o, Joo @) li)r e B0)

" o] ser
_ ;‘((69))3 Lwn(x) 2% dr = %fn(@ v*dz, d=2
_ ;‘((09;3 M. (4.25)
Similarly, for the second expression in (4.23),
7 () = | @) -atsenar
39 () = a® [ 0o 555

11 _ o
2 @) BE)" (+:20)

Both (4.25) and (4.26) lead to the following solution,

o aff) 2my
By = B(0) stiff(6)
. 1 2m2
T dmop(0 — 7/2)  stiff(h)’
_ | L a0 @2

2mo p(0—7/2) [Y'(0—5) + 70— 3)]
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p(0)

o0 = L0 —772)
meo 1 ?
_ ) " - - . (4.28)
32mi (0 —7/2) [v' (0 - 5) + (0 - 5)]
(4.24), (4.27) and (4.28) give the desired output. O

Since the EJZ kernel is positive in the physical domain, the convergence of the algorithm
is guaranteed. On the other hand, the kernel may be negative in the Fourier domain;
thus, stability is uncertain. However, one can freely choose mobility during the kernel

construction, which makes EJZ kernel the most general among all other kernels.

We conclude EJZ kernel section by summarizing the convergence result as follows:
Theorem 4.1.4. If v is non-negative, even, strictly convex anisotropy and v(x) > 0 for
x # 0, then the above construction gives a kernel in two dimensions, which is positive in
the physical domain. Further, it satisfies all the conditions given in convergence theorem
3.3.1.

4.1.4 Esedoglu—Jacobs—Zhang kernel, positive in Fourier domain
(EJZ-F)

Authors of [30] developed another kernel in the same paper. To construct the kernel, they
assume exponential form of the kernel and solve (3.23) and (3.24). The authors proved
the existence of the kernel in the following proposition. Here too, we found an error;
therefore, detailed derivation is presented.

Proposition 4.1.5. [30] Let y and pu satisfy (4.21) and (4.22) then, there exist a convolu-

tion kernel K : R?* — R in Schwartz class with K > 0 and a constant ¢ > 0 such that

Yk =7 and pg = cfi.

Proof. The ansatz is,

~ 1 1

R(©) = S exp(—C(a(©))) + 5 exp(~¢(AE)), (429)

where ¢ : R — R is a positive, smooth and even function satisfying ((z) = 0if |z| < 1
and ((z) = 2% if || > 2 and o, : R? — [0,00) are one homogeneous functions.
Desired kernel is derived by solving (3.23) and (3.24); therefore we substitute (4.29) in
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those equalities, which leads to the following;

K(né) - K
P R CE
R §
R &
1 —(a(ng)) _1 1 —=C(B(ng)) _1
_ _J exp 2 df—i——f exp : e
2 Jr § 2 Jr §

a+p exp <W —1
2 R )

1 1-—
87%y(n) = 4m(a+ [)S;, where Sy = —J e
47T R y2

dy
b = a+p, where b = 27y(n)/Ss. (4.30)

Similarly, substitution of (4.29) in (3.24) results in

2ac 203
1 1 c
- =4 = h - - 4.31
a (a + 5), where « Sodrpi(n) 4.31)

(4.30) and (4.31) lead to a simple quadratic equation for o and /3. Constant ¢ > 0 has
been introduced to ensure that the quadratic equation possesses real roots. Two solutions

of the quadratic equation are

s
aln) = 52 (Ver + Verr =85S ) (4.32)
s
— J— 2 -
Bln) = 5,2 (Ver = /ey? = 8508 (4.33)
We see that we need to take ¢ = 8555, u(n)/v(n) for all n, so that «, 5 are real. O
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This kernel is positive in the Fourier domain hence guarantees the stability of the corre-
sponding algorithm.

Theorem 4.1.6. If v is strictly convex anisotropy then above construction gives a kernel
in Schwartz class, which is positive in Fourier domain; further, these kernels satisfy all

the conditions required for stability of Algorithm 4, see Proposition 3.3.3.

EJZ-F kernel may change the sign in physical domain, and thus authors could not give

the proof of convergence.

This kernel is a modification of BBC kernel [9] with the purpose of eliminating the singu-
larity of the Fourier transform of BBC kernel which may appear at the origin for certain
anisotropies, and thus improving decay properties of the kernel that are important for
numerical efficiency. Moreover, the EJZ-F kernel allows for a free choice of mobility
1, unlike the BBC kernel. The corresponding mobility of the EJZ-F kernel differs by a
factor c, i.e., we can obtain only a multiple of the desired mobility, but this has no impact

on the solution as it only scales time.

4.2 Comparison of kernels

This section aims to investigate the properties of the kernels introduced above from the
numerical point of view. The motivation comes from the fact that although the gen-
eral theory of convergence and stability is presented in Chapter 3, there is no systematic
comparison of the numerical performance of convolution kernels in the literature. This
kind of analysis is important to decide which kernel is suitable for a particular prob-
lem/anisotropy; in particular, it will direct our choice of the kernel for the obstacle prob-
lem in the following chapter. Therefore we do a comparison analysis with the following

criteria in mind:
e Behaviour of error and convergence order.
e Time required for computation.
e Ability to handle sharp corners.
e Evolution of non-convex shapes.

Regarding convergence order, its theoretical predicted value is one as shown in Propo-
sition 3.3.5, and we confirm in our numerical tests that it is indeed so also practically.

We choose a well behaved elliptic anisotropy to investigate the error, convergence order,
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and computational time. We use natural mobility, so that the solution is self-similar and

analytical solution is available.

Further, to check the ability of the kernels to handle corners, we choose the crystalline
anisotropy, where Wulff shape has sharp corners. To investigate the behaviour of the
kernel with a non-convex shape, we start the evolution with an S-shaped initial condition
and test the numerically obtained evolution against an accurate front tracking solution.

The findings on properties of all kernels are summarized in tabular form.

We use Algorithm 4 (see Section 3.3) and its modified version for area-preserving flows
to perform the above mentioned numerical tests. These algorithms consist of two essen-
tial steps, namely convolution and thresholding. In the numerical tests, the convolution

K = 1p is calculated with the help of Fast Fourier Transform (FFT), yielding
U* = Kslpr, (4.34)

and then taking the inverse transform to get U*. Spatial variables are discretized on a
rectangular grid with grid cells of size dx x dy. In the thresholding step, the value at each
grid point of the diffused function U* is replaced with 0 or 1 to obtain numerical solution

Uk+1 at next time step.

If the value of U* at a grid point is greater than half of the area under the kernel, then
the value 1 is assigned, otherwise 0. This procedure of rearranging the values leads
to a characteristic function, which becomes the input for the next time step. However,
this simple thresholding approach leads to non-smooth behaviour of errors. To avoid
this unwanted behaviour, the idea of sub-grid spatial accuracy is implemented in the

numerical code; see Appendix A.5 for details.

4.2.1 Anisotropy with smooth Wulff shape

Here we perform the first comparison test to investigate the error, convergence order and
computational time. All tests are carried out in two dimensions. To make this test fair,
all the parameters, i.e., anisotropy, mobility, initial condition and final time, are taken

identical for each kernel.

In order to satisfy the assumptions needed for convergence and/or stability of the thresh-
olding scheme, we choose an elliptic anisotropy, i.e., y(z,y) = +/(az)? + (by)? with

a = 2, b = 1. Wulff shape corresponding to this anisotropy is given by z? + (%)2 = 1.
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One can easily observe that the selected anisotropy is one-homogeneous, and the corre-

sponding Wulff shape is centrally symmetric, thus a zonoid.

We have the liberty to choose any mobility, except for BBC and EE kernels. BBC kernel
has fixed natural mobility, i.e., i = 7, and therefore, we select natural mobility for all the
kernels during the numerical tests. However, EE kernel’s mobility is fixed to a different

value and thus we need to treat this case separately.

We assigned the Wulff shape of the chosen anisotropy as initial condition. This particular
choice of mobility and initial condition leads to the analytical solution, known as self-

similar solution [74]. The setup of the test is summarized as follows:

anisotropy: v(x,y) = v/ (22)% + 32, mobility: p = 7, (4.35)
2
Wulff shape W, : 2° + (g) =1, initial condition : I'y = W,.

Analytical solution

Analytical solution of this problem is known as self-similar solution, i.e., initial Wulff
shape shrinks in size without changing its shape [74, 66]. Since the shape is preserved,
the only task is to find the speed of the shrinking Wulff shape. Below, we derive the

analytical solution.

Consider a Wulff envelope as W, (0,t) = n(t)W,(6,0) and notice that by construction
we have W, (0,t) - n(6) = —v(6), where n is the unit normal. Moreover, the anisotropic
curvature (y 4+ ") is equal to 1 for the Wulff envelope W, (6, 0) and scales as 1/7(t) for
W.,(0,t). Hence, normal velocity formula gives the following expression:

V=W, -n=20omn(—) =0y ++" )k =/,

which leads to a simple ODE ¢;7 = —1/7. Solving the ODE for 7)(¢) with initial condition
n(0) = 1, yields,

W,(0,1) = VT =2t W,(0,0),  te(—o0,1]. (4.36)

The solution vanishes at time ¢ = %; which is also known as extinction time. For the
analysis, we evolve the initial Wulff shape until half time to extinction, i.e., t = }l and
call this time final time”.

We present self similar solution based on (4.36) in Figure 4.1. Numbers in the inset
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indicate time. As announced earlier, ellipse is decreasing in size while preserving its

shape.

Self-similar solution

05—

-0.5

Figure 4.1: Self similar solution of the problem (4.35) given in Section 4.2.1

Front tracking solution

We have derived an analytical solution for the problem with natural mobility. However,
EE kernel possesses a different mobility, i.e., (4.14) and, therefore, the above derived
analytical solution does not apply to the EE kernel. Since the analytical solution for
the mobility (4.14) is not available, we use an accurate numerical approximation of the

analytical solution, known as front tracking solution, from [66], see Appendix A.6.

