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INTRODUCTION I

Introduction

The present work concerns simulation and closed-loop control of two-phase
flows.

The simulation of two-phase fluids and multi-phase fluids has attained a grow-
ing interest in the last decades. The treatment of multi-phase flows is involved
for several reasons. The phases are separated by fluid-fluid interfaces, whose
evolution has to be tracked. Furthermore, processes on the interface, which
depend on the fluids involved, influence the evolution of the free boundaries,
i.e. the fluid-fluid interfaces. Here by a phase we mean a distinct fluid that is
not mixed with other distinct fluids inside the fluid domain, and in the present
work we deal with the case of two phase flow.

There exist several approaches for modelling two-phase flow. In the so
called ‘sharp-interface’ approach the interface between two phases is modelled
as a lower dimensional manifold. Thus the thickness of the interface is assumed
to vanish. A commonly used model is presented in [GR11, 1.1.2|. It consists
of two Navier—Stokes equations in the two domains of pure fluid and containes
coupling conditions at the interface between the two fluid domains.

Approaches for the numerical solution of these equations differ in the way
how the unknown interface is represented. In interface tracking approaches
the unknown interface is explicitly discretized and its evolution is tracked
through the simulation. In volume tracking approaches the interface is im-
plicitly described by the zero-level-set of an appropriate level-set-function and
an additional equation for the evolution of this level-set-function is derived.
There exist many well developed codes implementing these approaches, see
e.g. [HTK*09] and [GR11].

On the other hand, topology changes like breakup or coalescence of inter-
faces have to be carefully captured by the model. For these phenomena phase
field models allow for a natural description of the topology changes in the
model. Such models assume that the fluid-fluid interface has a small positive
thickness and that the two phases are mixed inside this region. This is also
called ‘diffuse-interface’ approach.

One of the first models using this approach is the so-called Cahn-Hilliard
model (|[CH58|) that describes phase separation of a binary fluid. It con-
tains a free energy that yields the separating effect. For a specific choice of
free energy, the ‘double-obstacle’ free energy, the model contains a variational
inequality. This free energy is first analytically investigated by Blowey and El-
liot in [BE91] and the existence of solutions is shown. We also note the review
|[ELI89] for a deviation of the model and an overview on analytical results and
generalisations with a more general free energy. Concerning approaches for the
numerical solution of the Cahn—Hilliard system with double-obstacle free en-
ergy we note the publications [BE92, BBG99, GK07, BN09, BBG11, HHT11].
In |[BE92| a discretization scheme for the solution of the Cahn—Hilliard system
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is provided, that preserves the variational inequality in the fully discrete set-
ting. The authors provide stability, convergence and error bounds for the fully
discrete scheme. The fully discrete variational inquality is treated iteratively
by an active-set strategy. In [BBG99| the case of degenerate mobility is inves-
tigated. Here degenerate mobility means, that some diffusion is restricted to
the interface. The authors ensure properties of the solution arising from the
degenerate mobility by a variational inequality, and they present a discrete
scheme for which they provide well-posedness and stability results. They show
numerical simulations based on a splitting scheme for the variational inequality
and a discrete cosine transformation on homogeneous meshes. In [GK07] an
Uzawa iteration for a fully discretized Cahn-Hilliard system together with a
multigrid preconditioner on the interface is proposed. The variational inequal-
ity is treated by monotone multigrid. In [BN09| an Uzawa multigrid iteration
is used for the numerical solution of the Cahn-Hilliard system and reliable
a posteriori error estimation is performed. In [BBG11] the authors reformu-
late the Cahn—Hilliard equation as an optimization problem and use a primal
dual active set method for the solution of the resulting optimality system in
the discrete setting. In [HHT11| the variational inequality is relaxed using
Moreau—Yosida regularization and a semi-smooth Newton method in function
space is applied for the numerical treatment of the relaxed Cahn-Hilliard sys-
tem. That paper also contains a convergence analysis of the relaxed solutions
to the solution of the variational inequality, as well as a reliable and efficient
error estimator for the error in the discrete solution.

The Cahn—Hilliard model only encorporates diffusion for the transport of
the particles. If additional advection occures, extensions of the model have
to be used. We refer to the review [AMW98| for an overview of available
diffuse interface models for hydrodynamics. In the case of fluids with the
same density a commonly used model is the so called model ‘H’ (|JHH77|). It
couples the Cahn—Hilliard system for the description of the two-phase structure
to a Navier-Stokes system for the description of the velocity field. It fulfills
energy inequalities and thus is thermodynamically consistent, see e.g. [Abe07].
Concerning results on the existence of solutions we refer to [Boy99, Abe07].
For a convergent finite element scheme for this model we refer to [KSWO0S].
The authors solve linear systems arising through the simulation by combining
the multigrid solver for the Cahn—Hilliard system developed in [KW06] and the
preconditioning technique for Navier—-Stokes equations presented in [KLW02].

The model ‘H’ copes only with fluids of the same density. To overcome
this restriction several new models are developed in the last decades. We note
the models presented in [LT98, Boy02, DSS07, AGG12|. The model presented
in [LT98| is termodynamically consistent but leads to a velocity field, that is
not solenoidal and the model contains a strong coupling of the Cahn-Hilliard
and the Navier-Stokes part. In [KKL04| a multigrid solver for this model is
proposed. The model presented in [Boy02| contains a solenoidal velocity field,
but is not consistent with thermodynamics, while the same holds for the model
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presented in [DSS07|. For the latter model this can be overcome by redefining
the kinetic energy, see [SY10]. Recently, in [AGG12], a thermodynamically
consistent model is proposed that contains a solenoidal velocity field. Most
couplings between the Cahn—Hilliard and the Navier—Stokes part of the model
are well known from the model ‘H’. Concerning existence of solutions for the
model presented in [AGG12| with different assumptions on the free energy and
data we refer to [ADG13a, ADG13b, Griil3|. A stable discretization concept
is proposed for the numerical simulation of this model in [GK14]. In [AV12]
the models [Boy02, DSS07, AGG12] are numerically compared by running the
rising bubble benchmark [HTK*09|. The results of the simulations are also
compared to sharp-interface numeric.

In Part A of this thesis we extend the results from [HHT11] to model
‘H’. We present a time discretization that is similiar to the scheme proposed
in [KSWO08| and that yields a sequential coupling of the Cahn-Hilliard and
the Navier-Stokes system. We use Moreau—Yosida relaxation to treat the
variational inequality introduced through the double-obstacle free energy and
propose a semi-smooth Newton solver in function space. Reliable and efficient
error estimation is presented both for the Cahn—Hilliard and the Navier—Stokes
part, where the spatial discretization of the Cahn—Hilliard equation and the
Navier—Stokes equation are nearly independent.

We further apply this approach to the model [AGG12] to pass the rising
bubble benchmark [HTK'™09] and we present a stable discretization scheme
for model [AGG12] that preserves the consistence with thermodynamics in the
fully discrete setting.

In the last decades there was notable progress on the mathematical theory
of control of one-phase flows, see [Barll, NMT11]|. Here we consider the case
of feedback control or closed-loop control, and in particular we are concerned
with the concept of ‘model predictive control’, see [GP11|, which is also known
as receding horizon control. Here the control feedback is obtained from open-
loop control over short time horizons. This open-loop control is based on an
appropriate model of the underlying process. In [BMTO01| and [Pro02] this
concept is used to control 2D channel flow, and in [HMO07] it is applied to the
control of the Boussinesq approximation of the Navier-Stokes equation. In
the latter publication also the ‘instantaneous control’ concept is investigated.
The instantantaneous control approach is a variant of the model predictive
control approach. Here the open-loop optimal control problems are only solved
approximately, resulting in a faster evaluation of the feedback control law. For
the control of flows this concept is applied in [Cho95, CHK99|. In [HinOba| it
is shown that instantaneous control is able to steer a velocity field towards a
desired configuration exponentially fast.

In Part B of this thesis we apply model predictive feedback control to two-
phase flow. We apply the instantaneous control concept to the system with
different densities investigated in Part A and give a short outlook to the general
model predictive control concept applied to the same model.
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Notation

For convenience, we start with some notation we use throughout this work.

Let Q C RY, d € {2,3}, be an open bounded domain. Its boundary is
denoted by 0f2 and is assumed to be sufficiently smooth. The outer normal
vector of unit length is denoted by vq. I = (0,7] denotes a time interval.

By LP(Q2)? we denote the space of all measurable functions on €2, whose
modulus is Lebesgue-integrable up to the power of p > 1 with values in R

We use the conventional notation for Sobolev spaces. Especially we denote
by W*P(Q)? the Sobolev space of all functions possessing weak derivatives
up to order k in LP(Q2). For p = 2 and k > 1 we write H*(Q)? instead of
Wk2(Q)%. For a subset D C Q and f,g € L*() we define (f,9)p = [, fgdx
with corresponding norm ||f||% = (f, f)p. For f € L*(Q) we further define
[fllse.0 = I fipll oo -

We frequently need the following subspaces

L%O)(Q) = {v e L*(Q)] /dex =0},
Hy(Q) = {v € H'(Q) | vjgq = 0 in the sense of traces},
H(div, Q) := {v € Hy()? | (div(v), q) = 0Vq € L{(Q)}.

The abbreviation ‘a.e.” stands for ‘almost everywhere’.
As norm in H} () we use HUHJQLI&(Q) = [[vl172(q) + (V0| Z2(qya and we recall the
equivalence of this norm and the norm |[v||, = [|Vvl|2(q): on Hg(2).

For a normed vector space V' by V* we denote its dual space, which is the
set of all linear and continous functionals A : V — R.

For more details on Lebesgue and Sobolev Spaces and also their dual spaces

we refer to [AF03].



Part A
Simulation of the Cahn—Hilliard
Navier—Stokes system

In this main part of our work, we start with a description of the process we
consider in Section 1. We briefly introduce the Cahn-Hilliard equation in
Section 2. Thereafter we state the Cahn—Hilliard Navier—Stokes system with
equal densities and double-obstacle free energy in Section 3. This part is de-
voted to the numerical treatment of this system. For this in Section 4 we
state a time discretization scheme, that results in a sequential coupling of the
Cahn—Hilliard system and an Oseen system, and show existence of time dis-
crete solutions. Thereafter, in Section 5, we apply a relaxation method for the
numerical treatment of the variational inequality involved, and show conver-
gence of the solutions to the relaxed problem to the solutions of the original
problem for vanishing relaxation. In Section 6 we show that the relaxed sys-
tems can be solved using semi-smooth Newton’s method in function space, and
in Section 7 we provide a fully discrete concept for the numerical treatment
using the finite element method. The construction of spatial meshes is inves-
tigated in Section 8, where we develop reliable and efficient error estimators
for the adaptation of the spatial meshes. In Section 9 the all-over concept
is numerically investigated. In [HHT11] the presented concept is applied to
the Cahn—Hilliard system without transport and especially a residual-based
adaptive concept is developed. Here we extend these results to the case of the
Cahn-Hilliard Navier—Stokes system, where we adapt results obtained for the
Oseen system in [Jusll].

In Section 10 we extend our approach to the case of two-phase flow with
different densities. In particular we develop a time discretization scheme pre-
serving the sequential coupling exploited in the equal densitiy case. In Sec-
tion 11 we present a new time discretization scheme giving rise to a discrete in
time energy inequality that can also be conserved in the fully discrete setting,
provided the adaptive concept is modified accordingly.

