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Zusammenfassung

Diese Arbeit behandelt die numerische Simulation von Mehrphasen-Strémungen mit
Surfactants. Die Mehrphasen-Stromung ist eine Stromung von zwei nicht mischbaren
Fliissigkeiten, dabei konnen diese Fliissigkeiten sogenannte oberflichenaktive Substanzen
(Surfactants) mit sich fithren. Der Surfactant ist in den Flissigkeiten gelost und kann
sich an dem Interface anlagern. Auf dem Interface verdndert der Surfactant die Ober-
flichenspannung, was zu einen nicht-homogenen Oberflichenspannungskoeffizienten fiithrt,
was wiederum viele verschiedene physikalische Effekte nach sich zieht. Z.B. kann die
Marangoni-Konvektion einen erheblichen Einfluss auf die Stromungsstruktur solcher
Zweiphasen-Stromungen haben.

Die mathematische Beschreibung solcher Strémungen fithrt auf ein System der Navier-
Stokes Gleichungen und ein System fiir den Bulk- und Oberflichen Transport. Diese
Systeme sind gekoppelt und nichtlinear. Diese Arbeit stellt eine Finite Element Meth-
ode vor, die solche gekoppelten Systeme von Stromungs und Transport Gleichungen
behandelt. Die Finite Element Methode bedient sich dabei des ALE-Bezugsystem, d.h.
es werden bewegte Gitter und ausgerichtete Oberflichengitter verwendet. Der Vorteil
dieser Methode is eine sehr genaue Einbindung der von dem Surfactant abhéngigen
Oberflachenspannung, was zu einer Methode fiihrt, die in vielen verschiedenen Anwen-
dungsfillen gute Resulate erzielt.

Ein sehr wichtiger Aspekt, bei der numerischen Behandlung von Zweiphasen-Stro-
mungen, ist die Handhabung der Unstetigkeiten am Interface. Daher wird der Standard
stetige Taylor-Hood Finite Element Raum zu einem nur phasenweise stetigen Raum
erweitert. Das ist ein Raum, welcher einen stetigen Druck in jeder Fliissigkeitsphase
hat, aber eine Unstetigkeit im Druck iiber das Interface erlaubt. In Kapitel 4 wird
dann gezeigt, dass dieser erweiterte Finite Element Raum dabei inf-sup stabil bleibt,
was wesentlich ist, um ein stabile numerische Methode zu erhalten, und um sogenannte
unphysikalischen Oszillationen zu vermeiden.

Ein anderer wichtiger Aspekt der ALE-Methoden ist die Behandlung des Gitters,
insbesondere des Oberflichengitters. Gitter geringer Qualitdt bendtigen eine Neuver-
netzung des gesamten Gebietes, was teuer zu berechnen ist und was zusatzliche Fehler
in der numerische Losung mit sich bringt. Verschiedene Gitterglattungstechnicken wer-
den betrachtet und verglichen, die zu einer erheblichen Verbesserung der Gitterqualitéit
fiihren.

Desweiteren wird die Methode, die in dieser Arbeit vorgestellt wird, validiert und
mit anderen numerischen Verfahren und mit analytischen Naherungen fiir Zweiphasen-
Stromungen verglichen. Diese Ergebnisse werden in Kapitel 5 vorgestellt.






Abstract

This work treats the numerical simulation of two-phase flows with surfactants. A
two-phase flow is the flow of two immiscible fluids, where the fluids can carry so called
surface active agents (surfactant). The surfactant is dissolved in the fluids and can
accumulate on the interface. On the interface, the surfactant alters the surface tension
force, leading to a non-homogeneous surface tension coefficient, which induces many
physical effects. E.g. Marangoni convection can have a significant influence on the flow
pattern of such two-phase flows.

The mathematical description of such flows leads to a system of two-phase Navier-
Stokes equations and a system of bulk- and surface transport equations. This system
is coupled and nonlinear. This work presents a finite element method handling these
coupled flow and transport equations. The finite element method employs the ALE-
framework, i.e. uses moving meshes and fitted surface grids. The advantage of this
method is a very accurate incorporation of the surfactant depending surface tension
coefficient, which renders a method applicable in many different scenarios.

An important aspect is the handling of the discontinuities across the interface. A
careful choice for the finite element space has to be taken. Therefore, the standard
continuous Taylor-Hood finite element space is extended to a domain-wise continuous
Taylor-Hood finite element space. That is a space in which the pressure is continuous
in each fluid phase, but is allowed to exhibit a jump across the interface. It is shown
in Chapter 4, that this extended Taylor-Hood finite element space is still inf-sup stable,
which is crucial to prevent so called spurious oscillations and get a stable scheme.

Another important part of ALE techniques is the handling of the mesh, especially
the surface mesh of the interface. Meshes of poor quality require a re-meshing of the
whole domain. That is very costly in terms of computational work, and it introduces
additional errors to the numerical solution. Different mesh smoothing techniques for the
surface mesh are considered and compared, which result in a significant improvement of
the mesh quality.

The method presented in this work is validated and compared with other numerical
schemes and analytical approximation for two-phase flows with surfactants. These results
are presented in Chapter 5.
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Chapter 1

Introduction

Two-Phase flows are important in nature and in several applications in engineering,
chemistry, biology, and science. A two-phase flow consists of two fluids, that do not mix
completely, i.e. the fluids form an interface that separates both participating phases. At
the interface an additional force occurs, due to the different properties of the fluids. This
force is called surface tension force. The surface tension force is well known in every
day life. It responsible for the shape of droplets of water in air or resting on a plate, it
makes the surface of water in a bottle curved, or it allows a water strider to walk on a
puddle. But, the surface tension is also important in engineering. It makes foams stable,
it allows contact less sealing of shafts, or it creates bubbles in chemical reactors.

An important property of the surface tension force, is that it can be altered by so
called surface active agents (surfactants). Surfactants are impurities that are dissolved
in the fluids and can be adsorbed by the interface. Many applications of two-phase flows
wouldn’t be possible without a surfactant. An important surfactant, known in every
day life is soap, which allows hydrophobic substance to mix with water in form of small
droplets.

In the mathematical and numerical treatment of two-phase flows with surfactants,
one is concerned with several problems. A flow problem for the fluids and a transport
problem for the surfactant. Since, the surfactant can be dissolved in the fluid or ac-
cumulated on the interface, it is distinguished between the bulk transport, which is the
transport in the fluid phase, and the surface transport, which is the transport on the
interface. The fluid phases are also called the bulk.

Usually, the flow problem is described by the Nawvier-Stokes equations. While the
numerical treatment of the one-phase Navier-Stokes equations is well developed and has
already a long history, the numerical treatment of two-phase flows is still in its infancy.
Most results were developed only in the recent years, where several different approaches
were followed.

The wide field of numerical treatment of two-phase flows based on continuum me-
chanics can be divided into two main branches. Methods using the diffuse interface
models and methods using the sharp interface models. Diffuse interface models treat
the two-phase flow as a flow of a mixture of fluids. The interface is not defined. Rather,
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there is a region of transition from one fluid to the other. This region is a result of a
demixing of the fluids and has a small thickness depending on the participating fluids.
The demixing is driven by physical processes, following the energy minimisation of the
free energy of the fluid system [1, 2, 9, 36, 54, 114]. Numerical methods were developed
for those models and successfully applied [3, 7, 63, 109]. Methods based on the diffuse
interface model handle topological changes in the fluid domains very well, since the in-
terface is not pre-defined. Topological changes in the fluid domain are situation like
droplet break up or droplet coalescence. Also, the dynamics of such topological changes
are physically accurate, since it is based on physical modelling. A problem for numeri-
cal methods based on diffuse interface models is the resolution of the interface. In real
world applications the interface is often very thin. Adaptive meshes near the interface
can solve some of the related problems. But in some important cases, the interface is
so thin, that it is impossible to resolve it with modern computers. Such systems are for
example air-water systems. The high resolution of the interface usually leads to larger
computation times, compared with sharp interface based methods.

Sharp interface models for two-phase flows assume an infinite thin interface between
the fluids. The position of the interface is defined by additional equations for its evolu-
tion, or in some cases given a priori. Numerical methods employing the sharp interface
model are distinguished into two classes. Methods that treat the position of the inter-
face implicit are the so called interface capturing methods. And methods that have an
explicit representation of the interface position are the interface tracking methods.

Capturing methods are methods that describe the motion of the interface by means of
an secondary marker. Thus, the surface is given implicit and has to be reconstructed from
this marker function. Examples for capturing methods are the volume of fluid (VOF)
technique, and the level set method. The VOF methods are mostly used together with
finite volume methods. In the VOF methods, each cell of a mesh holds the information
about what fraction of the fluids occupies the cell, from which the interface and its
properties can be reconstructed [10, 30, 76]. Level set methods describe the interface
by a function indicating the fluid phase by a value. Then, the interface is an isoline or
isosurface of this level set function. Mostly, this function is the signed distance function
to the interface and the interface is represented by the zero level [68, 70, 107]. Level
set and VOF methods can handle topological changes easily. Although, the break up or
coalescence of the interface might not be physically accurate.

Tracking methods employ a distinct mesh for the interface. It is distinguished be-
tween Eulerian methods and Lagrangian or ALE methods. Eulerian methods use a fixed
background mesh over which the mesh for the interface moves. This methods are also
called front tracking methods or immersed boundary methods. This methods have been
successfully applied to two-phase flows using finite volume methods [90, 111], in the
finite difference context [112], and with finite element methods [18, 20, 21].

In the Lagrangian or ALE methods, the mesh for the interface consists of faces of
the background mesh, and thus is part of the background mesh. Faces belonging to the
interface are marked as such, and usually don’t change this property (there are exceptions
[22]). Thus, the background mesh must follow the movement of the interface and hence,



this methods employ a moving mesh, instead of a fixed background mesh. Moving mesh
techniques have been used in the finite difference context [75], finite volume context [44,
45], and the finite element context [16, 58, 61, 92]

The capturing methods and the front tracking methods are so called unfitted meth-
ods, while the moving mesh techniques are used as fitted methods. In unfitted methods,
the interface can cut mesh cells. In fitted methods the interface is always aligned and
no cutting of mesh cells occurs.

In unfitted methods, discontinuities and kinks of functions, that can appear in the
interior of a mesh cell, have to be handled carefully. In the finite element context, a
whole class of new methods have been developed, the so called extended finite element
(XFEM) or CutFEM methods. These methods are used to solve flow and bulk equations
[34, 69, 73] and for partial differential equations on surfaces as well [35, 95, 96].

In the fitted methods, the discontinuities also have to be handled. But here, this is
less of a problem, since jumps appear across mesh cell boundaries only and discontinuous
finite element spaces are available.

A disadvantage of the tracking methods is the difficulty in handling of topological
changes. In fact, this is nearly impossible. Although, there are successful attempts to
handle the break up and coalescence of fluid phases [94], these schemes are essentially
mesh handling algorithms, and do not guarantee a physical accurate coalescence or break
up.

The finite element analysis for two-phase flows coupled with bulk-surface transport
equations in the framework of ALE finite element methods is still in its infancy. In the
following a short overview is given, without claim of completeness.

The ALE finite element method for coupled bulk-surface problems works well to-
gether with parametric finite element methods on surfaces. Since a surface mesh is given
explicit, these methods can easily be applied for the surface transport of the surfactant.
In recent years these methods have been developed a lot. Although, the first occur-
rence of such methods has been several decades back in [48]. For transport problems on
evolving surfaces, using a finite element method with linear elements, an analysis was
done for the semi-discrete problem in [46, 47] and later for the fully discrete problem
in [49]. Surface finite element methods also using the ALE framework for the surface,
instead of an Lagrangian description, were used in [53]. For fixed surfaces, higher order
finite element methods for diffusion (Laplace-Beltrami operator) were considered in [43].
Methods for evolving surfaces using space-time finite elements methods were studied in
[95] and [97]. An overview of different parametric surface finite element methods is given
in [50].

Existing finite element analysis for the bulk equations in the ALE framework are
restricted to the case that domain evolution is given a priori. Mostly transport equations
are considered in a one-phase setting. A finite element analysis of a transport and a
diffusion problem using different time discretization is found already in [93] and [92]. An
important role plays the so called geometric conversation law (GCL), although it is not
quite clear which role. The GCL is a condition on the time integration. In short, it states
that the Reynolds transport theorem also has to hold for the time-discrete scheme [25,



4 CHAPTER 1. INTRODUCTION

56]. However, it is also shown that the GCL condition is neither sufficient nor necessary,
for the stability of a scheme [25].

An analysis of a stabilised ALE finite element method for convection diffusion prob-
lems can be found in [13]. An analysis of time-discrete ALE methods for transport
problems, using higher order discontinuous Galerkin methods in time are found in [27]
and [28]. Further, an analysis of the unsteady Stokes problem in a time dependent
domain using a ALE finite element method can be found in [104].

For the coupled bulk-surface transport problem are also some works available already,
which are concerned with the analysis of finite element methods. Although, only the
stationary case is treated yet. An analysis for coupled elliptic problems can be found in
[52] and [99], and in the context of unfitted methods an analysis is found recently in [67]

This work is concerned with the two-phase flows with surfactants in the ALE finite
element framework. It tries to contribute to the relative young field of finite element
methods for coupled flow and transport problems. This work is structured as follows.

In the remaining first chapter, some mathematical notations and preliminaries are
introduced.

In the second chapter, the governing equations are introduced. The one-phase Navier-
Stokes is equation is derived, which is then extended to the two-phase Navier-Stokes
system. After that, the bulk transport and surface transport equations, including the
coupling conditions, are derived. These equations are augmented by equations of state
for the adsorption and desorption processes, and the dependencies for surface tension
force. Then, the equations are transferred to a dimensionless form. Finally, a weak
formulation is obtained.

In Chapter 3, the ALE framework is introduced. The handling of the ALE mapping
and the domain velocity is described. Different methods for constructing an ALE map-
ping for the bulk and for the surface are presented. After that, the stability of a reduced
problem (flow problem only) is studied. Finally, some special formulation used in the
numerical simulations are introduced.

The finite element discretization is introduced in Chapter 4. First, the space dis-
cretization is obtained. The influence of the chosen pair of finite element space for the
flow problem is discussed. After that, the inf-sup stability of the domain-wise discontin-
uous Taylor-Hood finite element space used is shown. Then, the time discretization is
introduced. The most common time-stepping scheme in the context of the Navier-Stokes
equations, the #-scheme, and the fractional ©-scheme are applied in the ALE framework.
Chapter 4 is closed with different finite element discretizations of the surface evolution
equations.

Finally in Chapter 5, the numerical scheme is validated and several numerical results
are presented. A Taylor flow is considered with and without surfactants and the results
are compared to other schemes. An oscillating drop is compared with results obtained
from analytic approximations. And closing Chapter 5, the behaviour of the different
surface mesh evolution algorithm are shown.



1.1. MATHEMATICAL PRELIMINARIES )

1.1 Mathematical Preliminaries

The basic notation and standard mathematical preliminaries, which are important in
this work, are introduced. No proofs are given, since these are standard results from
mathematical literature like [50, 57].

1.1.1 Basic Notations

Throughout this work, the following notations and definitions are used.
For a scalar function f : @ ¢ R = R, f = f(x1,...,2q), sufficiently smooth, the
partial derivative with respect to the i-th component is denoted with

_9f
analogue, if the components are named, e.g f = f(z,..., z,1)
_9f _9f _9f
Bxf.—a—x, e 8Zf.—§, 8tf.—a.

The material derivative of a function f = f(x,?), sufficiently smooth, respecting a
velocity u, is denoted with

of=0,f+u-Vf.

For a scalar function f : Q — R and a vector valued function F : Q — R? for which
the following quantities exist, the following notations for integral values are used. For
the volume integral V and V of f and F respectively, the notation

V:/de, and V:/FdV.
Q Q

is used.
Surface integrals of the first kind A; and of the second kind As are denoted with

Alz/ fdA, and A2:/ F-dA.
(%9 o0

The vector valued versions are written analogue. When necessary, the notation of line
integrals is also used, and similar to surface integrals. For line integrals Lq of first kind
and of second kind Ls, the notation

Li= [ fdC, and L2=/ F.dC,
o0 o0

is used.

Let V be a Banach space, the norm for v € V' is denoted with ||v||;,. The dual space

of V is denoted with V. If the space is a Sobolev space W*P((2), the notation |[v||, ¢
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for the norm of v € W%P(Q) is used. For the Hilbert spaces W*2(Q) the notation
H*(Q) = W*P(2) is used and the norm is denoted with v, . The L?(9)? inner
product is written as

(f.9)q :Z/Qf-g av .

and analogue, on a surface it is defined

<f,g>aQ:=/mf-gdA.

For matrix valued functions, it is set for A, B € R™*" with A = (a;;);; and B = (b;;);

(A, B)q ::/A:BdV and <A,B>BQ::/ A:BdA,
Q o0

where A : B is the matrix scalar product
A:B:= Zaijbij .
'7j

The following two theorems define traces of functions and partial integration.

Theorem 1.1.1 (Traces and Green’s formula). Let 1 < p < oo and Q be a Lipschitz
domain. There exists a uniquely determined continuous linear mapping 'yé) c WhP(Q) —

LP(0Q) such that

W) = floa , YfeC®Q).

If 1 < p < o0, then Green’s formula

/Q (f0s + gif) AV = / P g)ns dA

o0
holds for f € WYP(Q), g € WHF1(Q).
From which the divergence theorem follows.

Lemma 1.1.1 (Divergence formula). Let 1 < p < oo and 2 be a Lipschitz domain, then
the divergence formula

/V-FdV:/ F.dA (1.1.1)
Q o0

holds for F € Whr(Q)d.
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1.1.2 Surfaces

The following notations, definitions, and theorems for surfaces are taken from [50], but
they can also be found in standard textbooks about differential geometry.
Parametric surface and smooth functions thereon, are defined as follows.

Definition 1.1.1 (Parametric surface). A set I' C R"*! is called a n-dimensional
parametrized C* surface, if there exists for every point xo € I' an open set U C R
with xg € U, an open connected set V. € R™ and a mapping v : V. — U NI for which
the following holds. v € C*(V,R"*1), v is bijective, and the rank of V~y isn on V. The
mapping v is called a local parametrization of .

Definition 1.1.2. A function f :I' — R is called k-times differentiable, if all functions
fovi,i=1,....,n4+1, are k-times differentiable.

Let I' ¢ R™"! be a n-dimensional parametrized C! surface and let v : V' — T be
a local parametrization of I'. The first fundamental form G(y) = [9i;(y)];;=; . for
y € V is defined as follows

9ij(y) =0(y) - 09(y)  iji=1,...,n.

The determinant of G is denoted with g = det(G), and the inverse of G is denoted with
superscripts g%, such that

G = [gij]i,jzl...,n :

Then the surface differential operators are defined as follows.

Definition 1.1.3 (Tangential surface gradient). Let I' € R"*! be a n-dimensional
parametrized C' surface, with the local parametrization v : V. — T. Further, let
f I = R be a differentiable function and let F' = f(y(y)) for'y € V. Then the
tangential surface gradient Vrf : T — R is defined as follows

d

(Vef) (V) = > ¢ (y)0,F ()0, F(y) ,

ij=1
foryeV.

Definition 1.1.4 (Laplace-Beltrami operator). Let I' C R"*! be a n-dimensional para-
metrized C? surface, with the local parametrization v : V. — T'. Further, let f : T — R
be a two times differentiable function and let F = f(y(y)) fory € V.. Then the Laplace-
Beltrami operator Ar f : I' = R is defined as follows

1 n g
A = —— 0; (g¥ 0; ,
(Ar f)(v(¥)) ) 31 ](g ¥)Va(y) zF(.V))

foryeV.
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An alternative, and useful definition of a surface and the surface operators, is the
following.

Definition 1.1.5 (Hypersurface). The set I' € R is called a C* hypersurface, if for
every point Xq, there exists a open set U C R" with xg € U and a function ¢ € C*(U),
with Vo #0 on T'NU and

UNnT={xeU:¢kx) =0} .

Definition 1.1.6. Let I' € R"*! be a C! hypersurface, and let f : T — R be a differ-
entiable function. Further, let n be the normal of T', and let f : U — R be a smooth
extension of f, such that flr = f, where U C R"™, with T' C U, is a neighbourhood of
I'. Then the tangential surface gradient Vrf is defined as

Vrf(x) =V [(x) - (n(x)  Vf(x))n(x) ,
forxel.

Note, the surface gradient of f on T is independent of the extension f. For the
following definition of the Laplace-Beltrami operator, let the surface gradient be written
as

Vrf=(Dif,....Dns1f)" .

Definition 1.1.7. Let I' C R™! be a n-dimensional parametrized C' surface, and let
f: T = R be a two times differentiable function. The Laplace-Beltrami operator is
defined as follows

n+1
Apf:=Vr -Vof=> DiDif .

=1

Both definitions of the surface gradient and Laplace-Beltrami operator are equivalent
[50].

In the following, the mean curvature is introduced in the setting of hypersurfaces.
Note, this could also be done in the setting of parametrized surface and the second
fundamental form.

Definition 1.1.8 (Weingarten map). Let I' C R™*! be an oriented C? hypersurface, and
let n(x) = (n1(x),...,n,41(x))T be the normal of T'. The extended Weingarten map is
defined as

HZ"(X):DZ'TLJ'(X), L,ig=1,....,n+1,

for x € I'. The restriction of H;; to the tangent space is called Weingarten map.
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Definition 1.1.9 (Mean curvature). Let I' C R"*! be an oriented C? hypersurface, the
mean curvature H is defined as

n+1
H(x) = Hij(x)
i=1
forx eT.
With this definitions the partial integration on surfaces can be defined.

Lemma 1.1.2 (Partial integration on surfaces). Let I' C R"*! be a hypersurface with a
smooth boundary OI' and let f be a differentiable function, then it holds

/FfodA:/FandAJr/&FfudC,

where n is the normal to I' and p the co-normal to OT'.

Lemma 1.1.3 (Green’s formula on surfaces). Let I' € R™! be a hypersurface with a
smooth boundary OI' and let [ be a differentiable function and g be a two times differ-
entiable function, then it holds

/Vrf-VngA:—/prgdA—i-/ fVrg- dC .
I T or

Lemma 1.1.4 (Divergence theorem on surfaces). Let I' C R™*! be a hypersurface with
a smooth boundary OT and let ® : T — R? be a differentiable function, then it holds

/Vp-cbdA—/H@-dA—/ ®-dC . (1.1.2)
r I or
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Chapter 2

Governing Equations

In the following chapter, the governing equations for the two-phase flow with soluble
surfactants are introduced. The equations are derived in the strong form. Then, a weak
formulation is obtained from the strong form.

The equations are derived from fundamental physical principles in fluid dynamic and
mass transfer and interfacial phenomena [57, 81, 83, 103, 106, 108]. The conservation
laws for the fluid and the surfactant are considered, where several simplifications are
assumed. Here, only incompressible, isothermal, and isotropic flows are allowed. More-
over, the surfactant transport is assumed to be isotropic and homogeneous, in the bulk
and on the surface as well. The interface is massless and has no viscosity.

First, the conservation laws for the flow in the bulk are obtained and the one-phase
Navier-Stokes equations are derived. Then, the coupling conditions for two-phase Navier-
Stokes equations are obtained. The coupling condition results in a kinematic condition
for the evolution of the interface, and a dynamic condition for the surface tension and
the Marangoni force.

After establishing the Navier-Stokes equations for the two-phase flow, the conserva-
tion laws for the mass transport of the surfactant is considered. From these balances the
transport equations for the bulk and the surface surfactant, as well as the coupling condi-
tion are obtained. These equations have to be completed with the adsorption dynamics,
where the Langmuir and the Henry model is assumed [81, 103].

Finally, the model is transferred into a dimensionless form and a weak formulation
is introduced.

2.1 The Navier-Stokes Equations
A fluid and its motion during the time interval [tg,%] C R is considered. At time
t € [to,tp)] the fluid occupies the domain Q(t) C R% The space time domain Q(t, t3)

the fluid occupies is given as

Qlto, ty) := {(x,t) € RT 1 ¢ € [tg, tp), x € Qt)} . (2.1.1)

11
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There are two possibilities the motion of a fluid can be described [39, 57, 83]. In the
Lagrangian description each individual particle of the fluid is considered. A particle at
position xg € R? at time t( follows the trajectory

x(t) = X(xo,1) .

The function X : Q(to) x (to,t1) — R? describes the motion of a fluid occupying Q(to)
at time tg. The position x( of a particle is called the Lagrangian coordinate.

In the Eulerian description the motion of the fluid is determined by a velocity field
u: Q(to, tp) — R?. Here, u(x, t) is the velocity of the particle passing position x at time
t. Using (2.1.1) the velocity is given by

u(x,t) = 9, X(xp,1t) ,

with x = X(x¢,t) and x is called the Eulerian coordinate.
The derivation of the Navier-Stokes equations considers arbitrary volumes of fluid in
Lagrangian coordinates, the so called material volumes. They are defined as follows:

Definition 2.1.1 (Material volume). Let Vo C Q(to) be a bounded subset of the domain
at time tg. A material volume V(t) is defined by

V(t) :={xe€Q:x=X(x0,t),x0 € Vo},
fO’I“t S (t(),tb).

Remark 2.1.1. At every time t € (to,ty) a material volume V(t) consists of no other
particles found in Vy. By definition no particle can enter or leave V(t), since the boundary
moves with the particle velocity u.

The description of a fluid can include other properties, than the position and the
velocity. For an arbitrary quantity f : Q(to,t;) — R associated with the fluid and
sufficiently smooth the following holds

Lemma 2.1.1 (Reynolds transport theorem). Let V(t) be a material volume and f :
Q(to,tp) — R be a CL(Q(to,tp)) function, then the following holds:

d
dt/wt)f v — /v@ Of +V - (fu) AV (2.1.2)

and

i de:/ o.f dV+/ fu-dA . (2.1.3)
V(t) V(t) oV(t)

dt
Proof. The proof of (2.1.2) can be found in [57]. The second form of the transport

theorem (2.1.3) is a direct consequence of the Gauss theorem (1.1.1) applied to (2.1.2).
O
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The Reynolds transport theorem is fundamental for the derivation of partial dif-
ferential equations describing physical phenomena based on conservation laws, like the
Navier-Stokes equations. The quantity f considered can be physical properties like mo-
mentum, density, temperature, energy, or surfactant concentration. In order to derive
the partial differential equations for an isothermal flow it is sufficient to consider the
mass- and momentum density.