Error

For the convergence analysis, we chose the L{°(L.)-norm to measure error. To under-
stand the meaning of this error, we look at the error in two steps. In the first step, compute
the spatial error by L!-norm, i.e., the difference of the subgrid-accurate characteristic
function of numerical solution and the subgrid-accurate characteristic function of the an-
alytical solution at each time step, until the overall time reaches the final time, i.e., 0.25.

In the second step, choose the maximum among those. The explicit definition of the error

dr ) = ‘1 1
) = i ([ s
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where 1fo is subgrid-accurate characteristic function of the analytical solution at time
tx, and similarly 17+ is subgrid-accurate characteristic function of the numerical solution
at timestep k. In the numerical tests, we noticed that the L'-norm of the spatial errors
increased with the time; therefore, the maximum over time was attained at the final time.
Due to this fact, one can save the computation time by calculating errors near the final

time only.

In the case of EE kernel, extinction time is different from 0.25 because of different mo-
bility. Moreover, extinction time varies with the value of regularizing parameter, i.e., €.
We choose three different values of ¢(namely, 0.01,0.05 and 0.1) to study the numerical

behavior and determine the final time as an approximate half time to extinction.

Numerical results

1.350 I

1345 === == = = —

Elsey-Esedoglu (¢ =0.05) 1.340
| | | 1.335 | _

1.330 '
5 |— _ 20.01 0 0.01
(I11)

—0.010 I
—0.005 |- :
0 (IT) —] —0.000 |- : —
—0.005 - :
|

(D) —0.010 '
—0.75 —0.74  —0.73

—0.990

| | | —0.995 |~

—1.000

—— thresholding - = - front tracking —1.005

~1.010 '
—051 —050 —0.49

Figure 4.2: Figure on bottom right depicts the comparison with front-tracking solution at
half-time to extinction
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Figure 4.3: Log-log plots of the dependence of numerical error on time step ot for various
mesh refinements dx and for each kernel. Black points indicate the optimal dz-0t pair

for each value of dzx.

For the numerical analysis, we evolve the Wulff shape of an elliptic anisotropy using
Algorithm 4 until final time, i.e., half time to extinction. These computations were done
using Matlab software on four cores of 3.7GHz Intel Xeon ES processors of a Mac Pro

workstation. The resulting errors, convergence rates and CPU times are presented in

Table 4.1, Figures 4.2 and 4.3.

For all the kernels, first immediate observation is that the thresholding scheme possesses

the expected (theoretical) first-order convergence order in time. This observation is made
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Bonnetier-Bretin-Chambolle kernel (dz = 0.00061, N = 2'4)

Time step ot 0.03125 0.01562 0.00781 0.00390 0.00195 0.00097
L*°-error 0.05836 0.02564 0.01207 0.00589 0.00297 0.00161
Convergence order - 1.19 1.09 1.04 0.99 0.88
CPU time (min) 14 28 57 113 227 453
Esedoglu-Jacobs-Zhang kernel: positive in Fourier (dz = 0.00061, N = 214)
Time step ot 0.00390 0.00195 0.00097 0.00048 0.00024 0.00012
L*°-error 0.64610 0.54342 0.35265 0.09938 0.02964 0.01246
Convergence order - 0.25 0.62 1.82 1.75 1.25
CPU time (min) 25 47 95 191 382 760
Esedoglu-Jacobs-Zhang kernel: positive in physical (dz = 0.00122, N = 21%)
Time step ot 0.01562 0.00781 0.00390 0.00195 0.00097 0.00048
L*°-error 0.08137 0.04094 0.02058 0.01041 0.00540 0.00308
Convergence order - 0.99 0.99 0.99 0.95 0.80
CPU time (min) 7 13 26 53 106 212
Elsey-Esedoglu kernel: ¢ = 0.1 (dz = 0.00122, N = 2!%)
Time step ot 0.12500 0.06250 0.03125 0.01562 0.00781 0.00390
L*°-error 0.34198 0.20097 0.13425 0.10275 0.08994 0.08240
Convergence order - 0.77 0.58 0.39 0.19 0.13
CPU time (min) 7 13 27 53 107 213
Elsey-Esedoglu kernel: e = 0.05 (dz = 0.00122, N = 213)
Time step o6t 0.12500 0.06250 0.03125 0.01562 0.00781 0.00390
L>-error 0.36138 0.17987 0.09401 0.05003 0.02953 0.02281
Convergence order - 1.01 0.94 0.91 0.76 0.37
CPU time (min) 8 18 36 70 133 265
Elsey-Esedoglu kernel: e = 0.01 (dz = 0.00122, N = 2!3)
Time step &t 0.12500 0.06250 0.03125 0.01562 0.00781 0.00390
L~®-error 0.56472 0.25302 0.08831 0.01503 0.01067 0.01866
Convergence order - 1.15 1.51 2.55 0.49 —0.80
CPU time (min) 10 20 41 84 166 329

Table 4.1: Results of numerical tests for selected mesh sizes dr and corresponding

number of grid points N. Highlighted columns show results for the common value of

ot = 0.0039.

based on the fact that for fixed mesh size dx, and corresponding optimal diffusion time
0t (black circles in Figure 4.3), the line (see black line in Figure 4.3) joining these points

points has slope close to one. Here, optimal diffusion time means the value 6¢, which
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gives the least error among all available 6¢. BBC and EJZ-F kernels are positive in the

Fourier domain, and their convergence rate is slightly greater than one.

Further, the error shows a typical V-shape phenomenon, i.e., error decreases with de-
creasing time-step until it attains minimum, and then it increases for further smaller Jt.
The V-shape phenomenon occurs because, for sufficiently small 6t, the thresholding al-
gorithm cannot move the interface by more than a single grid cell. Thus, the interface
gets stuck and does not properly evolve with time, yielding larger errors. Details about
the V-shape phenomenon are explained in [60]. Overall performance of BBC and EJZ
kernels are better than the EE and EJZ-F kernels. The highlighted grey columns in Table
4.1, represent results for fixed time step 0t = 0.0039. BBC kernel gives the least error
among all kernels. For the EE kernel, as explained in [25], numerical solution gets closer

to analytical solution as regularizing parameter ¢ — 0.

To investigate the required computational time, we calculate the CPU time for each kernel
as shown in Table 4.1. BBC kernel is dominating the CPU time criteria by showing the
least numbers among all kernels. Note that the CPU time presented in the table does not
include time required for kernel construction. This is important for EE kernel, whose
construction demands integration at each grid point, hence leading to significantly larger
CPU times. If one considers the kernel construction time too, the CPU time comparison
would be biased. Moreover, it is computationally more efficient to have an explicit form

of Fourier transform of the kernel since it saves one FFT calculation in (4.34).

On the other hand, although the EJZ kernel is given in the physical domain, it is still
effective in terms of CPU time. The convergence order of EE kernel strongly depends on
the regularization parameter e. We observed that for each choice of ¢, there is a value in
time step ot below which the convergence order starts deteriorating (see EE kernel with
different values of € in Table 4.1). Further, EE kernels are time-consuming in terms of

construction because they demand a convolution at each grid point.

Upon investigating CPU time, errors, the time required to construct the kernel, and be-
haviour of convergence order, we conclude that the BBC kernel outperforms the other

kernels.

4.2.2 Non-convex initial condition

In the previous test, we used a convex initial condition. It is of interest to investigate the

behaviour of the thresholding method and kernels when nonconvex initial condition is
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Figure 4.4: Results of applying the thresholding method to S-shaped nonconvex initial
condition. Here dx = 0.0012 and 6t = 0.000488. A: BBC kernel, E: EJZ kernel (pos-
itive in Fourier domain), F: EJZ kernel (positive in physical domain), G: Front tracking
solution, I: Initial shape.

prescribed. We carried out a test with an S-shaped initial condition, see "I’ in Figure 4.4
(left).

The setup for this test is the same as previous test except for anisotropy and initial con-
dition. We choose four-fold weakly anisotropy () = 1 + 0.05cos46 with natural
mobility, i.e., 4 = -y and initial condition is S-shaped. Mobility of EE kernel is fixed and
not equal to natural mobility; therefore, EE kernel is excluded from this test. Numerical
solutions obtained for each kernel were compared against an accurate approximation of
the analytical solution obtained by the anisotropic front-tracking method with automatic
point redistribution [66]. The front tracking method is the same as the one used in the

previous section. In the front tracking, we used 102 points to discretize the curve.

Scrutinizing numerical solutions with front tracking solutions at different times (see Fig-
ure 4.4) leads to the conclusion that all three kernels, i.e., BBC, EJZ and EJZ-F show an

excellent agreement with the front tracking solution.

4.2.3 Crystalline anisotropy

So far, we have investigated the numerical behaviour of kernels for smooth anisotropies.
However, one type of anisotropy is critically important from the application perspec-
tive, namely, the crystalline anisotropy. Recall that anisotropy is called crystalline if the
corresponding Wulff shape is a polytope. We perform a comparison test on crystalline

anisotropy. The prime objective of this test is to see the effect of each kernel at the corners
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of the polytope. In order to avoid shrinking of the solution and thus be able to observe
the evolution at corners, we changed the original thresholding algorithm so that the new
algorithm preserves the area of initial condition. Details of the changes are explained in

the following subsection.

Area constraint algorithm

To prevent shrinking in the algorithm, one can follow section 3.2, which deals with the
volume-preserving isotropic case. The volume constraint demands change in the thresh-

olding step in the original algorithm, i.e., Algorithm 4, which is then updated as follows:

Algorithm 5 Anisotropic BMO algorithm with volume constraint

Given a time step 0t and a particle region P* — R at time t;,, to get new region P*+! at
next time step t;1 = tx + 0t, perform the following two steps:

Convolution: U* = K, * 1pr (4.38)
Thresholding:  P**' = {z| U*(z) < 6} (4.39)

Here 6" is chosen so that the area of phase P**! is equal to the area of phase P°.