1 Problem description and solution concept

We consider a domain @ C R? d € {2,3}, filled with a fluid consisting of
two immiscible components A and B. Examples for such configurations can
be given by butan or toluene in water ([GR11]) or air in glycerol ([ABH*13]).
Thus when investigating the flow inside this domain one in particular has to
take care of the two-phase structure of the fluid. If the fluids are separated
by a sharp interface, the numerical treatment of this situation has to cope
equations for the fluid flow in both fluid domaines. Additionaly one also has
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to track the evolution of the interface which is transported by the flow and on
the other hand also influences the flowfield.

A standard model for this situation for example is given in |[GR11, 1.1.2].
It consist of two Navier—Stokes equations in the respective phases together
with conditions on the stress tensor and the velocity across the interface. This
results in a Navier—Stokes system with discontinuous coefficients. Numerical
techniques for the treatment of two-phase flow based on a sharp-interface for-
mulation, such as front tracking approaches and level set methods are described
in e.g. [GR11, 6.2|.

In the present work we use the diffuse interface approach, where the inter-
face is assumed to be smeared out over a small region of width 0 < v <« 1.
This technique is already proposed in the 19th century by Rayleigh and van
der Waals, see [Ray92, vanon|. The diffuse interface is described by an order
parameter ¢ which satisfies ¢ = 1 in the pure phase of fluid A and ¢ = —1
in the pure phase of fluid B. A transition layer between these so-called bulk
phases is called diffuse interface. Instead of order-parameter we also use the
termini phase field or concentration.

In Sections 3-9 of Part A we consider the solution of the diffuse interface
model governed by a coupled Cahn-Hilliard Navier—Stokes system assuming
equal densities (model ‘H’ [HH77]). In Sections 10 and 11 we then investigate
a new Cahn—Hilliard Navier-Stokes model proposed in [AGG12| treating the
case of different densities. This model we control in Part B of this work.

2 Brief description of the Cahn—Hilliard system

In [CH58] J. W. Cahn and J. E. Hilliard develope a model for describing
spinodal decomposition of a binary alloy (see e.g. [FMO08, Sig79]) using a diffuse
interface approach. Spinodal decomposition is observed if e.g. the temperature
of a homogeneous alloy of two metals with specific properties (e.g. Ag and Au
in [EAK'01]) is rapidly decreased. The mixture gets unstable and demixes
into its two components.

We denote the two fluids involved by A and B and denote the corresponding
concentrations by c4 and cg. For describing the spatial distribution of the two
phases with only one variable we introduce an order parameter c as

CA —CB
ca+cp

C =

This order parameter ¢ fulfills |¢| < 1, ¢ = 1 in the pure A-phase and ¢ = —1
in the pure B-phase. The transition region between these two phases is called
diffuse interface and separates the two phases.

The Cahn—Hilliard equation is a fourth order partial differential equation
describing the evolution of ¢ in space and time, starting from some initial
distribution c¢y. It is convenient to split this equation into two equations of
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second order in space introducing a chemical potential w. The Cahn—Hilliard
system for ¢ and w then can be written as

¢t — div(m(c)Vw) =0,
—v*Ac —w + ¥'(c) =0,

with ¢(0) = ¢y and Ve - vg = Vw - vg = 0. The diffusion coefficient function
m(c) > 0 is the so called mobility. It is typically set to a constant positive
value, while the case of degenerate mobility, i.e. m(£1) = 0, for example was
investigated in [EG96]. We also note a numerical comparison of simulations of
phase separation with degenerate and non-degenerate mobility in [BNN13].

The free energy W is a of double-well type, i.e. it has exactly two minima
at ¢ = —1 and ¢ = +1. There are three common choices for . In the original
work |[CH58]

ld(c) = g (1+c)log(l+c¢)+ (1 —c)log(l—c)) — %02

is chosen, where log denotes the natural logarithm. This energy has two min-
ima if and only if # < 6y holds and one minimum if § > 6y holds. Due to the
obstacle structure of the logarithmic functions involved this potential prevents
the concentration from reaching the pure states ¢ = +1. Frequently, the free
energy W' is approximated by a polynomial of fourth order in the form

1
Yoty (c) = Z(l — )%

The use of this free energy simplifies the Cahn-Hilliard system, but does not
force the concentration to stay within its bounds, i.e. |¢| < 1 can in general
not be achieved.

A third choice of the free energy can be obtained by taking the limit § — 0
in W9 (see e.g. [Abe07, BE91]). This yields the so called double-obstacle free
energy

() {%(1 —c) ifee[-11]

00 else.

This free energy is proposed in [OP88| and is first investigated analytically in
[BE91|. Due to its non-differentiability the Cahn-Hilliard system becomes

¢ — div(m(c)Vw) = 0,
—(v*Ve,V(v—¢)) — (w,v —¢c) — (c,v—¢c) >0  Yve HY(Q), |v] < 1.

In the following we use the double-obstacle free energy. Concerning the exis-
tence of solutions of the related Cahn-Hilliard system we refer to [BE91].

We note, that the Cahn—Hilliard system can be derived as a mass conserving
gradient flow for minimizing the Ginzburg-Landau energy given by

2
E-= / %|Vc|2 +(c) da, (2.1)
Q

see |El89| and [BBG11].
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3 The Cahn—Hilliard Navier—Stokes system

The model we use in the first part of this work for the simulation of two-phase
flow is the so called model "H’ in the nomenclatura of Hohenberg and Holperin
([HHT77]). It is able to cope with the complex interaction between the interface
and the flow field. The interface influences the flow field through capillary
forces while the flow field transports the interface. It might be regarded as a
drawback of this model, that it assumes equal densities for both fluid compo-
nents. In Sections 10 and 11 we consider a new model which is able to handle
the case of different densities. However, since we intend to derive a numeri-
cal approach for the simulation of the two-phase fluid structure, we stick to
the model ‘H’ to develop the numerical scheme and the solver components.
The analysis presented in the following sections carries over to the model with
different densities in a natural way.

The form of the model we consider here is taken from [KSWO0§|. In strong
form it reads:

y—nAy + (yV)y + Vp = —KcVw in Qx 1, (3.1)
divy=0 in Qx1, (3.2)

1
ct—P—eAuH—ch:O in Qx1, (3.3)
—v?*Ac+ V' (c) = w inQxI, (3.4)
Ve -vg=0 on 09 x I, (3.5)
Vw-vg =0 on 0 x I, (3.6)
y=g on 02 x I, (3.7)
y(0,x) = yo(x) in Q, (3.8)
c(0,z) = ¢o(x) in Q. (3.9)

The flowfield is denoted by ¥, and p is the corresponding pressure. The phase
field is denoted by ¢, and the chemical potential is denoted by w. The viscosity
of the fluid is denoted by n = 1/Re, where Re denotes the Reynold number,
and the capillarity is given by K := 1. By Pe we denote the Péclet number
of the fluid. It can be regarded as a mobility of the two-phase structure. The
diffuse interface covers a region of width 0 < v < 1. For simplicity we use
g = 0. The initial concentration ¢y is chosen to satisfy (cg, 1) = 0.

The function ¥ denotes the free energy of the system. Here we use the
double-obstacle free energy as described in Section 2, and thus (3.4) abbrevi-
ates a variational inequality.

In [Abe07, Ch. 6.5] Abels shows the existence of unique weak solutions to
(3.1)-(3.9) (at least for short time intervals) in two and three space dimen-
sions. Both the case of the logarithmic and the double-obstacle free energy are
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investigated. Weak solutions in the sense of [Abe07]| especially fulfill

y € BC, (I, L2(Q)?) N L* (I, HA(Q)? N L2()7)
c € Li, (I, H*(Q)),

loc

Vi e LA x Q).

Here BC,, (I, L2(Q)%) denotes the topological vector space of bounded and
weakly continuous functions from I with values in L2(Q2)?. It further holds

L2 = {f € L*(Q)?|div f = 0,vq - flag = 0},

L2 (I, H*(Q)) == {f | f € L*(I N B, H*()) for all balls B with TN B C I}.

loc

4 Time-discrete Cahn—Hilliard Navier—Stokes
system

Our simulation technique is based on a semi-implicite time discretization that
we describe in this section. The discretization of the Cahn-Hilliard part is
performed following [Eyr98]. A comparison of different time discretizations for
a smooth free energy is carried out in [GT13|. The discretization of the cou-
pling between the Cahn—Hilliard and the Navier—Stokes system is performed
similiar to [KSWO08|] and yields a sequential coupling of the systems.

We define

K= {ve H'(Q)| o] < lae}.

Let 7 > 0 be the time step size. Then the values of ¢ and y at t,q € [0,T — 7]
are denoted by c,q € K, and y,q € Hi ()% The values at time t = tyq + 7
are written as ¢, w”,y” and p”.
Given (Yoid, Cola), the tupel (¢™, w™,y™, p7) solves the problem:
Find ¢ € K, w™ € H*(Q), y™ € H} ()%, and p™ € L?O)(Q) such that
EW™ = Yoias v) + (VY™ : Vo) + a' (Yoia, Y7, v)
—(p7,div o) + (Vuw,v) =0 Yo e H(Q)?, (
(—divy™,q) =0 VYge L{(Q), (
)=0 Yve H'(Q), (
)>0 Yv ek, (

-
(c" = Colg,v) + P—e(VwT, V) — 7(¢"Yo1a, VU
VAV, V(v —c)) = (w,v—c) — (Cog,v — €
with £ = 1/7. In order to simplify the notation, from now on we write ¢, w, y, p

instead of ¢™, w™,y", p".
For u € L)% q > d and v,w € H}(2)* we introduce

ot (u, v, w) = % ( /Q (¥ )o)w dz — /Q (¥ )w) dw) | (4.5)
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We note that for all u € H}(Q)? with div u = 0 there holds

at(u,v,w) = /Q((UV)v)wdx. (4.57)

Whenever div u = 0 holds we use a'(u,v,w) as in (4.5’), while (4.5) is used if
preservation of anti-symmetry with respect to the last two arguments is needed
in the discrete setting, i.e. a'(u,v,w) = —a'(u,w,v). The anti-symmetry
directly implies a’(u,v,v) = 0. Due to [Tem77, Lem. 11.1.1] there holds

a'(u,v,w) < C(d)|[Vul[Vol[[[Vw]. (4.6)

For matrices A, B € L*(Q)%¢ we use the notation

(A: B) = /Q A:Bdx = /Q i(A)i,j(B)i,j d.

ij=1

Note that by using v = 1 as test function in (4.3), we obtain (¢, 1) = (¢yq, 1)
and thus mass conservation. To achieve this, it is essential to have the gradient
on the test function in the term arising from transport and that the boundary
integrals arising from integration by parts vanishes. The latter is encorporated
by prescribing y = 0 on the boundary.

Our time discretization sequentially couples the Cahn—Hilliard and the
Navier—Stokes system. Thus, for given y,q we first solve (4.3)—(4.4) to ob-
tain ¢ and w, and then solve (4.1)—(4.2) with ¢ and w at hand.

Due to this sequential coupling we investigate (4.3)—(4.4) and (4.1)—(4.2)
independently and start with (4.3)—(4.4).

Analysis of (4.3)—(4.4)

In this section we show the existence of a unique solution to (4.3)—(4.4) ex-
ploiting results from [HHT11].