2.1.1 Mass Balance

Let p: Q(to,tp) — R be the mass density field of the fluid. Then, the total mass M (t)
of fluid of a material volume V(¢) at time ¢ is given by

M(t) = / pav .
V()

Because of Remark 2.1.1, the mass of the material volume is constant for all ¢ € (g, tp).
Thus the change of total mass is zero. Applying the Reynolds transport theorem (2.1.2),
it follows

d
0=— pdV—/ Op+V - (pu) dV .
dt Jy@) V(t)

Since the material volume V(t) is arbitrary, a localisation procedure can be applied [57],
and a partial differential equation is derived. The mass balance equation describes the
mass balance locally, and reads as follows

O+ V- (pu) =0 in Q(¢) . (2.1.4)

Since it is assumed that the fluid is incompressible, the mass balance equation can be
simplified further. An incompressible fluid implies a constant density, such that it follows
for all ¢t € (to,tp)

V.ou=0 inQ). (2.1.5)

2.1.2 Momentum Balance

Let p : Q(to,ty) — R? be the momentum density field p = pu of the fluid in Q(¢). The
total momentum P(¢) of a material volume is given as

P(t) :/ p dV.
V(t)

Following Newton’s laws of motion [84], the rate of change in momentum is equal to the
sum of all acting forces. It is distinguished between two types of forces, volume forces
and surface forces. The volume forces represent external forces acting on the body of
fluid, like gravitation, electric fields, magnetic fields, etc. Here, a general force field
g : Qto, tp) — R? is considered, which is interpreted as the gravitational force.
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The total gravitational force F;(¢) acting on a material volume V(t) is given as

Fl(t)Z/()png-
V(t

The surface forces model internal forces, that are forces the fluid is acting on its self.
The fluid surrounding a material volume V(t) is carrying over momentum to the surface
of V(t). A general principle of continuum mechanics, the Cauchy stress theorem [40, 83],
states that the force acting on a point of the surface is a linear function of the normal in
this point. Thus, the internal forces are described by a tensor field S : Q(tg,t,) — R*4
and the force f, which is carried over to V(t) at a point x € dV(t) on the surface with
normal n is determined by

f=Sn.

S is called Cauchy stress tensor or just stress tensor.
The total surface force Fo(t) acting on the boundary of V(t) is given by

Fy = / S-dA .
aV(t)

Applying Newton’s laws of motion, the rate of change in moment is then given by

GPO=Fi(0) + Falt) = [

pg AV + / S- dA .
V(t) aV(t)

After applying the Gauss theorem on the surface integral, it follows

d

£ pdV:/ g+ V-SdV .
dt Jy) V(t)

Now, the Reynolds transport theorem (2.1.2) can be used component-wise. Introducing
the notation u = (uqy,...,uq), p = (p1,---,04), & = (91,--.,94), etc., the following
balance for the momentum holds

Opi +V - (pin) dV = pgi +(V -8); dV,
V(t) V(t)

for i =1,...,d. Using a localisation procedure the local momentum balance equation is
derived

op+V-(pou)=pg+V-S inQt),

for all t € (to,tp).
Using the mass balance (2.1.4), the momentum balance can be simplified further.
Reminding that p = pu the momentum balance equation reads for all ¢ € (¢, tp)

p(Ou+(u-V)u)=pg+V-S inQt). (2.1.6)
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In a viscous Newtonian fluid, the stress tensor is assumed to be linearly dependent
on the pressure p and on the deformation tensor

1 T
D(u) = 3 (Vu + (Vu) ) :
The general form of the stress tensor is [40, 57]
S(u,p) = L(D(u)) —pI,

where £(ID(u)) is a linear mapping of the tensor D(u).
It can be further shown that the stress tensor for an isotropic medium must have the
form [40]

S(u,p) =2uD(u) + A(V-u)I—pl.

Using the mass balance (2.1.5), the stress tensor for an incompressible Newtonian fluid
simplifies to

S(u,p) = 2uD(u) — pl . (2.1.7)

The parameter p is the dynamic viscosity and given by the material properties of the
fluids.

The momentum balance equations (2.1.6) together with the mass balance equation
(2.1.5) using the stress tensor (2.1.7) are the well known Navier-Stokes equations for
incompressible, viscous flows:

Find u: Q(tg,ty) — R% and p : Q(to,t») — R such that it holds

p(Outu-Vu)—V-S(u,p) =pg in Q(t) ,
V-ou=0 in Q(t)

for all t € (to, ts).

Naturally, these equations have to be closed with initial- and boundary conditions in
order to get a well-posed problem. The boundary conditions are left open at this point,
since they vary from case to case.

2.2 Two-Phase Flows

A two-phase flow is the flow of two immiscible fluids. Each fluid is occupying a sepa-
rate subdomain, partitioning €2(¢) into two open subdomains. Let €2;(t) be the time-
dependent “inner” domain and let 5(¢) be the time-dependent “outer” domain, with
Q(t) = Q(t) UQa(t) and Qi (t) N Qa(t) = . Then, T'(t) = Q4(t) N Q(t) denotes the
interface between the two domains. The domains §2;(t) of the fluid phases are also called

bulk domains or bulk phases.
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nr

Qa(t)

Figure 2.1: Schematic view of the two-phase domain

The space time domain, which the time-dependent interface forms, is
Or(to, ty) == {(x,t) e R s t € [to, 1), x € T(1)} .
Each phase occupies the space time domain
Qi(to, ty) := {(x,t) € R 1 ¢ € [to, 1], x € ()},

fori=1,2.

The balance equations for the mass and the momentum in a material volume, that
have been derived in the last section, are still valid for material volumes that are proper
subsets of either the inner fluid or the outer fluid. But, for material volumes that contain
a part of the interface, these balances are not valid any more. Also, the Reynolds
transport Theorem 2.1.1 is not valid for discontinuous functions. This means that the
Navier-Stokes equations are valid in each phase, but with different material properties
p; and w;, i = 1,2, for each phase respectively.

In the case of the two-phase flow, the Navier-Stokes equations have to be completed
by coupling conditions, that represent the balances of physical quantities across the
interface, also called jump conditions or interface conditions. In order to derive these
jump conditions a transport theorem is needed, that is valid for discontinuous, but
domain-wise smooth functions. Those are functions that are smooth in each phase, but
are allowed to exhibit a jump across the interface, are called domain-wise continuous or
domain-wise smooth in the following.

Because the interface itself can have physical properties, which have to be considered
in the balance equations, another transport theorem for control volumes on the interface
is needed. These fundamental theorems are laid out in the following, starting with the
definition of the jump of a function over the interface.
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In the following nr : Qr(to,t,) — R? denotes the normal to I'(t). The convention
that the normal nr is oriented such that it points outward 4 (¢) into Q9(t) is used, as
shown in Figure 2.1.

Definition 2.2.1. Let f : Q(to,ty) — R be a domain-wise continuous function with
flaittoty) € C°(Qi(to, ty)), for i =1,2. The jump across I'(t) is defined as

[[f]]l—‘()g t) = hliIEO (f(X - hnF(X>t)7t> - f(X + hnF(X7t)7t)) )

for x € I'(t).

In general, the interface can have a velocity different than the surrounding fluid. For
example, if the interface itself has a mass, and can act as a source or sink of particles
from the bulk domains. Even if the interface is assumed to be of zero mass, it can have
a different velocity as the fluid, if a phase transition is allowed, or if there is no friction
between the fluid and the tangential components of the velocity differ. Although, all
these cases are neglected later on, for a general transport theorem these conditions have
to be considered. Thus, a separate interface velocity wr : Qr(to, t5) — R? is introduced.
With this notation the following transport theorem holds:

Lemma 2.2.1 (Transport theorem). Let V(t) be a material volume with velocity u,
containing a part of the interface W(t) C T'(t) with the velocity wr. Further, let f :
Qto,ty) — R? be a domain-wise continuous function with f|g,w+,) € CH(Qilto, 1)),
fori=1,2, then the following transport theorem holds

d
dt V= %f+V-(fu)dv —u)]r- dA 2.2.
dt /V(t)f /V(t) tf+ (fu) +/W(t)[[f(WF u)]]p , ( ]_)

fort € (to, tp).

Proof. The proof is based on applying the Reynolds transport theorem (2.1.3) in each
bulk domain, where (2.1.3) is valid. At every time ¢t € (to, ) the V(¢) can be decomposed
in Vi (t) C Ql(t) and Vz(t) C Qz(t) with V(t) =V (t) U VQ(t) and W(t) =V (t) N Vs (t)
. In the domains V;(t), i = 1,2 the Reynolds transport theorem (2.1.3) is applied as
follows

d / d d
— [ fav=— fdvV + = fav
dt V(t) dt Vl (t) dt VQ (t)

= / 6tf dV—i—/ f|y1(t)V1 - dA
Vi (t) V1 (t)

+/ atf dv +/ f|V2(t)V2 -dA,
Va(t) V(1)

where v;, i = 1,2 is the velocity on the boundary of V;(t), i = 1,2, respectively. Since
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v; =u on dV(t) and v; = wr on W(t) for i = 1,2 it follows

d/ Fav = 8tde+/ fu- dA
dt Jyw) V(t) aV(t)

+/ flviywr - dA—/ flvaywr - dA
W(t) w(t)

~ [ osave [ puedas [ feweeda
V(t) V() Wi(t)

where the orientation of the normals was taken into account. Applying the Gauss theo-
rem! on the boundary integral term over 9V(t), it follows

d
/ de:/ f +Y - (fu) dV/ [fulr - dA+/ [flewr - dA
dt Jyy V(1) W) W)
— [ os+V-rwavs [ ffwr - wle- da.
V(t) W(t)
which concludes the proof. O
A transport theorem on hypersurfaces holds as follows:

Lemma 2.2.2 (Transport theorem on surfaces). Let W(t) C T'(t) be a control volume
on the interface I'(t) moving with the velocity v, and let f : Qr(to,tp) — R be a function
defined on T'(t), and sufficiently smooth, then the following identity holds

d
— frdA = / o fr+ frvr-vdA, (2.2.2)
dt Jw) W)

fOT“ t e (to, tb).

Proof. The proof can be found in [50, Lemma 5.1]. O

Remark 2.2.1. The velocity v of the control volume W(t) can be decomposed into the
velocity of the interface wr plus a tangential velocity component vy, such that v =
wr + vi. The surface transport theorem can be written in the form

d w
— fp dA = 6t Ffr + Vr- (fth) + fFVF -wr dA (2.2.3)
dt Jy(s) W(t)

where the time derivative is with respect to wr.

In order to derive the coupling conditions, the limit 6 — 0 for balances in a series
of material volumes Vj(t) of special shape is considered. The material volumes are such
that at time ¢, they have the shape of a thin layer around W(t) of thickness 6. A material
volume Vs(t) is the result of the extrusion of W(t) by the amount +6 along the normal
nr into the adjacent bulk domain (Figure 2.2). Since the shape of Vs(t) is a curved
box, it will also called box material volume, here. Further notations regarding the box
material volume are introduced as follows. For a vivid representation see Figure 2.2.

!Gauss theorem for a domain-wise smooth flux ®: fv V-0 dV = fav d- dA + fw [®]r - dA.
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Figure 2.2: Box shaped material volume

Definition 2.2.2 (Box material volume). Let W(t) be an arbitrary subset of I'(t), with
the normal np. Further, let 6 € R, § > 0, the material volume Vs(t) is defined as

Vs(t) i= {xERd:x:xo—i—dnp, xo € W(t), d€R: [d] <5} .

The top surface of Vs(t) is Ax(t) = AL (t) U A_(t), with

Ap(t) = {X €R?: x=x¢+dnr, x € W(t)} ,

A_(t) := {x cR?: x =x¢—dnr, xg € W(t)} ,
and the remaining, lateral surfaces of Vs(t) are R(t) = 0Vs(t) \ Ax(t).

A limit for § — 0 is considered from which coupling conditions can be derived.

Lemma 2.2.3. Let Vs(t) be bozed material volume, and let ® : Q(to,t,) — R? be a
domain-wise smooth vector field, with ®|g, 1, +,) € C°(Qi(to, ty))%, for i =1,2, and ® is

bounded in a neighbourhood of W(t). Further, let ¢ : Q(to,tp) — R be a function with
¢ € C°(Q(to,tp)). Then, the following holds

lim D dA = —/ [®]r-- dA , (2.2.4)
0=0 Javs(1) W(t)
and
lim ¢ dV =0, (2.2.5)
6—0 Vs (t)

fort € (to,tp).

Proof. For fixed t € (to,ty) and 6 > 0, let n; : Wy — W(t) be a parametrization W(t),
with (u,v) € Wy — x € W(t). Then, a parametrization v : Wy — A4 of A, is given as

Ve =1 +onr .
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The following holds

lim ¢ dA = hm // (Ot X Oyyt) dudv
6—0 Ay Wo

= lim // (Oyne x Oyne + O(9)) dudv
Wo

6—0

= // O - (O,m x Oyne) dudv
Wo

W(t)

An analogue identity is derived in the same way for A_, but with an opposite sign,
because of the orientation of the normals

li d dA =— ) - dA .
(51—1;% " /W(t) |Ql(t)

The integral over the remaining surface R(¢) vanishes, since R(t) vanishes for 6 — 0 and
® is bounded, thus

lim ® - dA = lim P - dA + lim ® - dA + lim d - dA
0—0 Vs (t) 0—0 Al =0 Ja_ 0—0 R(t)

W(t) W(t)
_ / [®]r dA .
W(t)

The second statement follows directly from the continuity of ¢, which concludes the
proof. O

All tools needed to derive the coupling conditions are available now. Next, the
balances for mass and momentum in material volumes with an interface will be derived.

2.2.1 Mass Balance

The mass balance for a material volume V(t) containing a part W(t) C I'(t) of the
interface is derived. For the moment, the interface is allowed to have a mass itself,
and there can be a mass exchange between the interface and the bulk domain. In the
following. let pr : Qr(to,t,) — R be the mass density of the interface.

Since, V(t) is a material volume, a particle can only enter or leave V(t) through the
interface OW(t). Thus, it must hold

d d
2 pav+ & pr dA = ,. - dC,
dt Jy) dt Jw() oww)
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where II,. : Or(to,ty) — R% models mass of the interface entering the volume through
OW(t), that will not specified further. Note, that II,. is needed, since W(t) is not
necessary a material volume regarding the interface. Neglecting the contribution of
mass through W (t) would result in the wrong balance.

Applying the transport theorems for the bulk domain (2.2.1) and the surface (2.2.3)
on material volumes, that are box material volumes, gives

[ apeVtpave [ fpwe - wle- da
Vs (t) W(t)

+/ 9, pr + Vr - (prve) + prVr - wp dA = I, - dC .
wit) W(t)

Taking the limit 6 — 0 by using (2.2.5) and applying the surface divergence theorem
(1.1.2) on the right hand side, delivers

/ " {lp (wr —u)]r - nr + ;" pr + Vr - (prve) + prVr - wr} d4
Wt

=/ V-1, dA—/ HIL,. - dA
W(t) W(t)

for an arbitrary material volume W(t) C I'(t) on the interface. The localisation proce-
dure results in the mass balance coupling condition.

[[p (Wp — u)]]p -nr + a:VFpF + Vr- (prvt) + prVr-wr = Vr - HPF — /Hﬂprnp, on F(t) .

Assuming the interface can not have a mass itself, the surface density is zero pr = 0
and with it II,. = 0, too. The coupling condition is reduced to

[p(wr —w)]r-nr =0 onI'(¢). (2.2.6)

If the velocity u of the fluid is assumed to be continuous, it holds [u]r = 0 and (2.2.6)
can be written as [p]r(wr —u) -nr = 0. Thus, the coupling condition (2.2.6) is fulfilled
if

[ulr =0, and wr-nr=u-nr onI(t). (2.2.7)

The equations (2.2.7) are the final coupling condition for the mass balance.

2.2.2 Momentum Balance

The same approach is used for the momentum balance. A surface momentum density
pr : Qr(to,ty) — R?, with pr = prwr is introduced. A change in momentum of the
bulk and the interface can happen through different ways:

(i) External forces,

(ii) surface forces acting 9V(t) induced by the surrounding bulk fluid,
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(iii) and line forces acting on OW(t) induced by the surrounding interface.

All other internal forces must cancel each other, due to Newtons actio-reactio principle
[83, 84]. Thus, the following abstract momentum balance for a material volume V(t),
that contains a part W(t) of the interface, can be established

d
— pdV + — / pr dA

:/ png—i—/ prgdA—i-/ S(u,p)-dA—i—/ Sr- dC.
V(t) W(t) V() OW(¢)

The stress tensor S(u, p) for the bulk phases was already specified in the last section.
Now, a surface stress tensor Sr : Qr(to, tp) — R4 needs to be introduced. The surface
stress tensor models the forces coming from the interface, such as the surface tension
force. The tensor Sp will be specified later.

Applying the transport theorems (2.2.1) and (2.2.3) component-wise for box material
volumes Vs(t), and using the Gauss theorem on surfaces, gives the following momentum
balance

/ 6tp+V~(p®u)dV—|—/
Vs (t) wW(

+/ ()8:VFPF+VF'(pF®Vt)+PFVF-WF dA
W(t

—/ 0L dV+/ S(u,p) - dA—I—/ org dA
Vs(t) Vs (t) W(t)

—|—/ Vp-SpdA—/ HSr - dA .
W(t) W(t)

Proceeding to the limit § — 0 by using (2.2.4) and (2.2.5), and applying the localisation
procedure, the momentum balance becomes the following coupling condition

)[[p ® (wpr —u)]r - dA

[p® (wr —uw)]ror +0""pr + Vr - (pr ® v¢) + prVr - wr
= —[S(u,p)[rnr + prg + Vr - Sr — HSrnr on I'(t) .

Since, it is assumed that the interface has no mass, the coupling condition simplifies
further. With pr = prwpr = 0 the momentum coupling condition gets

[p® (wr —u)]rnr + [S(u,p)ror = Ve -Sp — HSrnr - on I'(2) .
Using the mass jump condition (2.2.7) the momentum coupling condition finally reads
[S(u,p)|rnr = Vr - Sr — HSrnr on I'(¢) . (2.2.8)

All together, the full Navier-Stokes equations for a two-phase flow read:
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Find u : Q(to,t,) — RY, wr : Or(to,ty) — RY, and p : Q(to, 1) — R such that for
all t € (to, 1)

p(Ou+u-Vu)—V - S(u,p) =pg in Q;(t), i=1,2,
V-u=0 in Q(t), i=1,2,

[ulr =0 on I'(t) ,

(wp—u)-npr=0 on I'(t) ,

[S(u,p)|rnr = Vr - Sr — HSrnr on I'(¢) .

As in the case for the standard Navier-Stokes equations, the equations have to be aug-
mented with initial- and boundary conditions in order to get a well-posed problem.

2.3 Capillary Forces

In this subsection, a closer look to the surface stress tensor Sr is taken.

It is assumed, that for the surface stress tensor similar principles hold, as for the
stress tensor S(u, p) in the bulk phases. The surface stress tensor is linearly dependent
on the surface pressure o : Qr(tog,t;) — R and the surface deformation tensor Dr(u) :
Qr(to, tb) — RdXd, with

Dr(w) = 5 (Vru+ (Vrw?) .

DN |

and has the form
Sp(u,d) = ,C(]D)F(U.)) + (TIP)F ,

where £ : R4 — R4 ig g linear mapping and Pr : R* — R? is the surface projection
IP)F =1- n%:n[‘.

The dynamic part £(IDp(u)) will be neglected. Only a surface pressure is considered,
the surface tension. Noting that Prnpr = 0, the momentum coupling condition (2.2.8)
becomes

[S(u,p)]rnr = Vr - (6Pr) .
Remark 2.3.1. Note, that the projection operator Pr can be written as

where idp is the identity function on T'(t). If the surface pressure o is assumed to be
constant oq, it holds

VI‘ . (JoPF) =00 AF idp .

Employing the Laplace-Beltrami identity Ar idr = —Hnr the standard form of the mo-
mentum coupling condition for capillary flows appears:

[S(u, p)lrnr = —ooHnr ,
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where og identifies as the surface tension coefficient, given by the material properties of
the fluids forming the interface.
Further, if the fluids are at rest, i.e. u =0, the Young-Laplace equation is recovered:

[[p]]r = 0'07-[ .

Contrary to Remark 2.3.1, in this work the surface tension coefficient ¢ is allowed
to vary over the interface. The surface tension coefficient is assumed to be a function of
the surfactant concentrations at the interface. The dependencies are introduced later,
after the surfactant transport equations are introduced in the next sections.

Remark 2.3.2. The surface stress tensor used here, is a specialisation of the Boussinesq-
Scriven model for the surface stress [102, 106, 29]

Sr(u,0) = (o 4+ (Ar — pr)(Vr - u)) Pr + prDr(u) .

If the shear and area viscous effects ur and A\r are neglected the surface stress tensor
used above is obtained.

The Navier-Stokes equations for the two-phase flow now read:
Find u : Q(to,t,) — R, wr : Qr(to,t,) — R% and p : Q(to,t,) — R such that for
all t € (to, tp)

p(Ou+u-Vu)—V - S(u,p) =pg in Q;(t), i=1,2,
V-ou=0 in Qi(t), i=1,2,

[u]r =0 on I'(¢t) ,

(wr—u)-nr =0 on I'(t) ,

[S(u,p)ror — Vr - (6Pr) =0 on I'(t) ,

where these equations have to be completed with initial- and boundary conditions.

2.4 Surfactant Transport

In the following two subsections, the balances for the surfactant in bulk phases and on the
interface are derived. This results in a system of transport equations for the surfactant.
Note, that the surfactant will not be considered to be a separate fluid. Otherwise, the
flow of a mixture of fluids would have to be considered. The mixture would then consist
of the solvent and the solute. Instead, the surfactant concentrations are considered as
an additional property of the fluid. Note, one consequence is that the assumption, that
the interface has no mass, is admissible.

The surfactant concentration is a quantity attached to the particles of the fluids.
As showed in the last section, a quantity f can undergo a change through external
sources and fluxes. External forces act on the body of a material volume and fluxes act
through the surface of a material volume. The fluxes model the exchange of f with the
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surrounding fluid. In the last sections, for the Navier-Stokes equations, these quantities
were the mass density and the momentum of the fluid. Now, these quantities will be the
surfactant concentrations.

This means, in general a balance must have the following abstract form. For a
material volume V(t) in the bulk, it must hold

d/ Fav = QdV—/ j-dA
dt Jy) V(t) aV(t)

where O represents an external source and j a surface flux. The sign of the surface
integral is a consequence of the normal pointing outward.
Analogue, for a material volume W(t) on the interface the abstract balance reads

d/ frdAZ/ QrdA—/ i - dC
dt Jw(e) W(t) OW(t)

where Qr is the corresponding external source and jr the corresponding surface flux.

The derivation of the transport equation follows the same approach as for the Navier-
Stokes equations. Identifying the sources and fluxes by physical means, applying the
appropriate transport theorem, and using the localisation procedure, that results in a
partial differential equation. Considering a material volume containing a part of the
interface will result in coupling conditions.

2.4.1 Bulk Surfactant Transport

Let ¢; : Qi(to,ty) — R be surfactant concentrations of the bulk surfactant in the fluid
domains ;(t), for i = 1, 2.

It is assumed, that the bulk surfactant can not be created inside the bulk. Chemical
reaction which could create surfactant molecules are neglected. This implies, that the
external source vanishes, i.e. @ = 0. Further, diffusion of surfactant can take place. The
diffusion is modelled by Fick’s law [108] in each phase. The diffusion flux reads

ji = —DiVCZ' y (2.4.1)

for i = 1,2. The diffusion coefficient matrix D; for the bulk phase €;(¢), is given by the
material properties of the surfactant and the bulk fluids. For isotropic media, i.e. all
directions are equal, D; is a number. It is also assumed, that the fluid is homogeneous
regarding the diffusion, such that D; is a constant, for ¢ = 1, 2.

In the following, let V;(t) C €;(t) denote a material volume, that is a proper subset
of Q;(t). Using the diffusion flux (2.4.1), the balance for the bulk surfactant is obtained

i C; dV = DZ‘VCZ‘ - dA s
dt Jy,() V(1)

fori=1,2.
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Using the transport theorem (2.1.2) on the left side, and the Gauss theorem on the
right side, the balance becomes

/ 8tc7;+V-(ciu) dV—/ D;Ac¢; dV .
Vit Vi(t)

The localisation procedure applied, a differential equation is obtained
Oci +V - (cqu)=D;Ac.

Using the mass balance equation (2.1.5) for u, the final form of the transport equation
of the bulk surfactant is derived.

8tci 4+u-Ve =D;Ag in Qz(t) ,
fori=1,2and t € (to,tb).

2.4.2 Surface Surfactant Transport

Let 7 : Or(to,ty) — R be the surface surfactant.

The surface surfactant on the interface is surfactant that is adsorbed from the bulk
phases. The bulk surfactant acts as an external source for the interface. Therefore,
the source Or on the interface is not zero. It is assumed that Or is a function of the
surfactant concentration

Or = 9r(c1,¢2,7) -

The particular dependencies will be introduced later.
For the diffusion of the surface surfactant a Fick’s law on the interface is assumed.
The surface diffusion flux reads

jr=—-DrVry, (2.4.2)

where Dr is the surface diffusion coefficient. Like in the bulk, the surface diffusion is
assumed to be isotropic and homogeneous. Thus, Dr is a constant as well. The surface
diffusion coefficient is given by the material properties.

For a material volume W(t) on the interface, the surface surfactant balance reads
d
— ~v dA :/ Qr(c1,c2,7) dA+/ DrVry - dC. (2.4.3)
dt Jw) W) OW(t)

Applying the surface transport theorem (2.2.2) to the left hand side and using a surface
divergence theorem on the line integral, the balance becomes

/ 3217+7V1“'11df1=/ Qr(c1, c2,7) dA+/ Dr Arvy dA .
W(t) W(t) W(t)

The localisation procedure generates a partial differential equation on the surface for the
surfactant transport

8;1’Y+’YVF'11: QF(61,02,7)+DF Ap’y on F(t) y (2.4.4)
fort € (to,tb).
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2.5 Coupled Problem

A coupling condition is needed for the surfactant transport equation. In order to derive
the coupling condition, a material volume V(t) that contains a part of the interface is
considered.