Numerical test

To scrutinize the behaviour at the corners, consider a crystalline anisotropy v(x,y) =
|z| + |y|, which gives the square as Wulff shape. Set circle as an initial condition and
evolve it by area-preserving anisotropic mean curvature flow according to Algorithm 5
until no change is observed between subsequent time steps. We are interested to see the
effect at the corners of the numerical equilibrium shape; therefore, any value of mobility
is okay for the task. BBC kernel has natural mobility, and we fixed the natural mobility
for EJZ kernel and EJZ-F kernel too. As already mentioned, EE kernels have their own
fixed mobility, i.e., (4.14).

For EE kernel, we considered three different regularizing parameters €, as in Section
4.2.1. On the other hand, EJZ kernel requires smooth anisotropy. Therefore, we regular-

ize the original anisotropy as follows,

v(x,y) ~ sz, y) = V02 + 2 + /02 + y2  where, § = 0.01.
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Figure 4.5: Capability of thresholding kernels to approximate crystalline Wulff shapes.
A: BBC kernel, B: EE kernel (¢ = 0.01), C: EE kernel (¢ = 0.05), D: EE kernel (¢ = 0.1),
E: EJZ kernel (positive in Fourier domain), F: EJZ kernel (positive in physical domain),
G: Exact solution.

After implementing Algorithm 5, we obtain numerical results, depicted in Figure 4.5.
The whole solution is shown in the top-right corner, and a zoom-in in the centre to clearly
see one of the corners. Since Wulff shape is symmetric, it is enough to look at one corner
only. All the figures have the same space grid size dx. The left and middle plots show the
result for fixed dx—dt pair. The right-side figure shows the result for the optimal value
of 0t chosen for each kernel; therefore, 4t has a different value for each kernel. Here,

optimality means that d¢ gives the least error for the given dzx.

One can immediately observe that all the kernels smooth out the corners, but BBC ker-
nel’s smoothening is excessive. We tried different anisotropy with octagon as a Wulff
shape to confirm the excessive smoothening behaviour of BBC kernel. We also noticed
the same problem in that example; hence, it becomes clear that the BBC kernel is not an
ideal choice for crystalline anisotropies. On the other hand, EE kernel shows the oppo-
site behaviour to BBC kernel. EE kernel gives better and better results as regularising

parameter € converges to zero; a fact already mentioned in [25].

Surprisingly, both EJZ and EJZ-F kernel gave almost identical results, and their perfor-
mance lies in between EE and BBC kernel. Moreover, EE kernel with a comparatively
large regularizing parameter € = 0.1 gives the same result as EJZ and advantage of EJZ-F
kernel is that it does not have a singularity at the origin like the BBC kernel for the cho-
sen anisotropy, thus EJZ-F is expected to yield better results than BBC kernel. Both EJZ
and EJZ-F kernels give the same result, while the time to construct the EJZ-F kernels is
slightly greater than its counterpart. On the other hand, the Fourier form of EJZ-F kernel
saves one step in the convolution, as mentioned earlier, leading to a supremacy of the

EJZ-F kernel. One can also notice that refinement of time step J¢ does not necessarily
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lead to a better result since the interface may get stuck” for small d¢. It can be observed
by checking the left and middle figure for the EE kernel with e = 0.01.

4.2.4 Summary of kernel comparison

BBC EE EJZ EJZ-F
Kernel
positive in physical domain?
may not yes yes may not
positive in Fourier domain?
yes yes may not yes
Natural Fixed Canbe | Can be
Mobility mobility mobility chosen | chosen
(n=ry) see (4.14) freely freely

Limitations

e Excessive smoothening leads to mishandling of crystalline anisotropies.
e Slow decay rate for anisotropies not having ellipsoid as Wulff shape.
e Kernel may change sign in the physical domain.

e Mobility is fixed to natural mobility.

e Regularizing parameter € has significant influence on the outcome.
EE ¢ Kernel construction (computationally) very expensive.

e Mobility is fixed to an unnatural form.
EJZ-F e Kernel may change sign in the physical domain.
EJZ ¢ Kernel may change sign in the Fourier domain.

BBC

Table 4.2: Summary of properties of four types of kernels.
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Chapter 5
Obstacle problem

This chapter introduces the obstacle problem as a natural extension of the two-phase case
to a three-phase case, where one phase, i.e., the substrate, is fixed. The additional phase
gives rise to triple junction points, i.e., points where three interfaces meet. Since these
points change position during the evolution and also the boundary condition is time-
dependent, finding a solution to the three-phase problem becomes a non-trivial prob-

lem.

One fixed phase with two deformable phases is one of physical interpretations to consid-
ering (solid) particle in vapour on a fixed substrate. Thus, obstacle problems have many
real-life applications; for example, in coating techniques such as thermal spraying, it is
important to predict the dynamics of spreading of impinging particles [7]. Likewise, in
the manufacturing of nanopatterned substrates, the precise control of the size and location

of forming nanoparticles is essential to boost the functionality of the product [44].

In this chapter, first, we present details of problem setup. Then a thresholding scheme
is developed to solve the evolution problem, and numerical properties of each kernel
(presented in the previous chapter) are checked via various numerical tests. Finally, a

modified scheme is proposed to improve the accuracy at contact points.

5.1 Formulation of the problem

Consider a particle P on a rigid substrate S surrounded by a vapour region V', where
P, S|V are taken as closed sets (see Figure 5.1). The objective is to study the evolution of

the particle and its equilibrium shape. Therefore we choose a bounded domain ) = R?
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that is large enough so that there is no contact between particle and boundary of the

domain, and thus no influence on the evolution of the particle.

We introduce some more notation. Denote the upper part of the domain as Q% := P U
V = Q\S. Three interfaces are present in the system, i.e., T'sp = SNP,Tsy = SNV and
I'=Tpy = P nV, which represent the interface between substrate—particle, substrate—

vapor and particle—vapor, respectively. Surface energies of each interface are denoted by

Ysp,Vsy and ypy, respectively.

Throughout the evolution, vsp and gy are assumed to be constant along I'sp and I'gy,
respectively. On the other hand, the particle—vapor interface has orientation-dependent
energy, i.e., ypy () = y(n(x)), where n is the outer normal to P at a point x € ['py .
We consider also a polar form of vpy to simplify the derivations by identifying n as
(cosf,sinf), where § € [—m, ) is the angle between 1 and the y-axis. Identifying n
as unique function of ¢ allows to consider v as a function of one variable #, namely,
y(n(z)) = y(cosB(x),sinf(x)) =: ¥(0(z)). For the sake of simplicity, tilde will be

dropped in the ensuing text. We assume that throughout the evolution, the substrate

I'=Tpy
S

Lsp .

Substrate

Figure 5.1: Setup and notation: a particle on a flat, rigid substrate.

I's = I'sp u I'gy is fixed. The contact points, also known as free boundary points, i.e.,
z! and 2" may move due to the deformation of I". The only constraint is the area A of
particle region P, i.e., during the evolution, A is preserved. Hence the problem setup

leads to the total interfacial energy,

BET) = J vpy ds + J Yspds + f Ysv ds, (5.1)
T I'sp Fsv

and area constraint |P| = A. Local minima of this energy yield equilibrium shapes of
particle P.
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5.1.1 Equilibrium shape

The authors in [3] define equilibrium shapes for two-dimensions as those curves I' at
which the first variation with respect to area-preserving normal perturbations and ar-
bitrary tangential perturbations of I' vanishes, and show that this is equivalent to the

following two conditions:

r(z) (V' (0(x) +7(0(x)) =C ae. (5.2)
7(0) cos B — +'(0) sinf + vsp — ysy = 0 0=206.0. (5.3)

Here r(z) is the curvature of I" at a given point =, C' is a constant determined from the
area of particle, and ', 0" are the angles at the left and right contact points, respectively.

For isotropic surface energy (7 = constant), (5.3) reduces to the well-known Young’s

equation, and thus we call (5.3) the anisotropic Young’s equation, cf. [70].

Authors of [3] define stable equilibrium as those curve I' satisfies the relation: for all
p > 0, there exists ¢g > 0, such that when |¢| < ¢, the following relation always
holds:

E() < E(T) < E(T) + p. (5.4)

Where I'“ denotes I' with normal perturbations of size € and arbitrary tangential pertur-

bations. A necessary condition for stability is
7"(0(x)) +v(0(x)) =0 a.e. . (5.5)

When + satisfies this condition for all 8, equilibrium shapes can be obtained using the
Winterbottom construction [71], which essentially truncates the Wulff shape correspond-
ing to the anisotropy -y at a suitable height determined by the participating surface ener-

gies vsp and sy, see Appendix A.2 for the details of Winterbottom construction.

5.1.2 Evolution problem

The aim is to numerically analyze evolution of particles towards equilibrium in two di-
mensions. In order to do that, we select one of the simplest evolution laws, namely the
L?-gradient flow of the energy (5.1), which is usually called the weighted mean curvature

flow. In the simple case of one particle undergoing no topology change, there are only

73



two contact points, and a standard derivation analogous to (5.2)—(5.3) (see Section 2.2

for details) yields the following evolution problem:

Vi(x) = —p(0(x))k(x) (v"(0(x)) +~v(0(x))) + C, (5.6)
0 0=46,0" (5.7)

cr e

Y(0) cos @ —~/(0) sin @ + ysp — ysv =

where V| is the outward normal velocity of the interface, the positive function p is the
mobility of this interface and C' is a constant. Notice that the sign of 4" + ~ is again
important here, since when v”(6) + () is negative for some angles 6, equation (5.6) be-
comes backwards parabolic and thus ill-posed. Therefore, we consider weak anisotropies

only.