To prove existence and uniqueness of a solution to (4.3)—(4.4) it is conve-
nient, to introduce the following optimization problem

2
i Y 2 T 9
min .J =V —||IVw|* = (cows
(C,w)ellngo (C’ 'l,U) 2 H CH + 2PeH wH (C ld C)

(P)
subject to  (4.3)

and to interpret the system (4.3)—(4.4) as the first order optimality system for
(P), see e.g. |Gar07, GKO07]. Here Vo = {v € H'(Q)|(v,1) = 0}. Note that,
if we interpret ¢ € K as control and w € 1} as an according state, then (P)
has the flavour of a linear-quadratic elliptic optimal control problem with box
constraints on the control.

We start our investigation by some results concerning J.
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Lemma 4.1 ([HHT11, Lem. 3.1]). Let F denote the feasible set of (P). Then
the following properties hold true:

(i) F#0 and F C Vo x V.
(ii) F is a closed and conver subset of H'(Q2) x H(Q).
(111) J is strictly convex on F.

(iv) For every sequence (¢p, Wy )nen C F such that

n—oo n—oo

enll i) — 400 or [[wa|l @) — +oo

we have lim, oo J(Cp, wy,) = +00.
Proof.

(i) We have F # 0 since, due to Lax—Milgram’s theorem (A1), for choosing
¢ € K arbitrary with (¢,1) = (cy4, 1) there exists a unique w € V; such
that (¢, w) is a solution to (4.3) since (¢oq — ¢, ) + T(¢Yo1a, V-) € V().
Taking v = 1 as test function in (4.3) we obtain (¢, 1) = (¢pq, 1) = 0 and
thus ¢ € V4. Since w € Vj by construction we have F C V x Vj.

(ii)—(iv) See [HHT11, Lem. 3.1].
[l

Theorem 4.2 ([HHT11, Th. 3.2|). The problem (P) has a unique solution
(c*,w*). Moreover, there exists a Lagrange multiplier p* € H'(Q) such that
w* = p*—(p*, 1) and (c*, p*) is a solution of (4.3)~(4.4). Conversely, if (c¢*,p*)
is a solution to (4.3)—(4.4), then (c*,w*) with w* = p* — (p*, 1) is the unique
solution of (P).

Proof. For convenience we here repeat the proof from [HHT11| with slight
modification.

The existence and uniqueness of the solution of (P) are immediate con-
sequences of the previous lemma. The existence of a Lagrange multiplier p*
follows from mathematical programming in Banach space, see |[ZK79]. The
main result of [ZK79| concerning the existence of a Lagrange multiplier is
given in the Appendix (Theorem A2). Here we check that the constraint qual-
ification (al) is satisfied. For a given f € (H'(Q))* in our context it consists
in finding (¢, w) € K x V; and £ > 0 such that

Ple(Vw,Vv) = (f, v) —&(c—cv) =: {g,v) Yve H(Q). (4.7)
Let ¢ € K chosen such that (¢,1) # 0 and & = (f, 1)/(c — ¢, 1) > 0. Its exis-

tence is guaranteed since K is symmetric with respect to the origin. Note that
the right hand side g € (H'(Q))* in (4.7) satisfies the compatibility condition



4 TIME-DISCRETE CAHN-HILLIARD NAVIER-STOKES SYSTEM 8

(g9,1) = 0. Hence, by the Lax—Milgram theorem there exists a unique w such
that (4.7) is fullfilled.

Now Theorem (A2) yields the existence of an adjoint state (or Lagrange
multiplier associated with (4.3)) p* € H'(Q) such that

(c*,v) + é(Vw*, Vo) = 7(Yora, VV) + (Cota,v) Vv € H'(Q), (4.8)

(Ve , V(v —c) — (pv — ) > (coa,v — ) Vo €K, (4.9)
(Vp*, Vo) = (Vw*, Vo) Yo € HY(Q). (4.10)

Consequently, (¢*, p*) is a solution of (4.3)—(4.4).
We next show the uniqueness of p*. For this let us assume there exist two
multipliers py and p} with p} # p5. From the uniqueness of w* it follows

*

w = pi( - (pL 1) = p; - (p§7 1)?
and thus
pi—ps=(,1) —(p51)=r€eR.

Since |(¢*,1)| = |(co,1)| < || holds, the set Q* = {x € Q||¢*| < 1} is of
positive measure. Thus, it holds 1 — ¢ > 0 and —1 — ¢* < 0 as well as
l—c#0and —1—c"#0

Inserting p} and pj into (4.9) and substracting the resulting equations we
obtain

(P —p3v—c) =0 YveK.
By choosing v = 1 and v = —1 we obtain

(pf —p5, 1 —c) =k(1,1—¢*) >0,
(py —p5, —1—¢") =r(l,-1—¢c*) > 0.

Since 1 — ¢* > 0 we have (1,1 — ¢*) > 0 and thus k > 0 from the first
inequality. Since —1 — ¢* < 0 we have (1, —1 — ¢*) < 0 and thus k£ < 0 from
the second inequality. Thus x = 0 holds and p} = p5. Thus p* is unique.

For the reverse implication it is clear that if (¢*,p*) is a solution of (4.3)—
(4.4), then (¢*,w*,p*) with w* = p* — (p*, 1) is a solution of the optimality
system (4.8)—(4.10). Since (P) is a convex problem, any stationary point of
(P), i.e. a solution of (4.8)—(4.10), is also a global solution of (P). Thus,
(¢*,w*) is the unique solution of (P). O

Analysis of (4.1)—(4.2)

In this section we show the existence of a unique solution to (4.1)—(4.2) us-
ing a general existence result for saddle point problems. We further give a
reformulation of (4.1)—(4.2) following [Jus11].
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Theorem 4.3 ([Jusll, Satz 3.2|). There ezists a unique solution (y,p) €
Hy () x L, () to (4.1)-(4.2).

Proof. We use the result [GR79, Th. 1.4.1] for a general class of saddle point
problems that we for convenience recall in the Appendix (Theorem AG).

In our case we have X = Hg(Q)? and M = L{, (). For y,v € Hy(Q)?
and p,q € L{,(Q) we have a(y,v) = &(y,v) +n(Vy, Vv) + a'(Yoa, y,v) and
b(y,q) = —(divy, q). We further have | = yyq — cVw € X* and y =0 € M*.

For applying Theorem A6 we have to show that a is continuous and coer-
cive on Hg(Q)? and that b is continuous on Hg(Q)* x L, () and fulfills the
nf — sup condition. Moreover we have to show [ € X*.

We start with the continuity of a. Using Poincaré’s inequality we have

together with the continuity of a* (4.6)

lay, o) < &llyllllvll +nlVylllIVoll + cd(d) I Vyaal [ VY[ Vo]
< Q) + 1+ CDIVYaual DYl g e llv g e

Furthermore
b(y,q) < ||divyllllgll < Vd|ql[|Vyl.

Concerning the coercivity we have for arbitrary y € HJ(2)?

a(y,y) = EllylI* +nlIVyll* + @' (Yo, y, y) > C(Q) min{&, n}Hyl 7 0ye-
=0
The inf — sup condition for b can be found in e.g. [GR79, Th. 1.3.7].

The requirement yy,q —cVw € (H&(Q)d)* follows from Holder’s inequality
together with embedding theory (see [AF03]) for Sobolev spaces. ]

For constructing an a posteriori error estimator in Section 8.2 we now
introduce a bilinear form B to rewrite (4.1)—(4.2) in a compact form. In
addition we introduce a norm on Hg(Q)? x L%O)(Q) which we later use to
measure the local error contributions. This idea and the following proof are
taken from [Jusll, Satz 3.4].

Equations (4.1)—(4.2) are equivalent to:

Find y,p € H} ()4 x L%O)(Q) such that
B((y,p), (v.q)) = L((v,q)) Vv € Hy()",q € Ly () (4.11)
holds. Here
B((y,p): (v.q)) = &(y,v) + n(Vy : Vo) + a' (Yoia, y, v) — (p, dive) + (g, divy),
L((UJ q)) = (gyold - vaa U)‘

On H}(Q)? x L2

(0)(€2) we define the following norm

1 1/2
1Cy, P == {UHVW + &yl + EHPHQ} :

Then there holds:
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Theorem 4.4 ([Jusll, Satz 3.4]).

1. The bilinear form B is continuous, i.e. there exists a constant cg =
cs(n, Youa, d) such that

B((y,p), (v,q)) < es || (u, p) Il [I(v, )]

holds for all (y,p), (v,q) € HE(Q)? x L(QO)(Q).

2. The bilinear form B fulfills a modified inf — sup condition, i.e. there
exists a constant * = [*(2,1, Yoia, €, B) > 0 such that

g sup B((y,p), (v;)
(y,p)e<Hé(ﬂ)d><L?0)(Q)>\{0} (v,q)E(Hé(ﬂ)dXL%(])(Q))\{O} H|(y7p) |” H|(U7Q)H|

> 0%,

where B > 0 is the inf — sup constant for the bilinear form b.

Proof. Using Holder’s inequality and the continuity of a' (4.6) together with
Idivy]l < V| Vyl| we have

B((y,p), (v,9) <&lyllllvll + 0l VylllIVoll + Cd) [ Vyaal [ VY[ Vol
+lplllidivoll + llgl[[divyl]
<&llylllloll + (n + (DI Vyaal ) VY[Vl

+ Va|lpll Vol + Vgl vyl

Using Cauchy—Schwarz’s inequality we proceed

B((y,p), (v,q))

1/2
< €I + 0+ CCOITul) IV + VAT + 11
1 1/2
A0l + 0+ CCITaal) 170l + VAT 4l
1 1/2
— L&l + V1P + (CCI Vol + 1Y) 1901 + 1

1 1/2
- {§||v||2 + Vol + (@) [ Vgl + 1v/d) | Vol[* + Enqn?}

2

1/2
) I (s 2) I Il (v, ) (1]

<

. <c<d>uv%ldu Vi
Y

Thus B is continous on Hg(0)? x L%O)(Q) with continuity constant

1/2
S <c<d>||v%ldu + m)
n



4 TIME-DISCRETE CAHN-HILLIARD NAVIER-STOKES SYSTEM 11

Next we show the inf — sup condition for B. Using (y,p) as test function
in B and using the antisymmetry of a’, there holds

B((y,p), (y.p)) = Elyll* + nllVy|*.

From [GR79, Th. 1.3.7] we have, that for each p € L%O)(Q) there exists a unique
yp € Hy ()7 such that p = —divy, and [[Vy,| < 5llp[| holds, where 3 denotes
the in f — sup constant for b. With Poincaré’s inequality it further follows that
lupll < Cpl|Vyp||. Furthermore

B((yap)7<yp70))
=E(W, vp) + 1Y, Yp) + ' Yota, > yp) — (0, divy,)
> —Ellylllvpll = 0l VylllIVypll = C@IVyaall VYTVl + llp]*

C . C(d
> — Sy lpl - 2wl - %nv%ldnnwnupn Il
1 2C2n n? 4+ C(d)2||Vyou|?
>l = S - n( ( ;2” al ) T

holds. Now, for x € (0,1) we have

B((y,p), (1 — &)(y,p) + K(yp,0)) = (1 — &) B((y,p), (¥, ) + £B((y,p), (¥p,0))
>(1— #) (€lly]> + 7l Vyl?)

1 2c? 2+ C(d)?|VYorall?
e Y e e L.
(772+C(d)2||Vyozd||2>>

K /82
neCy 1
el (1—n—n - )+%||puz
n2+C(d>2||Vyold||2+n£C§)} 1 oIl
2 T

>l V2 (1 -

> (Tl + ) 1= =
We choose x in a way such that

P+ (2| VP +n€C2\] 1
1-—r—r 5 = F

holds, i.e.