Since internal surfactant transport must cancel each other, the balance for the ma-
terial volume V(t) reads

d/ cav 4+ vdA:/ j-dA — ip - dC .
dt Jye) dt Jw V(1) V(L)

The balances on a series of box material volumes Vs(t) are considered. Using the trans-
port theorems (2.1.2) and (2.2.2) on the left hand side and applying the appropriate
divergence theorems on the surface and line integrals on the right hand side, the balance
becomes

/ 8tc+V-(cu)dV+/ Of'v+9Vr-udd
Vs () W(t)

:_/ j-dA— [ VpejrdA.
ovs(t) W)

Taking the limit § — 0 and using (2.2.4) and (2.2.5), it follows
/ [[j]]r'dAZ/ o'y +9Vr-u+Vr-jr da.
W(t) W(t)

Using the localisation procedure and substituting the fluxes (2.4.1) and (2.4.2), the
coupling condition for the surfactant is obtained
—[[DVC]]F-HF:a;l’}/+’YVr-u—DFAF’y on F(t) .

Substituting the equation for the surface surfactant transport (2.4.4), the coupling con-
dition takes its final form

—[DV¢]r - nr = Qr(c1, c2,7) on I'(t) ,

for t € (to, tp).
The model equations for the two-phase flow with soluble surfactant read:
Find u, wr, p, ¢ and « such that for all t € (¢, )

p(Ou+ (u-V)u)—V-S(u,p) =pg in Q;(t), i=1,2, (2.5.1a)
V-ou=0 in (), i=1,2,  (25.1b)

Oci—DAc;+u-Ve; =0 in Q;(t), i=1,2, (2.5.1c)

Oy — Dr Ary +~Vr -u= Qr(e1, c2,7) on I'(t) , (2.5.1d)

[ulr =0 on I'(¢) , (2.5.1e)

(wp—u)-npr=0 on I'(¢) , (2.5.1f)

[S(u,p)|rnr + Vr - (6Pr) =0 on I'(¢) , (2.5.1g)
—[DV{]r - nr = Or(c1,c2,7) on I'(¢) . (2.5.1h)

The equations have to be augmented with initial- and boundary conditions.
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2.5.1 Soluble Surfactant

The surfactant that is dissolved in the bulk phases, can be adsorbed by the interface.
Surfactant that is adsorbed on the interface can dissolve into each of the phases by a
desorption process. The surfactant at the interface also has an influence on the surface
pressure. The surfactant changes the surface tension coefficient o = o(y). The adsorp-
tion and desorption process, and the dependencies of the surface pressure are introduced
in this section.

In general there is a correlation between surface pressure and surfactant concentra-
tions in thin films, the Gibb’s equation of state [81, 103]

1w
RT dlnc’

v = (2.5.2)
where R is the universal gas constant, and T is the temperature. Having a correlation
between the bulk surfactant concentration and the surface surfactant concentration, a
equation for the behaviour of the surface pressure can be derived. Considering equi-
librium of the ad- and desorption dynamics, an equation of state for the surfactants is
derived, also called the adsorption isotherm. With this adsorption isotherm the Gibbs
equation (2.5.2) can be integrated and the surface tension is derived.

For the adsorption and desorption dynamics, it is assumed that the interface is a thin
mono-layer, i.e. there is exactly one layer of surfactant molecules. There exist several
models for such mono-layer films. Here, the Langmuir model is chosen. The Langmuir
model results into multi-linear equations. From the Langmuir model a linearisation can
be derived, resulting in the linear Henry model. The Henry model is valid for small
changes in surface surfactant and is also considered here.

In the Langmuir model several assumptions are made. The places where the surfac-
tant molecules can occupy the interface are called sites. For the sites the following three
basic assumptions are:

(i) The interface consists of a finite number of sites per surface area, and every site is
equivalent for every surfactant molecule.

(ii) The probability to occupy an empty site is independent from the sites in the
neighbourhood.

(iii) There are no interaction between sites.

From this assumptions the ad- and desorption fluxes are derived.

The surface source Qr is decomposed into two parts, Or = ¢, + q4. Where, g,
represents the mass flux of surfactant adsorbing at the interface, and ¢; the mass flux
of surfactant desorbing from the interface. The rate of surfactant adsorption ¢, from
each phase €2;(t) depends linear on the surfactant concentration on the interface and the
concentration in the bulk

o0

Ga = kgci (7 - 7) on P(t) )
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since there is a finite number of sites on the interface. The maximum surfactant con-
centration possible, i.e. all sites are occupied, is denoted with v°°, and k¢ is the rate of
adsorption into the respective phase i. k is also called adsorption coefficient and is given
as a material parameter. v*° is also denoted as the mazimum packing concentration.

The rate of surfactant desorption depends only linear on the amount of surfactant
on the surface

qq = —kéﬂ on I'(t) ,

since there is no limit in sites for the surfactant in the bulk phases. szj is the desorption
coefficient into the respective phase ¢ and given as a material parameter.
Together, the following source terms Qr(c;, ) for each phase are obtained

Or(ci,y) = khei (V° =) — kv -
The total source Qr(cy, c2,7) is then

2

Or(ci,e2,7) = > Qrlei,y) onT(t).

=1

Both phases are in equilibrium to the interface, if the adsorption rates equal the
desorption rates

QF(civ’Y) =0.

for i = 1,2. Let K}J = k:}l/kfi be the Langmuir coefficient for phase ¢ = 1,2, the
equilibrium condition results in

chi
1 + f(lLCZ

S
Ki (v —=7)"

(o)

Y(ei) =7 ci(7)
as the Langmuir isotherms.
Using these isotherms to integrate the Gibb’s equation results in different forms,

depending whether the first or second form is used. With ¢;(vy) the Szyszkowski equation
of state [103] is obtained

o—o09p=—RTy*In(1+ K;¢) ,

where og is a reference surface tension, usually that of a clean interface.

Unfortunately, the Szyszkowski equation is not useful here, since it gives not a unique
surface tension coefficient if the surfactant is soluble in both phases. Using the second
form 7(¢;) leads to the Frumkin equation of state [103]

J—UQ—RT’}/OOIII<1—ZO) .
Y
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Note, that the Frumkin equation is independent from the bulk phases. It delivers a
unique surface tension coefficient, depending only on the surface surfactant concentra-
tion.

A linearisation of the Langmuir model results in the Henry model. An approximation
for a low surfactant concentration on the interface compared to the maximum packing
concentration, i.e. v/y* — 0 is

QF(CZ" 7) = k(izfyooci - kzd’y 5

which is the Henry model.
The corresponding isotherm is

’Y/VOO = K}{Ci )

with the Henry coefficients K% = k¢ /k%. This isotherm results in the following surface
equation of state

oc—o9=—RIvy.

In summary, the following jump conditions are obtained. For the Langmuir model it
holds:

(e o]

[S(u,p)]r -nr = =V - (c(y)Pr) with o(y) =00+ RT7>*In (1 — 7) ,

2

—[DVe]r-np = kiei (7 —7) — ki -
=1

While for the Henry model the jump conditions read:
[S(u,p)lr -nr = =Vr - (¢(7)Pr) with o(y) =00 — RTy,

2
—[DV¢]r -npr = Z Ein>®e; — kY .
i=1

2.5.2 Insoluble Surfactant

In the case of an insoluble surfactant, the surfactant is restricted to the interface and
can not dissolve into the bulk. The equations for the two-phase flow with an insoluble
surfactant result from the equations for soluble surfactants. Setting the adsorption
and desorption rates to zero, i.e. Qr(ci,c2,7) = 0 and neglecting the bulk surfactant
transport, the following system of equation is obtained:
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Find u, wr, p, and « such that for all ¢ € (¢, tp)

p(Ou+(u-V)u) —V-S(u,p) =pg in Q;(t), i=1,2,
V.ou=0 in Qi(t), i=1,2,

Oy —Dr Ary+~Vr-u=0 on I'(¢) ,

[ulr =0 on I'(¢) ,

(wp—u)-np=0 on I'(¢) ,

[S(u,p)Jrnr — Vr - (6Pr) =0 on I'(¢) ,

which have to be augmented with initial- and boundary conditions.

2.5.3 Free Surface Flow

In case of free surface flows the outer phase is neglected. All values in the phase Qs(t)
are assumed to be zero. Therefore, the jump conditions become a boundary condition

IIf]]F(X’t) = hl_ig}of(x - hnF(Xa t)’t) -0= f|8§21(t)(x’ t) .

Substituting this into the equations for the two-phase flow with surfactant, results in:
Find u, wr, p, ¢; and ~ such that for all ¢ € (to,tp)

p(Ou+ (u-V)u) =V -S(u,p) = pg in Qi(t) ,
V-u=0 in Q4(¢) ,

0ic1t —DAci+u-Ver =0 in Q1(t) ,

df'y — Dr Ary +7Vr-u= Qr(c1,7) on 90 (t) ,
(wp—u)-np=0 on 04 (t) ,

S(u,p)nr — Vr - (oPr) =0 on A (t)
—DVe-nr = 9Or(c,7) on 04 (t) ,

which have to be augmented with initial- and boundary conditions.

2.6 Dimensionless Formulation

The aim of this subsection is to introduce a dimensionless formulation of the equations
(2.5.1a)—(2.5.1h). For a dimensionless formulation, all variables are transformed by
scaling factors. The characteristics of the flow is then determined by these numbers.

First the Navier-Stokes equations are rescaled. Let the new dimensionless variables
for time, position and the velocity and pressure be ¢, %X, @, and p, respectively. Fur-
ther, let L be a characteristics length scale, U be a characteristics velocity, and P be a
characteristics pressure, the dimensionless variables are as follows

X u U P

X — — 0 —= — t/\:it Azi.
S L L' PP
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Substituting the variables into the Navier-Stokes equations, for each phase the following
rescaling is obtained

2i P L
8£ﬁ+(ﬁ-vﬁ)ﬁvﬁ~[ a pﬂ} J

By choosing P = p;U? the dimensionless Navier-Stokes equations become in the inner
domain € ()

D0+ (- Vg) - Vg - [2 Re; ! D(a) —@1} —Frle, inO(t),

and in the outer domain
00+ (0 Vi)t — Vg [2 Rey ' D(11) — Z;ﬁﬂ} =Frle, inQ(t).

Here, the Reynolds numbers Re; and Froude number Fr

;UL U?
ReizL,izl,Q,and Fr=—,
fi gL
are the first three characteristic dimensionless numbers.
Scaling with pa/p1 in the bulk phase Q3(t) leads to

P2 N o . P2 —17/n o P2 — .
E((‘?{u—i—(u-vi)u)—vﬁ- 2;Re21D(u)—p]I :EFT Ye, in OQa(t),

for the Navier-Stokes equation in g(%).
Introducing the fourth characteristic number p;/p2 as the density ratio, and setting

1 in Q4(t) Rey in Q4(?)
0= P2 . , Re= ’
= Qu(t) Res in Qs(1)

the Navier-Stokes equations are written as
0 (0,04 (- V) i) — Vi - [29Re_1 D(a) — pI| = pFrle, in Q;(t),i=1,2,
Vi-u=0 in Q;(t),i=1,2.
With the dimensionless stress tensor introduced as
S(a, p) = 20Re t D(a1) — pI ,
the jump of the stress tensor scales as follows

[S(u,p)Ir = mU[S(a, p)Ir = P[S(a, p)]r -
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Then, the momentum coupling condition becomes after scaling with L /o

~ O’O

[[S(ﬁ,ﬁ)]]r = mvf . (a']P)F) = Weil Vf . (&P]_") y

where the fifth characteristic number We and the sixth characteristic number E occur,

Y .
- UL 1+ EIn (1 + 700) Langmuir

o]

RT~
oo

6': E:

We
1-E ’y% Henry
The number We is the Weber number and the number E is the surface elasticity.

The surfactant concentration are scaled by introducing a characteristic concentration
C in the bulk phase, and using the maximum packing concentration as a characteristic
concentration on the surface. The dimensionless surfactant concentration are given as
follows

B - ~
C’i_57l_1727 /Y_'YOO
The bulk concentration equation becomes

Oyt —Pe; Al +0-Vé; =0 in (1), i=1,2,

with the two Peclet numbers

which are the seventh and eighth characteristic numbers. The surface surfactant con-
centration equation scales as follows

Oy — Pep' Apd + 4V - = Or(é1,é2,%) ,

with the surface Peclet number

which is the ninth characteristic number. The bulk surfactant jump condition gets

1 1
~[Pe ' Vé]r - dr = ﬁ[[DVC]]F ‘np = ﬁQr(Cl,C%’Y)
= [ QOr(¢1,62,%) ,
with the characteristic numbers

,YOO kafyoo . de
_ 0 pa=ld gl
B O’ a U 1 U’
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and the dimensionless adsorption and desorption laws for i = 1, 2

. f71Da¢i(1 —4)—Bi4 Langmuir
Qr(éi7 ’.AY) =
B~ 'Da¢; — Biy Henry

This makes twelve characteristic numbers that have to be determined. In summary
they are

: L
1 i () PUL o ,
_ _ H1 U _ mU°L
0= P2 . 0 (t) ’ Re = pQUL ) Fr_gj, We = o0 y
PR in Qo(t
p1 11 2(t)
UL
—= in M
D T -
= 0_0 ) - g ) Q (t) ) F - DF ) - LC )
Dy m (2o
kv . kL
Da = ¢ Bi = 4= |
a U 5 1 U
The dimensionless model then reads
Find @, Wr, p, &, and 4 such that for all £ € (g, 1)
0 (0044 Vi) — Vi -S(1,p) = oFr ' e, in (f), i=1,2, (2.6.1a)
Vi-1=0 in Q;(f), i=1,2, (2.6.1b)
0;¢i — Pe ' Ag &+ Vg - & =0 in (f), i=1,2, (2.6.1c)
084 — Pep! Apy + A4V -t = Or(é1,é2,9) on (), (2.6.1d)
[ar =0 onT(f), (2.6.1e)
(W —1) -np =0 on'(f), (2.6.1f)
[S(&, p)Jruir — We™ V. - (6Pp) =0 on (), (2.6.1g)
—[Pe ! Vé]r - i = B8 Or(é1,é2,%) onT'(f), (2.6.1h)

with appropriate initial- and boundary conditions.
The dimensionless model will be used in the remaining work, but the “hat” in the
notation will be dropped.

2.7 Weak Formulation

Finally, the weak formulation of the model for the two-phase flow with soluble surfactants
will be derived. What closes chapter two.

The momentum balance equation (2.6.1a) is multiplied with a test function v and
integrated over each domain €;(t), i = 1,2, separately

(0(Qu+u-Vu) ,V)Qi(t) — (V- S(u,p),v)ﬂi(t) = (,QFr_1 eg’V)Qi(t) , fori=1,2.
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The divergence of the stress tensor is integrated by parts for each domain

(V ’ S(u7p)av)ﬂi(t) = - (S(u7p)a vv)ﬂz(t) + <S(u,p)n, V>8Qi(t) ) for ¢ = 17 2.

A homogeneous Dirichlet boundary condition on 9€2(t) is assumed, and therefore v €
HE(Q(t))4. Summing up the equations for i = 1,2 and considering the vanishing test
functions on 0€2(t), it holds

(V ’ S(u7p)vv)ﬂ(t) = <[[S(uvp)]]FnF7V>F(t) - (S(u,p), vV)Q(t) :

After substituting the stress jump condition (2.6.1g) and applying integration by parts,
it is obtained

(v : S(uvp)? V)Q(t) = <W€_1 Vr - (UPF)a V>F(t) - (S(u’ p)? vV)Q(t)
= — <We_1 O']P)l", VFV>F(t) - (S(u,p), VV)Q(t) .

Thus, the weak form of (2.6.1a) becomes
(0(Ou+u-Vu) ,V)Q(t) + (S(u, p), VV)Q(t) = (QF‘r_1 eg,v)Q(t) - <VVe_1 oPr, VFV>F(t) )
The term (S(u,p), Vv)q can be written as

(S(u,p), Vv)g 4 = (20Re™" ID)(u),]D(v))Q(t) =V V)

where the symmetry of D(u) is exploited.
The weak form of the momentum balance reads
(00u, V)Q(t) + (ou - Vu, V)Q(t) + (2Q Re™! D(u), D(V))Q(t) - (V- V)Q(t)

= (QFr_l eg,v)Q(t) - <We_1 U]P)F,VFV>F(t) ,

for all v € H}(Q(t))%.
The weak mass balance (2.6.1b) is derived similar, multiplying with ¢ € L3(£2) and
integration over the domain 2 results in

(v -, Q)Q(t) =0 ’

for all ¢ € L3(9)

Next, the bulk surfactant transport equation is considered. To simplify the notation
the following abbreviation is introduced: v € H (2, UQg) & (v1,v9) € HY(Q1) x HY(Q2)
with the scalar product

(u,v)q = (u1,v1)q, + (u2,v2)q, Vu,v € HY (QUQ) .

Multiplying equation (2.6.1c) with a test function ¢; € H'(€);) for each domain, and
integrating by parts and using (2.6.1h) leads to

(atcv gb)ﬂ(t) + (Pe_1 VC, V(Z))Q(t) + (ll ' VC? gb)ﬂ(t) = <6 QF(CI7 C2, 7)7 ¢>1"(t) )
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for all ¢ € H(Q1(t) U Qa(t)).
Multiplying equation (2.4.3) with a test function ¢ € H'(I'(t)), and integrating by
parts, the weak form of the surface balance becomes

<a;177 £>F(t) + <P€;1 VF’Y, VF£>F(t) + <’YVF -u, €>F(t) = <QF(61) C2, /7)7 §>1"(t) )

for all £ € HY(T'(¢)).
All together the following weak problem is formulated:

Problem 2.7.1. For almost allt € (t, 1), findu € HY(Q)4, p € LE(Q), c € HY (1 (t)U
Da(t)), v € HY(T(t)), such that

(00, V)q ) + (ou - Vu,v)g ) + (20Re™ D(u)7D(V))Q(t) — (0, V V)

= (g Fr! eg,v) — <VVe*1 oPr, va>r(t) ,

Q(t)

(v - u, Q) =0,
(0,c, 0) + (Pe*1 Vc,VcZ)) + (u-Ve,0) = (B 9r(c1,c2,7),0)
(01',€) + (Per! Vv, Vié) + (vVr - u, &) = (Qr(c1, ¢2,7),€)

for allv € HY(Q), q € L(Q), ¢ € H'(Qu(t) UQa(t)), € € HY(T(1)).



Chapter 3

Moving Domains

In Chapter 3, the Arbitrary Lagrangian Eulerian (ALE) frame is introduced. The ALE
frame is used to track the moving domains. It is based on introducing a fixed reference
domain, similar to the full Lagrangian approach. An appropriate mapping is used to
describe the evolution of the fluid domain.

First, the mathematical foundation is laid out to reformulate the Navier-Stokes equa-
tions and the transport equations in the ALE frame. Then, the construction of the ALE
mapping is considered. The ALE mapping is found by solving an additional problem,
since it is not given by the flow problem. Here, different methods are considered. Finally,
a stable formulation of the Navier-Stokes equations for capillary flows, i.e. the two-phase
Navier-Stokes equation without the surfactant transport and hence a constant surface
tension coefficient, is considered.

3.1 Arbitrary Lagrangian Eulerian (ALE) Formulation

In the Arbitrary Lagrangian Eulerian (ALE) description of the motion of a fluid a refer-
ence domain is used, that is fixed in time. This is similar to the Lagrangian description,
where the Lagrangian coordinates of a particle are fixed, too. However, in the ALE
description a domain point does not necessarily follow a fluid particle path. The fluid
and the domain are allowed to move differently, with different velocities. Even so, the
ALE domain can occupy the same space time domain Q(tg, tp) as the fluid, which makes
it suitable to describe the shape of a fluid volume.

Let Q € R be a reference domain. A mapping A; : @ — Q(¢t) is introduced, which
maps for every time ¢ € (to,t;) the reference domain € onto the fluid domain Q(t). A
point y € Q in the reference domain is mapped to a point x € Q(t) via

x=x(y,t) = A(y) -

It is assumed that A; is a homeomorphism from Q onto Q(t), for almost every ¢ € (to, t3),
i.e. A; is bijective and continuous and its inverse is continuous, as well. It is further
assumed, that the partial derivative with respect to ¢ exists for almost every t.

37
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Similar to the Lagrangian description, the reference domain Q is referred to as the
ALE frame, and y € Q is referred to as the ALE coordinate of a point x € Q(t). The
current domain €(¢) is referred to as the Eulerian frame and x € §(¢) as the Eulerian
coordinate.

A function f : Q(to,t,) — R given in the Eulerian frame has a representation f:
Q x R — R in the ALE frame as follows

Fly.t) = f(Aly),t) .

Let w : Q(to,t,) — R? denote the velocity of the domain, given by the ALE mapping.
The domain velocity w, in the ALE frame, is given as

w = 0,A; .

This translates to the Eulerian frame as follows
w(x, 1) = WA (%), 1) = (A (A7 (%)) - (3.1.1)
Remark 3.1.1. Note, that for a function f, <atf> (A;l(x), t) is the material derivative
of f with respect to the velocity field w
@O 1) (x,t) = (0F) (AT (x),1) -

Thus, the velocity of the domain is given in the Fulerian frame as the material derivative

w=20"x . (3.1.2)
In the following 0}" will be called ALE time derivative or just ALE derivative.

For a function f : Q(to,t,) — R the time derivative transforms between the Lagrangian-
and the Eulerian frame, as follows. By applying the chain rule it is obtained

0, (v,1) = 8, (A(y), 1) = (0,.F) (Aely), 1) + 0, A(y) - (V) (Aely), 1) -
Substituting y = A; ! (x) and using (3.1.1) it becomes
Nf=0f+w-Vf. (3.1.3)

The ALE time derivative becomes the material derivative with respect to the domain
velocity w.

The material derivative (3.1.3) is used to transform a partial differential equation
into its ALE form. Let u : Q(to,t,) — R be a solution and f : Q(tg,t,) — R be the right
hand side of a partial differential equation

Opu+ L(u) = f in Q) (3.1.4)

where L is a differential operator in space. After substituting the partial time derivative
with the ALE time derivative using (3.1.3), the generic partial differential equation
(3.1.4) becomes

fu—w-Vu+L(u)=f, (3.1.5)
which is the ALE form of (3.1.4).
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Remark 3.1.2. The ALE form (3.1.5) is the non-conservative ALE form. There are
other possibilities to derive an ALE formulation [92, 93]. A conservative ALE formula-
tion of the generic partial differential equation (3.1.4) would be

Hu+uV-w+ L(u) -V - (uw) = f .
For a generic conservation law, the partial differential operator L(u) has the form
L(u) =V - (F(u)) (3.1.6)
with generic flux F. Thus, the partial differential equation takes the form
Nu+uV -w+V - (Flu)—uw)=f,

which results in the generic conservation law for u using a transport theorem

4 udV:/ de—/ (F(u) —uw) - dA .
dt Jo Q) o90(t)

Hence, the name conservative ALE formulation.

In this work, for the bulk equations the mon-conservative formulation is used, since
the bulk differential operators are not used in the form (3.1.6). That is because, it is
assumed that V -u = 0, a priori. For the surface equation it holds Vr -u # 0. The
surface differential operator is used in the conservative form (3.1.6), in terms of the
surface derivatives. For the surface equations a conservative ALE form will be derived,
as shown later.

Substituting the partial time derivative (3.1.3) in the Navier-Stokes equations, the
momentum balance equations become

0(OFu+ (u—w)-Vu) -V -S(u,p) = oFr e, (3.1.7)

the non-conservative ALE formulation of the Navier-Stokes equations. Using the substi-
tution (3.1.3) for the time derivatives in the bulk surfactant transport equations, results
in

Ne;—Pe P Aci+(u—w)-Ve; =0, (3.1.8)

the non-conservative ALE formulation of the bulk transport for i = 1, 2.

An analogue approach is used for the interface and the equations on the interface.
Let I' € R? be a reference interface for T'(t). An homeomorphism A;p : I' — D(t) is
assumed between a reference interface I' and the interface I'(t), with

X = At,r (Y) )

for y € T and x € ['(¢).
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Analogue, the interface velocity wr is then given as
WF - atAt,F )

and for a function fr : Qr(to,ty) — R, defined in the Eulerian frame, an ALE represen-
tation is given as

fr(y,t) = fr(Air(y),t) -
For the material derivatives on the interface, respecting different velocities, it holds
" fr =08 fr+ (wp —u)-Vrfr.

Substituting the material derivatives, the surface transport equation is transformed
into the a non-conservative ALE form, as follows

Ty + (u—wr) - Vry++Vr-u= DrAr~vy + Qr(ci,c2,7) .
Rearranging the terms, the conservative ALE formulation is obtained
8ZVF’)/ +~4Vr-wr+ Vr- [’7 (11 - WF)] =DrAr~vy+ QF(ClaCZa’Y) ) (3'1'9)

which will serve as a starting point for the weak formulation.
Using equations (3.1.7), (3.1.8) and (3.1.9) in the derivation of the weak formulation
of the last chapter results in the following weak ALE formulation

Problem 3.1.1. For almost all t € (t,tp), find u € H} ()4, w € H}(Q(t))4, wr €
H(T())", p € L3(Q(1)), ¢ € H(@u(t) UDa(1)), 7 € H'(I(t)), such that

(00'u,v) + (o(u —w) - Vu,v)
+(20Re™ ' D(u),D(v)) — (, V- v) = (¢Fr ey, v) — (We ' o(c)Pr, Vv) |,
(V -, Q) =0,
(a;”c? ¢) + ((u - W)VC, ¢) + (Pe_l Ve, V¢) = <5 QF(Clv CQ?’V)a ¢> )

(07, €) + (YVr - wr, §)
+ <VF ’ [’Y (u - WF)] 7§> + Dr <VF’Y’ VF£> - <QF(6176277)7§> >

for all v € Hy(Q(1)?, q € L§(QUH))?, ¢ € H' ((t) UQa(t)), € € H'(T(1))).

Note, this problem has to be augmented with equations for w and wr. These addi-
tional problems will be given in the next two sections.
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3.2 The ALE Mapping

The ALE mappings A; and A;r for the bulk domain and the surface, respectively,
that were introduced in the last section are not determined. Like the name Arbitrary
Lagrangian Fulerian method suggest, the mappings are arbitrary to a certain extend.
As a first restriction, it is assumed that

Atlr@y = Aer

for t € (to,tp). In this way, one has to deal with only one mapping for the whole domain.
This restriction also implies that

Wr@ = wr (3.2.1)

for t € (t(),tb).
One obvious choice for w could be

w=u in Q(t),

for t € (to,tp). The ALE formulation would recover the Lagrangian formulation for
this choice of the domain velocity. The kinematic boundary condition (2.2.8) would be
fulfilled trivially. However, a Lagrangian approach is not desired here. In terms of a
discrete triangular domain, it is not preferable to deform the computational domain like
a fluid.