The problem (5.6)-(5.7) is a special case of the multiphase anisotropic mean curvature
flow, where (5.7) corresponds to the condition that has to hold of triple junctions. The
investigation of evolving triple junction started in Bronsard and Reitich [10] using theory
of parabolic PDEs and was extended in several works [57, 52], but these results use
the parametric approach and thus cannot handle topological changes. The first general
result on the existence of MCF for networks was given by Kim and Tonegawa [49] in the
framework of varifolds of geometric measure theory, resolving the question of possible
triviality of the original Brakke’s proof. Another important result from the viewpoint
of this thesis is the convergence of a diffused approximation to this type of isotropic
multiphase MCF given by Laux and Otto [55]. First results on the anisotropic multiphase
problem appeared this year in [54], analyzing a tripod with smooth anisotropies and

without singularities in the flow.

5.2 Derivation and stability of numerical scheme

Here we develop and analyze a thresholding algorithm for the motion of anisotropic inter-
faces on obstacle. The proposed scheme can handle topological changes automatically.
When topology changes occur, such as merging and splitting of particles, equation (5.6)
still holds for smooth parts of I' away from singularities but it is not anymore possible to
describe the evolution fully using simple formulas such as (5.6)—(5.7). Here we develop

a numerical scheme that automatically deals with topology changes.

We are interested in the evolution of particle by L? gradient flow of (5.1), while preserv-
ing area. To do so, first we derive the thresholding algorithm and prove its stability. We

closely follow the ideas in [28] and [73] for the isotropic case. According to (3.27), the
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total energy (5.1) can be approximated by

1
Es(P) = NG L(IPK& « Iy + vsplpGa * 1s + vsv 1sGor * 1v) dz, (5.8)

where K is a suitable kernel representing the anisotropy vpy . The function K is assumed

to be symmetric, sufficiently smooth and (integrally) positive definite on 2, i.e.,
f K(z,y)u(x)u(y)drdy =0 forany ue L'(9).
Q

Recall that all kernels introduced in Section 4.1 satisfy these conditions if the Wulff shape
corresponding to the anisotropy v = ~ypy is centrally symmetric, convex and smooth.
Since the surface tensions ysp and sy are constant, Gaussian kernel Gy, is used for the
approximation of the corresponding surface energies [59]. Note that since the substrate
does not deform, the evolution of the vapor region V is fully determined by that of the
particle region P, which is why the approximate energy is written only as a function of
P. In the sequel, this dependence will be equivalently expressed by the corresponding
characteristic functions: u = 1p, Iy = lgw — u, i.e., we will write F(u) to mean E(P),
where u = 1p. Recall that Q" = Q_\S is the part of the domain (2 occupied by particle
and vapor. Thus, we can rewrite (5.8) as follows

1
Egt(u) = ﬁ JQ(UK& * (1Qup - u) + ’)/SPUG& # 1g + Yoy 1sGap * <1QUP - u)) dx,

We wish to minimize above expression among characteristic functions ©v = 1p with a
given integral SQ 1p dz = A, which form a non-convex set. In the following lemma, this
is relaxed to a mathematically more amenable convex constraint, by allowing u to take
any value between 0 and 1.

Lemma 5.2.1. If the kernel K is smooth and positive definite, L(u) is a linear functional
and «, [ are non-negative real numbers, then to minimize aFEs(u) + BL(u) over the

non-convex set

B — {ue BV(Q™)| u(z) e {0.1} ae. z e 7, f wdz — A}
Qw

is equivalent to the minimization of the same functional over the convex set

K = {ue BV(Q")| u(z) € [0,1] a.e. z € Q¥ J wdz — A},
Qup

Here BV denotes the space of functions with bounded variation.

75



Proof. The existence of minimizers in both B and K can be proved by the direct method
when the kernel K is smooth. Since B < K, it is enough to prove that if u € K is a
minimizer of aEs(u) + SL(u) in K then u € B. This is clear when a = 0 since the

minimizer of a linear functional over a convex set must belong to the boundary of the set.

For a > 0, we use contradiction. Assuming @ ¢ 3, we deduce the existence of a measur-
able set Z < ()"? with positive measure and of a constant ¢ € (0, %) such that

0<c<a(x), lgw(x)—aulx)<l—-c<l1 Vo e Z.

We partition the set Z into two disjoint subsets Z; and Z, of equal measure |Z|/2, and
define u' = U +tly, —tlz,. Note that {, u' dz = §, i dr = A, and that 0 < u' < 1 holds

fort € (0, ¢), so u' € K for such ¢. Hence, direct computation yields

d? d? d?
s (aEgt(ut) + ﬁﬁ(ut)) = Q@E&(ut) + B@E(ut)
= acgd—;E&(ut)
a d?

= ﬁ@ JQ(UtK(St * (lQuP — Ut) + 'YSPUtG(St * 15

+vsv 115Gy * (lgup — ut) dx,
t t
5 Jo e dt( u') dx

—
= \/—57 o <1Z1 - 1Z2>K5t * (1Z1 - 1Z2>d‘r'
up

Due to positive definiteness of the kernel K, this value is negative, which implies that

o = u'|;—o cannot be a minimizer. O

The above lemma implies that, the minimization of (5.8) can be done over the relaxed
set JC without changing the result. We solve this minimization problem by iterations.
Assume we have an approximation u* € B, where k is step number during iteration.

Energy functional Ej;(u) linearized at the point u* reads

Esi(u) = Esy(u*) + L(u — u* u*) + higher order terms

E(v,uk) = —J v (K(gt * (1Qup — uk) + ”YSPG& * 15) dx
Qu

v (K(;t x uF + ’75vG5t * 15) dz.

1
Vot Jow
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The idea then is to minimize the linearized functional:

min £(u, u¥), (5.9

uell

and take the minimizer as an improved approximation u**! to the minimizer of Ej;,.
Lemma 5.2.1 guarantees that the solution of (5.9) belongs to B. The following lemma
shows that (5.9) can be solved by a simple thresholding.

Lemma 5.2.2. Write £(v, u") as §,, v¢* dz, where

1
¢k($) = N (Két * (1w — 2uk) + (vsp — Y5v) Gt * 15) 5

and let
P = {z e Q™| ¢"(x) <"} and VM = QP\PE

where 8% is chosen in such a way that the area of the particle is preserved, i.e., so that

S Lpre1 dz = A. Then u**! = Ipr+1 is a solution to (5.9).

Proof. We wish to prove £(u**!, u*) = minyex £(u, u*), which is, by Lemma 5.2.1,

equivalent to
L uF) < L(u,u) Vu € B.

Every element of 3 looks like u = 1g a. e. for some open set R < € such that |R| = A.
Denote D; = R\P**! and D, = P*™!\ R. Due to the area constraint, D; and D, satisfy
|Dy| = | Ds|. Note that

o*(z) = 6% Vae Dy c Q\ P! and
o*(z) < 6 Vae Dy c PF

Using these inequalities we calculate

L(uF by — L(u,u*) = J (U — w)¢" dw = f (—¢*)de+ | ¢tdx
Que

D1 D2

< f (=) dx + J 68 dx = 8% (—|Dy| + | Dy|) = 0,
D1 D2

reaching the desired conclusion.
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We arrive at the thresholding Algorithm 6.

Algorithm 6 Evolution of anisotropic particle on substrate

Given phases P*, V¥ < Q" attime t;, = k- §t, to get new phases P**! and V**! at next
time step t;41 = (k + 1)dt, perform the following two steps:

Convolution :  ¢"(x) = \/%% (Kot * (low — 2u™) + (ysp — ysv)Gat * 1s)
Thresholding:  P**! = {x e Q% ¢k (z) < 5’f}, yhL Q| phel,

Here 6" is chosen so that the area of phase P**! is equal to the area A of phase P*.

Next we show that this algorithm is stable, that is, the total energy E(;t(Pk) iS a non-
increasing function of k.

Theorem 5.2.3. Set u* = 1px for k = 0, 1,2, ..., where P* is obtained in Algorithm 6.
Then

Es;(u"™) < Es;(u*)  forall k=0,1,2,... andall §t > 0. (5.10)

Proof. Definitions of Es; and £ and Lemma 5.2.2 yield

1
E&(uk)—ﬁ (W K + 0 + ysv G+ 1g) do = L(u*,u") = L(WFT uF). (5.11)
Qup
Furthermore,
1
E(uk+1,uk) _ E&(uk—l—l) . \/_57f (uk-&-lK& " uk: + uch& " uk+1
Qup

— uFT Ky« T 4 gy Gy 15) dxr (5.12)

Gathering (5.11) and (5.12) leads to

Est(uh*) < Bsi(u®) + D, (5.13)
where
1
y = — (Uk+1K5t " uk + ukKﬁt % uk-i—l . uk+1K6t " uk-i—l _ ukK& " uk) dx
V6t Jaw
1

- (ukz+1 _ Uk)Kdt " (uk:—H . uk) dx

Vot Jaw
< 0. (5.14)
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(5.13) and (5.14) finish the proof of the theorem. ]

The convergence of Algorithm 6 to the L2-gradient flow of the energy E as 6t — 0+
was proved in [55] in the isotropic setting without obstacle but remains open for the

anisotropic case and for the problem with obstacle.

5.3 Numerical results

In this section, we carry out numerical tests using smooth four-fold anisotropy by im-
plementing the new thresholding scheme. We check the agreement between analytical
and numerical results of each kernel by investigating their respective errors and contact
angles. In short, we try to justify our numerical scheme by showing consistent results
with the analytical solution. As an output, we also determine which kernel is suitable for

the numerical realization of the obstacle problem.

Evolving particle on substrate is a three-phase problem and thus a new issue that was not
present in the two-phase setting of Section 3.3 is the realization of correct contact angles
at the triple point where the three phases meet. Therefore, in numerical tests, besides
the error measuring the discrepancy in the shape of the interface, we focus on the quality
with which thresholding Algorithm 6 approximates the exact contact angles. Moreover,
we investigate all kernels which are introduced in Section 4.1, to find a suitable kernel
for obstacle problems. The evaluation is carried out based on the stationary solution of
the area-preserving anisotropic mean curvature flow on obstacle.We obtain the analytical
solution by Winterbottom construction (see Appendix A.2) and exact contact angles by

solving anisotropic Young equation (5.3).