62
K = 2
B2 + 2 + C(d)?|| Vyoral|? + 0€C2 + &

€ (0,1).
Combination of the previous estimates yields

B((y: ). (1= #)(o1) + wl,0)) = 35 1] (1) I
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Since

e, Ol = (I Vall® + Ellgll”)

2 P 2 _ 2 2
< (@Hp\l + Hpu) =L (7 +necy)

1/2

L
Vi

ol

the triangular inequality gives

(1 = #)(y, p) + Ky, 0)]]| < (1 — K+ g (n +n€C§)1/2) Il (ysp) Il -

Thus, we end up with

B((y,p), (1 = &)(y,p) + K(yp, 0))

(1 = %)y, p) + K (yp, O]l
II”

sup B((y,p), (v,q))

(v,q)é(H&(Q)de?O)(Q))\{O} |||(U,C])|||

>

il (v, p) ‘
(1= n+5 (2 +ne2)") Il )l

>

Since (y, p) is chosen arbitraryly, the second statement follows with
K

5 = > 0.
(15 (2 +ngc)"”?)

O

In Section 8.2 we use Theorem 4.4 to show the equivalence of the norm of
the actual discretization error and the norm of the residual during the con-
struction of an a-posteriori residual based error estimator for the numerical
solution of (4.1)—(4.2).

We finish this section with stating higher regularity for the velocity field
assuming higher regularity for the phase field ¢ that we show in Lemma 5.8.

Theorem 4.5. Assume O of class C3, yuq € H2(Q)? N HL(Q)4, and let
(y,p) € Hy(Q)? x L) (Q) be the solution of (4.1)~(4.2). Assume c € H*(Q).
Then there holds y € H*(Q)? and p € H' ().

Proof. Using regularity results for the Stokes equation ([CF88, Th. 3.7]) we
obtain

Il + Npllmiey < € (11l gzqayt + 1l ps + ol 2oy

where f 1= &(Yora — ¥) — YoaVy — cVw. We have to show f € L?(Q). This
directly follows from yuq € H*(Q) — L*(Q)% and ¢ € H?(Q). O
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5 Moreau—Yosida relaxation

The optimization problem (P) related to the variational inequality (4.4) could
be treated by introducing a Lagrange multiplier \* for the constraint ¢ €
K. But since ¢ € H'(Q) we would have \* € (H'(Q))* thus not allowing a
pointwise interpretation.! For better regularity results we replace the problem
(P) by its Moreau—Yosida relaxed version according to [HHT11]. We then show
existence and uniqueness of a solution to the resulting optimization problem
along the lines of [HHT11].
The Moreau—Yosida relaxed problem is defined by:

min J%(c,w)
(c,w)eEH (2)xVp (Ps)

subject to  (4.3),
where J* is given by
J(ew) = J(e,w) + 3| max(0, e = )2 + 3| min(0, e + 1)

Here s > 0 denotes the associated relaxation or penalization parameter, and
the max and min operators form a regularization of the indicator function of
IC, and are understood pointwise.

In the following we show that for (P?®) there exists a unique solution
(c*,w®) € HY(Q) x Vy. The sequence of solutions converges strongly to the
unique solution (¢*, w*) € K x V; of (P) as s — oc.

Lemma 5.1. Let F; denote the feasible set for (P*®). Then the following holds
(i) Fs # 0 and Fs C Vo x Vj.
(ii) F, is a closed and convex subset of H'(Q) x H(Q).

(111) J* is strictly convex on Fs.

(iv) For each sequence (Cp, Wy )nen C Fs such that

n—oo n—oo

lenllar@) — 400 or ||wy| gy — +o0
we have lim,, o J*(¢p, wy,) = 400.
This lemma can be proven as Lemma 4.1. Note that the functionals
17, I

¢ — ||max(0,c— 1) ¢ — ||min(0,c+ 1)

are convex and Fréchet differentiable on H'(2).

TIn [BBG11] it is shown that under certain regularity assumptions indeed \* € L?(2)
holds. The authors of [BBG11] exploit this fact to formulate their numerical scheme.
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Theorem 5.2 ([HHT11, Th. 4.1]). The problem (P?®) has a unique solution
(cs,ws). Moreover, there exists a unique ps € H'(Q) such that

(Vps, Vv) =(Vw,, Vo) Vv € HY(Q), (5.1)
%@(Vps, Vo) + (¢s,v) — T(Yota, V) =(Cola, V) Yo e HY(Q), (5.2)
YA(Ves, V) + (As(cs),v) — (ps,v) =(Cota; v) Yo € H(Q), (5.3)

where \s(cs) = A (cs) + A5 (¢s) with
A (cs) == smax(0,c, — 1)  and A, (cs) := smin(0, ¢, + 1).

Conversely, if (cs,ps) is a solution of (5.2)—(5.3), then (cs,ws) with ws =
ps — (ps, 1) is the unique solution of (P?).

Proof. Due to Lemma 5.1 problem (P®) is a convex problem whose cost func-
tion is radially unbounded and strictly convex. This yields existence and
uniqueness of (¢g, ws). Similarly, as in the proof of Theorem 4.2, mathematical
programming theory in Banach space guarantees the existence of an adjoint
state p, € H'(Q) satisfying the following first-order optimality system of (P*):

T

(cs,v) + Po (Vws, Vv) — 7(cYoid, V) = (Cota, v) Yo e H'(Q), (5.4)

YA(Ves, Vo) + (Xs(cs),v) — (ps,v) = (Coa, V) Yo e H'(Q), (5.5)
(Vps, Vo) = (Vw,, Vo) Yo € H(Q).  (5.6)

The uniqueness of p; follows from the uniqueness of (cg, ws) of (P*) and (5.5).

]

Lemma 5.3 ([HHT11, Prop. 4.2|). Let cs, w, denote the solution to P*. Then
there exists C' > 0, independend of s, such that

lesll @ < C, Vsl max(0,¢, — 1) < C
[wsl| g1y < C, V|| min(0, ¢, +1)|| < C.

Proof. Let ¢*,w* denote the solution to problem P. By the properties of the
respective solutions we have

J(es,ws) < Jg(es, ws) < Js(c,w™) = J(c, w”). (5.7)
Thus, there exists a constant § > 0, independend of s such that
o 2, T 2 S 2,8 2
EHVCSH +ﬁ||sz|| —(cgld,c)+§|| max(0, cs—1)]] +§|| min(0, c,+1)[]° < 6.

Since (¢, 1) = (ws, 1) = 0 by Young’s inequality together with the Poincaré—
Friedrichs inequality we get the stated results. O]
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Theorem 5.4 (|[HHT11, Prop. 4.2|). Let {(cs, ws)}s=0 be a sequence of solu-
tions of (P*). Then there exists a subsequence, still denoted by {(cs, ws)}s=0,
such that

(co,ws) — (5, w*) in HY(Q) x H'(Q) (5.8)

as s — +0o, where (¢*, w*) denotes the unique solution of (P). In particular,
c* is the order parameter corresponding to the solution of (4.3)—(4.4).

Proof. From Lemma 5.3 we have the existence of (c.,w.) € H(Q) x HY(Q)
and a subsequence still denoted by {(c, ws)}s>o such that

(cs,ws) = (cayw,) in L*(Q) and  (cy,ws) — (v, wy) in HY(S) (5.9)
as s — +oo since L*(Q)) — H'(Q) compactly. Moreover, passing to the limit
in the state equation of (P*), we obtain

T

Pe(vw*, Vo) = 7(Cx, Yra V) + (Cag,v) Vv € HY(S). (5.10)

(e 0) +

Thus c,, w, is a solution to the state equation.
On the other hand, from (5.9) we infer

max (0, cs — 1) — max(0,c, — 1) in L*(Q),
min(0, cs + 1) — min(0, ¢, + 1) in L*(£2).
This together with Lemma 5.3 yields

—1<¢ <1 ae in . (5.11)

From (5.10) and (5.11) we deduce that (¢, w) € F. Moreover, from (5.7) and
the lower semi-continuity of semi-norms in H'(€) we infer

J(Ce,wy) = Jg(c,wy) < liminf Jg(cs, ws) < Js(cs,ws) < J(¢5,w*).  (5.12)

S§—00

The uniqueness of the solution of (P) implies (c.,w,) = (¢*, w*).
Finally, we establish the strong convergence result in H'(€2). From above
we have

J(c*, w*) < liminf Jy(cs, ws) < limsup Js(cs, ws) < J(¢*, w*)

§—00 5—00

and thus
lim [|[Ves| = [|[Ve|| as well as  lim ||Vws|| = ||[Vw*||.
S§—00 S§—00

Now, the weak and norm convergence yield the strong convergence result (5.8).
O
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For studying the limit of the optimality system (5.1)—(5.3) we first establish
some useful results.

Lemma 5.5 ([HHT11, Lem. 4.3]). There exist constants B, > 0 and 5y > 0
independent of s, such that

|(ps; V)| < 5, (5.13)
[As(e)ll S TAT (el + 147 (ea)ll < B, (5.14)

for all s > 0.
Proof. See [HHT11, Lem. 4.3]. O

This allows us to study the limit of (5.1)—(5.3) for s — co.

Theorem 5.6 ([HHT11, Thm. 4.4]). Let (ps)s=o denote the sequence of func-
tions from Theorem 5.2. Then py, — p* for s — oo in H'(2). Moreover,
together with (c*,w*) of Theorem 5.4 the function p* satisfies the first order
optimality system (4.8)—(4.10).
Proof. The weak convergence of a subsequence of {p,}sso in H'(2) with the
limit p* follows from the uniform boundedness of {w,}s~o in H(Q), p, = w,s +
(ps, 1), and the uniform boundedness of {|(ps, 1)|}s=0 according to Lemma 5.5.
Concerning the first order optimality system (4.8)—(4.10) we note that
(4.10) follows immediately from (5.6) and the boundedness of {w;}s~o and
{ps}s>0 in H'(Q). Equation (4.8) has already been established in the proof of
Theorem 5.4. It remains to study (4.9). For this purpose we observe that for
arbitrary but fixed v € K

(As(cs), v —¢5) = s(max(cs — 1,0),v — ¢5) + s(min(cs + 1,0), v — ¢,)
= s(max(cs — 1,0),v — 1) + s(max(c; — 1,0),1 — ¢5)
+ s(min(cs + 1,0),v + 1), +s(min(cs + 1,0), =1 — ¢5)
<0,
holds, where we use that —1 < v < 1 holds a.e. in ). Hence, we have

lim (As(cs),v —¢s) <O0. (5.15)

5—00

Let v € K arbitrarily, then v — ¢, € H'(Q) is a valid test function in (5.3) and
we replace (5.3) by

Y (Ves, V(v = ¢s)) + (As(cs), v — ¢5) (5.3)
— (ps,v — ¢5) — (Coryv —¢s) =0 Yov € K. '

Next, we recall that due to Theorem 5.4 we have the strong convergence of
{¢s}ss0 in HY(). Since by Lemma 5.5 the sequence {\;(cs)} is uniformly
bounded in L?(f2) there exists a weakly convergent subsequence. Thus, passing
to the limit in (5.3"), together with (5.15) we obtain

(Ve V(v — ) — (p5,v —c*) > (coq,v — ) Yo €K,

which establishes (4.9). O
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Remark 5.7. Solving (5.1)—(5.3) for a sequence (si)reny With sp — +00 as
k — oo establishes an iterative way for solving (4.3)—(4.4), where y,4 is fixed.
With ¢,, w, obtained in this way we then solve the discrete Navier—Stokes
equation with forcing term c,Vw;.