Another choice could be setting the domain velocity to zero. This would result in
a fully Eulerian method. However, the tracking property of the fluid domain would be
lost, which is the purpose of the ALE method.

Instead, it is assumed that the image of the reference domain Q under the mapping
Ay is the fluid domain Q(t), for all t € (to, ), i.e.

w-n=u-n ondQ(t). (3.2.2)

Different methods to construct an ALE mapping from boundary data are considered in
the following. There are more methods proposed in [92]. In order to construct the ALE
mapping it is assumed that the velocity or the position of the boundary and the interface
are given. Then, the task is to find an extension into the interior of the bulk domains.

The first method considered, is to find the domain velocity as a solution from the
following Laplace problem.

Problem 3.2.1. Given the evolution g; of the boundaries 0€;(t), for every time t €
(to,tp), the evolution w is then obtained by solving

—Aw=0 in Q;(t) , (3.2.3a)
wW=g; on 08(t) , (3.2.3b)

fori=12.
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This method is also called harmonic extension. Using (3.1.2) the ALE mapping A;
is obtained. The harmonic extension is simple and easy to solve in terms of numerical
methods. Further, it has the property to minimise the variation of w in a L?-sense [94].
The Laplace problem is equivalent to the minimisation problem

min vw)2dV |, wlsg.m =8 -
wertin o /Qi(t)( ) oo (1) = &i
Thus, it follows ||[VW||2(q ) — min. This property helps to reduce mesh distortion in
the discrete setting, which is a desired trait.

Remark 3.2.1. The harmonic extension can also be formulated in terms of the absolute
position Ay of the domain:

Given the position of x of the boundaries 0$;(t) for every time t € (to,t1), the
evolution w is obtained by solving

—A.Atzo iTLQZ'(t) s
A =x on 0Q;(t) ,

fori=1,2.

Another approach to extend the ALE mapping, is to consider the domain as a linear
elastic solid. The domain Q(t¢) is considered to be the result of pushing a reference
configuration () into its current configuration Q(t). Let d =x—y = Ai(y) — y be the
displacement of the domain, an elasticity problem can be formulated as follows.

Problem 3.2.2. Given the displacement g; of the boundary of the domain Q;(t) for
every time t, the displacement d is obtained b solvingy

V- AV - d)I £ 22oD(d)] = 0 on Qi(t)
y=8i on 08(t) ,

fori=1,2.

The linear elastic solid extension minimises the internal stresses defined by the stress
tensor [A1(V -y)I+ 2X2D(y)]. Through Lame constants A;, i = 1,2 the degree of the
internal deformation can be controlled. In terms of a triangular mesh, the deformation
of a mesh cell can be controlled, and is minimised. Provided the mesh of the reference
domain is of good quality, the resulting mesh is expected of good quality, too.

This subsection is closed by an important result, regarding the regularity of the ALE
mapping A;. In the finite element context Sobolev spaces are used, like H(€2(t)). The
following theorem gives a cue about the regularity of A; needed to have a suitable trans-
formation of such Sobolev spaces from the ALE frame to the Eulerian frame. Although,
As, A7 e O would be sufficient to have v = 504, € H'(Q(t)) if and only if 5 € H'(Q).
Unfortunately, this requirement is to strong, since .4; or w are given in terms of finite
element functions, which are in H!(£2(¢)). The following theorem relaxes the conditions
on the regularity of A4;.
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Theorem 3.2.1. Let Q be bounded with a Lipschitz continuous boundary, and let Ay
be a homeomorphism. For each t € (to,ty), let Q(t) = A(€2) be bounded and OQ(t) be

Lipschitz. Further, let Ay € Wheo(Q) and A7 € Whe(Q(t)), then, v € HI(Q(t)) if
and only if o € HY(Q), and 10l g1y s equivalent to [[0]] g for all v € HY(Q).

Proof. The proof can be found in [92, Proposition, 1.3.1]. O

3.3 Surface Evolution

From the requirement (3.2.2) and from the kinematic interface condition (2.2.8) the
boundary evolution of the bulk domains €2;(¢), ¢ = 1,2 is not uniquely determined. The
tangential component can be chosen freely. In order to construct the ALE mapping,
both components of boundary evolution are needed, as shown in the last subsection.
The freedom in the tangential component can be used to obtain different methods, that
result in different discrete schemes. Different methods to construct an interface evolution
are considered in the following.

Assuming the fluid velocity is given, the bulk domain velocities for the boundaries
09;(t) could be taken in a full Lagrangian fashion, by setting

w=u on (),
for ¢ = 1,2. Alternatively, the kinematic boundary condition could be used
w = (u-np)np on 9Q;(t) ,

for i = 1,2 (Note that, 9Q;(¢t) = I'(t)). Throughout this work, these methods will be
referred to as the classical methods. In terms of numerical discretization, the classical
methods provide a lightweight scheme. For each mesh node on the boundary, an ordinary
differential equation has to be solved, that can be done explicitly.

Another approach is to use a weak formulation of kinematic condition (3.2.2):

For almost all ¢ € (tg, 1), find w € L2(95;(t))?, such that for all ¢ € L2(0%;(t)) it
holds

(u—w,nrY)yo,pH =0, (3.3.1)

fori=1,2.

The problem (3.3.1) is not well-posed, since it has no unique solution. Equation
(3.3.1) considers the normal component of w only. It has to be augmented by a second
equation for the tangential component of w. The following method was proposed in [17].
Using the Laplace-Beltrami identity on I'(¢)

AF idp = —an y

leads to the following weak formulation of the boundary evolution.
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Problem 3.3.1. Given u, for almost all t € (to,ty), find w € L2(094(t)))¢ and H €
L2(094(t))), such that for all (1,n) € L2(0Q4(t)) x L*(99(t))¢ it holds

<u - W, nF¢>8Qi(t) =0, (3.3.2&)
(Mo, n) g0, — (Vride, Vin)gg,q =0 - (3.3.2b)

The discrete solution of Problem 3.3.1 has some remarkable properties regarding the
node distribution on the interface. This will be discussed in Chapter 4 and Chapter 5.

3.4 A Stable ALE Formulation

Combining Problem 3.3.1 with the Navier-Stokes equations for the two-phase capillary
flow, has the advantage of resulting in a stable formulation, contrary to using the classical
methods. This has been shown for non-ALE formulations in [18] and it holds true for
the ALE formulation as well. That will be shown in the following.

In order to simplify the notation, the domain velocity w and the interface velocity wr
will be considered as independent throughout this subsection. Additionally, the domain
velocity w will be considered as given throughout this subsection, since it turns out that
the result will be independent of w, anyway.

The capillary two-phase flow problem with a fixed surface tension coefficient is con-
sidered. Thus, the bulk and surface surfactant is neglected.

Problem 3.4.1. Given w, for almost all t € (to,tp) find (u,p,wr,H) € H(Q(t))? x
LE(Q(t)) x HYT(¢))4 x L2(T'(t)) such that for all (v,q,n,v) € HI(Q(t)) x LE(Q()) x
HYT(t))4 x L2(T'(t)) it holds

(00fu,v) + (o(u—w) - Vu,v) + (2QR6_1 D(u),D(v)) — (p,V-v) = f(v), (3.4.1a)
(V-u,q) =0,  (3.4.1b)

(u—wp,nry)p =0, (3.4.1c)

(Hor,n)p — (Vride, Vin)p =0,  (3.4.1d)

where

f(v):=(eFr ey v) — (We! ooPr, Vrv),. .

In the following, some preliminary results are obtained. First, the formula for partial
integration is extended to domain-wise smooth functions, as follows.

Lemma 3.4.1. For ¢ € H}(Q) and v € H}(Q)? it holds
(ev, V) = — (00, V - v) + ([e¢V]r, nr)p (34.2)

Proof. The result is obtained by using V - (pv) = v-Vp+ ¢V - v a.e., and applying the
divergence theorem (1.1.1) domain-wise. O
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Further, the following useful identity holds.

Lemma 3.4.2. Let I'(t) be a smooth, evolving hypersurface, then the following holds

d .
e
Proof. Using the Reynolds transport theorem for the function f =1, yields
d

— dA—/ Vr-wr dA .
dt Jra T(1) b

Applying the divergence theorem on surface (1.1.2), leads to
/ VF~WFdA: HWF-dA,
I'(t) I(t)

where it was used that I'(¢) has no boundary. Finally, using the Laplace-Beltrami identity
Aridr = —Hnr and applying integration by parts, the result (3.4.3) is obtained

d .

— dA = Hwr - dA = <Vrldr, VFWF(t»F(t) .

dt Jre r(t)

O]

With the lemmata above, the following theorem regarding the stability of Prob-
lem 3.4.1 can be proven.

Theorem 3.4.1. For Problem 3.4.1 the following holds
41 ‘
dt \ 2

where € = (QRe_l)%.

2

1
obul | g We \r<t>\) + 2]l eD(u)[F2aq) = Fr™" (eequ)

L2(Q(2))

Proof. Setting v = u and considering the convective term

(09 u,u) + (o(u—w) - Vu,u) = % (0,00"u?) + % (o(u—w),Vu?) .

Applying (3.4.2) on the convective term, yields
(0,07"u?) + (o(u — w), Vu?)
= (0,0"u?) = (eu?,V - (u = w)) + ([ou*(u — W)[r,nr) . .
Using (3.4.1b) with ¢ = pu? and Theorem 2.2.1, yields
(0,07"u?) + (o(u — w), Vu?)

- % (0,u?) — ([ou*(wr — W)]r,nr) . + ([ou?(u — W), nr) .

d
== (g, u2) + <u — WF,I’IF[[Q]]FII2>F .
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Using (3.4.1c) with 1 = [o]ru?|r yields

(00 u,u) + (o(u—w)-Vu,u) =

puy = 193
%(Q’u)_m“gm‘

N | —

L2Q(t)

Considering the right hand side of (3.4.1a) with v = u and using partial integration on
the surface term, it is obtained

= (oFr ey u) — <We—1 ooPr, Vru),.
(QFI" €4, ) + We™! o) <VI“]PF,11>F
(gFr eg, u) — We ! oo (Hnp, u)p .

Using (3.4.1c) with ¢ = We™! g the right hand side becomes
f(u) = (oFr ey u) — We ' og (Hor, wr)p
and after applying (3.4.1d) with n = wp
f(u) = (g Fr! eg, u) — We log (Vridp, Vrwr)p .

Using Lemma 3.4.2 the right hand side becomes

f(u) = (oFr ey u) — We? 00% IL(t)| .

1
Setting € = (Q Refl) 2 altogether it is obtained

1d 12 9 _ . d
5 ||eul] L, + 21D} = B! (oo, u) — oo We ! Z [T(®)]
d (1 2
= (Q\Qéu(\ + 00 We ! |r<t>|> +2[eD(w)|* = Fr " (geg,u) .
which concludes the proof. ]

3.5 Some Special Models

In the following subsections some specialisations of the model for two-phase flow with
surfactant, derived above, are given.

3.5.1 Pressure Driven Periodic Channel Flow

A two-phase flow in a channel is considered. The surfactant is neglected, only surface
tension is considered. The model is used to simulate a Taylor flow, in Chapter 5. A
Taylor flow consists of several bubbles following each other in a channel. Each Taylor
bubble moves through the wake of a Taylor bubble in front. Therefore, it is assumed
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Figure 3.1: Schematic view of a domain for a two-phase channel flow.

that the flow pattern is periodic. The purpose of the following model is to incorporate
periodic boundary conditions.

It is assumed, that one bubble is located in a specific channel segment, see Figure 3.1.
The inflow boundary of the channel segment is denoted with I'y, the outflow boundary
is denoted with I'p, and the remaining channel wall is denoted with I'y;. The bubble
interface is denoted with I'z. The channel is assumed to be of length L, and it holds

Flz{xeRd:x:y—l—(O,L)T,yefo} . (3.5.1)

The periodicity is assumed to be in y-direction. In the following let y = (0, L)T. It
is required that

u(x,t) =u(x+y,t) .

It is further assumed that the flow is smooth in the complete channel, which implies
the velocity is smooth for any choice of segment from the channel. Hence, the following
additional condition is enforced

(n-Vu(x,t) = (n-V)u(x+y,t), onlp.

Including these conditions, the equations of the strong form for this problem read:

Hu+ (u—w)-V)u—V-S(u,p) =0 in Q(t), (3.5.2a)
V-u=0 in Q(t), (3.5.2b)

[ulr =0 in Q(), (3.5.2¢)

wW-nr =u-nr onI'p(t), (3.5.2d)

[S(u,p)]r - nr = We ™! ¢V - Pr on I'p(t) , (3.5.2¢)

u(x,t) =u(x+y,t) onT'po, (3.5.2f)

(n-V)u(x,t) = (n-V)u(x+y,t) onT'o, (3.5.2g)

u=20 on I'yy . (3.5.2h)
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In order to derive the weak form of the equations above, a periodic functions space
is introduced

V(t):={ve H(Q@1)%: v(x) =v(x+(0,L)) on Tp,v="0on Iy} .

Equation (3.5.2a) is multiplied with a test function v € V(¢). The term with the stress
tensor is integrated by parts on each domain separately, which leads to

(V -S(u,p), V) = — (S(u,p), VV)g(y — We™ 00 (Pr, Viv)
=+ <S(uap)n7 V>1"I(t) + (S(uap)nv V)I‘o(t) :

In the interface integrals the momentum balance condition (3.5.2e) was substituted,
analogue to the weak formulations before. The integral terms over the inflow boundary
and the outflow boundary do not vanish this time, since the periodic boundary conditions
are used.

Using (3.5.2g) the normal stress S(u, p)n on the outflow boundary I'p can be written
as

S(u(x, t), p(x, 1))n(x) = oRe™* (Vu(x,t) + (Vu(x, )" ) n(x) - p(x, )n(x)
:QRe_1< u(x+y,t)+ (Vux+y,t) )n(x)

—p(x, t)n(x
= S(u(x +y),p(x, t))n(x)

and after using (3.5.1) and considering the orientation of the normals it is obtained

S(u(x,t),p(x,t))nr, (x) = —S(u(x+y,t),p(x,t))nr, (x +y) .

Let po(x,t) = p(x —y,t) for x € I'; be the pressure on outflow boundary transferred to
the inflow boundary. Exploiting the periodicity of the test function v, the integral term
of the normal stress over the outflow boundary can be written as

<S(u,p)n, V>Fo(t) == <S(u,po)n, V)F[(t) )
such that
(S(u,p)n, V>F1(t) + (S(u,p)n, V>Fo(t) = <[S(u,p) - S(uva)] n, V>I‘I(t)
= ((p —po) n7V>I‘I(t) .

The pressure difference dp := p — po is the pressure drop in the channel, and has to
be given. For the stress term it is obtained

(V-S(u,p), v)gq) = = (20Re™ D(u),D(u))q ;) + (2, V - V)g
— We o (Pr, Viv)peg + (0P, Vi, ) -
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The following abbreviations are introduced

ai(b;u,v) :=(o(b-V) u,v)Q(t) + (QQRe_l }D)(u),]D)(u))Q(t) )
bt(V,Q) = (V : Vaq)Q(t) s
fe(op;v) = <5pn,v>rl(t) — We tog (Pr, VFV>F(t) .

With these forms the weak formulation reads:

Problem 3.5.1 (Pressure driven periodic channel flow). For almost allt € (to,ty), given
6p(t), find (u,w,p) € V() x HL(Q(t)) x L3(Q2(t)) such that

(00w, V) + ar((u—w);u,v) = bi(v,p) = fi(0p(t); v) (3.5.3a)
b(u,q) =0, (3.5.3b)

for all (v,q) € V(t) x LE(Q(1)).

3.5.2 Three Dimensional Rotational Symmetric Flow

In many applications, the flow structure has a symmetry. This can be exploited in order
to reduce the complexity of the problem. In the following a three dimensional rotational
symmetric flow is considered. Such that, the three dimensional problem is transferred
into a two dimensional problem.

The coordinates suited to describe a rotational symmetric problem are the cylin-
drical coordinates. Hence, the flow problem given in Cartesian coordinates, has to be
transferred in cylindrical coordinates. Let a point x given in Cartesian coordinates be
described by the tuple x = (z,y,2)’ and given in cylindrical coordinates by the tuple
x = (r,¢,2)T. In cylindrical coordinates r is the radial distance from the symmetry axis,
¢ is the azimuth angle, and z is the height.

Both coordinate systems can be transferred into each other, by

x 7 COS ¢ r Va2 +y?
y|=|rsineg| , ¢ | = | arctan(y/z) | , 0< o <27m.
z z z z

For a scalar function f given in Cartesian coordinates f = f(x,y, z), the corresponding
counterpart, given in cylindrical coordinates will be denoted with f = f(r, ¢, z). It holds

f(T7 b, Z) = f(l‘(ra QZ))?y(Ta ¢)JZ) :

With this definition, the differential operator transform as follows. The nabla operator
in cylindrical coordinates is given as follows

Vf= (8Tf,7“_16¢f, azf“)T . (3.5.4)
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The Laplace operator in cylindrical coordinates reads
AF =179, (r0,]) + 17203,  + % .

A vector valued function v = (vg, vy, v,)T in Cartesian coordinates, will be denoted
v = (vy, 04, v5)T in cylindrical coordinates. It holds

Vg Uy COS @ — Vg Sin ¢
vy | = | vrsin @ + vy cos @
Uy Uy

The divergence operator is written in cylindrical coordinates as follows
Vv =r19.(0rv) + r_18¢v¢ + 0,0, .

Rotational symmetry implies, that a function is independent of the azimuth angle ¢,
ie. 8¢f =0, 8¢vr =0, and 8¢vz = 0. Further, it is assumed that the ¢-component of a
vector field vanishes, i.e. v4 = 0 and

v = (v,0,0.)" . (3.5.5)
With this assumptions the Nabla operator gets
- . AT
vi=(0.f.0.0.f) .
and the divergence operator reads
V-v= r_lﬁrvr + v + 0,0, .
Further, the convectional derivative (b - V)i is as follows
) b0, u, + b,0,u,
(b : v) o= 0 . (3.5.6)
b0, u, + b,0,u,

Using (3.5.4) component-wise, the Jacobian Vv written in cylindrical coordinates
reads for a rotational symmetric function v

cos O, v, —r Lsingu, cosdd, v,
Vv = [singdv, r~'cos¢uv, cospd, v,
8TUZ 0 8ZUZ

It follows for the matrix scalar product Vu : Vv that

Vu: Vv =0,u0,v, + r2u v, + 0,uy 0,0, + 0,u,0,v, + 0,u,0,v, .
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From this, the matrix scalar product D(t) : D(v) of the deformation tensors can be
deduced

D() : D(¥) = 0,u0,v, + 1~ 2uv, + % (0,ur + 0,uz) (0,0 + 0,v5) + 0,uz0,v; .
(3.5.7)

In the following, let Q(t) be a rotational symmetric domain, and let Q(t) be the two
dimensional domain, that generates §(t), i.e.

Q(t) == {(r,z) eR*: (r,¢,2) € Q(t),0< ¢ < 2} .
And let T'(t) be the curve generating I'(t), i.e.

L(t) = ((r,2) eR*: (r,¢,2) €T(1)) .

With this notations the integral forms can be transferred to cylindrical coordinates. For
a volume integral over and rotational symmetric function f = f(r, z) it holds

/Q(t)fdvz//Q(t)f(x7yaz)d$dydzz///Q(t)f(T,Z)rdrdgﬁdz
:2”//52(t)f(r,z)rdrdz.

From this it follows, with using (3.5.5)
(007", V) =27 /ﬁ o0y a - vrdrdz
a)
and using (3.5.6)
(e(b-V)u,v)gy = 27r//ﬁ(t) o(b-V)u-vrdrdz,
and using (3.5.7)
(gRe_1 ]D(u),]D)(V))Q(t) =27 //Q(t) oRe™ ' D() : D(¥)rdrdz,
(V-v,qQ)qu =27 //Q(t) q (0,0, + r~ Yo, + d,v) rdrdz,
(W, v)pg = 2#/ u-vrdC,

(1)

We ™! (oPr, V[‘V>F(t) =27 We ™! ﬁ o [Vfr -Vivr + Viz - Viv, + r_lvr] rdC .
(1)
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Substituting the above integral forms leads to the rotational symmetric formulation,
for the components (u,,u,) € R?2. The symmetry axis » = 0 is an artificial boundary
and needs additional boundary conditions. The boundary conditions are

up(r,z) =0, forr=20,
Ou, =0, forr=0.



Chapter 4

Finite Element Method

In Chapter 4, the ALE finite element discretizations in space and time are introduced.
First, the ALE finite element space is defined. In order to do so, some basic finite
element concepts are recalled, and ALE meshes are introduced. Then, a space-discrete
weak form is obtained.

The choice for the finite element space in the context of a discontinuous pressure,
which is important for two-phase flows, is discussed. The finite elements used for the
Navier-Stokes part have a discontinuous, domain-wise continuous pressure. This finite
element space is an extended Taylor-Hood finite element space, that is a domain-wise
Taylor-Hood finite element space. The velocity space is a space of piecewise polynomials
of order s, which is continuous in the whole domain, while the pressure space consist of
polynomials of order s — 1, that are allowed to be discontinuous across the interface. It
is shown that this domain-wise Taylor-Hood space is inf-sup stable.

After that, several time discretizations are introduced. A first order semi-implicit
Euler method, a #-scheme, from which the second order accurate Crank-Nicolson scheme
follows, and the second order accurate and A-stable fractional step ©-scheme. Further,
decoupling strategies are presented, which decouple the Navier-Stokes equations from
the transport equations.

Finally, different discretization of the surface evolution are discussed.

4.1 Spatial Discretization

In order to lay down the notation, a few basic finite element concepts are recalled. Most
notations and definitions are taken from standard finite element textbooks, like [41, 55].
Let Py be the polynomial space of order s. Thus, for M c R¢

P, (M) :={pecC'M):p(x)= Z Aax, A €R B
|| <s

where the multi-index notation is used, i.e. a = (a1,...,aq) and x* = z{* - 257,
The definition of a finite element and a mapped finite element is as follows.

53
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Definition 4.1.1 (Finite element). A finite element is a triple (K, Pr,X) where:

(i) K is a compact, connected, non-empty subset of R? with a Lipschitz continuous
boundary.

(ii) Pg is a finite dimensional vector space of real valued functions, defined over K.

(iii) Xk is a set of N linear forms {Ni,...,Nn} C Pj;, such that ¥ is Pk -unisolvent,
i.e. the mapping P > p— (N1(p),...,Nn(p)) € RY is bijective. The linear forms
are called nodal functional or local degrees of freedom.

Definition 4.1.2 (Mapped finite element). Let (K, P,3) be a finite element triple as
in Definition 4.1.1, and let F : K — K be a bijective mapping, then a mapped finite
element (K, Pi,Yk) is defined with

Pg:={¢poFg': ¢ P}
and
Y = {N € Pk : N(po Fg') = N(¢),N € ,Vp € P} .

IfK CR“™ 0<n<dand K is a (d — n)-dimensional manifold embedded in R™, the
mapped finite element is also called a parametric finite element.

A mapped finite element is a finite element, provided F is a bijective mapping [41].
In a three dimensional space, parametric finite elements could be surface elements or
line elements.

Definition 4.1.3 (Mesh). Let Q C R? be a domain with piecewise smooth boundary. A
mesh Tp, = {Kj}évzl is a set of a finite number of compact, Lipschitz, and non-empty
subsets K, CQ, j=1,..., N with

N
QZUKJ' and Io(iﬁf%jzw,i#j.
j=1

The subsets K, are called cells. The subscript h refers to the fineness of the mesh, where

hg =diam K and h= max hg. ,
j=1,.,.N

and hg 1s called the local mesh size and h is called the mesh size.

Definition 4.1.4 (Mapped mesh). Let Q C R? and T, be a mesh as in Definition 4.1.3.
A mapped mesh is a mesh where each cell is the image of a reference cell K of a mapping
FK, 1.€.

A~

VK €Ty : K = Fg(K) .

Fr + K — R% is called the reference transformation.
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In this work, simplicial meshes are considered, i.e. triangular meshes in two dimen-
sions and tetrahedral meshes in three dimensions. Here, the notation simplicial mesh
is somewhat relaxed. The reference cell K is required to be a simplex. The mapped
cell K = Fi(K) does not necessarily has to be a simplex. It is allowed to be a curved
simplex.

Let the reference element K be a (d — n)-simplex. If the reference mapping Fi :
K cR* " 5 RY 0 < n < dis an affine mapping, then K is a (d —n)-simplex embedded
in R? and Fx can be written as

Fx(X) = Bpx+ b, %xeK,

where Bg € R¥>(d=1) and by € R4,
Let r = (d —n) and a;, i = 0,...,r be the vertices of this r-simplex K, then the
affine mapping Fx can also be written as

A~

d
x=Fr(X) =) aidi(X), Xe€K. (4.1.1)
i=0

The set {¢;};_, is the Lagrange basis of the space P;(K) of polynomials of order one
over K, respective the points a; = Fgl(ai)7 i =0,...,r. The reference simplex K is
spanned by the vertices a;. The ¢;(X) are also called barycentric coordinates \; = ¢;(X)
of the simplex K. The matrix Bx and the vector bx are given by

T
a1 — ap

B = : , and bg =ag .

ar — Qo

The approach (4.1.1) can be generalised to polynomial spaces of higher order. In-
troducing additional points, respective the order of the polynomial space, the mapped
cell is then a cell with curved piecewise polynomial faces. If the polynomial degree of
the mapping Fx is equal to the polynomial degree of the finite element approximation
space, then the mesh cells are called isoparametric cells. Isoparametric cells are used to
improve the approximation of the curvature of the interface [74].

Definition 4.1.5 (Parametric polynomial mesh). Let Q C R? be a domain with piecewise
polynomial boundary and let T, be a mapped mesh as in Definition 4.1.4. The mesh Ty,
is called a parametric polynomial mesh of order s, if for every K € Ty it holds

n
Frg = Zai@‘ ;
i=0

where {¢;}1 o, with Po(K) = span{¢;}}', is a Lagrange basis respective the points
Fil(ai),i=1,...,n.
The points a; are called nodes or vertices of the mesh.
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In the following, the set of all nodes belonging to a cell K is denoted with Nx. The
purpose of the following definition is to have a mesh that is aligned to the interface.