5.3.1 Error analysis

We use the same setup for error and triple point analysis. We fix the computation domain
as Q = [=5,5] x [—5,5]. The size of the domain is sufficiently large; so that, it will
not influence the evolution of the particle. The region below y = 0 represents the flat
substrate. The square [—1.25,1.25] x [0, 2.5] is initial shape of the particle. We select
four-fold anisotropy v(f) = 1 + 0.05 cos 40; moreover particle-substrate and substrate-
vapour anisotropies are set to ysp = 1.5 and ysy = 1, respectively. The corresponding
equilibrium solution is obtained using Winterbottom construction. Winterbottom solu-

tion is depicted in solid black line in Figure 5.2. We will calculate the error after particle
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Bonnetier-Bretin-Chambolle

Figure 5.2: Evolving particle on substrate with anisotropies v = 1 + 0.05cos 460,
vsp = 1.5 and gy = 1. Evolution of particle by BBC kernel at times
0, 100t, 250t, 500t, 1920t and 6720t, for dx = 0.0024 and 6t = 0.0078; solid line rep-
resents analytical solution.

reaches numerically stable solution, i.e., when no change occurs between two subsequent
time steps. We chose natural mobility, except EE kernel, to keep the obstacle problem
consistent with the kernel comparison tests of Section 4.2. We evolve the initial square
particle by implementing Algorithm 6 while preserving area of the particle. To pre-
serve the area, we use the sorting approach, see Section 3.2.2. Implementation of sorting
approach is possible because the substrate is fixed; thus, technically obstacle problem
becomes a two-phase area-preserving problem in the sense of area preservation. To pre-
serve the area, we sort the values of ¢* (see convolution step in Algorithm 6) at each
grid point. Then we find the correct thresholding height 6% by selecting first A g grid
points from the accending sorted list, where A g4 is area of initial particle in terms of
grid points. We implemented Algorithm 6 for each kernel using several combinations of
spatial mesh size dz and time step d¢ and measured the error. For the obstacle problem,
the definition of error is slightly different from the previous chapter. Here error is the
set difference of the analytical and numerical solution, divided by the area of particle.
Hence, the error can be written as follows:
[1p, — 1p|

_ e Il 1
error 1 , (5.15)

where 1p, is characteristic function of analytical solution obtain by Winterbottom con-
struction, 1p is a characteristic function of numerical solution, and A is the area of the

initial shape.

We report the obtained results in Figure 5.3. After inspecting results for all four kernels,
we observe EJZ kernel shows the least compatibility with the stationary solution, giving

the weakest convergence order. Moreover, during simulation, we observe oscillating
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behaviour near the numerical stationary solution. We remark that the non-monotone
jumpy behaviour of the error may also be caused by the absence of subgrid accuracy
improvement in these simulations. However, the irregular behaviour of the EJZ error

seems to be inherent to the kernel itself, as already hinted at in [30].

On the other hand, EJZ-F kernel shows jumpy behaviour in error. The exact reason
for this irregular behaviour of EJZ-F kernel is not known. In the original paper [30],

authors already pointed out the incompatibility of EJZ-F kernels to deal with multiphase

problems.
Bonnetier-Bretin-Chambolle Elsey-Esedoglu (¢ = 0.01)
[ ,:u \_\\\‘ T “dx = 001953 0‘25? T R =T T T T T H‘é
AR ~dx = 0.00977 025 E
1071 N dx = 0.00488 0155 3
\ —dx = 0.00244 ]

error
T T T
error

]

~dx = 0.00977
dx = 0.00488

~dx = 0.00244
10-2 ool L Ll L L L I | | L
1078 1072 107! 10° 107 1072 107! 10°
ot ot
bs-Zhang (p Fourier) Jacobs-Zhang (positi
- . T AR 0.25F ST o -
i 1 02F ' E
| \
r 1 r ' ]
. _0.15 ]
s s
s & [ i ]
107 F
A ; ~dx = 0.01953 01l S, ~dx = 0.01953
Lo, ~dx = 0.00977 L A ~dx = 0.00977
i L’ dx = 0.00488 H LA dx = 0.00488
L 2Ol Lol —dx = 0.00244 C L \:":\\ vV Lol —dX=0.00244
107 102 107 10° 107 1072 107! 10°

ot ot

Figure 5.3: Evolving particle on substrate with anisotropies v = 1 + 0.05cos 40, vsp =
1.5 and gy = 1. All four figures show log-log plots of the dependence of relative error
in shape on time step d¢ for various spatial mesh resolutions dzx.

EE kernel shows a reasonable convergence rate compared to the other kernels, but error
size is quite significant. This could be due to oscillatory behaviour observed for most of
dz—0t combinations in the numerical solution obtained by EE kernels near the stationary
state. Similar to a two-phase case, we also notice the effect of the regularizing parameter
e in the obstacle problem. Each choice of the € gives a certain limit of a diffusion time 6t,
beyond which, a distorted solution is observed. This fact can be observed by inspecting
dr = 0.0048 and dzr = 0.00244 in top-right plot in Figure 5.3. We chose ¢ = 0.01,
since this choice of € gives better results, as we noticed in the numerical tests in Section
4.2.

Surprisingly, BBC kernel shows the best performance among all kernels, despite the fact
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that it was invented first, while other kernels are devised as its improvement. BBC kernel
shows a consistent convergence rate, and the size of the error is least compared to other
kernels. After inspecting error, convergence rate, and time to construct the kernel, we

conclude that BBC kernel is the desired kernel for the obstacle problem.

5.3.2 Contact point analysis

In this section, we analyze the numerical contact points, which are obtained after imple-
menting thresholding scheme. Numerical contact angles are obtained by fitting a linear
function to several points representing numerical interface near the substrate, excluding
points in the immediate vicinity of the substrate. The dependence of resulting values of
contact angles on the range of points selected for fitting is negligible, as long as the fit-
ting points do not extend too far from the substrate. Since symmetry is preserved by the

scheme, we present contact angle at the left triple point only.

We investigate the consistency of numerical contact angle with analytical solution, i.e.,
solution of the anisotropic Young equation (5.3). We solve (5.3) by using Matlab’s in-
built function fzeros, which uses bisection and interpolation methods to obtain roots of
nonlinear functions, see left plot in Figure 5.4. The analytical value of a contact angle is
2.223 radian, which is 127.36 degree.

Calculation of numerical contact angle

To obtain numerical contact angle, we use the linear regression method via Matlab’s

polyfit function. We derive contact angle in three steps as follows:

First, we need a set of points (say, {P;}) which represent the particle near triple point.
Here, {P;} means the places where the interface of particle intersect with grid lines (hor-
izontal, vertical or both). In our problem, we chose points up to a distance of 0.2 from
the substrate. Note that we exclude few points adjacent to triple point because the thresh-
olding scheme does not precisely approximate motion near triple point. This is due to
the fact that dynamics near triple points occur on the different scale of diffusion time
compared to the rest of the interface [28]. We use the interpolation method to capture

points P; on the interface, see right plot in Figure 5.4.

In the second step, we adopt linear regression. The line Y = mX + c is fitted through
{P;}. To do so we use the inbuilt function of Matlab software, namely, polyfit. The polyfit

solve Vp = y system for polynomial p, where V' is Vandermonde matrix whose elements
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Figure 5.4: Anisotropy: v = 1 4+ 0.05cos460, yvsp = 1.5 and vy = 1. Left: f(0) =
7(0) cosf — ~/(0) sin + ysp — sy versus 6. Right: calculation of numerical contact
angle; blue: numerical stable solution, red: selected points on the interface to evaluate
contact angle.

come from {P;}. At last, we obtain the contact angle by simply taking arctan of the
slope m. Note that the domain of the tan inverse is [—7/2, 7/2]; therefore, the angle has

to be changed by +7 according to necessity.

Numerical analysis of contact angle

In this subsection, we investigate the behaviour of triple points. We obtain the contact
angles for each kernel. The results are presented in the Figure 5.5. As mentioned earlier,

we present results for one triple point only because of symmetry.

After inspection, we notice that EJZ kernel shows a feeble response to actual triple point
value. A possible reason for such contact angle is the oscillatory behaviour near the
stationary solution. On the other hand, EJZ-F kernel shows jumpy behaviour in contact
angle, which may be caused by the absence of subgrid accuracy improvement. However,
the irregular behaviour of the EJZ-F kernel seems to be inherent to the kernel itself, as
already hinted in [30].

EE kernel shows consistent performance like convergence analysis tests in Section 5.3.1
and Section 4.2.1. We set regularizng parameter to ¢ = 0.01. However, the difference
between analytical and numerical contact angles is quite significant. This could be due to
oscillatory behaviour observed for most of dz—dt combinations in the numerical solution

obtained by EE kernels near the stationary state.

BBC kernel shows the best and consistent performance among all these kernels, and we
can confirm this fact by inspecting the left-top plot in Figure 5.5. For each choice of dz,

we can find 0 such that the contact angle is close to analytical value. In order to compare
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Figure 5.5: Evolving particle on substrate with anisotropies v = 1 + 0.05 cos 46, vsp =
1.5 and sy = 1. All four figures show the contact angle value at the stable numerical
solution on time step &t for various spatial mesh resolutions dz for all four kernels.

all kernels, we plot contact angles obtained by each kernel for fixed dz = 0.0098, see

Figure 5.6. This plot clearly shows the dominance of BBC kernel.
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Figure 5.6: Evolving particle on substrate with anisotropies v = 1 + 0.05 cos 40, vsp =
1.5 and ygy = 1. Numerical contact angle versus time step d¢ for dx = 0.0098.

If we consider error, convergence order, contact angle, time to construct the kernel and
computation time, then BBC kernel outperforms all other kernels. In the next section, we

upgrade our numerical scheme for better accuracy of contact angles. Since BBC showed
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better results than other kernels, we use BBC kernel for the upcoming section.