We now prove higher regularity of c,, w,, and p;.

Lemma 5.8. Assume that the boundary is sufficiently smooth (e.g. of class
C%, [EGO4, Th. 3.10, Def. 1.46]), then there holds cy,ws,ps € H?*(Q2) and

there exists a constant C' > 0 independend of s such that

lesllmz@) + lwsll ez + Ipsll 2@ < C
holds.

Proof. Using regularity results for the Laplace problem (see e.g. [EG04, Th.
3.10]) we obtain ¢, € H*(2). Now [Tay96, Prop. 5.7.4] yields

lesrz@y <C (Il = Asles) + cota + Pz + lealingey)

which due to Lemma 5.3 and Lemma 5.5 is bounded independently of s.
Analogously we now obtain similar estimates for w, and p,. O

For convenience of the reader we here state the complete weak form of the
time-discrete and Moreau—Yosida relaxed Cahn-Hilliard Navier—Stokes sys-

tem.

Find (y,p, s, w,) € Hy(Q) x Ly (Q) x H'(Q) x H'(Q2) such that there holds

(Y = Yota, v) + 0(Vy : V) + 0" (Yota, Y, )
—(p,div v) + (c,Vws,v) =0 Yo € H}(Q)?, (5.16)
(=div y,v) =0 Vv e L) (Q), (5.17)
(cy, ) + Pie(vu;s, Vo) — (Cotas v) — T(Cstiosas V) =0 Vo € HY(Q),  (5.18)
YA(Ves, V) — (ws,v) + (As(cs),v) — (cog,v) =0 Yo € HY(Q). (5.19)

6 Semi-smooth Newton method in function
space

Remark 5.7 motivates our function space algorithm to solve (4.1)—(4.4). We
specify a sequence s — oo and solve the system (5.18)—(5.19) for ¢ and w,. We
next show that for fixed but arbitrarily s this can be done by using Newton’s
method in function space obtaining superlinear convergence at least for small
time steps and in a neighourhood of the unique solution (¢, ws) of (5.18)—
(5.19). We again proceed along the lines of [HHT11].
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We write (5.18)—(5.19) in the form
Fy(es,wg) = (Fs(l)(cs,ws),Ff)(cs,ws)) =0 (6.1)
with
(P (e ), 0) = 5 (Ve Vo) + (0,0) = (otar v) = 7(esiras V0), - (6:2)
<F§2)(cs,ws),v> = *(Ves, Vo) + (A(cs),v) — (wgy,v) — (Cora, ), (6.3)

where ¢, w, and v are elements of H'((2).

Note that since A4(+) is only Lipschitz continuous Fj is not Fréchet dif-
ferentiable. But it fulfills a weaker form of differentiability called Newton
differentiability or slant-differentiability, see Definition A3 and Theorem A4 in
the appendix for a convergence result.

We apply Theorem A4 to the mapping F; : H(Q) x H'(Q) — H'(Q)* x
H'(2)*. We first show the Newton differentiability of Fj.

Theorem 6.1 (|[HHT11, Lem. 5.3|). The mapping Fy : H'(Q) x H(Q) —
HY(Q)* x HY(Q)* is Newton differentiable. A Newton derivative is given by
the operator G(cs, ws) defined by

o Le(V(;w, Vi) + (de,v1) — 7(0¢yora, Vur)
(Galeer )0, ), (11, va)) = ( V(V6e, Vg) + (N,(c)6c, vy) — (C;Z;,UQ) )

where X,(c;) is defined as

) <1
N (cs) = {O Fles <1,

s if |es| > 1.

Proof. Follows from [HIK03| and Sobolev embedding, see [HHT11, Lem. 5.3].
[l

For applying Theorem A4 we further need that Gy is invertible. This we
establish next.

Lemma 6.2. For given ¢y € HY(Q),yoa € HF(Q)? and (y1,y2) € HY(Q)* x
HY(Q)* the optimization problem

. V2
min —_—
(5c,6p)EH (Q)xVy 2

s.t. (0c, Vv) + P;@(Vdp, Vo) — 7(6¢yoa, Vv) = (y1,v) Yo € H' ()

T !
IVoc|? + —2]36||V5P||2 + (X (cs)dc, 0c) — (y2, dc)
(Pc.)

admits a unique solution. Moreover, there exists a unique dw € H'(Q) such
that

P;e<V5w’ Vo) 4 (0¢,v) — T(0cyod, V) = (y1,v) , (6.4)
Y3(Vée, Vo) + (N, (cs)de,v) — (6w, v) = (yz,v) (6.5)
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for allv € HY(Q).
If (d¢c, dw) is a solution of (6.4)—(6.5), then (dc,dp) with dp = ow — (dw, 1)
is the unique solution of (Pg,).

Proof. One proceeds as in the proofs of Theorem 4.2 and Theorem 5.2. O
Theorem 6.3 (|[HHT11, Prop. 5.5|). The Newton iteration

(Ck+1,wk+1) — (Ck, wk) o GS(Ck, wk)_lFs(Ck, wk)

converges superlinearly to the solution (cs,ws) of (5.2)~(5.3), provided that
the initial value (c°, w°) is sufficiently close to (cs,w,), the time step size T is

sufficiently small, and yuq € H*(Q) C L>=(9).
Proof. From Lemma 6.2 we deduce that G is invertible. This means that
for given (y1,v2) € H'(Q)* x H'(Q)*, there exists a unique pair (dc,dw) €
H'(Q) x H'(Q2) such that (6.4)-(6.5) holds.

We now show the boundedness of ||Gy(cs, ws) ™| (a1 (@)2)+, 11 (0)2) indepen-
dently of ¢, and w, to apply Theorem A4.

We take dw as test function in (6.4), dc as test function in (6.5) and add
the resulting equations to obtain

T /
pollVowl® + 7 Vée|* + (N(¢)de, oc)

=7(0¢Yora, VOw) + (y1, 0w) + (ys, dc)
< 7|[6¢l[1Yotall Lo (o) [V Sw]]

+ il m1 )

owll (o) + 12l @+ [10¢l m1(g)-
By Poincaré-Friedrichs inequality we have
[0cllin o) < (1+ )| Vael| + Cy(de, 1),
6] ) < (1 + Cy) [ V]| + Cy(ow, 1),
and by using v = 1 in (6.4) and (6.5) we obtain
(567 1) = <y17 1> )
(0w, 1) =(X()de, 1) = (y2, 1) < 5| {yn, ) [ + [ (y2, 1) |-

Young’s inequality now implies

T 1
@\|V6wl|2+§ (72 — TPeCﬁHyoldH%oo(Q)) Véc||?

Pe
§7(1 + Co)? M I i )

+ Colly [T gy (8] (s 1) [+ 1 (w2, 1) |)
1

+ 2—72(1 + Cp)* w2l -

+ Collyalltar - (1, 1) -
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By using Hélder’s inequality we end up with
(8¢, ow)|| m@yxmr @) < C (lyillar @y + lvellm@)y:) -

Thus we obtain boundness of ||G(cs, ws) ™ || £((m ()2)=,11.(0)2) uniform in ¢,
and w,. Now Fy together with its Newton derivative G fulfills Theorem A4
yielding superlinear convergence of the Newton sequence {c*, w*}. Note that
we here require 7> — 7PeC?||youa||7 (@ > 0, implying a restriction on the size
of the time step 7. O

Remark 6.4. The restriction on 7 can be interpreted in the sense that it restricts
the distance that a particle can move during one time step to a value smaller
then the thickness of the interface, which is of order O(~). This restriction
will later be reflected in our adaptive scheme. Note that this restriction does
not appear if one replaces Vcyoq by Veoayoa in our scheme (5.18)—(5.19).

7 Finite element discretization

For the purpose of a numerical simulation of the Cahn—Hilliard Navier—Stokes
system we next discretize (5.16)—(5.19) using the finite element method. There-
fore we introduce shape regular simplicial meshes 7 and TY? such that
Q= Urerew T and Q= Urerw T Here T are closed triangles or simplices.
By £ and EY? we denote the sets of faces associated with 7 and T, re-
spectively. For a triangle T" € T’ we denote by hp the diameter of T" and
by |T| its area. For a face E € £ we denote by hg its length. We define
h = maxpegew hyp.

The phase-field ¢ and the potential w are discretized with piecewise linear,
continuous finite elements, i.e. their Ansatz space is given by

VU ={veC’(Q) : vlr € P(T), VT € T} =: span{¢S”, ..., o3 }.

The velocity y of the fluid and the pressure p are approximated by the LBB-
stable Taylor—Hood finite element defined on 7%, i.e. we set

V={v e C’O(ﬁ) c 0| € Py(T), VT € T v|gq = 0} =: span{¢y, ..., gszvy},
and
VP ={veC'Q) : v|lp € P(T), VT € T} =: span{¢’,. .. , O,

see |[Ver84]. Here Py (T) stands for the space of polynomials up to degree k
defined on T
The spatially discretized version of (5.16)—(5.19) then consists of finding
(ch,wh) € Vo x Y and (y",p") € V¥ x VP such that the following system is
satisfied:
B((y",1"), (v,9)) = L"((v,9)) V(v,q) € VY x VP, (7.1)
<F(1)(cg,w2‘),v> =0 Yv € VU,
<F(2)(cg,w?),v> =0 Vv e Y.
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Here B for (v,q) € Hg(Q)? x L,

() is defined by
B((y",p"), (v,9)) =£(y", v) + n(Vy", V) + a' (Yo, y", v)

— (div v,ph) + (div yh, q),

while L" is given by

L"((v,q)) = &(Yoa, v) — K("Vw", v).
For v € H'(Q) we have

<F(1)(ch wh),v>

CR S

P (Vw VU) ( — Cold, U ) T(C?yoldavv)7 (74)

<F(2)(c wh),v) ==Vl Vo) + (As(cl),v) = (wh,v) = (coa,v).  (7.5)

S

Every step of the semi-smooth Newton method for solving

(FO(c, wh), FO (! w ))t:O

then requires to solve the following system for given %, w:

é(v&uh, Vo) + (6c",v) = 7(6¢"yorq, Vv) = — <F(1 Jwl), v,

YAV, Vo) + (N (Mo, v) — (suw",v) = — <F h),v> )

Using matrix notation this reads

(vl ) (0= (5) "o

Here dw, dw € RY are the node vectors of Jw”, §c* € Y and the matrices are
given by

A=2K + A D=_K
fy + (CS)7 Pe 9
K = (V¢ Vi) e, A(cl) = (N(h) @5, ) ey

(
M= ( Sw’ gb;w)zj'vjip = ((bfwyold, vﬁb;w)i?;cil?

while the right hand side is given by

cw New cw New
By = — (FO(clwl),65") =, Bi=— (FU(wh),65") .
Note that A(c?) is evaluated exactly, and is symmetric and positive semi defi-
nite.

We next show the feasibility of the semi smooth Newton method for solving
the time and space discrete system (7.2)—(7.3).