Definition 4.1.6 (Fitted mesh). Let Q C RY with Q = Q1 U Qo UT be a domain with
an interface I' and two subdomains Q1, Qo with QN Qo =0 and T' = Q1 N Qy. Further,
let T, be a polynomial mesh as in Definition 4.1.5. Ty is called fitted to I, if for each
cell K € Ty, it holds

Nk Qi or Nk CQy.
A mesh that is fitted to an interface I' is also denoted with ’7;; .

Given a fitted mesh for a domain 2 = €23 U Q9 UT', a mesh for the surface I' is given
implicitly. Since, a face of a d-dimensional simplex, is a (d — 1)-dimensional simplex,
selecting all faces F' of a mesh ’ELF with Ng C ' a parametric polynomial surface mesh
is generated.

Definition 4.1.7 (Interface mesh). Given a fitted mesh 77; of @ C R% as in Defini-
tion 4.1.6 and let .7-"(’7?) be the set of all faces of the cells belonging to 7;{, then a
surface mesh is given by

St ={FeF(T):NpcCT}.

The domain

Jr

FeS)
1s the discrete interface.

Note that I'y, and I' are not necessarily the same surface.

A cell F of the surface mesh is then the image of a reference mapping Fp : F — F,
where F' C K is a corresponding reference face. Note, that two faces could be the image
of different reference faces of the reference cell.

Having introduced the notion of a finite element and a fitted mesh for a domain with
an interface, the finite element space can be introduced. A mapped finite element space
on the reference domain Q@ C R?% and on the reference surface I' is introduced in the
following.

Definition 4.1.8 (Mapped finite element space). Let Q C R? be a domain and 5 a
fitted mesh for Q as in Definition 4.1.6 and S}; a surface mesh as in Definition 4.1.7.

A continuous mapped finite element space consisting of piecewise polynomials of order
s is defined as

Ps(Q):={pc H'(Q): VK € T : ¢|lx = po F', 6 € Py(K)} .
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A phase-wise continuous finite element space consisting of polynomials of order s is
defined as

Ds(Q) :={p € HY(Q UQ) : VK €T : ¢ = po Fl, € Py(K)} .
A continuous parametric surface finite element space is defined as
Sul)={¢ € H'(T) : VF € S}, : ¢lr = do Fp', ¢ € Po(F)} .

Having defined a finite element space on the reference domain, a finite element space
in the current domain is given as follows.

Definition 4.1.9 (ALE finite element space). Let Q C R be a_domain and Q its
reference domain, i.e. 0 = Ay (), and let Ps(Q2), Ds(2), and Ss(T') be finite element
spaces on ) as in Definition 4.1.8, then the ALE finite element spaces on ) are defined
as

Pas(Q)={pe H' Q) :9p=doA ", dP(Q)},
D, s(Q)i={p € H( QU UN): ¢=do A ¢cDy(Q)},
Sas(D)i={pec H'T): ¢ =do A", ¢ € S,(I)} .

With the finite element spaces for the bulk phases and the surface introduced, the
space discretization of problem (3.1.10) can be formulated. For t € (to,%s), it is set
Vy(t) = Pa,,s(2t))? as the velocity space, Qs(t) = D, 5((t)) for the pressure space,
Bs(t) = Da,s(2(t)) for the bulk surfactant space, and Ss(t) = Pa, s(In(t)) for the
surface surfactant space.

In order to shorten the notation, the following abbreviations are introduced. The
triple form a}* : V4(t) x V() x V4(t) - R with

af(biu,v) = (o(b - V)u, Vg + (20Re ™ D(u), D)) o -
the bilinear form b; : V4(¢) x Qs—1(t) — R with
be(v,q) == (P, V- V)qu >
the triple form af : V4(t) x Bs(t) x Bs(t) — R with
af(b;¢,¢) == ((b- V)¢, )gqy + (Pe™! Ve, Paw
the quadruple form a} : V4(t) x V(t) x S4(t) x Sg(t) — R with
a; (b, w;7,€) := (yVr - W, E)p) +(Vr - (v0), E)ppy + (Per’ Vv, Vré)p,

the bilinear form f* : S4(t) x V4(t) — R with

(v v) = (QFr_1 g,v)Q(t) - <VVe_1 J(’Y)PF,VV>F(t) )
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the nonlinear form ff : Bs(t) x Sg(t) x Bs(t) — R with
ftc(’% G (b) = <6 QF(Cly C2, 7)7 ¢>I‘(t) ;
and the nonlinear form f{ : B(t) x S,(t) x Sg(t) — R with

f(e7:€) :=(Qr(er, e2,7): E)pgyy -

Then, the semi-discrete, time continuous problem for the two-phase flow reads:

Problem 4.1.1. For almost all t € (to,tp), find

(u(t),w(t),p(t),c(t),v(t)) € Vg(t) x Vs(t) x Qs—1(¢t) x Bs(t) x Ss(t) ,
such that with b(t) = u(t) — w(t) it holds

(007 u,v) + ai'(b;u,v) — by(v,p) = f(v,v) , (4.1.2a)
bi(u,q) =0, (4.1.2b)

(O c,9) +as(b,c.6) = f5(c,7, ) (4.1.20)

(O, €) + ai (b,w;7,€) = f (¢,7,6) (4.1.2d)

for all (v,q,$,&) € Vg(t) x Qs—1(t) x Bs(t) x Ss(t).

Note, that the equations (4.1.2) have to be augmented by equations for the mesh
velocity w. These equations for the mesh velocity w could be a discrete version of the
problems given in Chapter 3. For the harmonic extension (3.2.3) a discrete version could
be:

Given u € V(t), find w € V4(¢) such that

(VW, VV)Q(t) =0 s (4133.)
wr, =ulp, , (4.1.3b)

for all v € V4(t).
Discrete versions of the surface evolution, will be discussed later in this chapter.

4.2 Inf-Sup Stable Finite Element Space

4.2.1 Spurious Velocities

The finite element pair for the two-phase Navier-Stokes problem has to be chosen care-
fully. In the finite element discretization of the Navier-Stokes problem, using the Galerkin
approach with mixed finite elements for velocity and pressure, the spaces have to fulfil a
compatibility condition, the inf-sup condition. The inf-sup condition is needed to get a
well-posed saddle point problem [11]. Additionally, the discretization of the two-phase
Navier-Stokes problem has to consider a discontinuous pressure, see Remark 2.3.1.
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The discretization of Navier-Stokes equations lead to a saddle point problem. An
abstract saddle point problem, is formulated as follows. Let X and @) be reflexive Banach
spaces, and let ¢ : X x X — R and b : X x  — R be bilinear forms on those spaces.
With f € X’ and g € Q' the saddle point problem reads:

Find v € X and p € @, such that

a(u,v) + b(v,p) = f(v) Yo e X, (4.2.1a)
b(u,q) =g(q) VgeQ. (4.2.1b)

Let X be the kernel of the mapping v — b(v, ), i.e.
Xo:={veX:bv,q) =0,VgeQ} .
For the abstract saddle point problem (4.2.1) the following important theorem holds.
Theorem 4.2.1. Problem (4.2.1) has a unique solution if and only if
(i)

Joa>0: inf sup M_
uEXo vex, |lullx vl x

Vo e Xo: (a(u,v) =0,Vu € Xg) =>v=0.

i

(i)

b
38 >0: infsupﬁzﬁ.
9€Quex [vllx llallg
Proof. The proof can be found in [55, p.100]. O

If the bilinear form a is coercive on Xy, the condition (i) in Theorem 4.2.1 fulfilled.
That is the case for the Stokes equation and the Navier-Stokes equation in the discrete
setting. Condition (i) from Theorem 4.2.1 is also fulfilled if a is coercive on X. Under the
assumption, condition (7) in Theorem 4.2.1 is meet, the theorem reduces to the inf-sup
condition or Babuska-Brezzi condition [12, 32].

For the Navier-Stokes or Stokes problem the bilinear form b : X x Q — R reads

bv,q) =(V-v,q) , YWweX,VgeQ .

With this bilinear form, the inf-sup condition, necessary for the well-posedness of the
Navier-Stokes equations, is fulfilled if:
There exist a constant 8 > 0, such that

AV
inf sup V-vg) >B. (4.2.2)
9€Q peXx ||UHX HQHM
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This is a condition at the spaces X and @), involved in solving the discrete problem. There
exist a lot of inf-sup stable finite element pairs. For example, the family of Taylor-Hood
elements P41 /Px, k > 1. The Taylor-Hood elements consist of piecewise polynomials
of order k + 1 for the velocity space X and of polynomials of order k for the pressure
space Q.

However, the Taylor-Hood elements have a continuous pressure approximation, which
is not suitable for the approximation of a discontinuous pressure across the interface [60].
On the one hand, the order of convergence reduces to O(v/h). In Table 4.2 the experi-
mental order of convergence rates, of a two-phase flow problem on a three dimensional
tetrahedral grid are shown. It is seen that the order reduces for a continuous pressure
space. On the other hand, a discontinuous pressure space is needed to preserve the fluid
volume of each phase. This can be seen by using the Reynolds transport theorem

d

ad 1dV:/ VoudV = (V- -ulgp) ,
dt Jo, ) Qi(t) ( a(0)

for i = 1,2, where 1q,(; is the characteristic function of domain i. The volume of each
phase is preserved if

Voulgq) =0 fori=1,2. 42.3
( ()

The divergence constraint in the discrete setting is not strong enough in order to have
V -u = 0 point wise. Instead, it is necessary that 1q,) € M, i = 1,2, to fulfil
(4.2.3). This is not the case for continuous pressure approximations. A violation of
these conditions leads to so called spurious velocities. That are non-physical velocities
of the fluids near the interface, which can pollute the solution [19, 60, 64].

A solution to these problems is to use inf-sup stable finite element pairs with a
discontinuous pressure space. There exist such pairs, for example the IPEIr /IP’(lhSC space.
The continuous IP’;’ space used for the velocity space, denotes the space of piecewise
polynomials of order two, enriched with cubic cell bubbles. The discontinuous IP"thC
space used for the pressure denotes the piecewise polynomials of order one.

Using a pressure space that is discontinuous on a element-wise level, comes with a
cost. Enriching the pressure space, requires to enrich the velocity space, in order to
fulfil the inf-sup condition. While in two dimensions, it is enough to enrich the velocity
space with one cubic bubble function, in three dimensions already five additional bubbles
are needed. This implies an increase in the number of degrees of freedom with using a
discontinuous pressure approximation on an element level. Especially in three dimensions
the increase in number of unknowns is pronounced. Table 4.1 gives an example for the
increase in two and three dimensions.

Although, the enriched discontinuous pressure space would increase the quality of the
approximation of the divergence constraint, a discontinuous space is not really needed on
an element-wise level to prevent spurious velocities. In order to resolve the pressure jump
across the interface, the pressure must be discontinuous on a domain-wise level only. A
consequence is to use a Taylor-Hood element in each phase, but allow a discontinuous
pressure at the interface, i.e. a piecewise Taylor-Hood space (Ps/P;-disc). This technique
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Table 4.1: Increase with refinement levels of the degrees of freedom for finite elements
with continuous and discontinuous pressure, in two dimensions (left) and three dimen-
sions (right)

Level Po/Py, Py /Pfse Level — Py/P; Py /Py
1 347 666 1 4673 16055
2 1339 2626 2 32821 122365
3 5267 10434 3 245254 955415
4 20899 41602 4 1894568 7550827

Table 4.2: Experimental order of convergence rates in three dimensions for discontinuous
and continuous pressure spaces
Element L?-error eoc Hg-error eoc

Py/P; | 1.1141-1072 1.3757 4.6523-10~2 0.3110
Py /Py-disc | 6.6595- 1076 3.4789 90.0207-107° 2.5422
PF/Pfisc 1 9.0710-1076 3.5344 2.3594-10"% 2.6588

is also called node doubling, since it results from not identifying the pressure nodes lying
on the interface.

Node doubling increases the number of unknowns by the amount of the pressure
nodes lying on the interface. Since the pressure is a scalar quantity and the nodes
involved in the interface are usually rare, this is not as much, as compared to enriching
the velocity space. Thus, the node doubling technique would bring a good reduction in
the number of unknowns, provided it is not necessary to enrich the velocity space, in
order to fulfil the inf-sup condition (4.2.2). Fortunately, the velocity space of the Taylor-
Hood element is already rich enough, such that the node doubling technique does not
violate the inf-sup condition. This is shown in the next section for the two dimensional
and three dimensional case.

4.2.2 The Inf-Sup Stability of the Domain-Wise Taylor-Hood Spaces

In the following subsection, the inf-sup stability of the domain-wise Taylor-Hood finite
element space is proven. The proof holds for multi-phase domains, i.e. more than
two phases are possible. A decomposition of the fluid domain into a fixed but arbitrary
number of subdomains is considered. But, these subdomains are required to be polygonal
domains.

For the course of this subsection, let O C R% d = 2,3 be a polygonal multi-phase
domain, and let {Qz}f\i’l be a polygonal partition of €2, such that

Np
Q:U@ and QNQ=0,i#j,
=1

where N, is the number of phases.
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With I';; = QN ﬁj the interface between €); and (2; is indicated. Since I';; can be
the empty set, or I';; can be degenerated to just a point for some ¢ and j, the following
set of indices is introduced

Ip::{(i,j):fij#®71§i<j§Np}'

For each (i,j) € Ir, I';; is a proper interface of the multi-phase domain. Further, let I'
be the union of all proper interfaces

I' .= U FZ]

(LJ)EIF

Since ; is polygonal, for i = 1,..., N, each I';;, (i,7) € Ir, is a piecewise linear
hypersurface, that consists of a finite number of segments. Let FZ- be the k-th segment
of I';;, Then

k
Ly = UJ T3,
k=1

where Nj; is the number of segments of I';;.
Since I';; is piecewise smooth only, the normals are not necessarily defined at the
boundary points of each of I‘fj But it is possible to define a mean normal, at those

points. Let nfj

. K
part of several adjacent segments I
normals is

be the normal of the plane segment Ffj For a point x € I';; that is

l=1,..., M, the sum s;j(x) of the corresponding

Sij(X) = Z néj .

leN:xel,
Then, the mean normal n;;(x) at x € I';; is then defined as

S () e S(X)
150 = 5,

For convenience in the notation the following set of singular points is introduced

j(T) = {x € Ty 3k, ko € Nk £ by i x € T and x € T }

Note, the mean normal n;; is defined for each I';;, (7,j) € Ir, separately.
The following assumption on the normals and its mean values of I';; is needed

Assumption 4.2.1. There exists a constant Cr > 0, such that for all (i,j) € Ir the
following holds. For all x € Xj;, with x € FZ’-, forl=1,..., M, it must hold

n - n(x) > Cr, Vi=1,...,M . (4.2.4)
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This assumption states that the angles between two adjacent segments are not zero.
This assumption is usually fulfilled for polygonal domains. It excludes subdomains with
slits, which is not allowed.

The following assumption makes sure that the Taylor-Hood finite element space is
inf-sup stable on each subdomain. Let {7;?}h>0 be a family meshes of §2 aligned to I,
the following assumption must hold.

Assumption 4.2.2. The family of meshes {’771F of Q is shape-reqular, i.e. there

exists a constant C such that for all h

}h>0

h
K <c, VKeTl,
PK

where pg is the diameter of the largest ball that can be inscribed in K.
Further, each cell of 7;? has at least one vertex which is not part of an interface I'
or the boundary 0f).

The next assumption is a condition on the family of surface meshes {S,S} s that
comes with the fitted bulk mesh.

Assumption 4.2.3. The family of surface meshes {Sil;}h>0 s quasi-uniform, i.e. it is
shape-regular and there exists a constant C such that for all h

hp >Ch, VYFeS, .
Further, it s assumed that the surface mesh S,l; is such that 'y, =T, for all h.

Note, since it holds hx > hp for a cell K and its faces F', the bulk mesh is quasi-
uniform regarding all cells K € T,I', with K has a face belonging to S}; , i.e. the bulk
mesh is quasi-uniform in a layer around the interface.

Next, the finite element spaces X} and Qj, for the Taylor-Hood element with phase-
wise continuous pressure are defined. In order to emphasises the discrete setting and
the dependency on h, a subscript h is added. The velocity and pressure spaces are as
follows

Xy ={vecQ?: vePr,()},
Qp = {q € L%(Q) : q,Qi € Ps—l(Qi)7 1<i< Np} )
for s > 2. Further, the following spaces are introduced
Xh(Ql) = {VEXh:VZO inQ\Qi} s
Qn(%) == {q € L§(%) : ¢ € Ps—1(%)}
Qn:={qc L) : qlo, = ¢; = const.,1 <i < N} .
Further preliminaries to proof the main result about the inf-sup stability of the
phase-wise Taylor-Hood finite element space, are laid out in the following. The proof

is based on the Boland—Nicolaides macro element technique and the Fortin criterion for
the inf-sup condition. Therefore, the following theorem by Boland—Nicolaides is recalled.
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Theorem 4.2.2. Let the pair of spaces (Xn, Qp) satisfy the local inf-sup condition

(th V- Vh)

sup %> Nlalog, Vo€ Qu(), 1<i<N,,  (425)

VEXh(Qi) ’Vh|1,QZ

with X' > 0 independent of h and i.

If there exist a subspace X;, of X, such that the pair (Xp,Qp) satisfies the inf-sup
condition with a constant \ independent of h, then (X, Q) also satisfies the inf-sup
condition with a constant X independent of h.

Proof. The theorem and its proof can be found in [26]. O
Further, the Fortin criterion for the inf-sup condition is recalled.

Lemma 4.2.1. The inf-sup condition (4.2.2) for the pair (X, Qp) holds with a constant
A > 0 independent of h, if and only if there exists an operator 11, : H}(Q)? — X,
satisfying

@,V V)g=(an,V - (Ipv))g . Van € Qn, Vv € Hy(Q)"
and
|HhV|1,Q <Cr |V’1,Q Vv e H&(Q)d
with a constant C'r > 0 independent of h.
Proof. The theorem and its proof can be found in [59] or in [55, p.185]. O

In the case of the phase-wise Taylor-Hood space, the local inf-sup condition is already
fulfilled, as stated by the next corollary.

Corollary 4.2.1. If ’771F fulfils Assumption 4.2.2, then the pair (Xp, Q) fulfils the local
inf-sup condition (4.2.5) with a constant X' independent of h and i.

Proof. The restriction (X, (€), (Qr(£2;))) of (Xp, Qn) to £; is the standard Taylor-Hood
finite element space on €2;, for all 1 < i < N,,, which is inf-sup stable. O

In the following, a pair of spaces (X, Q) is constructed, which is inf-sup stable, as
required by the Boland—Nicolaides theorem. Let

Xy ={veCQ)?: v|g e Py(K),VK € T},

be the standard Py on 2, then the pair (X, Q) is inf-sup stable and meets the re-
quirement of the Boland—Nicolaides Theorem 4.2.2. This is shown in the following, by
constructing an appropriate Fortin operator II;,. The construction of Il is based on the
Scott-Zhang operator. A definition of the Scott-Zhang operator can be found in [105]
and is not recalled here.
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Before the interpolation operator is constructed and it is shown it has the required
properties for the Fortin Lemma 4.2.1, a few properties of the Scott—Zhang operator are
recalled.

In the following, the Scott—Zhang operator will be denoted with Zj. The construction
of Scott—Zhang operator requires the following definition of a neighbourhood of a cell
K.

Definition 4.2.1. Let 7;; be a mesh of Q. The neighbourhood wg of K € 7;LF 1s defined
as

WK = U K.

{ K/emf’nm@}

Further, the following global and local interpolation properties of the Scott—Zhang
operator hold.

Lemma 4.2.2. Let Z;, : H'(Q) — X}, be the Scott-Zhang operator, then there exist a
constant C independent of h, such that the following holds:

(a) Stability: For all 0 < m < min(1,1)

120Vl < C vl » Vv e H(Q) ,Vh. (4.2.6)

(b) Approzimation: Provided | < s+ 1, for all0 < m <1

v = 23Vl i < CHE V], YK €T, Vh. (4.2.7)

Proof. The theorem can be found in [55] and its proof in [105]. O

Next, the Fortin operator Il is constructed. To do that, a special finite element
function is considered. A function that is one in all mesh nodes lying in the interior
of an interface I';;, and zero at the nodes elsewhere. Considering the nodes (nodal
functionals) for the space X, with a standard Lagrange basis. For each interface I';;,
there are nodes lying on the boundary OI';; and nodes lying in the interior of I';;. Let
M;; be the set of all grid nodes, belonging to I';;, i.e

M;j=<qac U NK:QGFZ-]-
KeT)
Then, the set of internal nodes of I';;, denoted with /\/lZJ is given as
.Ao/lij = {(1 S Mij ta ¢ 8Fij} .

It is required that MU is non-empty.
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Assumption 4.2.4. The mesh 7;ZF is such that Mw # 0 for all h, with h < hg, for a
ho > 0.

Note that if this is not the case, it is only one regular refinement step required in
order to fulfil this assumption.

In the following, the k-th node of MU is denoted with a¥

M

'Lj7

such that M” = {afj}

Y
k=1
where M is the cardinality of /\/lij. Further, a normal n i- in a node a¥ i is defined as
follows

ﬁij(afj) : afj € Xij ,

nr . else .

Let qﬁi be the Lagrange basis functions of X}, belonging to a¥;, the following vector

ij°
valued functions ®;; € X, for each interface [';; is defined as

;5 = Z¢zg n;; v(i,j) € Ir .

Note, ®;; is the piecewise quadratic interpolation of the normals in the nodes au

With this functions, the interpolation operator I, : HE(Q)¢ — X}, is defined as
follows

IIyv .= Z J\/}j(v)@ij + Zpv (428)
(’i,j)EIF
with
fr — Zhv dA

fFij

and Z;; is the Scott-Zhang operator as in [105].
Next, it will be shown that the interpolation operator II; has the properties as
required in Lemma 4.2.1.

Nij(v) =

V(Zaj) S IF )

Lemma 4.2.3. For the interpolation operator I}, : HY(Q)? — X;,(Q) with the definition
(4.2.8) above, it holds

(qn, V- v) = (qn, V - (IIyv)) Van € Q-

Proof. Since qp, is constant ¢; in each subdomain €; it holds

/qu-(v—nhv))dv:qi/ﬂv-<v—nhv>dv Van € O |
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Applying the Gauss theorem gives
/V-(V—Hhv)dv—/ (v—IIpv) - dA .

Since 0€); is the union of some I';; for some j with (7, ) € Zr, and the supports of the
®;; are disjoint, it is sufficient to consider the surface integrals over I';;. By construction
of II;, it holds

J

(v—TIpv) - dA = / (v—2Zv) - dA —/ Nij(v)®p, - dA

).

=0.

ij

(v—2pv)- dA—/ (v—2pv)- dA

ij

From this it is concluded that
/ V-(v—-IIpv)dV =0,
Q;

which completes the proof. ]
For the stability it holds:
Lemma 4.2.4. If the assumptions above are fulfilled, then
v —pvl, o < ChF—m Vika Vv e H*(Q) ,
and in particular
Mavl o < Clvlig vv e H' (Q) .
Proof. By construction of the operator 11, and using the triangle inequality it holds

V=T, 0 < IV = Zavlg+ Y NGO @4l -
(Z7J)EIF

For the first part, the estimates of the Scott-Zhang operator (4.2.7) deliver the right
result, the second part needs a closer look.
By definition of the functional Nj;, the following expression has to be estimated

; (V—Zpv)- dA‘

I,
S Wl 3

Pijlmq

Jr,, @i dA’

which will be done in the following.
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The denominator can be estimated from below, as follows. Let ex € 8,1: be an face

of a mesh cell K € T,I', and ¢é i be the corresponding face on the reference cell K. Then
it holds

/@ij.dA: 3y ﬁfj.neK/ ohda= Y ﬁﬁ?j-neK|fK|/<£§jdA,
eK €K ek} éR’

{keN: aijeK} {keN: aijeK}

where n., denotes the normal to the face ex and gZA)ij = ¢;j o F¢ the reference function.
Because of assumption (4.2.4) the scalar product flfj ‘N, is bounded from below, and
it follows

/ (I)z'j' dAZCl ’6]{‘ .
ex
After summation over all faces belonging to I';; it holds

[ @u-aaz iyl (4.2.9)
ij
independent of h.
Analogue, for a cell K € 77?, that is part of the support of &y, it holds

@ijlp e <C Y
{k‘ENZ aijKﬁFij}

k

Standard finite element estimates together with Assumption 4.2.3 imply
|(I>ij|m Q <Ch™™. (4.2.10)

It remains to consider the approximation error of the Scott—Zhang operator on the
surfaces I';;. Using a trace theorem, it follows on a face e .

/ (v—2Zpv)- dA‘ §C3’6K/ ¥ — Zpv| dA
eK ex

< Gslexl V= Znvly ¢ -

Standard finite element estimates and the property (4.2.7) of the Scott-Zhang operator
deliver

N

o 1
|V = Znvl|; g < C2|det Bi| ™2 {HV - ZhVHg,K +hic v — ZhVﬁ,K}
< Cb |det By |72 W [Vl

where wg is the neighbourhood of K as in Definition 4.2.1. Since the mesh ’7;{ is assumed
to be shape-regular, wg consists of finite many cells independent of h, such that after
summation and with (4.2.9), it follows

NG (V)] < CRF v g
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Together with (4.2.10), it is deduced that
NG (V@40 < CHF ™ [Vl
and thus
v — Hhv\m@ < ChF™ ]V]kQ )

which completes the proof of the first part of the lemma.
The second part of the lemma is deduced by setting m = k = 1 and using

|Hhv‘1,Q <|v- HhV|1,Q + |V|1,Q )
what finally delivers
pvlyo <(1+C) vl -
That proves the second part of the lemma and completes the proof. ]

The following is then a direct consequence of the Fortin lemma and the Boland-
Nicolaides theorem. For the pair (X, Q) the following corollary holds.

Corollary 4.2.2. Let {7;5}h>0 be a family of reqular meshes fulfilling the assumptions

above, then the finite element space pair (Xp, Qp) is inf-sup stable.

Proof. This follows directly from the Fortin lemma and Lemma 4.2.3 and Lemma 4.2.4.
O

Finally, the main result of this section is stated. For the domain-wise Taylor-Hood
finite element space the inf-sup condition holds as follows.