5.4 Modified algorithm to improve contact angle

In this section, we modify Algorithm 6 to get more accurate contact angle. According to
Theorem 5.2.3, the thresholding algorithm decreases total energy over a time, irrespec-
tive of a choice of 6. However, when space is discretized, smaller 6¢ does not necessarily
entail improved quality of the approximation. For a given space discretization, threshold-
ing scheme approximates the evolution of particle provided that the diffusion timestep is

sufficiently large.

As discovered in Section 4.2.1 the optimal ¢ for a given dx is of the order dx. On
the other hand, the dynamics near triple points is known to occur on the scale of v/t
[28]. Consequently, to get an accuracy of order §¢ including triple points, one would
need to take a spatial mesh of size d¢2, so that stagnation of interfaces is avoided. This
problem was addressed in [73] by introducing time step scaling. The authors start with
a relatively large time step 0t (2dx, to be exact) and compute the evolution until the
interface does not evolve anymore. Then the time step is decreased, e.g., by halving,
and the evolution, especially around triple points, is refined. Since the interfaces away
from junctions are already in their right position when the time step halving starts, the

stagnation phenomenon has smaller impact on the outcome.

The paper [73] introduced time step halving for obstacle problems with the isotropic en-
ergy. We extend their method to obstacle problems with anisotropic energy. Further,
unlike original paper, we started with various time steps and studied the output’s be-
haviour. Extension of this idea leads to Algorithm 7, where new parameter 7 > 0 is
introduced to evaluate the difference between two solutions at consecutive time steps. If
the set difference of two consecutive solutions is greater than 7, then algorithm behaves
like Algorithm 6; but when it is less than 7, we halve the timestep and go back to the
convolution step. The new parameter 7 has a direct impact on numerical stable shape. In
Algorithm 7, if we choose 7 = 0 then modified algorithm is identical to Algorithm 6, and

it does not improve the accuracy of contact angles.

For numerical analysis, the whole setup and parameters are the same as Section 5.3.1,
including the definition of the error, the method to find error, the method to calculate
contact angle, etc. We only change surface energies as follows: v(6) = 14 0.05 cos(460 +

8), vsp = 1 and 75y = 1.1. We chose these anisotropies because the corresponding
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stable shape is tilted, thus leading to different contact angles on both ends. We obtain
stable solution using Winterbottom construction, see Figure 5.7. Note that stable shape
has one corner close to substrate. As pointed out in the previous section, BBC kernel
tends to smooth out the corners. Therefore, we can expect large error in left contact

angle.

Algorithm 7 Evolution of anisotropic particle on substrate (modified algorithm)

Given initial phases P, V° < Q" time step 6¢° and a threshold 7, to generate phases
PF1and VF+1 at time steps t = t, + 0t*, k = 0,1,2,..., set P* = PY and repeat
the following steps:

Convolution : ¢"(x) = \/%7 (K * (low — 2u*) + (vsp — vsv)Gape * 1s) |

Thresholding: P*™ = {x e O ¢"(x) < (5k}, VR = QUe\ prl

Time scaling: - If |[P¥ — P**!| > 7 set 6t*™! = 6t and go to next convolution step.

If |PF — P*YY < rand | P* — PP = 7 oset StFtE = 6t /2,
P* = P**! and go to next convolution step.

If |P* — P*!| < 7 and |P* — P*™| < 7, terminate.

Here % is chosen so that the area of phase P**! is equal to the area A of phase P°.

During simulation, we found that values of 7 close to 0 help to get better contact angles.
At the same time, too small a value of 7 deteriorates the overall results. On the other hand,
large value of 7 leads to a wrong contact angle; hence, we need a moderately small value
for the 7. Our analysis found that 7 = 0.0001 A is good choice for error and contact angle
improvement, where A represents particle’s area. Any choice of 7 less than 0.0001A4 is

either damaging overall error or contact angle, depending on the pair of dx — dt.

We expect to get better results from the modified algorithm; therefore, it is necessary
to compare results obtained by Algorithm 7 and Algorithm 6. We perform a series of
numerical tests with the help of setup mentioned above and BBC kernel. Results obtained

by both algorithms are presented in Figure 5.7 and Table 5.1.

After inspecting the numerical results, we notice the superiority of modified algorithm
over regular algorithm. As expected, both error and contact angles improved in the mod-
ified version. In fact each choice of §t shows better agreement with the analytical so-
lutions in the modified version. Note that initial 6t should be sufficiently large to avoid

stagnation effect.

Surprisingly, computational time required for the modified algorithm is less than the

original algorithm, even though modified algorithm gives better results. We see this time

86



Left contact angle Right contact angle

100 -65
o o -70
[@)] (@]
& &-75
g 3
£ £-80 T s s HAR
38 38
-85
-90
0 0.05 0.1
st
O TT
10 : -dx = 0.01953 3
—dx = 0.00977
—dx = 0.00488 25
= —dx = 0.00244
S a1l | 2
E 10 =
1.5
TR Err e 1
10-2 Lol Ll L 05
103 102 107" 10°

o ] :
ot 3 2 -1 0 1 2 3

Figure 5.7: Analysis of Algorithm 7 modified for contact angle improvement (dot-
ted lines) in comparison to the original Algorithm 6 (solid lines). A tilted four-fold
anisotropy y(0) = 1+ 0.05cos(460 + 8), and ysp = 1, 75y = 1.1 are adopted. Figures on
top show the obtained contact angles, where the black lines signify the analytical contact
angles 94.58° (left), —77.67° (right). Figures in the second row show log-log plots of
error in shape for several values of dx, and the computed evolution of particle at times
0, 10dt, 500t, 1000t, 1504t and 6166t, with dz = 0.0024 and 6t = 0.0078 (here solid line
represents analytical stationary solution).

Time step ot Error in area C.A. (left) C.A. (right) CPU time
0.2500 0.0163 [0.0670] | 81.15[51.87] | -79.03 [-60.34] | 54 [18] min
0.1250 0.0161 [0.0404] | 81.15[60.30] | -79.40 [-68.23] | 50 [51] min
0.0625 0.0158 [0.0297] | 81.23 [66.64] | -79.06 [-73.45] | 58 [69] min
0.03125 0.0157 [0.0234] | 80.85[71.54] | -79.49 [-77.08] | 79 [102] min
0.01562 0.0161 [0.0192] | 80.87 [75.40] | -79.54 [-79.40] | 119 [190]min

Table 5.1: Contrast between modified Algorithm 7 and original Algorithm 6 [shown
in brackets]. Here dx = 0.00122, and the correct contact angles are 94.58° (left) and
—77.67° (right).

difference because of the termination criteria in respective algorithms. In the modified
algorithm, repetitive time halving decreases time step ot to such value, where interface
does not move at all; this results in the termination of the code. On the other hand,
original algorithm performs convolution-thresholding steps until interface does not move
by at least one grid point. In other words, the original algorithm moves interface slowly

but steadily over a more extended period.
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Modified algorithm does not give a smaller error than error given by optimal 4t in original
algorithm. This may be because of the stagnation of interface away from contact points.
In conclusion, if we consider error, contact angles and computational time, then modified

algorithm outperforms original algorithm.

5.5 'Topological changes

The ability of handling topological changes automatically is a major advantage of level
set methods. Most of previous work on obstacle problem uses explicit representation
of the interface, i.e., front-tracking or finite elements, which requires an extra ad-hoc

numerical surgery when particles merge or split.

Here we present two examples of simulations involving topology change of particles
moving on substrate, namely splitting and merging. In order to devise an experiment that
leads to splitting, we consider a patterned substrate, where the effective surface tension
*yfqpm := vsp — sy depends on the position on the substrate. For simplicity, we use an

analogous pattern vg = for the merging simulation. Specifically, we set

split s, =2 forz e (—0.5,0.5)
S (I) = . ’
vs, = 0 otherwise
merge VS, = —0.1 forze (—0.5, 05)
Ys ¢ (z) = { .
vs, =0 otherwise.

In the thresholding algorithm, when computing the convolution Gg; * lg, these values
are extended to the substrate region as constants in the normal direction, as shown in
Figure 5.8, that is, we replace (ysp — Ysv)Gst * 1s by vs,Gst = 1s, + 75,Gst * 1s,. We
consider two-fold anisotropy (6) = 1 4+ 0.3 cos(260 + 7) and set up the initial condition
as a rectangle for the splitting experiment and as two right-angled triangles at distance
0.4 apart for the merging experiment (see solid lines in Figure 5.8). We used time step
0t = 0.0039 and spatial grid size dx = 0.0024.

As shown in Figure 5.8, in the splitting simulation particle split into two parts at 26th
time step, and after that these parts were treated as two different particles with their own
preserved areas. In the merging simulation, two particles attached at 50th time step and
from 51st time step on the algorithm treated them as a single particle with area equal
to the sum of areas of initial particles. Note that detecting the connectivity of particles

cannot be avoided if one wants to preserve the area of each particle separately. Thanks to
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Figure 5.8: Evolutions undergoing topological change for v = 1 + 0.3 cos(26 + 7) and
dr = 0.0024, 6t = 0.0039. The initial and final shape are shown in black solid line.
(Left) Splitting with vg, = 0,7vs, = 2, intermediate lines showing evolution at times
256t, 286t, 706t. (Right) Merging with vs, = 0,vg, = —0.1, intermediate lines showing
evolution at times 494t, 550t, 750t.

the symmetry of the initial configuration in our simulations, it was algorithmically easy
to detect the time when topology change occurred. However, to detect topology changes
happening in the evolution of a general initial configuration of particles, one needs to
include a connectivity check at every time step of the algorithm. A disadvantage of the
algorithm is that due to the diffusion step, two particles sense each other even before they
actually attach. This may be physically correct but the mesh size (and consequently also
the time step) have to be chosen small enough to resolve or satisfactorily approximate the

physically correct ”sensing distance”.
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Chapter 6

Conclusions and future work

6.1 Conclusions

In this thesis, we developed a stable thresholding scheme for obstacle problems, which
can handle topological changes and approximate anisotropic mean curvature flow, and
proved its stability unconditional. Before dealing with the obstacle problem, we sur-
veyed known convolution kernels used in thresholding scheme since there is no sys-
tematic comparison of the numerical performance available in literature. For the basic
two-phase problem, we perform comparison tests with the following criteria in mind:
Behaviour of error and convergence order. e Time required for computation. e Ability to

handle sharp corners. e Evolution of non-convex shapes.