Theorem 7.1 ([HHT11, Prop. 6.1]). Let 7 > 0 be sufficiently small. Then the
system (7.6) admits a unique solution, i.e. the system matriz (7.6) is reqular.
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Proof. Since the mass matrix M is regular, and symmetric and positiv definite,
one readily finds that (7.6) is equivalent to

—M A s\ B,
0 M-7T+DM™'A )\ 6w )~ \ Bi.—DM™'B, )

It now is sufficient to show that S = M — 7T + DM~'A is regular. We
use the fact that the product UV of two symmetric matrices U and V with
all Eigenvalues in [u1,us] and [vy,ve] with 0 < u; < ug and 0 < vy < g,
respectively, has all its Eigenvalues in [ujvy, ugvs]. From this we obtain that
M~—tDM~'A is positive semi definite and thus

R=M+DM A= M+ M DM 'A)

is positive definite, where I denotes the identity matrix of size N., X Ney.
Since the set of regular matrices is open and T is singular, since (1,...,1)" €
RNew € ker(T), also R — 77T is regular, for 7 small enough O

As the solution of the continuous problem also the solution of the discrete
problem is bounded in H'(Q) x H'(Q) independently of s .

Theorem 7.2 ([HHT11, Prop. 6.2]). Let (¢!, wh) 40 be a sequence of solutions
to (7.2)-(7.3) for s — oo. Then there exists a constant C' > 0 independent of
s and h such that

12|10y < C,
lw! || 1) < C,
A () 220y < C

holds.

Proof. The proof is analogeous to the one of Lemma 5.3 and Lemma 5.5. Since
in [HHT11] a different finite element formulation of the term involving Ay is
used, for the proof we do not follow [HHT11, Prop. 6.2].

We introduce the minimization problem

min JE( pl) st (7.2). (7.10)

(ch phyeyew xyewny,

This is the finite dimensional analogue to problem (P?).

By the same arguments as in Theorem 5.2 we obtain that the unique solu-
tion to (7.10) is (¢, wh — (wh 1)) = (ch, ph).

Let (c*, p*) denote the solution to (P). By P,¢* we denote the H' orthog-
onal projection of ¢* onto the non-empty, closed and convex subset NV C
H'(Q2). Thus there holds

(¢" = Puc® v — Ppc®)n <0 Yo e VYNK.
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By Qnp* we denote the H' orthogonal projection of p* onto V°*. Note that
there holds 0 = (p*,1) = (Qnp*,1). Since both are orthogonal projections
we have the stability properties || P,c*| gy < ||c*||m) and [|Qpw*|| g @) <
|Qrw* || i1 (), see e.g. [EGO4, Lem. 1.131|. Inserting Pnc* and Pyp* in J, we
get

Jo(c ph) <T(Puct, Qup*) = J(Puc*, Qup®)

2
Y * |2 T *||2 *
= ||VP + —1|VQ — (P o
2 H hc H 2Pe|| hp || ( hC ’Cld)

<L IVP I+ VO I+ P |2 + = el
<5 h Do h 5 1 oy2 Il Cotd

2

Y 2 T 1 w2 1 9
SEHC ”Hl(Q) + _2Per HHl(Q) + _27_2 [ cotall
<C.

Since (c?,1) = (pZ,1) = 0, we obtain (7.7) and also |[p||m < C. Asin
Lemma 5.5 we get (w!,1) < C and thus there follows (7.8).

Now we show the boundedness with respect to s of \,(c?) in L?(Q). For
this we test (7.3) with v = A\ (c!) = smax(0,c" — 1) and v = A\ (") =
smin(0, c? 4+ 1) and obtain

AT (P +27sTHIVAT (1P = (wy, AT () + (coras AT (€1)),
IAT (€D + 22 THIVAT (eI = (wl, AT(e))) + (Cota, A5 (€))-
This yields

1A (N < Mgl + lleoall,
IAZ (N < Ilwgll + llcorall-

From this the estimate
A < AT+ AL (@] < 2(Jwl] + [leaall) < C
follows. O

The discretization of the Navier-Stokes part (7.1) gives rise to a sad-
dle point problem often considered in literature, see e.g. [Ver84, BGLO5,

DGSW10], namely
G 9)()-(5) )

The matrices are given as

A 0
4= ( O11 A22) o An = A = (a)ij=1..8,

B = (Bl B2) ) Bl - ((bl)li)z;l ----- ]]VVy’ B2 — ((bz)w)_ljzll ..... N

7777777777



7 FINITE ELEMENT DISCRETIZATION 24

with

Qg =¢( ?’ ¢§/) + n<v¢§']7 ngil) + at(yolda ¢f7 ng)a
(01)ij = — (020, 8}),
(b2)ij = — (0,95, ¢7).

Here y denotes the node vector for the velocity field y* and p denotes the node
vector for the pressure field p”. The right hand side is given by

(f1)i = &((W1)ota, &)) — K(Cgaxw?a o7,
(f2)i = E((2)oia, 9}) — K (cLO,wl, ¢Y).

Here (y1)oa, resp. (Y2)owa, refers to the first, resp. second, component of the
vector field y,4.

We show the existence of a unique solution to (7.1) following the proof of
[Jus1l, Satz 3.8].

Theorem 7.3 (|Jusll, Satz 3.8]). There exists a unique solution (y",p") €
VY x VP to (7.1) with [, pndz =0 .

Proof. Since we have a finite dimensional linear equation, it is sufficient to
show that the homogenous equation only has the trivial solution. Thus we
show that

B((y",p"), (v".¢") =0 V(0" q") €V x VP (7.12)

only has the unique solution (3", p") = 0.
Testing with (v", ¢") = (¥, p") we obtain

0=B((y",p"), (", p") = Elly"II* + nlIVy" |,

and thus y" = 0 in H}(2)?. Now it immediately follows that
0 = (dive™, p") Vo € VY. (7.13)

Since we use LBB-stable spaces there exists 3" > 0 such that

di h h
sup (div o™, p")

—re = B
oevy [[VO"]

holds, see [Ver10]. The constant 5" is independent of h. Equation (7.13) also
holds if we divide by |[Vo"|| and it also holds for the supremum over all v":

d' h h
0= sup (AVVLP)

> B"Ip".
vy [[Vor]]

Thus ||p"|| = 0 and we obtain p" = 0 in L?(Q). O
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8 The adaptive concept

After having a fully discretized scheme for the solution of (4.1)—(4.4) at hand
we can solve (7.1)—(7.3) at each time step in a time marching scheme.

Since the phase field is known to be nearly constant in the pure phases and
that it describes the interface of width O() between the two fluid phases one
expects large gradients of the phase field in the neighborhood of the interface.

Therefore one should carefully select an appropriate mesh for the simulation
of the phase field. In Section 8.1 we desribe a reliable and efficient a posteriori
error estimator for the simulation of the phase field, based on the system
(7.2)—(7.3). It is constructed along the lines of [HHT11, Sec. 7|.

On the other hand a mesh taylored to the numerical simulation of the phase
field need not be a good choice for the simulation of the flow field. In Section
8.2 we briefly describe how the results from [Ver10| concerning an a posteriori
error estimator for the time-dependend Navier—Stokes system carry over to our
case, where we again follow [Jusl1].

In Section 8.3 we describe the adaptive cycles which we use together with
the error estimators obtained in Section 8.1 and Section 8.2. We finish this
section with describing aspects of the implementation arising from discretizing
the flow field and the concentration field on different meshes in Section 8.4.

For ease of notation and since all references should be clear, in the follow-
ing we suppress the index ; for denoting the solution of the relaxed system.
So, in what follows, we write (y,p,c,w) as solution of the time-discrete and
Moreau—Yosida relaxed system (5.16)—(5.19) and by (y", p", ¢, w") we denote
the solution of the discrete in space system (7.1)—(7.3).

8.1 Adaptive concept for the Cahn—Hilliard part

In the present section we derive a reliable and efficient error estimator for the
Cahn-Hilliard system (7.2)—(7.3). Here we extend results of [HHT11, Sec. 7|
to the case of the Cahn-Hilliard system with transport.

Let us briefly comment on further available concepts for the spatial dis-
cretization of the Cahn—Hilliard system in the literature.

In [BN09] a reliable estimator for the Cahn-Hilliard equation with double-
obstacle free energy is derived. Besides residual based estimators, taylored
heuristical approaches are commonly used to resolve the interface numerically.
These approaches exploit the fact, that the location of the interface is known
and adapt the mesh accordingly. The approaches distinguish in the way they
localize the interface. In [KSWO08, BBG11, AV12] a triangle T is refined if it is
located in the diffuse interface, i.e. if max,er |c(z)] < 1—§ with a small § > 0
holds.

On the other hand, since the interface can be characterized by its large
concentration gradients, in [GK14| heuristic error estimation based on the
norm of the gradient of ¢ is used. We will give a short comparison to heuristic
error estimation in the numerical part in Section 9.1.
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We define the following errors

e.:=c"—c, ey = W —w, ex, = A(c") = Ay(e),
residuals
r = ¢ — cog + TV o r® = X\ () — w — o,
(1) =" — cog + TV Y4, rf) = A (c") — w" — e,
element indicators
) = hp|rVlp forall T € T, (8.1)
0 = hp|rP|p forall T € T, (8.2)

and edge indicators

n(El) — hz/QH[th]E . VEHE fOI‘ all & & gcwj
2 = Vg vele  forall E e £,

where vg, for all E € £°, denotes the outer unit normal on the edge F,
pointing from the triangle with lower global number to the triangle with higher
global number. If F is a boundary edge, then vg coincides with the outer
normal vg. With || we denote the jump of the respective function across the
edge F.

Further, to each function f € L'({)) we assign a piecewise constant function
f defined by

fir= 1 / fdx  for T € T, (8.3)
Tl Jr

The local as well as the ‘regional’ data oscillations associated with a function
f are defined as

oscp(f, T) = |[hr(f — T)HL?(T) for T € T,
1/2
oscy(f, D) <Z oscn(f, T) ) for D C T“".
TeD

By I, : HY(2) — VYV we denote Clément’s interpolation operator ([Clé75,
EGO04]), which satisfies for each T'€ T and E € £V

|lv — pollr < Chrl|Vollw, Yo € HY(Q), (8.4)
v — Myollr < ChY2 | V|wy Yo € H'(). (8.5)

Here, the domains wy and wg are given by

wr={T"eT™ . TNT #0} and wp:={T €T : ECT}.
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8.1.1 Reliability of the estimator — a posteriori upper bound

For all v in H'(Q), we have
(FO(e,w),0) = (FP(c,w),v) = 0.
This yields

(FO( 0t en) = (FO () = FO (e w), ).
(FO (M "), e,) = (FO (", wh) — F(Q)(c, w), ec),

S

which implies

<F ew>— Vew, Vew) + (ec, ew) — T(€Yords Vew),

<Fs(2)(ch7 w ; c>_7 vem Vec) - (eun 66) + (/\S(ch) - /\S(C)’ ec)'

From

(max(0,a) — max(0,b))(a — b)

(max (0, a) — max(0,b))?,
(min(0, a) — min(0, b))(a — b) 2

>
> (min(0, a) — min(0, b))*,

for all a,b € R we have

(As(c") = As(e),ec) = 57 lea, ||

Hence, adding (8.8) and (8.9), and using (8.10), we obtain

ESE + &+ &,

with
-
€= S’IHeAS 2 —HV@sz +9%[| Ve,
= < ew>
53 = T<€cyold7 V@w)

27

(8.10)

(8.11)

We further estimate &, i = 1,2. For this purpose, we recall that for all v" in

VC’LU
<F(1)(ch wh), o) = <F(2 (", w™), ") =0,
holds, which implies

51 < 1)(Ch7 wh)a ew> - <F(1)(Ch’ wh)a Cw — Hh€w> )
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Let
S =E1+8, &E=E+E,
where
&L= é (Vwp, Ve, — pey)), £y :=~*(Ven, Ve, — e,)) ,
5{’ = (T}(ll), ew — Hpew), 53 = (T,(ZQ), e. — pee).