Theorem 4.2.3. Let {7;5}}»0 be a family of reqular meshes fulfilling the assumptions
above, then the finite element space pair (Xp, Qn) is inf-sup stable.

Proof. This follows from Corollary 4.2.2 and Theorem 4.2.2. O

Remark 4.2.1. The Corollary 4.2.2 does not prove that the Py /Py pair is inf-sup stable
in three dimensions, which is not the case. Here, it is required that MU # (). This is not
fulfilled in the case of Py in three dimensions, where all nodes are edge nodes. Therefore,
it is not possible to consider each cell as a separate subdomain, which would be required,
in order to prove such a result with the method used above.

Remark 4.2.2. The result of this section may be generalised to non Taylor-Hood ele-
ments. A finite element pair (Xp,Qp) could be inf-sup stable on Q, provided that it is
inf-sup stable in each subdomain €;, and the assumptions are fulfilled. This result may
be shown by setting X, = X, and using the construction above.
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4.3 Time Discretization

Let tgp < t1 < --- < ty = t be a partition of the time interval [to,?p]. The following
notation is used: For a time dependent function f = f(x,t), the value at time ¢t = ¢, is
denoted with f,(-) = f(-,tn), for n =0,..., N. A similar notation is used for the time
dependent domains, but with an upper script, Q" = Q(t,), n = 0,..., N. The finite
element function spaces above, also get an upper script, e.g. VI = V(¢). For the forms
defined on 2", an integer subscript n for the time slice t, is used, to indicate the time
at which the form is evaluated, e.g. a, = ay,,.

A function f,, : Q" — R is defined on the domain Q". However, in the ALE context
a function f,, on domain 2" can be transformed to a function g,, : 2" — R on the
domain Q™ via

Xp = Ay, (-At_,,} (xm))
such that

m(Xm) = fu(Ar, (A7) (xm)))

is a function on the domain Q™. In the following, let A7 be an operator transferring
the values of a function f, on the domain Q" to a domain Q™, via

gm(X) = (Am fo) (%) = fu(Ap, (AN (%), xeQ™.

In this way, a function defined on a domain 2" can be evaluated on a domain Q,
and thus, can be used in the forms defined on €),,. In order to shorten the notation,
the transfer operator is skipped, whenever it is clear on which domain a function is
evaluated, e.g. in integrals

fn dV = A frn AV,
Qm om

or in linear forms
an(fmgm) = an(fn,A?gm) .

Semi-Implicit Euler Scheme

With 7, = t,4+1 — tn, the time step length of the n-th time step will be denoted. The
following time discretizations are introduced. One possibility is to approximate the ALE
derivative 0}¥ f by a semi-implicit Euler type approximation

An-‘,—l n - Jn
AT f), 4y o D St = (4.3.1)

Tn

which leads to the following time discretization

(3;an+1,g)n ~ Tgl (AZJrlfn—f—l - fnyg)n = Tnil (fn+1 - f?’wg)n .
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The integration domain is the old domain at time ¢,,, whereas the derivative is taken at
time ty,41, hence the name semi-implicit.
Another possibility is to use a fully-implicit Euler approximation as follows
— A"
(OF fass o =B (132)

Tn

which leads to

(fn+1ag)n+1 ~ Tn_l (fn+1 - AZ—}—lfmg)n_H = Tn_1 (fn+1 - fnag)n+1 .

Now, the integration domain is the new domain at time ¢,,41.

Note that for the fully coupled problem, the new integration domain is a priori
unknown at time t,y1. Hence, the fully-implicit choice is impractical and leads to a
highly nonlinear problem. For problems where the domain evolution is given, the fully-
implicit Euler discretization is applicable.

Applying the semi-implicit Euler time discretization to the fully coupled problem,
leads to the following semi-implicit Euler discretization:

Problem 4.3.1. Given Q", u,, ¢, and Vp, find (Wns1, Wni1, Pnits Cntl, Yas1) € VI x
Vil x QU x B x SPHL such that with byy1 := Upi1 — Wyt it holds

(Q (un—l-l - un) 7V)n + Tn (az(bn—HS Up+1, V) - bn<Vapn+1)) = Tnf#(')/n—i-b V) ) (4-3'33)

bn(Wpt1,9) =0, (4.3.3b)

(Cn+1 — Cn, ¢)n + Tna%(anrl; Cn+1, ¢) = Tnf'rCL(CnJrla Tn+1, QS) 5
(4.3.3¢)

(Yn+1 = Vs &)y + Tl (Pt Wt 1, Yot 1, €) = TS (Cnt1s Yot 1, €)
(4.3.3d)

for all (v,q,¢,§) € VI x Q7 | x B} x S?.

The equations (4.3.3) result in a nonlinear monolithic system. This system can be
solved iteratively. Another approach is to decouple parts of the problem, and solve
the subproblems separately. Breaking the fully coupled problem into less complex sub
problems results in a simpler scheme, in terms of implementation and amount of work
needed to solve the algebraic systems.

Decoupling the Navier-Stokes part from the convection—diffusion allows to update the
mesh after the Navier-Stokes stage, and use the new mesh in the convection—diffusion
stage. It is then possible to use a fully-implicit Euler time discretization for the convec-
tion diffusion equations, since the domain is given. Further, the decoupling of the full
problem into a flow stage and a surfactant stage, makes it possible to use existing im-
plementations of Navier-Stokes solvers and convection—diffusion solvers, which are quite
common.

The Navier-Stokes part can be decoupled from the convection—diffusion part, by
taking the right hand side f¥ in (4.3.3a) explicit regarding the surface surfactant. The
decoupled nonlinear Navier-Stokes stage is then solved with a Picard type iteration, as
follows.
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Problem 4.3.2. Given Q", u), := Uy, W2+1 = Wn, and ", find (Wl 1, Whyq,Phhq) €
Vit Vit 5 QP such that with bl = al Y — will it holds
(Q (uiz—l—l - un) ,V)n + Tnaﬁ(billl; uiz—l—l? v) — Tnbn(v7p;+1) = Tnfn (V)
bn(u%-t,-la Q) =0,
for all (v,q) € V2 x Q2

The convection—diffusion stage is discretized with the fully-implicit Euler step (4.3.2).
The nonlinear system is linearized by a staggered iteration, since the right hand side f<
and f! are linear in each argument. Taking the bulk surfactant concentration explicit in
the surface equation (4.3.3d), while taking the surface surfactant concentration explicit
in the bulk equation (4.3.3c), leads to the following nonlinear iteration.

Problem 4.3.3. Given Q"1 & | :=¢,, 70,1 =Y, Uny1, and Wy, find (V5,1 ¢ ) €
St x B such that with by i= Uyt 1 — Wy it holds

(st = 1)y + Tttt Pt Wa 157041, €) = Tafagr (i, vma1,6) 5 (4:3.59)
(CiLJrl — Cp, ¢)n+1 + TnafLJrl (bn+1; C:?,+17 ¢) = Tnf1§+1(c:1+17 ’Y:L+17 ¢) 9 (435b)

for all (€,¢) € SPH1 x BrtL,

Note, that the equations (4.3.3) and (4.3.4) have to be augmented by suitable equa-
tions for the domain velocity, like (4.1.3).

Crank-Nicolson and -Scheme

The 6-scheme is a convex combination of a forward and a backward Euler step. On a
fixed domain it reads,
Jnt1— f
Ofpsr + (L= 0)fp ~ T2

Tn

(4.3.6)

for a parameters 6 € [0,1]. The Crank-Nicolson scheme is obtained for 6 = 3.
As in the implicit Euler scheme with moving domains, the terms can be evaluated
either on the new or old domain. The evaluation of equation (4.3.6) on the old domain

Q" leads to
~ 'AZJrlfn—H - fn

OAYTH (O Fnsr + (1= 0)(O fn ~ . (4.3.7)
The evaluation of equation (4.3.6) using the new domain Q™! gives
W W fn 1 Z fn

0O flni1 + (1 — O) A (B f), o T Tt din (4.3.8)

Tn

A monolithic system could be formulated, using the semi-implicit version (4.3.7).
However, the decoupling of the Navier-Stokes equations and the convection—diffusion
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equations should also be used in the #-scheme. By using the same decoupling strategies
as in the Euler scheme, the following scheme is obtained.

The Navier-Stokes stage is obtained by using the semi-implicit -scheme (4.3.7) and
taking the surface surfactant concentration =, explicit. The resulting nonlinear Navier-
Stokes equation are solved by a Picard type iteration as follows.

Problem 4.3.4. Given Q", u®_; := u,, W, :=w, and vn, find (0!, 1, Wi 1, p\ 1) €

Vil Vit 5 QU such that with bl = ul Y — will it holds

(Q(u;iz—i-l - un)a V)n +7n [9a5(b2;11; uf’t—‘rl’ V) - bn(vaanrl)]

= Tn [f3 (Y0, V) = (1 = O)ag (br;un, v)|
bn(u%—&-lv q) =0 5 (439b>

(4.3.9a)

for all (v,q) € VI x Q2.

After the Navier-Stokes stage the mesh is updated. The convection—diffusion stage is
then done on the new domain Q"*!. Again, a staggered iteration is applied to linearize
the nonlinear systems, as follows.

Problem 4.3.5. Given Q"™, ¢ | :=cn, 79,1 = Yo, Wng1, and Wiy, find (44, ¢ ) €
St x B such that with by i= W,y 1 — Wy it holds
. - . i
(M1 = 560y + 070 [ (Pr 1, Wi 1375115 6) — Frgr (G Y15 €)]

(4.3.10a)
=(1-0)7, [f5+1(0n,7mf) - a£+1(bn+1awn+1;7nvf)} )

(Ciz—i-l — Cn, ¢)n+1 + 61, [afl+1(bn+1§ Ciz—i—l’ ¢) — f5+1(02+17 warlv ¢)}
:(]- - G)Tn |:f£+1(cn7 7717 (b) - a7c1+1(bn+17 Cn7 d))] )

for all (&, ¢) € ST x BY.

(4.3.10D)

Of course, the Navier-Stokes stage has to be completed with equations for the mesh
updated, as already stated before.

Fractional Step ©-Scheme

The fractional step O-scheme combines three 0-steps, executed sequentially. A time
step is divided into three substeps of different size. In each substep, the 6-scheme is
applied, resulting in a A-stable scheme of second order (for fixed domains), provided the
parameters for each #-step are chosen properly.

For the fractional step ©-scheme, each time interval [t,,t,+1] is divided into three
subintervals [t,,t,10], [thte;tnt1-e)); and [t,41—e), tnt1]. The subintervals have the
length of ©7,, (1—20)7,, and ©7,, respectively. In each substep, a #-scheme is applied,
where the parameter 6 selected for each substep as follows. For the first substep it is
set 8 = «, for the second substep it is set § = 1 — «, and for the third substep it is set
6 = o, with an « € (0, 1).
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The fractional step ©-scheme is of second order if © is chosen as © = 1— g Further,
the fractional step ©-scheme is strongly A-stable if « € (%, 1), see [33, 87, 88|.

The fractional step ©O-scheme, together with the decoupling techniques above, leads
to the following scheme.

Problem 4.3.6. Let © =1 - Y2, 0 =1-0,0=1-20,0¢ (},1) and ¢ =1—90.
The three substeps of the fractional step ©-scheme read:

First substep: Navier-Stokes stage: Given Q", u9L+@ = Uy, WBLJF@ = Wp cmd"yn,
find (Ul o, W 0,0} 0) € VtO 5 VitO x QP such that with b:l;le = u;jrlg —w:;_l@
it holds

(Q (uil—i-@ - un) ’V)n + @Tn [ea:zl-i—@(bi;-l@; uiz—i—@? V) - bn(vapn—i-@)]
= @Tn [leLl(’yn7 V) - elax(b;t'):,-l@v Up, V)] )
bn(W)46,9) =0, (4.3.11b)

(4.3.11a)

for all (v,q) € VI x Q7_;.
Convection-diffusion stage: Given Qe c?lJr@ = cp, 72+® ‘= Yn, Unt+o, aNd Wyio,
find (7}, 1o+ Chio) € SO % BHO | such that with by ie = Upyre — Wnie it holds

(Mt €)pio T 00T [an 40 (Prte, Wnro:Vire: &) — frre(chie: Yhie &)

- o i o . (4.3.12a)
- <7n7 §>n+@ + Tn [fn+€-) (Cn, Tns 5) an+@( n+0, Wn+0; Tn, 6)] ’

(CiL+@7 ¢)n+@ + 001, [a%+@(bn+®§ C;—‘r@a ¢) — fﬁ+e(02+@7 %iz-s-ea ¢)]

, (4.3.12b)
= (Cna ¢)n+® + 00T, [f;i-}-@(cna Tns QZ)) - a%+@(bn+®a Cn, Qb)] )

for all (&,¢) € SMHO x B2+,

Second step: Navier-Stokes stage: Given Q"1 u2+9, = Upto, w2+@, = Wn+0
. . . , / / . i—1
and Ynye, find (0} Lo\ Wi on Dy i) € YO s vt 5 QP such that with b o =
i—1 -1
u, o — W, o it holds
(o (u! —Upy0),V) +0Or, [6'an (bi-l:u V) —bpre(v ]
n+0’ n+0 ), n+0 n n+0© n+0" Yn+0’> n+0 7pn+@

= éTn [f;(7n+®7 V) - 0@54,@ (bi;}@/; Up+0, V)] )

(4.3.13a)
boro(Upie,q) =0, (4.3.13b)

for all (v,q) € VI+© x QI
Convection—diffusion stage: Given Qnte’ cng@/ = CptO, 'ngr@/ ‘= Yn4+0, Upto/,

. . / / .
and Wpyer, find (7} Lo Chigr) € SO x B+O" | such that with b, e := Upirer — Whier
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it holds

<%iz+e'a §>n+@/ + 60’01, [a£+6'(bn+®/a Wn+0'; %iwe)'v ) — fr§+®/(ci;1@" 7ZL+®/7 5)]

= <7n+®a €>n+®’ + eéTn |:f71;+@/ (Cn+®y Tn+0O, g) - ang@/ (bn+@’a Wn+0/'; Yn+0, g)] s
(4.3.14&)

(C;L'—L_l,_@/y (25) n+0’ + 6/(:)7% [afw_e/(bn—i—@’; sz-{—@’? ¢) — fﬁ—&—@’(cit—&-@’? ’Y’fz—l—@” ¢)]

o ] (4.3.14D)
= (cn+@7 ¢)n+@/ + 0@7—% [fn+@/(cn+97 Tn+0, ¢> =Y (bn+@’7 Cn+0, (b)] 3

for all (€,¢) € STt x Br+o’,

. . . /
Third step: Navier-Stokes stage: Given Q"9 ud | = u,ie, W | = wyie
; ; ; 1 1 n+1 ; i—1 . __
and Yntor, 1ﬁnd (W, 1, Wi phyy) € VI VIt o QU such that with b =
i1 i-1
u, - —w, . it holds

(Quil"‘l o un+@/,v) n+©’ + 0, [ea;llJr@’(biL;ll; uiL—i—l? V) - bn-i-@’ (V’pn+l)]
=01, [frlzlJr@' (Yn+er,v) = Oan, o (b:;rll? Ute), V)] )
(4.3.15a)
bnrer(Wpy1,9) =0, (4.3.15b)

/ 9/
for all (v,q) € VIH® x QP
Convection-diffusion step: Given QDL = cprers Y41 = Yaters Ungr, and
W1, find (Y41, chyq) €SP X BT, such that with b1 i= Upq1 — Wyt it holds

<77i1+1’€>n+1 + 007, (a1 (Prg1, Was 139 4158) — Fry1(Coih Vg1, €)]

= <’Yn+@’7 €>n+1 + 0,®Tn [fq£+1(cn+®’, Yn+6’, 5) - a5+1(bn+la Wn+41; Tn+0/, f)} )
(4.3.16a)

(Chi1r ),y + 0070 (a5 41 (Bntis it 8) = frga (CGots Vo1, )]

' . (4.3.16b)
= (Cn+@’7 ¢)n+1 + 6/@7_” [fn-l—l(anr@’ y In+07, ¢) —Qpiq (bn+17 Cn+0/, ¢)] 5

for all (¢,¢) € SPT x BrHL,

Also for the fractional step ©-scheme, the Navier-Stokes stages have to be completed
with equations for the mesh updated.

The three different time discretizations, the semi-implicit Euler scheme, the Crank-
Nicolson scheme, and the fractional step ©-scheme, were compared in several numerical
tests. The fractional step ©-scheme allows a significant larger time step size compared
to the semi-implicit Euler and Crank-Nicolson scheme. But this is compensated by the
higher amount of computational work needed for the fractional step ©-scheme. The
Crank-Nicolson scheme shows less advantage over the semi-implicit Fuler scheme. The
advantage regarding time step size is less pronounced. The Crank-Nicolson scheme also
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needs a little more computational work, than the Euler scheme, since more terms have
to be assembled.

The fractional step ©-scheme and Crank-Nicolson scheme also show less numerical
dissipation than the Euler scheme, using the same time step size. However, due to less
computational work needed for the Euler scheme, it is always possible to chose a smaller
time step size. Overall, it was mostly sufficient to use the semi-implicit Euler scheme
compared to the other two. This might be a hint, that not all properties of the Crank-
Nicolson and fractional step ©-scheme transfer from the fixed grid setting to the ALE
setting. This could be due to the explicit handling of the domain in the Navier-Stokes
stages.

4.4 Discrete Surface Evolution

The evolution and the quality of the surface mesh is of particular importance for numer-
ical methods solving interface and free surface problems. Often, the important physical
phenomena happen at the interface, which lead to a higher dynamic in the flow structure
near the interface. The quality of the mesh at the interface is crucial for an accurate
capturing of those phenomena.

In the classical methods, the nodes of the interface are moved according to the
kinematic interface condition w - np = u - np. An Euler stepping scheme is used to
update the position of the mesh nodes. In the following, let xil 41 and x!, be the position
of the I-th node of the interface 'y, at time t,,+; and t,, respectively. Further, let w; 41
be the velocity of the interface node, and let u!, | be the velocity of the fluid at the i-th
node, at time ¢,11. Then, the node velocity is approximated by

!
X1 — X
l n+1 n
Wni1=— (4.4.1)
n

and a forward Euler discretization of the dynamic interface condition (2.2.7) leads to

l ol l l ol l l l
Xn+1—xn+7nwn+1 or Xn+1_Xn+Tn<wn+1'nn>nn'

Here, n!, is the normal at the mesh node at time ¢,,. This normal has to be defined, since
the discrete surface is not a smooth manifold, and the nodes could be singular points.
Typically, the normal is defined in the nodes as the average value of the normals of the
adjacent cells of the interface mesh. The average could also be weighted by the cell area.
Or, if the discrete interface is an approximation of a given smooth manifold, n/, can be
taken from there.

The classical methods are easy and fast to implement. The interface mesh velocity
is either given, or the result of Navier-Stokes stage, and the displacement of the nodes is
calculated explicit. However, the classical methods suffer from problems arising from the
lack of control over the distribution of the nodes. The version with w!, | = u(x!, 1, tn41)
describes a Lagrangian interface, hence it suffers from the problems that are typical for
full Lagrangian methods. A high dynamic flow structure leads to mesh distortions that
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become very fast very large. As a result, the quality of the numerical simulation suffers.
In some situations, the version with w!, | = (u(xil +1:tn+1) - mb) 0, can reduce some of
the distortions. But mostly, it is a priori not clear which version leads to a better result.
In fact, in some situations none of the two versions of the classical method can prevent
mesh distortion. For example, in a rising bubble flow, each version will lead to a drifting
of nodes in the flow direction. That in turn leads to a coarsening of the mesh at the top,
and an accumulation of nodes at the rear of the bubble. This behaviour is introduced
through the special vortex type flow profile of such problems (raising bubbles). Such flow
profiles result in a constant creation of new surface at the top of the bubble. However,
the classical methods are good to use, if the scenario involves only small oscillations, like

in case of oscillating bubbles.

4.4.1 Weak Surface Evolution

A discretization of the weak formulation of the surface evolution, i.e. Problem 3.3.1,
leads to a numerical scheme with advantageous properties regarding the stability and
node distribution. This was shown in [17], where a particular discretization with lumped
bilinear forms was studied.

The mesh velocity in (3.3.2) is substituted with the approximation (4.4.1). The
Laplace-Beltrami identity is used semi-implicit, i.e. the integration domain is the old
interface I'};, but the position and the curvature are that of the new interface I‘ZH and
are the unknowns. This leads to the following discrete version of Problem 3.3.1.

Problem 4.4.1. Given I'! and u, find (Xp+1, Hnt1) € (SP)4 x S such that

(Xnt+1,0r07),, = (Xp + u,nryY), (4.4.2a)
(Hynt1mr,n),, — (VrXn11, V), =0, (4.4.2b)

for all (n,v¢) € (SM)4 x ST

In this work, the polynomial order s is either one or two, although higher order
approximations are possible. But, for the following considerations only isoparametric
approximation up to order two are taken into account.

The formulation in Problem 4.4.1 is given in terms of the absolute position x,1 of
the interface. Of course, the problem can be formulated in terms of the mesh velocity
Wp+1, too. Substituting (4.4.1) and after rearranging the terms, it is obtained:

Problem 4.4.2. Given T}, x,, and u, find (Xn11, Hni1) € (SP)¢ x ST such that

(Wnt1, 009, = (u,nry),, (4.4.3a)

for all (n,v) € (SM)4 x ST
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Xi+1

Figure 4.1: Numbering of faces and nodes for the piecewise linear (dashed) and piecewise
quadratic (solid) surface mesh.

4.4.2 Weak Surface Evolution: Lumped with P; and Py Elements

For the following variations of the Problems 4.4.1 and 4.4.2, the dimension d is restricted
to d = 2, i.e. surface and interface of two dimensional domains. However, the methods
as such are applicable for case d = 3, too.

Next, a version of (4.4.2) using lumped bilinear forms is introduced, and the lumped
bilinear forms (u,v>:fb for s = 1,2 are introduced. Let the interface mesh S} consist of
the faces F; € S,l;, i=1,...,N. For s = 1, the piecewise linear case, each face F; is the
convex combination of the nodes x* and x**!. Compare with Figure 4.1.

For the piecewise linear case, the lumped bilinear form reads

N
(u, )l = % SO IE] () - v(x) + u(x) - v(xith)) (4.4.4)
=1

This is equivalent to applying the trapezoidal integration rule to the standard bilinear
form, assuming a piecewise linear interface mesh.

In case of the piecewise quadratic isoparametric interface mesh, the face F; is the
quadratic curve through the nodes x;, x; 1 and x;11, as shown in Figure 4.1. The
lumped bilinear form can be generated by applying the Simpson integration rule. Then,
the lumped bilinear form for the quadratic isoparametric case reads

N 2
(u, V>Z’2 = Z Zwk {u(x”g) . v(x”%) det DFp, (x”%)

i=1 k=0

} , (4.4.5)

wherewk:%,fork:0,2 andwk:%forkzl.
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The problem for the weak surface evolution formulated with the lumped bilinear
forms is then as follows.

Problem 4.4.3. For s = 1,2 and given T} and u, find (Xp+1, Hnt1) € (S)? x S? such
that

(Xp+1, nm@ﬁ’s = (x5, + T, nm@ﬁ’s , (4.4.6a)

(Hpianp, ) — (Vrx, g1, V), =0, (4.4.6b)
for all (n,v) € (SM)4 x ST

Besides having diagonal matrices for the lumped bilinear forms, the lumped version
for the linear case (s = 1) has a remarkable property. As shown in [17], the solution of
the semi-discrete (continuous in time) lumped piecewise linear formulation results in a
equi-distribution of the mesh points. Hence, all mesh nodes attain the same euclidean
distance from each other. For the fully discrete scheme, the equi-distribution is reach
after some iterations in time. As shown later in Chapter 5, this property for s = 1 seems
to be transferred to the quadratic isoparametric case. But unfortunately, the number
of iterations needed to reach equi-distribution is much larger compared to the piecewise
linear case. In fact, the number of iterations needed is so large that the method becomes
unpractical, in terms of the intended equi-distribution of nodes (compare Chapter 5).

For s = 2, the method needs to much time to redistribute the nodes in tangential
direction, and cannot keep up with the interface movement, if the dynamic of the flow
field is large. In this case, the interface mesh loses its quality easily, like in the classical
methods. This might be a result of a non-unique interface representation given the
nodes in the quadratic isoparametric case. Contrary to the piecewise linear case, two
different sets of nodes can represent the same interface, since the isoparametric node
can be moved around tangential without changing the shape. This is not the case for
piecewise linear interface, assuming the grid cells are not co-planar.

Although, there are no theoretical results, numerical experiments show (Chapter 5)
that the non-lumped version has a preferable property, too. The nodes tend to accumu-
late in regions of high curvature. This is a very useful property, since a high curvature
means high details in the surface shape. In order to give an accurate representation
of the shape, a higher number of nodes is needed in such regions. As in the lumped
case, while the piecewise linear method redistributes the nodes very fast, the piecewise
isoparametric quadratic scheme is much slower in redistributing the nodes in tangential
direction. That makes it impractical also in the non-lumped case.

In order to transfer the good properties of the piecewise linear scheme to the piecewise
quadratic scheme, a trick is used, which is described in the next subsection.

4.4.3 Pl-iSO-]P)Q

In order to use a weak surface evolution scheme, with the properties of the linear case,
also for the piecewise quadratic case, the piecewise quadratic interface is substituted
by a finer piecewise linear mesh. The finer piecewise linear mesh consists of the same
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nodes as the quadratic interface, including the isoparametric points. The polynomials
on the piecewise quadratic are substituted by nodal interpolations with piecewise linear
functions on the finer mesh.

Figure 4.2: Partition of an isoparametric mesh cell.

Each cell K; € S,I: is substituted with the two cells K, and Kj , which are the

straight lines connecting the nodes. K, is the convex combination of xi and x3 as
follows

K :{XERZ2X:SXi+(1—S)Xi+%,S€ [0,1]} ,

. .. 1 :
while K f the convex combination of x'*2 and x**!

K'={xeR*:x= sxite 4 (1—s)x"t se0,1]} .
In application, no additional grid is created, instead the bilinear forms are changed

such that the corresponding matrices are generated. Let 5; : [0,1] — K, be the
parametrization of K, via

x(s) = sx' 4+ (1 — s)x”é , s€][0,1],
and s; (x) its inverse. Analogue, let 57 : [0,1] — K~ be the parametrization of K via
x(s) = sxita 4 (1—s)x*, sel0,1],
and sj (x) its inverse.