Theoretically, first-order convergence in time is predicted, and our numerical analysis
confirmed this fact. Differences were observed regarding the numerical performance of
kernels. Elsey-Esedoglu kernel shows good agreement with the analytical result but its
mobility is fixed, and its construction demands substantial computational time. Esedoglu-
Jacobs-Zhang kernels lead to moderate error and demand decent time for construction.
Bonnetier-Bretin-Chambolle kernel gives expected convergence order and has least er-
ror among all kernels, at least for the tested anisotropy. On the other hand, this kernel

smoothes out corners, hence is not recommended for crystalline anisotropies.

On the other hand, for the three-phase obstacle problem, although all kernels are able to
approximate the correct solution to some extent, it was found that each of the kernels has
certain drawbacks: Esedoglu-Jacobs-Zhang kernels lead to large errors, Elsey-Esedoglu

kernels show spurious oscillations, while Bonnetier-Bretin-Chambolle kernel excessively
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smooths out sharp corners.

6.2 Future work

(I) We are going to address the issues mentioned in the previous section. First, we will
study the motion of triple junction and then numerically realize its anisotropic motion
by establishing a robust scheme. To the end, we will consider three curves with one end
attached to domain boundary, and another end is a junction. This setting will help us to

understand the motion of triple junction.

(IT) Based on the results of (I), we will further extend the scheme to the multiphase case,
where two or more particles are attached and have anisotropic interfacial energy. We are

expecting to develop a scheme for the volume-preserving case, too.

(IIT) We are planning to construct the algorithm in three dimensions, which can handle
evolution of any number of particles with automatic handling of topological changes
and preserving volume. Currently, we are working on the same problem but in two

dimensions.

(IV) Since all the existing kernels have some drawbacks, we will work on constructing
a new convolution kernel. We are expecting that the new kernel will not have the issues,

which are present in current kernels.
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Appendix A

Appendix

A.1 Construction of Wulff shape

To contrive simpler form of a Wulff shape, we assume that the anisotropy  is positively

one homogeneous i.e., y(ax) = |aly(x) where o € R\{0} and x € R,

W,

n:nf=1

{&eR 7€) <1}
{67 supd€®, &) < 1}
{eBy
€71 <1, Ve dB,}

{€71¢¢°, %> <1, V¢eR?, ~is 1-homogenous
{€]4€°, &) <v(6) ,VEeR)
(€2 €% n) < y(n), Yn unit} n = %

) {1 n) <q(n)

(A.1)
(1 {€11€% cos g < y(n}.

n: |n|=1

Where ¢ is angle between n € S?! and £°. Probably, the easiest way to foresee (A.1)
is the following; for fix n find the set H(n) = {£°|{&°,n) < v(n)}. H(n) is a half
plane whose boundary passes through the point (y(n) - ) and perpendicular to . Each

n yields one H(n), and taking the intersection of all such {H (n)}; sets, determines the

Waulff shape. See Fig. 2.2 for some examples of Wulff shapes.

92



A.2 Winterbottom construction

For free particle, Wulff shape is equilibrium solution and as mentioned earlier, for weak
anisotropy its boundary can be given as:

Wi = (x(0),y(0)), Oe[-m )

~

where 2(0) = —ysinf — 4 cosf, y(d) = ycosd — + sinf. Equilibrium solution for
obstacle problem is proposed in [71] by Winterbottom. We can obtain equilibrium shape

of particle on flat substrate by using the so-called Winterbottom construction.

Suppose particle possesses anisotropic surface energy . To obtain equilibrium shape,
first plot Wulff shape and then cut the Wulff shape parallel to z—axis at y = vsp — Vso-
Denote 7, — 75, by o to simplify upcoming equations. This yields a paramatrization of

boundary of equilibrium shape E as follows:

Es = (20(0), yu(0)),

where 7, (f) = —ysinf — 7 cosf, y,(0) = ycosf — ' sinf — o and 0 € [6;,6,].
Note that y,,(6) is identical to anisotropic Young equation (5.3). Hence it guarantees
that contact angle obtained by Winterbottom construction will be identical to analytical

contact angle.

Normalized equilibrium shape

The area of equilibrium shape obtained by Winterbottom method is different from the
actual area (initial area of particle, i.e., A); therefore, we need a normalized equilibrium

shape.

Denote the area of equilibrium shape obtained by Winterbottom method as A, then

1 0 , , 1 Or ”
sz—f xwyw—ywxdeiAT=—J (v +7)df + Ar (A2)

2 Jy, 2 Jy,
where, Ay = |z, — x;|(0/2) is area of a triangle whose vertices are contact points and
Wulff point. Wulff point is nothing but the centre of Wulff shape. When Wulff point lies
above the substrate, then A acquires minus sign in (A.2). On the other hand, if Wulff

point lies below substrate, then sign change to positive. We use area term to normalize
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parametric form of equilibrium shape as follows:

300 = 5 (20}, 120 =\ (000)). (A3)

In this thesis, we use (A.3) for all numerical tests, whenever necessary.

A.3 First variation: Isotropic two phase problem

Define T’ = {g(s) = (g1(5), g2(s)) | s € [a,b)} and g : [a,b] — R? is differentiable and
g(a) = g(b). Then first variation of energy is given by

d 1

&E(Feﬂe:o - PL%EW(FG)_E(F))
rb
— tim [ (g + e0) |~ lg ) ds
e~0 ), €

_ lm " 1(g+ed) > =g
—0J, € [(g+ep)|+1g|
oy [ LGP+ €IS 260 6 g

—0J, € (g +ed)| +|g'|
oy [ 91 H29 -0
0 J, [(g+ )|+ 1d]

b /. /
_ f l9-9) 44
o 191
b !
L) s
N
g AN
— (m) ¢|Z—J <|g’|> ¢ ds Integration by parts

!

_ O_Jb(é_:') b ds 6(a) = 6(b)

a

ds

ds

ds

Frenet - Serret formula

I
VR
X
S

Q\
N
<
IS
VA

= | k(n-¢) dl dl = |T"|ds (A.4)
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A.4 A listicle of anisotropies

Here we present several examples of anisotropies from literature [22, 9, 25, 30, 64].

3

(@)y = 4| D (Nizi)?, XieR

i=1

3 1/r
0)y = |X|ZT:<Z|$IC|T> 1<r<o

(¢)y = VGX-X, where G is positive definite matrix.
11 9
(d)y = \/xl [2 + 251911(561)} + 22

X
(e)y = [X|p|1-Al1l- |X] ,where A < 0.25.
1
1001 10017 Too1
_ 01, |71 | V3w 1 V3w
1 1
(9)y = |$2\+E’$1+$2\+ﬁ’1’1—$2|
1 1

(h)y = |901|+!$2|+7|$1+1’2|+ﬁ|$1—$2|
B = 4!Sm( 4>i
(k)y = [(cn/at2 +42)" 4 (/22 + €2y2)" (en/a2e2 + yQ)T]I/T, r>=1, a,b,c=0
(I)y = 1+ Bcos(m(f + ¢)), with suitable combination of m and 3.

All anisotropies mentioned above belong to the weakly anisotropic class, with a specific
choice of their respective parameters. One can obtain strong anisotropies by adjusting pa-
rameters in weak anisotropy. In the above list, (a), (b), (d), (f) — (j) can not be modified

to strong anisotropy.
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A.5 Sub-grid accuracy

Let U* be a given diffused form of particle. As a first step, we bring the excpected
interface to 0-level set of M as follows:

M = (Uk - Karea/Q)/Karea

If we replace all the negative values in M by 0 and all positive values by 1, we obtain a

characteristic function for the next time step, which is not smooth.

To obtain the smooth version of the characteristic function, we consider a neighbourhood
of each grid point (let’s call central point), which consist of 8 grid points, see the figure
given below. We excluded the boundary points of the domain from these calculations. If
all these 8 neighbouring points have an identical sign, i.e., plus or minus, then the value

of central point is either O or 1, depending on the sign.

@ Central point @ neighbouring points —— Interface

If these points have different signs, then value of central point belong to (0,1). To find
exact value of central point, we need to work further. Consider the interface passing
through grid cells, as shown in the above figure, as a red piecewise linear function. Note
that neighbouring points give four grid cells, highlighted by dark shade in the above
figure. We calculate each grid cell’s area that lies inside the interface, i.e., area of triangle
Al in the first cell, area of pentagon A2 in the second cell, again area of triangle A3 in
third cell. We calculate the value of the central point by taking the average of all these
areas, i.e., (Al + A2 + A3)/(4dz?), here dz is length of grid cell.
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Derivation to calculate area of grid cell which lie inside the interface is given below.

Let a function u(x) in a grid cell dx x dz be given by four values at the vertices:
w(0,dx) = uy, u(dr,dr)=wus, u(0,0)=usz, u(dr,0)= uy.
These values can be interpolated by a bilinear function
u(x,y) = ax + by + cxy + d, a,b,c,d e R.

Taking into account the values at vertices, we can compute the coefficients a, b, ¢, d and
get
Ug — U3 +ul—ug —U1 + Uy + U3 — Uy

u(z,y) = P oY 102 Ty + us.