Using integration by parts, (8.4)—(8.5), and the discrete Cauchy—Schwarz in-
equality, it thus follows that

T
Ef - Z E([th]E *VE, €y — Hh€w>E

FEe&cw
) 1/2
T 1
<C ((ﬁ) 3 <n;>>2> IVewl,
Eecgew
1/2
&=3 (. ew—The,)r <C ( 3 <n<;>>2> I Vew|.

TeTcw TeTcew

Consequently, we infer

1/2
7 \2
£ = 8f+€i’§0( > o+ (5) X <n§;>>2> IVeull.  (8.12)

TETC’LU Eegcw

In the same way, we find

1/2
&:=E+E<C ( St > <n§§>>2) Vel (8.13)

TeTew Ecg&ew

Next we establish reliability of our a posteriori error estimator ng which
is defined below. We note that this result is similar to the one for a Cahn-
Hilliard system obtained in [HHT11, Prop. 7.1|. Let us first note that testing
(8.6) with 1 € V yields (e.,1) = 0. Thus by Poincaré—Friedrichs inequality
there holds |le.|| < Cp|| Vel

Theorem 8.1. Let c,w € H'(Q) denote the solution of system (5.18)—(5.19),
and ", w" € VU denote the solution of system (7.2)—(7.3). Assume that yoq €
L>(Q) holds. Then the following holds:

There exists a positive constant C, depending only on the domain €2 and
the smallest angle of the mesh T, such that

_ T 1
s lealI? + EHV%”Q +t3 (v* = 7PeCy|yotal 0 e) Vel < Cgy, (8.14)
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holds, where

7\ -1 2 B 2
#=G) S )+ 5 ()

eTew TeTew

T )T ()

Ecgew

(8.15)

Moreover
no < B

with a constant B independent of s and h.
Thus, provided that

72 > 7 PeCH|Yotal| 7~ 0
holds, the estimator is reliable.

Proof. For proving (8.14) it remains to treat &;.
Straight forward estimation yields

Es = T(ecYoid, Vew)

< 7llecll|yotall oo @ | Vewll

N

1 T
< 57P8\|yozd||%w(Q)H€c||2 + Q—PGHV%HQ

1 T
§TPeC’§||yOld||ioo(Q)||V6c||2 + ﬁHVewW-

This together with the estimates (8.12) and (8.13) gives

1/2
£<Cy ( > () S <77§§))2) Ve

TeTew Ecgew

1/2
+02(Z <n¥)>2+<é>:§w (n§§>)2> Ve

TeTew

IN

1
+ 57PeC ol iy Veel P + 552 [ Veul?

<Ciy~? ( > (n(TQ)) 9 (n) ) +%2HV€CH2

TeTCw E‘egcw
(5 68+ G 5 68))  teer
+CQ<Pe> (Z (”T T\ Pe Z ') |+ gpell Veull
TeTcw Fegcw

1 2 2 2 T 2
+ §TPeCpHyodeLoo(mﬂvecH + EHV%H ;

where C7 > 0, C5 > 0 denote appropriate constants. This implies

_ 1
s lea® HV@wH2 5 (7 = 7PeCy otallZ=(0) [ Veel” < Cg
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which is the claimed result.
Furthermore

o < B ([ la@) + 1w [a@) + 1A () 220) + 1)
follows from the definition of 7q, where g > 0 is an appropriate constant. [J
Remark 8.2.

e In [HHT11, HHK13] mass lumping is used for the numerical realization
of (7.2)-(7.3). The inner product (f,g) = [, fgdz then is not evaluated
exactly, but by the numerical quadrature rule

New

(f.9)" == / P (F()g() de = 3 (1,6) fag(w) Vi, g € C@),

=1

where 7" : C(Q) — YV denotes the Lagrange interpolation operator.

This gives rise to a further error contribution 73 = || (A;(c")) — Xs(c)]|,
to ngq, while the term 77;2) modifies to 'F]ég) = hy|| 7" (Ns(c")) — w" — codl|-
This reduces the numerical effort for solving the corresponding equation
systems, but introduces a new error contribution.

e For integrating A\ (c") exactly further effort only has to be spent on
triangles with a discrete active-inactive interface, i.e. on

(") = {T ¢ Tcw|ma1>g|ch(xi)| >1A m19|ch(xi)\ <1}
;€ x;€

In our numerics this extra effort results in meshes with less degrees of
freedom, compared to meshes obtained with lumping of As(c"). The
numerical speed up from this smaller meshes even compensates the in-
creased numerical effort of exact evaluation. The influence of lumping is
investigated in Section 9.1.

e The condition 7* > 7PeC} [|yoiall] ~ (o can be interpreted as a restriction
on the time step size 7. It has to be choosen so small that a particle can
not cross the interface of width O(7) in just one time step.

e If O is a convex domain C), < diam(Q)7~! holds ([PW60]).

e A similiar error estimator can be derived for other free energies, assum-
ing that the free energy is discretized according to [Eyr98|, where an
implicit discretization in time for the convex part and an explicit in time
discretization of the concave part is proposed, see Section 11.3.
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8.1.2 [Efficiency of the estimator — a posteriori lower bound

For showing the efficiency of the estimator we use the bubble function tech-
nique as proposed in e.g. [AO00], to establish a lower bound on the error
representation given in Theorem 8.1. By Ar we denote the canonical bubble
function of T € T, which is the product of the barycentric coordinates of T'.
By Ag we denote the bubble function corresponing to £ € £“. We introduce
the mapping

~LA(E) — L(wg), @) :=®(xp) zeT,

which extends any function defined on an edge E to the pair of neighboring
elements (7, 7~) with common edge E. Here wg := TT UT~. We have
T € {T*,T"},and zp € F issuch that z—xp is parallel to a fixed £’ € T\{E}.

Referring to [AO00], for all polynomial functions &7 € Pi(T) and ®p €
Py(E), k € N, the following estimates are valid:

@77 < C(@r, @rAr)T VT € T, (8.16)

|PrAr|r < || P77 VT € T, (8.17)

IV(@rA7) ||l < Chi' || 1|7 VT € T, (8.18)

|®5l% < C(®p, PpAp)p VE € £, (8.19)

|PeAellr < C||PE|lg VE € £V, (8.20)

Furthermore, we have

1P llwe < Ch? |0k 5 VE €&, (8.21)

IV(®pAp) oy < Chy'?(|®xl|z VE€E™.  (8.22)

We start with two auxiliary results.

Lemma 8.3. For every T € T the following estimates hold

7\ ! o\l
(7) @9VSCG%%mmﬁﬂww@+@q osci(rf), T)

?e Pe
T 7\ 1
bVl + (5) " kredd? ) 823
and
7 20P)? <O (VP Ve 2 + 772 hrew| (8.24)
+y72||hpey, ||F + ’y‘zosci(rf), T)> )

Proof. We have

1 1 (1 1
(n)? = [[heriV |12 < 20270 |12 + 20862 (r), T), (8.25)
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with TELI) :=7¢C—=¢,, + TYaaVec. Note that while r,(ll) due to the appearance of

. . . . . —_(1) . . .
Yola I general is not a piecewise polynomial on YV, rg) is piecewise constant.

We set ¢ 1= F21)|T/\T and obtain with the help of (8.16)
715 < o o)
< C(riY vr)r + Chzosen(ri), T) [ |2 (8.26)
Using Aw”|r = 0 and ¢ — g — = Aw + 7Veyaq = 0 we proceed
(7“;(11), V1)1 = (" — coa + TV "Yora, 1)1
T
= (" =, r)r — P—@(Awh — Aw, Yr)r

+ 7(V"Yora — Veyoia, 7)1

= <€m ¢T)T + %(Vew, VT/JT)T + T(Vecyolda ¢T)T- (8-27)

Using (8.26) and (8.27) we have
.
7 Iz <C (HecHTWTIIT + o IVeullr | Vrllr +7(Vecyoa, dr)r
+hztosen(r, Tllvrllr)
1 —11=(1
<C (lleellzll7s e + 2= Vewllzhz 175l
€

+ 7IVeetaal 175 Iz + hi'osen(rf”, 7) |71l

from which we conclude

T, _
7 lr <C (lledir + phz I Veullr

71V ecllr oo + P osci(r}, 1)) (8.28)
Estimate (8.23) now follows from (8.25) and (8.28) using Young’s inequality.

To achieve (8.24) we proceed similarly with

2
)2 = |[her2 |2 < 202|722 + 2082 (), T), (8.29)

where Ff) = \(ch) —W" — Cpq. With ¢ 1= F22)|T)\T and (8.16) we get

(2 (2
P22 < OFD wr)r.

Furthermore

P22 < O r)r + Chitosen (i), T) e |- (8.30)
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Since Acl'lr = 0 and —2Ac + \,(¢) — w — coq = 0, we have
(T;(LQ)v Yr)r =73 (Vee, Vir)r + (ex., ¥r)r — (€w, Y1) (8:31)
From (8.30)—(8.31) it follows that

—(2
17215 < € (PlIVeellr| Vebrllr
+ (llewllr + leallr + hzosea(ri?, 1)) lvrlir )

and using (8.17) and (8.18) we obtain

—(2 _
I72llr < € (4207 1V eells + llewllz + lex.

T

+hylosen(r?, T)) . (8.32)

Estimate (8.24) now follows from (8.29) and (8.32). O

Lemma 8.4. For every £ € £ the following estimates hold

o7 < (Ivelt, + (5) e, + () osctl? or)
" TPenhTyoldnzo,wE||Vec||iE) (5.33)
and
P ) < C(PIVe?, + 7 2heewll?, + 72l heex, |12,
—|—fy*2osci(r,(f),wg)> : (8.34)

Proof. Let E be an arbitrary edge in £ and define ¢p = i)vE)\E. For the
proof of (8.33) we use ®p := [Vw"|g - vg.
Due to (8.19) we have

2
(02" = bl [Vl - vl < Cho((Vulls v, bp)s. (835)
Using Green’s formula and Aw"|; = 0 we get

([th]E "V, ¢E)E = Z (th, VlDE)T = (th, V¢E)wE-

TCwg
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-1
Since (ﬁ) (¢ — Cota + TV Yorq) — Aw = 0 there holds

(vwhv V¢E)wE

=(Vo", Vip)up + (Aw, )y — (5
T

~(Vew Vorlos — () (1 )

_—
+ T<vecyolda ¢E)wE + (E) (eca wE)wE

< T\,
<IVewlloplViellvs +{5;) I llwp Vel

7\ -1
+ T IVeellunllgotdllows 06l + (52) el I6s]les

<CNV")s - vollos (s Vew s

T

1oy 1
() B (I + e + 71l ) )

Thus we conclude

I[Vuw"E - velle

< C (| Veu

TN 1
#(F) AL (I + e + 71l ) )

Using this estimate in (8.35) we see that

T N2 T
Pe (772’)> Zp—ehEH[th]E vl

T T

<C [ Z1ve,? )2 ke
<O (glVeul2, + () eI, + (5) lsedl?,

+h%TPeHVecHwEHyoldn;w) |

Using the regularity of the mesh, i.e. O(hg/hy) =1, we have

T\t T\!
(o) IherlIz, <030 (5) Wi
T

Cwg

-1
) (¢ = Cod + TV CYoid; VE),,,

34
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-1
Now we use the estimate for ( 5 ) (né}))Q from (8.23) and proceed

Pe
K (1>>2
Pe (nE
T 2 7\ 1 ) ) , ,
<C (P—ellwwllw + (P—e) |hgecl?,, + hrPe||Veo|2 Yol % o,
. 7 ) 2 2 2 2
+C, Z [p_e||Vew||T+ <P_e> ez + TPl |[yoal 2 2l Vee| |2
TCwE
7\ 1
+(5) o))

T

<O (el Veull + () Ihrecl, + () oschri?, we)
= Pe wllwg Pe cllwg Pe h\"h >

+7Pell hryotal| o | Vel )

o0,WE

which completes this estimate.