With this definitions, let II; : Sp(K;) — Si(K;) be a interpolation operator given
as

(I 9)(%) = d(ai)s; (%) + dlazy 1)(1 =57 (%)) ,
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and analogue the interpolation operator I} : So(K;) — S1(K;") given as
(I §) (%) = p(a;,1)s7 (%) + Plair1) (1 — 5§ (x)) -
The scalar product for the P;-iso-P» non-lumped scheme is given as

<¢ﬂ/1>lfs§'(: = <Hz‘_¢a Hi_l/’>K; + <H:_¢’Hj_w>l(j )

and
(B, 0)n = (o, )i .
=1

Similar the lumped version of the bilinear form is defined as follows,
iso — — \h,1 h,1
and

N

(@, )™ = (g, )

i=1
The problem of the weak surface evolution with the P1-iso-IPy bilinear forms is then:

Problem 4.4.4. Given I'} and u, find (Xn11, Hnt1) € (SP)4 x S? such that

150

<Xn+17 HFZD},ZSO <Xn + T, nrw>n 5

(Hp+1mr, 77):50 —(Vrxnt1, VF77>n =0,

for all (n,4) € (S2)4 x S7.
With the lumped bilinear form it reads as follows:

Problem 4.4.5. Given I'! and u, find (Xp+1, Hnt1) € (SP)4 x S such that

h,iso h,iso
n

<Xn+1a nl"¢> = <Xn + T, HF¢>n 5

(Hn+1nr, 77>Z’iso —(Vrxn+1,Vry), =0,

for all (n,v¢) € (SM)4 x ST

4.4.4 Combined Scheme

Having two schemes, one that results in equi-distributed mesh nodes and a second sim-
ilar scheme resulting in a curvature dependent mesh node distribution, the idea is to
combine both schemes in order to get a parameter determining the final node distri-
bution. Taking the convex combination of both schemes, introduces such a parameter.
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Then, the parameter can be chosen, such that it is adjustable whether a more uniform
node distribution or a more curvature dependent distribution is preferred.

In order to simplify the notation, analogue to the lumped bilinear forms the following
notation is allowed. For s = 1,2 it is set

<77’¢>fb = <777w>n .

With this abbreviation the combined scheme for the three versions, P;, Py, and
P1-iso-Py reads.

Problem 4.4.6. Given A € [0,1], T} and u, find (Xp+1, Hnt1) € (S?) x ST such that

(1= ) (i1, np)™# 4 X (1, 000)? = (x,, + 7w, npg),
(1= A) (Hnganr, )i ® + X (Hosanr, )i = (Vrxnt1, V),

for all (n,1) € (SM)4 xS". Where, with # € {1,2,iso}, (-,)7 and (-, )Z# denotes either

n
the piecewise linear, piecewise quadratic or the P1-iso-Py forms.



Chapter 5

Results

The purpose of Chapter 5 is to validate the ALE finite element scheme for two-phase
flows with surfactants, that was developed in the last chapters. Numerical computations
for different test scenarios are done.

The first example is a capillary two-phase flow simulating a Taylor bubble train
flow. The surfactant is neglected and the pure hydrodynamics of such flows are studied.
The numerical computations of the scheme from this work are compared to the results
obtained by other numerical schemes. Two dimensional and three dimensional rotational
symmetric computations are done.

The second example is a two-phase flow with soluble surfactants, simulating a Tay-
lor bubble under the influence of surfactants. The results are also compared to other
numerical schemes. Further, the effect of the surfactant on the Taylor bubble is studied.
In this example, the computations are restricted to the two dimensional case.

The third example is an oscillating drop in three dimensions under the influence
of a soluble and insoluble surfactant. The computations are compared to analytical
approximations of such flows, found in the literature. The frequencies and damping
rates, as well as the amplitudes of the oscillating drop is compared with this theoretical
results.

The last, and fourth example, considers the schemes for the surface evolution. Dif-
ferent methods are compared, and the properties regarding the node distribution are
shown. The behaviour of the lumped and non-lumped schemes, as well as the P; and Py
scheme is demonstrated on a selected example using the mean curvature flow.

All programs (of course, with the exception of those with which the scheme is com-
pared in the first two examples) are written by the author of this work, using the program
package MOONMD [77]. MOONMD is a program package written in C++, providing a
framework for the development of finite element codes. It was developed on the Otto-
von-Guericke Univerity Magdeburg, with the help of the author of this work.

The program codes solving two dimensional problems (and the rotational symmetric
ones) are serial codes. Two dimensional computations require fewer amount of computa-
tional work, and serial codes can solve such problems in a reasonable time. However, in
three dimensional computation the amount of computational work increases significant.

83
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Therefore, for the three dimensional problems, a parallel program code was developed.
The parallel program code employs the MPI standard [66, 65]. The parallelization was
achieved employing the domain decomposition technique. Thus, the parallel code is
able to use an (theoretical) arbitrary amount of processors in order to speed up the
computations.

5.1 Taylor Flow Comparison without Surfactant

In the following subsection, a numerical simulation of a Taylor bubble train flow is done.
The results are compared with the numerical simulations and experimental results of
groups within the DFG Priority Program SPP 1506. Also, the results are compared to
analytical approximations found in the literature. The content of this subsection was
already published in [6].

Taylor bubbles are long bubbles of gas in capillary tube filled with a liquid. Typically,
Taylor bubbles have a bullet shape in flow direction, while a thin film of liquid is forming
between bubble and tube wall. A Taylor flow is the flow of a series of elongated Taylor
bubbles in a narrow channel, where the channel is almost completely filled with bubbles.

Taylor bubbles were originally described by G. Taylor [42]. In his work, he reports
on experiments on the rise of bubbles in nitrobenzene. In channels or tubes with a large
diameter Taylor bubbles may not appear, whereas in tubes of a small diameter they are
very stable [86]. This stability and the distinct shape and flow profile makes the Taylor
bubble an excellent tool for validation and benchmarking tests of numerical schemes.

In a theoretical investigation on a two dimensional Taylor bubble flow, a relation
between the capillary number and the film width between the bubble and the channel
wall was derived in [31]. The Bretherton approximation is valid within an error margin
smaller 5% for capillary numbers Ca < 3 - 10~ and reads

dFi]m =1.3375-CaR s (5.1.1)

where R is the tube radius. The capillary number is given as

_mY

Y

Ca

00

where pp, is the dynamic viscosity of the liquid phase, U is the characteristic velocity of
the Taylor bubble, and o the surface tension coefficient of the liquid-gas interface. The
capillary number is connected to the Weber number We and the Reynolds number Rey..
Let pr, be the density of the liquid phase and let

_ 2pUR
KL

ReL

be the Reynolds number of the liquid, then

We = Rey, Ca .
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Later, an approximation for the film width was also done for higher capillary num-
bers. By using a boundary element method and numerical simulations an empiric cor-
relation between film width and capillary number was found [72]. The Halpern approx-
imation is valid for capillary numbers in the range of 0.05 < Ca < 100 and reads

dpitm = 0.417 - (1 — exp (—1.69 - Ca”****)) R . (5.1.2)

In the following, three different scenarios are considered. A two dimensional Tay-
lor bubble flow, where the Bretherton and Halpern approximations are valid, an axis-
symmetric Taylor bubble flow, which is closer to a real world example, and a case where
an axis-symmetric Taylor bubble flow is compared to data from an experimental setup.

Each scenario is simulated by four different numerical schemes, including the scheme
presented in this work. Two schemes employ the ALE technique. Among these are,
the scheme of this work, and a quite similar scheme implemented in a program package
called Nawvier [15, 14, 23, 79, 80]. The other two schemes employ both a diffuse interface
model. One diffuse interface model is implemented in the program package called AMDiS
[4, 8, 113], the other diffuse interface scheme is implemented in the program package
called EconDrop [37, 51, 71]. The program package used for the numerical simulations
employing the techniques presented in this work, will be called MooNMD.

In all simulations, the initial bubble shape is given by a fixed shape. The initial
bubble shape is given by two half circles as caps, and straight edges as body connecting
the caps (see Figure 5.1). Given the channel width, the radius of the caps is determined
by the initial film width. For capillary numbers Ca < 0.05 the initial film width is set
according to (5.1.1), for the other capillary numbers equation (5.1.2) is used.
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Figure 5.1: Initial bubble shape (rotated by 90 degrees).

5.1.1 Model

The model solved with numerical scheme MooNMD is a pressure driven channel flow
Problem 3.5.1 and the corresponding rotational symmetric formulation following Chapter
3.5.2. In the two dimensional case, in order to speed up the simulation, the following
changes where included. First, the axis symmetry of the problem was exploited. Only one
half (z > 0) was simulated with the appropriate boundary conditions on the symmetry
axis. Let u = (uy, uy)T be the two dimensional velocity field and I'g be the symmetry
axis, which coincides with the y-axis, the boundary conditions read

u, =0 onlg,
O,uy =0 onTlg.
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The xz-component of the velocity has a Dirichlet boundary condition, and the y-component
has a Neumann boundary condition.

Second, the gas phase, which is the inner of the bubble has been neglected. Such
that the problem becomes a free surface problem, and computation of the velocity field
in the bubble was skipped.

The Problem 3.5.1 has been discretized according the methods described in the chap-
ters before. Different time discretization were used, but the differences were minimal.
Here, the results of the semi-implicit Euler time discretization are presented.

The periodic boundary condition is included in the finite element space. This is done
by identifying the mesh nodes on I'; with the mesh nodes on I'g. Of course, this requires
a matched surface mesh for I'; and T'p.

The prescribed pressure drop dp is adapted in each time step, in order to hold the
centre of mass of the Taylor bubble stationary.

5.1.2 Scenario I: Two Dimensional Flow

Scenario I is the two dimensional case. A two dimensional Taylor flow (Bretherton
problem) is computed by the different schemes and the results are compared. Although
the two dimensional benchmark test is purely numerical, the physical parameters are
chosen such that they are close to an experimental realisable situation (a round capillary
of approximately 1mm diameter filled with air bubbles in glycerol).

Table 5.1: Physical parameters for the numerical benchmark.

pr | 1103 % density of liquid phase

PG < pL density of gas phase

pr | 111072 Pas | dynamic viscosity of liquid phase

wa <L N dynamic viscosity of gas phase

oo | 51074 % surface tension coefficient

U | 11073 = characteristic velocity

2R | 111073 m characteristic length, width of computational domain,
also called hydraulic diameter

L |11072 m length of computational domain

In Table 5.1 the physical parameters are given. The corresponding dimensionless
numbers are shown in Table 5.2. The capillary number is varied for this benchmark,
and the influence of the capillary number on the Taylor flow is studied. The physical
parameters given in Table 5.1 corresponds to a capillary number of Ca = 2 - 1072.
Simulations with a capillary number ten times higher, ten times lower and one hundred
times lower were additionally done. A varying capillary number can be viewed as varying
the bubble speed or as a varying surface tension coefficient. The results are compared
with the Bretherton approximation (5.1.1) and the Halpern approximation (5.1.2).

For those schemes that have computed the gas phase, the density ratios of the fluids
are not prescribed, since it is not possible to choose them freely in every method. A
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typical density ration for an air bubble in glycerol is approximately one to thousand.
The density ratio in the simulations are chosen as close as possible.

Table 5.2: Dimensionless quantities for the numerical benchmark.

Rej, "LT‘L/d 1-1071 Reynolds no. in liquid phase
Req | £e4 ~ Rej, Reynolds no. in gas phase
Ca ﬁ 2.101-4=3=2-1} | capillary no.

We | Re; Ca | 1-1071Ca Weber no.

In the following a selection of the results are shown.

Film Width

The film width is measured only over a part of the bubble. The minimal distance of
the interface to the tube wall is measured from the part, that is one unit length (2R)
above and below the centre of mass of the bubble. Figure 5.2 shows the film width for
the different capillary numbers. The film width is compared between the different codes
and the approximation of Bretherton (5.1.1) and Halpern (5.1.2).

An excellent agreement of the results of MooNMD to the other schemes and the
predictions by Bretherton and Halpern is seen. The agreement is especially good with
Navier scheme. That is as expected, since the Navier scheme is a sharp interface ALE
scheme, too. It is also seen how the Bretherton approximation loses accuracy for higher
capillary numbers.

Bubble Shape

In Figure 5.3 the shape of the Taylor bubble for the four different schemes are shown.
The results are shown for the capillary number Ca = 2 - 1072, In order to compare the
shapes, the centre of gravity of each shape is matched in the figure. A good agreement
in the shapes of all schemes is seen, especially in the film. Again the agreement of
MooNMD is especially good with Navier. One code, which employs a diffuse interface
model, shows a slight different shape at the front cap and the rear cap, since the bubble
is a bit shorter.

Figure 5.4 shows a close up of the front and rear cap. The matching of the shapes in
the figure is different from Figure 5.3. The shapes are positioned such that the points at
x = 0 superimpose. A good agreement in the result of MooNMD to the other schemes is
seen. A slight deviation in the rear cap of the shape computed by EconDrop is observed.
Overall, MooNMD generates the same Taylor bubble shapes, as the other schemes.

Velocity Profile

The velocities are compared through the comparison of the velocity profiles along a cut
parallel to the x-axis. The result is shown in Figure 5.5. The y-position of the cut is
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Figure 5.2: Comparison of the film width of a Taylor bubble.

chosen such that the cut is directly at the rear of the bubble. Note, this implies the
y-value might be different for each graph.

The left figure of Figure 5.5 shows the z-component of the velocity along the cut. A
good agreement of the values produced by MooNMD to the other different schemes is
seen. Again, a slight deviation is observed for the diffuse interface scheme EconDrop. It
has to be noticed that, since the bubble is a bit shorter for this scheme, the cut is at a
different y value. The right figure in Figure 5.5 shows the y-component of the velocity
along the cut. As for the z-component, a good agreement is seen among all four schemes.
The deviation to EconDrop is even less pronounced.

5.1.3 Scenario II: 3D Axis-Symmetric Flow

Scenario II is a three dimensional scenario under the assumption of rotational symmetry,
such that the resulting problem can be computed on a two dimensional mesh. The
physical parameters are chosen as in the two dimensional Scenario I. The parameters
are given in Table 5.1, and the dimensionless numbers are given in Table 5.2.

Next, a selection of the results for Scenario II are given.
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Figure 5.3: Comparison of the bubble shapes for Ca = 2 - 1072.

Pressure Drop

Figure 5.6 shows the final pressure drop dp needed to hold the bubble flow stationary.
The values for the capillary numbers Ca = 2-10~* and Ca = 2-10~! were not computed
by MooNMD. For those values computed, a good agreement is seen for the results of
MooNMD. As before, the match is especially good to the other ALE scheme Navier.

Bubble Shape

The shape of the bubbles for the axis-symmetric case is shown in Figure 5.7. The shape
presented in the figure is for the capillary number Ca = 2-1072. A good agreement in
the shapes from the different schemes is seen. The close up of the cap and rear region
of the bubble is shown in Figure 5.8. A good agreement is observed as well. Note, the
alignment of the shapes in the figure is chosen as in the two dimensional scenario.

Velocity Profile

Figure 5.9 shows the velocity profile along a cut. The cut is chosen as in the two
dimensional scenario. A good agreement is observed for all schemes that have computed
the axis-symmetric case for the capillary number Ca = 2-1072. The deviation observed
for the scheme MooNMD, is due to a coarser grid used by MooNMD. The post process,
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Figure 5.4: Comparison of bubble shapes for Ca = 2-1072: Close up of the front cap
(left) and the rear cap (right) of the bubble.
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Figure 5.5: Comparison of the velocity profile for Ca = 2 - 1072,

used to evaluate the velocity profile along the cut ignores the quadratic part of the
solution. Although, a coarser grid was used, the agreement is very good.

5.1.4 Scenario III: Experimental Data

Scenario I1II includes a comparison with a real experimental Taylor flow. For the compar-
ison with experimental data, the bubble shape measured in a radio-graphic projection
was available. Other data, like pressure drop and velocity profile was not provided by
the experimental setup.

The physical parameters are taken from the experimental setup given in [6]. The
parameters are given in Table 5.3. The resulting dimensionless numbers are found in
Table 5.4.

The numerical simulation exploits the rotational symmetry of the Taylor bubble.
The computation is an axis symmetric computation on a two dimensional mesh.
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Figure 5.6: Comparison of pressure drops for Ca = 2 - 1072,

Bubble Shape

Figure 5.10 shows an overview of the shape of the whole bubble, while Figure 5.11 shows
the close up at the front and the rear of the bubble. The alignment of the shapes in the
figures is as in the scenarios before. While the numerical results are in good accordance,
the bullet shape seems to be less pronounced in the experimental data, i.e. the numerical
results exhibit too low surface tension effects. It remains unclear whether this is due
to some error in the measurement (e.g. by a violation of the assumption of rotational
symmetry, wrong physical parameters, etc.) or to some physical effects not considered in
the models. However, the bubble shape is reproduced well in the numerical simulations.
Again, the results obtain by MooNMD are in good accordance to the other schemes.
The agreement is especially good to the scheme Navier, which is an ALE scheme, too.
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Figure 5.8: Comparison of the bubble shape for Ca = 2 -1072: Close up at front cap
(left) and rear cap (right) of the bubble.
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Figure 5.9: Comparison of the velocity profiles.

Table 5.3: Physical parameters for Scenario III.

pr | 1.196-10° % density of liquid phase, literature data fit
Jle! < prL density of gas phase
WL 29.8:107% Pas | dynamic viscosity of liquid phase, literature data fit
Ha <L 7 dynamic viscosity of gas phase
o0 66.8-1073 % surface tension coefficient, literature data fit
U | 21021073 = bubble velocity, measured in experiment
2R | 1.98107% m hydraulic diameter, measured in radiographic projec-
tion
VvV |20.681077 m?3 bubble volume, computed from 2D bubble shape
measured in radiographic projection
L 1-1072 m length of computational domain
Table 5.4: Dimensionless quantities for Scenario III.
Rey, P%d 1.67379-10' | Reynolds no. in liquid phase
Reg ”Gigd =~ Rey, Reynolds no. in gas phase
Ca | 2= 9.39637-10~2 | capillary no.
We | Rep Ca | 1.57275:10° | Weber no.
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Figure 5.11: Comparison of the bubble shape: Close up at cap (left) and rear (right) of
the bubble.
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5.2 Taylor Flow Comparison with Surfactants

The Taylor flow comparison of the last subsection is extended to a scenario that includes
surfactants. The effect of a surfactant on the Taylor flow is studied. Similar to the Taylor
flow comparison without surfactants, the results of the scheme presented in this work
are compared to simulation of other groups within the DFG Priority Program SPP 1506.
The results shown here were already published in [5].

As in the Taylor flow comparison from the last subsection, two diffuse interface and
two sharp interface schemes are involved. But unlike before, the other sharp interface
scheme is an Eulerian scheme and does not employ the ALE method. Also, in contrast
to the comparison in the last section, a two dimensional scenario is considered this time
only.

The setup has been changed, in order to include the surfactant. Instead of simulating
a bubble train, a single Taylor bubble in a counter flow scenario is considered now. The
surfactant is supposed to be soluble in the liquid phase only. The bubble is rising due
to gravity. In order to hold the bubble stationary, the rising bubble is countered by a
steady flow. Such that the bubble becomes stationary if both effects cancel each other.

The assumption of periodicity of the flow field is neglected. It is assumed that a
laminar pipe flow of a homogeneous surfactant solution enters the computational domain
from above through I'y, see Figure 3.1. The surfactant solution is allowed to leave the
computational domain through I'p. Thus, a Dirichlet boundary condition for the fluid
and the surfactant is assumed at I';. Let s : [0,1] — I'; be a parametrization of I'7, a
typical parabolic profile is prescribed for the velocity at I'y

ur, = u(t,x(s)) = —4umax(t)s(1 — s)e, onTIy,

where Umax is the maximum inflow velocity. The parameter uy.x is used to restrict the
vertical movement of the bubble, by changing its value over time according to the bubble
velocity. The boundary condition for the surfactant at I'; reads

clr, =co onTly,

where ¢q is the given constant surfactant concentration of the surfactant solution.
On the outflow boundary I'p a do-nothing (stress free) condition is assumed for the
fluid and for the surfactant as well

S(u,p)n=0, Ve-n=0 onTp .

At the channel wall a no-slip condition is assumed for the fluid, i.e. a homogeneous
Dirichlet condition on I'yy,

u=0 onTy .

Since no surfactant can enter the channel wall, the flux of surfactant is obstructed.
Together with the vanishing velocity of the fluid at the channel wall, this leads to a
homogeneous Neumann condition for the surfactant concentration at Iy,

Ve-n=0 only.
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The parameters chosen for the simulations are similar to that of the last subsection,
augmented with the surfactant related parameters. Due to the wide variety of different
surfactants with different properties, the surfactant related parameters are chosen freely.
The Damkohler and Biot numbers are fixed to Da = Bi = 0.01. The other surfactant
related parameters are varied, in order to see their influence on the Taylor bubble.
The surface elasticity is chosen from E = {0.5,1.0}, the surfactant concentration of the
surfactant solution is chosen from ¢y = {0.02,0.08}. The surface Peclet number Per and
the bulk Peclet number Pe are assumed to be equal, and are chosen from two different
values, Pe = Per = {1, 10}.

All these values are found empirically in order to have a fast converging and stable
simulation for all participating schemes. The remaining dimensionless parameters are as
in Table 5.2, namely Re = 0.1, We=2-1073, and Fr=1-10"%.

The diffuse interface schemes are realised in the program package AMDiS and 2PStab,
the sharp interface models are realised in the program packages BGN and MooNMD,
where MooNMD employs the methods presented in this work. Further information of
the other schemes can be found in [5], and will not be specified here.

The initial domain is chosen as in the last section, given in Figure 5.1. The initial
bubble diameter is set to 0.7 units, the initial total bubble length is set to 4.7 units. The
initial fluid is in rest, i.e. uf;=o = 0 in ©(0). The initial surfactant concentration in the
bulk is homogeneous and set to ¢|i—g = ¢p. The initial surface surfactant concentration
is set to a constant, which is given according to the equilibrium condition

Da vy
Bi c(l1—7)"°

At each time step, the vertical bubble speed uy is measured (velocity in y-direction)
through

uZ::/ u,-e, dV,
Qn
1

where e, is the unit vector in y-direction. Given the old inflow velocity u., = tUmax(tn)

. . 1
a new inflow velocity u?t! found through

n+l _ n n
Umax = Umax + uy .

It has to be noted, that this leads to a quasi stationary bubble, since if uy = 0 it follows

n+l _ n
umax - umax'

In the following, the results of this benchmark are presented.

5.2.1 Results

Different benchmark values are considered. Apart from the direct numerical values ¢,
and umax, calculated by the codes, some of them are determined by a post process. Due
to the different nature of the methods, the post process can differ.
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Here, the film width dg),, is defined as the minimal distance between bubble and wall.
For the sharp-interface schemes, dg), is computed directly from the numeric interface
representation while the diffuse-interface schemes use the zero level contour line of phase
field ¢.

The bulk surfactant mass m. and surface surfactant mass m., is defined as the total
amount of surfactant present in the bulk and on the surface, respectively. In case of
the sharp interface schemes the bulk surfactant exist in 5(¢) and the surface surfactant
exists on I'(¢). The corresponding masses are calculated as

me(t) = / cdV, my(t) = / v dV .
Q2(t)

I(t)

In the case of the diffuse-interface schemes, the quantities ¢ and v are defined in the
whole domain €Q(t) and, thus the masses are calculated as

1
c = — — 5 c - 5 .
me(t) 5 /Q(t)(l $)c dV, mc(t) /Q(t) c dV.

Having defined the benchmark values, a closer look at the results is taken in the following.

Inflow Velocity

Figure 5.12 shows the evolution over time of the maximum inflow velocity umax for
the simulation parameters (cg, Pe, Per, E) = (0.02,1,1, 1), exemplarily. All four schemes
show a similar behaviour. After some oscillations, umax reaches a stationary state already
before t = 1. The sharp interface results are very close to each other and so are the
diffuse interface results. The diffuse interface schemes predict a slightly smaller bubble
velocity. Overall, the scheme MooNMD reproduces the results of the other schemes very
well.

In Table 5.5, the final counter current flow velocity at t = 10 (except for 2PStab
t = 1, unfortunately, due to a very small time step used for 2PStab, the simulation time
was limited for this scheme) is shown for all parameter combinations. A good agreement
of the results obtained by MooNMD to the other schemes is seen. It has to be noted,
that the variation of the flow velocities across the different numerical models, dominates
the variation of the velocity across different parameters. The flow velocity seems to be
insensitive to the chosen surfactant related parameters.

The missing values in Table 5.5, in particular for ¢ = 0.08 and Pe = Per = 10, are
caused by numerical problems due to high surfactant concentration at the bubble rear
and the following low surface tension. The sharp interface schemes seem to have less
problems in this situation.

Surfactant Concentration and Surfactant Mass

The development of the surfactant masses over time are shown in Figure 5.13 and Fig-
ure 5.14. In Figure 5.13 the course of bulk surfactant mass is shown for the parameter
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Figure 5.12: Maximum inflow velocity over time for (cg, Pe, Per,E) = (0.02,1,1,1).

set (co, Pe,Per,E) = (0.02,1,1,1). The bulk surfactant mass decreases over time and
reaches a stationary state. It can be seen that the surfactant mass reaches its equilibrium
slower than the inflow velocity and the stationary state is not reached until approximately
t = 5. Agreement among the schemes is particular high between MooNMD and AMD:S,
despite the conceptual difference between the sharp and diffuse interface models.

Analogue, in Figure 5.14 the temporal evolution of the surface surfactant mass for the
parameters (co, Pe, Per, E) = (0.02,1,1,1) are shown. A slow decrease of the surfactant
mass over time is observed, indicating that a discrete stationary solution is not yet found
at T = 10. Although the continuous problem would eventually lead to a stationary state,
for which conservation of mass holds trivially, the loss of exact divergence free flow in the
discrete setting may lead to a slight, but steady loss of surfactant mass over time. The
deviation in the simulation using the AMDiS scheme at the beginning of the simulation
cannot be explained, but in general the scheme shows the same overall behaviour as the
other schemes. MooNMD reproduces the results of the other schemes very well.