To find the proportion of area divided by the interface, which is the zero level set of the
function u(x), we describe the interface by the graph of a function of y taken from the

line x = dz. This means we need to solve u(x,y) = 0 for z, which yields

by +d
cy+a
yt Yt
: xry U2 : T U2
Ul U1
dr ; Yo
x
Lo
s dx w, T U3 dx u, T

e In the situation of the figure on the left (u; < 0,uy > 0,u3 < 0,uy > 0), the area
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of the red region is

dx dx da
w0y = dt— [ g g V[T ey
[{u > 0}] y s
y —_—

Ug — Uyg UgU3 — UU4 U2 — U
+ 5 In dx?.
—uy 4+ us +uz —uy  (—ug + ug + uz — uy) Ug — Us

This formula does not work as it is when ¢ = —u; + uy + us3 — uqy = 0 There are
several ways to resolve this - computing it as a limit, or approximating the term

In (1 + gdx) up to second order by <dx — %g—zdﬁ. Then we get

b cd—ab [c 1c?
Hu >0} ~ dx +de+ = (ad$_§a2d$)

b—cd d
= (1+a c)dx2+—da:
a

2a2

Uy U1Ug — U2UZ
= ( + dz?.

Ugq — U3 2(U4 — U3>2

Another (probably best) way is to compute the points of intersection x, x; of the

interface with grid lines and approximate the interface by a straight line connecting

those two points. In this case,

d b-dr +d
Ty = —— T =——.
0 a’ ! c-dr+a
Then the area of red region is approximately

us(uy — uz) + ug(ug — ul)d 5
.
Q(U4 — ’LL3)(U2 — Ul)

170+ZL‘1

{u > 0}| = da® — dr =

e In the situation of the figure on the right (u; < 0,uy > 0,us < 0,u4 < 0), the
intersection of the red line and the vertical line © = dx has the coordinates

a-dx+d
(d$7y0) = (d% —m) )
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and the area of the red region is

d dz d
by +d b Yyt
>0} = dz(dr — — - dy = dz(dx — + - d
>0}l = dotde—w) — |y = (e )+ 7| Sy
b [ d_a
= dx(dr —yo) + - 1+2—=<1d
b d b dx
= dx(dr —yo) + —(dx — yo) + (— - a_2) In <y + 2)
c c c c/ lyo
b cd — ab c(dx — yo)
= d - | (dx — In{l+ ——"—=].
<x+c)(x Yo) + > n< + Py
Here,
d—yo — uz dap — 12U U c(dz — yo) _ uscdr?
Oy —uy dz? ’ a + cyo Uy — UgUs
SO
fu > 0} = Us N Ugliz — Uy Uiy (= u)(us —up) | o
—uy + U +uz—uy  (—up + Uy + ug — ug)? Uy — Usgls ’

Again, this does not work always and may cause problems in the code even when
c is close to zero, so we again consider approximation of the interface by straight

line. Then

{u> 0} ~

1 b-dr+d ~dr +d
(dx — 1) (dz — yo) 5 <dx + L) (da: + u)

c-dxr+a c-dr+b

2
Uy

2(U2 — U1)<UQ — U4) .

DN | —

e All other cases can be reduced to the above two.

A.6 Front tracking solution

We present an overview of the front tracking method developed by D. Sevcovic and S.
Yazaki in [66]. Authors propose a method of tangential redistribution of points using
curvature adjusted control in the tangential motion of evolving interfaces. The tangential
velocity distribution of points representing interface is uniform as well as acquire suitable
concentration and/or dispersion depending on the curvature. Basically, authors solve

nonlinear PDEs arising by a position vector, tangent angle and curvature of a curve. They
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use a semi-implicit numerical discretization scheme based on the flowing finite volume

method. A summary of their method is given below.

Consider a simple, embedded and closed curve I' parameterized by a smooth function
x:[0,1] c R/Z — R? such that T = {x(u) : ue [0,1]} and g = |0,x| > 0.

Let « € I'(t) be the position vector, and denote the tangential angle by v and unit tangent
vector by t; further, 5 = f(x,v,k) = pu(y"(n) + v(n)) then normal velocity V' is the

normal component of the following evolutionary equation for the position vector x:
0ix = fn + at. (A.5)

Here, « is the tangential component of the velocity vector. The authors point out that
motion in the tangential direction does not affect evolving shape and shape of closed
curve is obtained by the value of normal velocity. The basic setting, with a = 0 does not

redistribute the points.

Without loss of generality, rewrite the normal velocity V' as follows:
V =w(x, v, K)kK, (A.6)

here, w(x,v, k) = u(y"(n) + v(n)). If 02 and 0, denotes arc-length derivatives then
Frenet—Serret formula gives 0?x = d,t = kn; further (A.5) allows to write the following

equation for the position vector
O = wo’x + ad,x. (A7)

The authors explicitly gave a formula for the desired tangential velocity ov. We fixed some
parameters in that equation (as suggested by authors) and ended up with the tangential

velocity « satisfying the following equation:

— — [ L(t
Osa =V —=Vk+ (1 + aVEK) (Q — 1) , (A.8)

g
where ¢y, c; > 0 are constants, L(t) is the total length of I'(¢) and F denotes the average
of function F' along the curve I'(¢). To obtain the unique solution «, authors consider the

following condition on «:

Ql
[
o

(A9)
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Authors solve the flow equation by discretizing (A.7) and the tangential velocity equation

(A.8) with the constraint (A.9), using finite volume method.

A.7 Fourier transform of g,

Here we present a detailed derivation of the Fourier transform of (4.6). To make formulas
shorter, we set ¢, = €2 — 1,q = 2m,a; = Vi + l,as = vz + 1, H = 2ie? and

G = €1/13.

becl®) = | gucle) exp(=2mia - €) do

2 _ N2 2 2
1 exp (_ (e = 1)(x-v)* + |x|* + qdic’x £> i
R2

4d7e 4e2
1 e1[z23 + y?v2 + 2xyvive] + 22 + y? + 2qH (2&1 + y&o)
= — exp | — dx
4dme Jpe 4e2
1 oz 2[a1] + 2z[yG + qH& ] y?[az] + 2qHyés
= — exp exp { — dx
4me Jpo 4¢? 4¢?
1 22[a1] + 22[yG + qHE ] + 7[yc+ng£1]2
= JR— exp _
4me Jpo 4e?

2
y?laz] + 2qHyés — 7[?’(;*3?51]
exp | — 12 dx

- 2
| ( 7y + etgial } )
= — exp | —
4dme Jpe 2¢

y2[ag] + 2qHyés — [y2G2+(¢IH£1)2+2Gqu§1]) )
N X

a1
4¢€2

2
y2[@2 - ;] + 2yg [H & — [fol]] -
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Flas— 1+ 2ya i 10861] _ e

ai ai

1
— S d
SNENG fReXp 1¢2 Y
2
! f (Pl = G+ 2ga[HE — ) SRS here g GHE
N T P 4€2 ¥ oay
. (¢H&)® | ¢*[HE )
2./Tay 4e2aq 42K
2
2K + 2yq[Hé — J) + 7(12[[{%_‘]] _ G?
exp | — 5 dy, where K =as — —,
R 4e ai
a[HE—J] 2
1 (@H&)?  FHS - ) J oo | VTR dy
2./Tay 4e2aqq 42K R 2¢
_ 1 (¢H&)* | ¢ [HE - J)? 2 26
N exp( 4e2a,q * 4e2K JRexp( 7)) \/?dn
L e (WHQ)? | PlHEG - T
VE Jay deay 1K
= L i[B +C] |, where A = y/Ka1,B = (H&1)” and C = M (A.10)
AP\ g2 ’ b ay K ’ )
Let us simplify A,
2
A2 = Ka =a (ag— G>
ap
2 2
_— <a2 _ 61<V1V2>>
ai
= a (a2a1 — (e — 1)(1/11/2)2) , e=€e—1
= (DS + 1+ (= 1)Ws +vd) — (€ — 1)(v11)?
= 1+ (&-1)(1), ves!
= €. (A.11)

Further we calculate B + C.

2
(Ha? | [He - JP (e | |H6— %

B+C = =
+ aq + K al K
2
GH¢
e | 6 4]
= + 5
ai CLQ—Ci

ail
_ 20 Riaanea]]?

[ex? +1] [elyg i1 M]

61V%+1

102



. i€l o€ 2
L (2ieq)? [215252 — Blanrdca] o gl]]
N al + _ (611/11/2)2
a9 7@
_ A 9
| (2if6)? a2 - @] +a [wg? - u]
a1 [a2 — 4(61'/(1111/2)2]
(2i€2&1)? _alari(aellwq)z] + i [a12i62§2 - [22’611/11/26251]]2
== — A2
(2i€%6,)? %2] + i [a12i€%¢, — [2i61V1V2€2§1]]2
== — A2
. (2'6251)2 [AQ] + [(ll’i62§2 — [i€1V1V262£1]]2
N a1 A2
1
@) A% + [ - ey ]?
- —a1 A2
4et
_ (61)2 [A2 + 6%V1I/2] + 6220,% — [2(115261V1V2§1]
=
_ (£1)? [ara2] + &°a? — [2a1&e111061]
=
_ (&1)? [az] + &2ar — [262e1111061]
g
—4¢t 21,2, 2 2 21,22 2 2
= 12 . (51) [6 vy + 1/1] + 52 [6 vy + 1/2] — [252(6 — 1)1l11/2§1]

—4et
= 2 @ [6°705 + &7 — 26mm& | + [E50F + P15 + 26116

= (—462) €2 [512(1 — V%) + 522(1 - V22) - 2§2V1V2§1] + (- V)2
= A (E[-(E v+ EP] + (€ v)?) (A.12)

Inserting (A.11) and (A.12) into (A.10)

%exp <jj2[B + C]> - <i7222 c—4e® (E[-(&-v)? + |7 + (¢ 1/)2)>
= oxp (A ([ v)* + €] + (€-v)?)
= exp (—An?e [—(¢ - v)? + €[] - 4nP (€ v)?)
= exp (—472(5 . 1/)2) exp (62471'2 [(§ . 1/)2 — \5]2]) .

Il
o
"

T
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