The stationary local distribution of the surfactant in the bulk phase and on the
surface at time ¢ = 10 is shown in Figure 5.15, exemplarily for the parameter sets
(co,Pe,Per, E) = (0.02,1,1,1) on the right and (cg, Pe, Per, E) = (0.02,10,10,1) on the
left. The surface, the inner line, is scaled and translated a bit, in order to distinguish it
from the bulk. A different distribution due to the different diffusion intensities is noted.
For both parameter regimes, the surfactant is adsorbed at the bubble surface, leading
to a decrease of the bulk surfactant in the film at the channel wall. Along the bubble
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Table 5.5: Maximum counter flow velocity umax at the stationary state for different
simulation parameters.

60:0.02 Pe:Pepzl Pezpel":lo
EFE=05 E=1 FE=05 FE=1
AMDIS 3.27506 3.27336 3.27539 3.27391
MooNMD 3.39283 3.39284 3.39283 3.39284
2PStab (¢t =1) 3.28185 3.28102 3.28248 3.28087
BGN 3.37914 3.37773 3.36149 3.35499
co = 0.08 Pe = Per =1 Pe = Per =10
EFE=05 E=1 FE=05 FE=1
AMDiS 3.26413 3.25311 - -
MooNMD 3.39286 3.38990 3.39198 3.39203
2PStab (t=1) 3.29367 - - -
BGN 3.35935 3.33733 3.33063 3.31528

surface, the surfactant is transported with the flow and finally accumulates at the rear
cap of the Taylor bubble, where it is continuously desorbed into the bulk. In the case
of higher diffusion (left), the local variations in the surfactant concentration are more
pronounced.

Figure 5.16 shows the stationary bulk surfactant distribution along the channel wall
for the parameter set (cp, Pe,Pep,E) = (0.02,1,1,1), exemplarily. An excellent agree-
ment among the numerical scheme is found. The characteristic decrease in bulk surfac-
tant concentration in the film can be observed quite well.

Film Thickness

Finally, the effect of the surfactant on the film thickness is investigated. Figure 5.17
shows the film width over time for the parameter set (co, Pe, Per, E = (0.02,1,1,0.5).
The behaviour of all four schemes is similar and very close to each other. After some
initial oscillations and interface waves, the bubble shape reaches a stationary state after
a short time and the film width stays constant.

The stationary film width is given in Table 5.6 for all schemes and all parameters.
All values are determined at the final time ¢ = 10. Except for the 2PStab scheme, for
which they are taken at time t = 1, as before. Fortunately, the solution is already fairly
stationary at ¢ = 1, such that the comparison seems valid.

In general, the diffuse interface schemes predict a smaller film thickness which might
be due to a minimal Cahn-Hilliard dynamics that lead to a slight retraction of the
bubble. This explanation is also supported by the slight smaller bubble length of the
diffuse interface schemes, seen in Table 5.7.

Figure 5.18 shows a comparison of the film width with varying surface elasticity E
(left) and with varying diffusion coefficients Pe and Per (right). All codes show that
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Figure 5.13: Bulk surfactant mass over time, for (cg, Pe, Per, E) = (0.02,1,1,1).

an increasing surface elasticity and an increasing surfactant diffusion leads to a larger
film thickness. This is consistent with analytic predictions conducted in [100]. Due to
the chosen parameters, the change in film width across different parameters is minimal
and the differences between the codes may seem large. However, the differences in
film thickness between the codes are less than 2% and the equal slope of the lines in
Figure 5.18 indicates a good agreement between all four schemes with respect to the
dependency of the film thickness on surface elasticity and surfactant diffusion.

From Table 5.5 it can be seen that the bubble velocity is almost independent of the
surfactant related parameters, although the film thickness varies. This is in contrast
to the results of [31], that predict an increasing bubble velocity with an increasing film
width. This might be a unique behaviour due to the presence of the surfactant that was
not included in [31].
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Figure 5.14: Surface surfactant mass over time, for (co, Pe, Per, F) = (0.02,1,1,1).

Table 5.6: Film width for different simulation parameters.

co = 0.02 Pe = Per =1 Pe = Per =10
E=05 FE=1 FE=05 FEF-=1
AMDiS 0.14408 0.14802 0.14304 0.14604
MooNMD 0.14724 0.15086 0.14601 0.14853
2PStab (t =1) 0.14627 0.14957 0.14504 0.14739
BGN 0.14674 0.15053 0.14492 0.14789
co = 0.08 Pe = Per =1 Pe = Per =10
E=05 FE=1 FE=05 FEF=1
AMDIS 0.14960 0.14914 - -
MooNMD 0.15121 0.15113 0.15037 0.15032

2PStab (t=1) 0.14962 - - -
BGN 0.15101 0.14932 0.14845 0.15144
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Figure 5.15: Stationary surfactant distribution from MooNMD in the bulk phases and

on the surface. For (¢, Pe, Per, E) =

(0.02, 10,10, 1) (left).

(0.02,1,1,1) (right), and for (co, Pe, Per, E) =

Table 5.7: Bubble length for different simulation parameters.

Co=0.02 P€=P61"=1 P€=P€F=10
E=05 E=1 E=05 FE=1
AMDIS 4.71900 4.72500 4.72000 4.73100
MooNMD 4.76351 4.77366 4.76632 4.77970
2PStab (t =1) 4.73000 4.75000 4.74000 4.76000
BGN 4.75971 4.76951 4.76212 4.77465
co = 0.08 Pe= Per =1 Pe = Per =10
E=05 E=1 FE=05 E=1
AMDIS 4.76200  4.80000 - -
MooNMD 4.81922 5.056115 4.87267 4.97512
9PStab (t =1) 4.80000 - - -
BGN 4.81032 4.82561 4.81045 4.84463
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Figure 5.16: Stationary bulk surfactant concentration along the channel wall at time
t =10 (t = 1 for 2PStab), for (co, Pe, Per, F) = (0.02,1,1,1).
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Figure 5.18: Film width with surface elasticity for (cg, Pe, Per) = (0.02,1,1) (left) and
film width with diffusion coefficients for (co, £/) = (0.02,1) (right).
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5.3 Freely Oscillating Droplet

The goal of this section is to validate the proposed scheme further. The scheme is com-
pared to analytic models of oscillating drops with surfactants. Parts of this subsection
are already published in [62].

The understanding of the dynamics of drops and bubbles is of importance in numer-
ous practical applications. The presence of surfactants changes the dynamic features of
an interface. Non-uniform surfactant concentrations result in Marangoni forces, and the
interface will show additional viscoelastic effects, which alter the dynamic behaviour of
the droplet.

There are many theoretical, experimental and numerical investigations into the field
of oscillations of drops and bubbles. In fact, the study of small-amplitude oscillations of
inviscid fluids has an over one hundred years long history. Initiated with a normal mode
analysis for inviscid fluids in [78, 101] at the end of the nineteenth century, the theory
was refined further. Later, also weakly viscid fluids are investigated in [38, 82] and in
cases where viscous effects cannot be neglected in [89, 98]. Further, large-amplitude
oscillations were studied in [24].

Oscillations of drops and bubbles, when surfactants are present were subject to the-
oretical investigations in [85, 91, 110]. In [91] a weakly viscous fluid with insoluble
surfactant is considered. A set of ordinary differential equations for the amplitudes of
shape and surfactant concentration oscillation is derived with an analysis of the energy
using an averaging method. The velocity field has been approximated by the method
of matched asymptotic expansions. In [110] a viscous drop with soluble surfactant is
analysed. Analytical approximate solutions for the frequency and the damping rate are
derived using a perturbation method. The results from [91, 110] are taken as validation
models here.

In this subsection the validation models are compared to the fully three dimensional
numerical computations. The numerical scheme solves for a capillary free surface flow
with soluble or insoluble surfactant using the ALE-finite element method on moving
grids, as presented in Chapter 4.

A short recall on the main theoretical results of oscillating drops as derived in [82,
91, 110] is given. After this the result of the computations are presented.

5.3.1 Basic Oscillating Droplet Dynamics

From the linearized theory of a small-amplitude oscillations of a drop, the angular fre-
quency and the damping rate of the oscillation can be predicted [24, 38, 82, 98]. A
spherical drop perturbed by a spherical harmonic, has the surface given by

7"(9, ¢> =1+ anYn(97 ¢) s (531)

where r( is the unperturbed radius and a,, is the perturbation amplitude and

Y, (0,0) = ,/Q”L; L P (cos o) (5.3.2)
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is a spherical harmonic with the Legendre polynomial F,.
The natural angular Lamb frequency wg,, for the oscillation of the n-th mode of a
drop in vacuum is given by

Wi =n(n—1)(n+2)— . (5.3.3)
K Qro
Including weak viscosity, the Lamb damping rate of the oscillation is
b= (n—1)(2n+1)— | (5.3.4)

org

Wy = ﬂ/W(Q),n -2 . (5.3.5)

To obtain a dimensionless form, the physical time is scaled with UL~!. Then the

and the angular frequency

formulas for wp , and d,, read
wg’n =n(n—1)(n+2)We !, (5.3.6)
6n=(n—1)(2n+1)Re !, (5.3.7)

where the characteristic length L is set to rg.
For the most important second mode, which is considered here, it is obtained

8 5
= — o = — . 5.3.8
The aperiodic limit is associated with wg 2 = do, i.e.
We Ca 8
— = = 5.3.9
Re? Re 257 (5:3.9)

where Ca is the capillary number.

Theoretical results for an oscillating droplet with insoluble surfactants are derived in
[91]. A set of differential equations for the amplitude a; of the [-th mode of the shape
oscillations and amplitude g; of the [ — th mode of the surface surfactant concentration
are given. For the case of a small amount of surfactant and for the second mode the
equations read

5 8 E
dg + 7@2 + —=a9 = —27.92 ) 5.3.10
Re We We ( )
6
] ——go = a9, 5.3.11
g2 + \/EQQ as ( )

with the corrected Weber number We and surface elasticity E

(5.3.12)
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where c?q is the equilibrium surface surfactant concentration.

In order to compare the insoluble theory with the results here, the equations (5.3.10)
and (5.3.11) are solved numerically with a Matlab code using the ode45 routine.

A result for higher viscosities and soluble surfactant is given in [110]. For the dimen-
sionless complex frequency « a first order approximation

a=i(l+e+0O(?)) (5.3.13)
is given. € is given as
L4 16(y/B 71— 3i)8)P — 128 (5.3.14)

T2y (v/B~Li — 3i)(3Pi + 453)

where i is the imaginary unit and 8 = (Re®)™!, with & = 4/ 8/\7\/\(3 and

N i 2i
P=—+4—, 5.3.15
4G + Rew ( )

. . A A~ 71
G114 62A _ DaBiv@ B g ’ (5.3.16)
k2VPe3i Kl

(5.3.17)

with k = ¢®*?Da+Bi and ¢® the equilibrium bulk surfactant concentration. The damping
rate is given by the real part, and the frequency by the imaginary part of wa.

5.3.2 Numerical results

The damping rate and the angular frequency is determined from a damped cosine fit to
the data, i.e. a non-linear least square fit is done to the function

f(t; Ay, (5f,wf,w}, o, Cf) = Afe_(sft cos(wft + w}tz + ¢f) +Cy (5.3.18)

with the parameters A, d0f, wy, w} ¢y and Cy. Note, that a linear time dependent
frequency w(t) = wy + w}t is allowed. However, in the following examples the frequency
drift was small and is neglected.

The fit is used to determine the parameters from the full three dimensional numerical
calculation, where the tip position of the drop is used. The fit is also used to determine
the frequency w; and damping rate d; from the solution of the equation (5.3.10) and
(5.3.11) in the insoluble case.

In the numerical computations the initial drop is in rest. The shape is given by
(5.3.1) for n = 2 with an amplitude of ag = 0.1. The drop is not in equilibrium and will
start to oscillate. The Weber number is fixed to We = 0.0081 in all examples, which will
give roughly five oscillations in the time interval [0, 1]. The timestep length is At = 1074,
i.e. 10000 steps per computation.
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In both cases, the insoluble and the soluble surfactant, the bulk and surface Peclet,
the Damkoehler and Biot numbers are Pe = 1, Per = 1, Da = 1 and Bi = 1, respectively.
The equilibrium bulk surfactant concentration ¢¢? and the equilibrium surface surfactant

concentration cliq are

¢ =0.1111 and ¢4 =0.1. (5.3.19)

The initial surfactant concentrations are set to ¢®? and cf!, respectively.

Two examples are considered, an insoluble case with a Reynolds number of Re =
10.684 and a soluble case with a Reynolds number of Re = 1.0684. The Reynolds
numbers are chosen such that the dimensionless viscosity vWeRe™! < 0.1, a bound given
in [24, 98], where the viscous effects become negligibly, and the analytic approximations
are valid. It has to be noted, this bound excludes the aperiodic limit, which is obtained
for vWeRe ™ = 0.5657, as given in (5.3.9). For Re = 1.0684 one has vWeRe ™! = 0.0842,
which is quite close to the bound, and for Re = 10.684 one has vVWeRe ™! = 0.0084. In
Table 5.8 the resulting frequencies and damping rates from the linear Lamb theory are
given.

Table 5.8: Lamb frequency, angular frequency and damping rate for different Reynolds

numbers.
Re ‘ wo,2 w2 1) 2

1.0684 | 31.4270 31.0766 4.6799
10.684 | 31.4270 31.4235 0.4682

In Fig. 5.19 a comparison of the normalized amplitudes of the shape oscillation in the
soluble case is shown. Normalized means az(t) is scaled with az(0)~! such that the graph
starts at one. In the figure, (sim) is the shape oscillation by numerical computation and
(pred) is the shape oscillation obtain by (5.3.14). The Reynolds number is Re = 1.0684
and the surface elasticity £ = 1.0. A good agreement is seen, although the prediction
runs a little ahead.

In Fig. 5.20 a comparison of the normalized amplitudes of the shape oscillation in
the insoluble case is shown. (pred) is the prediction of the shape oscillation obtained
by (5.3.10) and (5.3.11). Here the Reynolds number is Re = 10.684, which means lower
damping as in the previous example, and the surface elasticity is £ = 1.0. We see a
good agreement, the prediction runs ahead again and shows less damping.

In Fig. 5.21 the damping rates versus different surface elasticities for the numerical
simulation (sim) and the prediction after (5.3.14) (pred) is schown. In Fig. 5.22 the
same is shown for the frequencies. We see a quite good agreement in the frequencies
over the considered range of surface elasticities. The agreement gets better for low
surface elasticities. Contrary, an increasing disagreement in the damping rates for lower
surface elasticities and a better agreement for higher surface elasticities is seen.

In the case of insoluble surfactant, shown in Fig. 5.23 and Fig. 5.24, a better agree-
ment for the damping rates at lower surface elasticties is seen. The angular frequencies
are in good agreement for lower elasticities. Both, the missmatch in damping rate and
the frequency increases with higher surface elasticities.
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Figure 5.19: Comparison of the course of the second mode of an freely oscillation drop
with soluble surfactant between the numerical simulation (sim) and the prediction from
(5.3.14) (pred), for (Re, E) = (1.0684,1.0).

5.3.3 Conclusion

The numerical method presented in this work was used to solve a capillary free boundary
flow with soluble and insoluble surfactants, where the surfactant is allowed to affect the
surface tension force and thus changes the dynamical behaviour. The numerical method
was validated at the example of a freely oscillating droplet in zero gravity. Thereby, the
solution was compared to different simplified models available in the literature.

The presented numerical method confirms, as expected, that the linear theory by
Lamb [82] fails to predict damping rates and frequencies for the case of viscous fluid,
and fluid with surfactants present.

A quite good agreement give the theories presented in [110] for the soluble surfac-
tant and in [91] for the insoluble surfactant. In both cases an excellent match for the
frequencies is observed. Although, the numerical simulation for the soluble and insolu-
ble cases tends to underestimate the frequencies. A different situation is found for the
damping rates, here in both cases the numerical simulation overestimates the damping.
The disagreement increases with the surface elasticity in the insoluble case, what might
be expect, since the theory chosen from [91] is for small surface elasticities. Also, the
backward Euler scheme used in the numerical simulation introduces numerical damping.
Contrary, in the soluble case the disagreement increases with lower surface elasticities,
thus there could be a problem with the numerical damping, and a lower time step size
or a time discretization, which introduce less numerical damping, could be necessary in
order to get a better agreement.
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Figure 5.20: Comparison of the course of the second mode of an freely oscillation drop
with insoluble surfactant between the numerical simulation (sim) and the prediction
from (5.3.10) and (5.3.11) (pred), for (Re, E') = (10.684,1.0).
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Figure 5.21: Damping rate versus surface elasticity for Re = 1.0684 and soluble surfac-
tant, for the numerical simulation (sim) and the prediction from (5.3.14) (pred).
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Figure 5.22: Angular frequency versus surface elasticity for Re = 1.0684 and soluble
surfactant, for the numerical simulation (sim) and the prediction from (5.3.14) (pred).
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Figure 5.23: Damping rate versus surface elasticity for Re = 10.684 and insoluble sur-
factant, for the numerical simulation (sim) and the prediction from (5.3.10) and (5.3.11)

(pred).
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Figure 5.24: Angular frequency versus surface elasticity for Re = 10.684 and insoluble
surfactant, for the numerical simulation (sim) and the prediction from (5.3.10) and

(5.3.11) (pred).
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5.4 Weak Surface Evolution

In this section, numerical tests for the weak surface evolution are performed. The lumped
and non-lumped versions, and the piecewise linear and piecewise quadratic schemes are
compared.

The interface grid velocity has to be given. Instead of providing a predefined velocity
field, the problem of the weak surface evolution is coupled to a mean curvature flow
problem, as in [17]. This defines an equilibrium shape and curvature, and the velocity is a
consequence of a difference of the current curvature and the curvature in the equilibrium.
In the mean curvature flow the velocity of the surface is given as

u-n:AF’H.

Substituting this in the weak surface evolution formulation in Problem 4.4.2, and apply-
ing integration by parts, the following equations arise.

Problem 5.4.1. Given I'} and u, find (Wn11, Hnt1) € Ss(T7)? x Sg(T'}) such that

(W1, np))™ 4 (Ve 1, Vi), =0,
(Hpenr, n)p® = 7 (Ve W1, vrn), = Pr,Vrn), ,
for all (n,v) € Sg(I'1)? x Ss(I'7).

The stationary solution of the mean curvature flow is a circle, since Ar H = 0 implies
a constant curvature for closed surfaces. In order to evaluate the weak surface evolution
also on shapes with varying curvature a slight modification of Problem 5.4.1 is used.
The normal velocity is set to

u-n:Ap(H—HO) ,

where #H° is a given function. For the stationary case u-n = 0, this results in Apr H =
ArHY, which means
H=H"+C,

where C' is a constant. Such that if H" is not constant, and describes a shape with
a varying curvature instead, the equilibrium shape will also have a varying curvature,
which is the desired property.

The resulting problem reads:

Problem 5.4.2. Given I'%, u, and H°, find (W11, Hni1) € SS(FZ)2 x Ss(I'}) such that
(Woa1, nr)) 1 + (ViHpr, Vi), = (ViH?, Vi) |
(Hpsanr, m)* — 7 (Vewpar, Ven), = (Pr, Vin),,
for all (n,1) € Ss(I'7)? x S, (I'7).

Next, three test examples are given.
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5.4.1 Comparison P;- and P,-Scheme

A comparison between the piecewise linear and the piecewise quadratic scheme is given.
The mean curvature flow Problem 5.4.1 in the lumped version is solved. The initial
shape is an ellipsoid, where the node distribution is highly uneven, see Figure 5.25.

Figure 5.25: Initial shape and node distribution.

Solving Problem 5.4.1, the mean curvature flow will drive the ellipsoid towards a
circle over time. Simultaneously, the nodes will redistribute in tangential direction. In
Figure 5.26 the result after a few time steps is shown. The shape is not a full circle
yet. That can be seen from the colour code of the nodes, which shows the curvature.
A red colour decodes a higher curvature, and a blue colour a lower curvature. While
the piecewise linear scheme shows a near even node distribution already, the piecewise
quadratic scheme shows nearly no difference in tangential node distribution to the initial
state.

A few time steps later, both schemes have reached the stationary circular shape,
which is shown in Figure 5.27. In the piecewise linear scheme, the nodes are redistributed
in tangential direction such that equal distance is achieved. Contrary, in the piecewise
quadratic scheme, the node distribution is still near the initial state. The movement of
the nodes in tangential direction is far to slow and cannot keep up with the movement
in normal direction induced by the dynamic of the mean curvature flow problem.

In Figure 5.28, the result of a continuation of the simulation, after the circular shape
is reached, is shown. It shows that even after a time span, more then a hundred times
longer than the time span needed to reach the equilibrium circular shape, the piecewise
quadratic scheme has not reach equi-distribution of the nodes, yet.

This shows that the piecewise quadratic scheme is not practicable in terms of the
desired node distribution.
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Figure 5.26: Shape and node distribution after a short time.

5.4.2 Lumped vs Non-lumped Scheme

For the comparison of the lumped and the non-lumped scheme a shape with varying
curvature is used, since both schemes distinguish in those cases. Thus, Problem 5.4.2 is
solved. The right hand side H° is chosen as

HO(x,y) = 1622 .

The choice of HY results in a long stretched equilibrium shape, with two top and bottom
cap regions of high curvature and a body region of low curvature. For the initial shape,
a circle is used shown in Figure 5.29.

Figure 5.30 shows the final shape and node distribution of the lumped (right) and
the non-lumped (left) schemes. The difference of the two schemes can be seen clearly.
While the lumped scheme attains equi-distribution, the non-lumped scheme carries more
nodes the regions of high curvature. In the example used here this results in a better
approximation of the shape by the non-lumped scheme. The fixed amount of nodes is
used more efficient, to approximate the shape.

5.4.3 Combined Schemes
For the test of the combined scheme, the linear combination of Problem 5.4.2 solved.

Problem 5.4.3. Given I'?', u, H°, and X, find (Wpi1, Hnt1) € S1(TR)? x S1(I'}) such
that

(1= A) (Wi, np) ! + X (Wig, nr), + (ViHns1, V), = (ViH?, Viy),
(1-=2X) (Hn+1nr,77>2’1 + A (Hpsanr,n),, — 7 (Vrwpi1, Vi), = (Pr, V),
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Figure 5.27: Shape and node distribution at the time where the stationary shape is
reached.

for all (n,v) € Sg(T'1)? x Ss(I'7).

Where HY is chosen as before

HO(z,y) = 162% .

Figure 5.31 the resulting equilibrium shape and node distribution for different val-
ues of lambda. It is seen that with lambda it can be gradually chosen between equi-

distribution and a curvature dependent distribution. The curvature dependent distribu-
tion seems to be more suited for the present problem.
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Figure 5.28: Shape and node distribution after a very long time.

Figure 5.29: Initial shape and node distribution for the lumped vs non-lumped compar-
ison.
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Figure 5.30: Final equilibrium shape and node distribution for the lumped vs non-lumped

comparison.
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Figure 5.31: Final equilibrium shape and node distribution for different parameters A.
From left to right A = {0.0,0.1,0.2,0.5,0.8,1.0}.
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Summary

The main aim of this work was the development of an accurate and robust numer-
ical scheme for the simulation of two-phase flows with surfactants in two and three
dimensions. The developed methods are fitted interface tracking methods employing
the Arbitrary Lagrangian Eulerian framework on moving meshes.

First, the governing equations for a two-phase flow with soluble surfactants were
derived. A set of Navier-Stokes equations coupled to a set of transport equations in the
bulk and on the interface were deduced from physical principles of mass- and momentum
conservation. Coupling conditions for the equations governing in each subdomain were
obtained by considering the mass- and momentum balances across the interface. The
derived equations were transformed into a dimensionless form and a weak formulation
was derived.

The coupled flow and transport equation were transformed into a moving frame of
reference, the ALE frame. The ALE mapping was introduced, in order to describe the
evolution of the time dependent domains the fluid phases occupy. Two different meth-
ods to obtain the ALE mapping were considered. A special treatment of the interface
evolution, using a weak formulation of the kinematic mass coupling condition, were
presented.

Then, the finite element discretization of the ALE formulation of the flow and trans-
port equations were introduced. Simplicial moving meshes were used, i.e. triangles in
two dimensions and tetrahedrons in three dimensions. Isoparametric mesh cells were
employed, in order to get a higher order approximation of the interface.

The choice for the finite element pair used for the Navier-Stokes equations were
discussed. Since, a discontinuous pressure approximation is mandatory for a two-phase
flow with a capillary surface, an extended Taylor-Hood element was introduced, that has
a discontinuous pressure across the interface. The extended Taylor-Hood finite element
prevents spurious velocity, which are observed in the numerical simulation of two-phase
flows. Further, it significantly reduces the number of unknowns used, compared to finite
element space employing a discontinuous pressure approximation on an element level.
The inf-sup stability for this extended Taylor-Hood finite element space was proven.

The known and commonly used time discretization for the one-phase Navier-Stokes

119
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equations, namely the implicit Euler, the #-scheme, and the fractional ©-scheme, were
adapted to the coupled flow and transport system for two-phase flows with surfactants.
Decoupling strategies were introduced to separate the Navier-Stokes equations from
the transport problem, such that an iterative solution strategy could be applied to the
nonlinear systems.

The weak formulation for the surface evolution were discretized by different methods.
The resulting schemes were compared, regarding their surface mesh node distribution
and surface mesh quality. A method for piecewise linear surface meshes, that results
in equi-distributed nodes, and a scheme resulting in a curvature dependent distribution
of nodes, was adopted to piecewise quadratic surface meshes. The obtained scheme for
quadratic meshes exhibits the same properties regarding the node distribution.

Finally, the presented methods were validated in several numerical test. The numer-
ical test indicate that the obtained methods are reliable in several different applications.

Of course, this work also lefts open several questions. Future work in this field
is in particular the numerical analysis of the proposed scheme or at least some of its
subproblems. This could include:

e The study of the inf-sup stability of the extended Taylor-Hood finite element space
in case of smooth, non-polygonal interfaces. This would involve, the study of the
inf-sup stability of the Taylor-Hood finite element space on a series of non-nested
meshes, for which surprisingly no results was found in the literature by the author.

e The transfer of the stability result of the continuous capillary two-phase flow prob-
lem (3.4.1) to the discrete case.

e The study of the stability of the proposed time discretization in the context of
ALE finite element methods and the discrete GCL condition.

e Theoretical insight regarding the node distribution properties of the weak grid
evolution using the non-lumped bilinear forms.

e Numerical analysis of the stationary and non-stationary coupled bulk-surface trans-
port problem in the ALE context.
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