For the proof of (8.34) we use another ®z namely ®p := [Vc|g - vg. Due to
(8.19) we have

(1) = hell[V e - velh < Che(Vele - ve, V).

Green’s formula and Ac?|z = 0 yield

(Vg ve,Ye)e = Z (V" Vg)r = (V' Vg) oy

TCwg
Using —7y?Ac + As(c) — w — cog = 0 we get
([VCh]E "VE, @/)E)E
:(vecv vwE)wE - 772(61117 ¢E)WE
+ 97 (erns ¥B)wp — 72 /(12)1?12)@-
Consequently, we obtain
(Ve - ve, vp)e < IVeellup IVEBllws + v lew]lws 1V8]lus
+ 7 2llen s 1ellws + 772172 o 2]l
Using (8.19), (8.21) and (8.22), it follows that

IVME - velly < C(IVMEe - ve, ¥E)E,

and
—1/2 — 1/2
1196 vells < C (hp"*IVeelus + 7R llewlus

—271/2 —271/2 2
7 2 len s + 320 )
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Therefore, we have
Pe)? = hel[Ves - vel},
< C (P Vedl, +7 2 hsesl?, (8.36)
2 e, + 2R s )

Observe that due to (8.2)
Vb N5, < C 3 ) (8.37)
Tewg

holds, where again the regularity of the mesh, is used. Consequently, by com-
bining (8.24), (8.36) and (8.37) we obtain (8.34). O

Combining Lemma 8.3 and Lemma 8.4 we can prove the efficiency of the
error estimator 7gq.

Theorem 8.5. There exists a constant 3 depending on s™1, v, 7, Pe, 0, ||Yotdl| oo
and the smallest angle of the mesh T such that

+ 73| Ve||* > Bng — osch(r}(f), 0)? — osch(r,(f), Q)2
(8.38)

Proof. Using the estimates of Lemma 8.3 and Lemma 8.4 we obtain for 7q

7\ -1
wt <0 Y () e+ gl weall+ () osetof?. 1)

TeTew
+7Pe||hryoiall2e 7l Vel T + 2 Veelz + 72 [ hrewll7

2, |2+ 7~2osc2(r2), T))

-1
<0 () Mhedl? + FolVeull + el + 7~ Vheull +7 e,

T\ 1 _
+7'Pe||yold||%oo(m||Vec||2 + (E> osc,%(rf(ll), Q)+~ 20sc,21(r£2)79)) ,

where C' > 0 denotes a generic constant. Using v = 1 as test function in (5.18)
and in (7.2) we obtain (cuq4,1) = (¢",1) = (¢, 1), and thus (e., 1) = 0. By
Poincaré’s inequality it follows that [|e.|| < Cp||Ve,|l.

Using v = 1 as test function in (5.19) and in (7.3) we obtain

(ew,1) = ()‘S(Ch) —As(0),1) <

Now the stated result follows from Poincaré—Friedrichs inequality for h small
enough. O

Remark 8.6. If lumping is used for (A,(c"),v), the resulting estimator is only
efficient up to terms arising from this lumping, see [HHK13, HHT11].
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8.2 Adaptive concept for the Navier—Stokes part

In this section we derive a residual based a-posteriori error estimator for the
Navier—Stokes part of system (5.16)—(5.19). The estimator is derived following
the construction in [Jus11]. For the estimator we show reliability and efficiency
up to higher order terms.

For a-posteriori error estimation including the solution of local linear prob-
lems for the error indicators we refer to [AO00|. Residual based estimators
for the Stokes problem are described in [Ver89| for the stationary case and in
[Ver10] for the instationary case.

We define the following errors
ey=y—y" e=p-—p" (8.39)
and define the residual as a linear functional on H}(2)4 x L%O)(Q) given by
R(Uv Q) = L((U7 Q)) - B((yhuph)7 (’U, Q)) (840>

Thus there holds

R((v,q)) :=(£yora — KcVw,v) — E(y",v) — n(Vy", Vo)

- %(yoldvyha v) + %(yolde y")
+ (divo, p") — (divy", q).
Since
L((v,q)) = B((y,p), (v, q)) = 0 V(v,q) € Ho(Q)* x L) (),
we have

R((v.q)) = L((v,9)) — L((v.q)) = B((y" — y.p" — ), (v,q))
=B(ly—y".p—p"), (v.q)).

Using Theorem 4.4 we get

B (eys ep)lll < AR < es Il (ey, ep)l

where || R||. denotes the operator norm of R defined by

[R((v, )]
) M, ol

IR« = Sup

l 2
(v,q)€H( XL(O)

Thus any upper bound of the operator norm of the residuum R is a reliable
estimator for the error |||(ey, €,)]||-
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8.2.1 Reliability of the estimator — a posteriori upper bound

We proceed with estimating ||R||.. Integration by parts yields

R((v.q)) = Z (EYota — KeVw +nAY" — yaaVy" — V', 0)r

TeTvr
— Z (div o™, ¢)r — Z ([ve - (nVyh —phI)}E ,U)E.
TeTyp Eecgvyr

Let us introduce

re = EYorg — K"V — &y" + nAy" — yuaVy" — V",
fr = K(c"Vu" — cVw),

dyp = —div y",

{— [VE . (T]Vyh —ph])}E it £ ¢ 09,

T2 =30 if B e o0,

Then

R(v,q) = Z {(rr,v) + (dr,q) + (fr,v)} + Z (JE,v). (8.41)

TeTYP Eegvp

From L"(v", ¢") — B((y", p"), (v", ¢")) = 0 for all v € V¥, ¢" € VP we further
infer

R((v.q) = Y_ {(rr.o—=v")+(dr.a— ") + (fr.0)} + > (p.v—2").

TeTvp Ec&vp

(8.42)
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Let IIv € VY denote the Clément interpolation of v with II,v|sq = 0 (see
[EG04, Rem. 1.129]). We test (8.42) with v" = II,v and ¢" = 0 and obtain

R((v,q))
<> Allrrlirllo = Wwllr + ldelizliglle + | frllrllollr}

TeTw
+ > lielellv = Tylle,
Ee&vr
< > AaihrllrrllrVollw, + ldrlizligle + 1 frlizlvllz}
TeTw

1/2 .
£ 3 ohliplpl Vol

Eec&yp
<C > B trrl3 > wllvol2 4+ Y0 wlldeld Y ntlal
TeTwr TeTwr TeTwr TeTwr
YR DD ElB 4 DD ke delE Y allvel2,
TeTyp TeTyp FEec&vp FEe&yp
1/2
SC{ Z {Wgn rel7 +nlldellF + € frl17 ) + Z hEn_lﬂjEH%}
TeTvp Ec&yp
1/2
» { S el s 3 €eli 4 3 n‘lHQH%} |
R TeTyp TeTvp TeTup )
TR

where we use the Cauchy-Schwarz inequality for both integrals and sums to-
gether with the error estimations for Clément interpolation provided in (8.4)—
(8.5). The constant C' only depends on the domain 2 and the smallest angle
in 7Y (|Cle75, H4|) and especially is independent of v, £ and y,4. Thus we
have

R((v,q))
(v, @)l
1/2
< 0{ o A el +nlldellF + €M IR+ D hE77_1||jE||2E} :
TeTvp Ec&vp
which implies
R((v,
IBl.= sy M)

(v,q)€HF(Q)Ix LY () |||(U7 Q)|||

1/2
< C{ > B renllg +alldeliz + € flI7E + D hEn‘lllell%} :

TeTvp Ecgyp



8§ THE ADAPTIVE CONCEPT 40

We summarize our finding in

Theorem 8.7. Let (y,p) denote the solution to (4.11) and (y", p") denote the
solution to (7.1). Let B*, denote the constant defined in Theorem 4.4.

Then there exists a constant C' > 0 depending on €2 and the smallest angle
of TY such that

Bl (v —v",p — p")|| < Cng

holds, where ng is given by

mo= Y e el alldell + €00} + Y hen sl (8.43)

TeTvp Ec&vp
with
re = EyYorg — K"V — &y" + Ay — yuaVy" — V",
dr = —div y",
fr = K("Vu" — cVw),
P [ve - (nVy" —p"I)],  if E €09,
7o if E € oA

Remark 8.8. Through appearance of the term ¢Vw in fr the estimator is not
fully practical. The norm of fr can be further estimated as

K=Y lfrllz =ll(e = M)V + " (Vw = V) |[Faq)

TeTyr
3
<5 (leeVullfa + I VeulF2) -

From Lemma 5.8 we have ||w|| g2(q) < C independent of s, and by using Sobolev
embedding we have

||ech||%2(Q) < ||Vw||%4(9)||€c||%4(m < C||w||?{2(g)||€c||§11(9) < C||V€c||%2(9)7

where for the last inequality we use Poincaré—Friedrichs’ inequality together
with (e., 1) = 0. For the second addend we have

le"Veulzz iy < I [z I Veuwllzz -

Since ¢ € H*(Q) — L*(Q) and ||¢| g2 < C from Lemma 5.8, it further
holds

1" ooy < NI = ell () + el o) < I = ¢l (@) + C-

Let Iyc denote the Lagrange interpolation of c¢. We set m = fﬂ ch — Iyedz,
fulfilling |m| < C, and proceed

le" = ell () < [I€" = Ine = ml| () + [m| + [[Tne = ¢]l = (o)
< o(d,h)||V(c" = o) |l z2() + C + CR*~2|c| g2,
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with
|log h|Y/? if d = 2,
dh)=C
o(d, h) {h—W it d =3

Here for the first term we use discrete Sobolev inequalities from [HPUUO09,
Prop. 3.1|, while for the third term we use approximation results for the
Lagrange interpolation (see e.g. [BS08, Th. 4.4.20]). We proceed with
V(" = Ine)ll 2y < V(" = )z + V(e = 1) |20
< HVGCHLQ(Q) + Ch‘C|H2(Q),

where we again use approximation results for the Lagrange interpolation from
[BS08, Th. 4.4.20]. Putting everything together we have

Iz < CL+1*7Y%) + a(d,h) (| Vecl| 2@ + Ch) = €(d, h)

and

K23 el < € (IIVeelfag + € 2 Veullie ) -

TeTyr

Thus we can use the results from Theorem 8.1 to estimate the error terms
| fr|%. We note, that £(d, h) is bounded independently of h.

We further note that the error indicators from Theorem 8.1 are defined on
the mesh 7 while || fr||r is defined on T¥. The treatment of this situation
is discussed in Section 8.3.

8.2.2 [Efficiency of the estimator — a posteriori lower bound

We next show that our residual based error estimator is efficient up to higher
order terms arising due to the presence of || fr||.

For this we again use the bubble-technique which was also used to establish
efficiency of the estimator for the Cahn-Hilliard part and we proceed similar
as in showing the efficiency of the estimator for the Cahn—Hilliard part.

Lemma 8.9. There exist a constant C' > 0 independent of £, v, Yoq and hp
such that there

_ _ 2 _
w Wl <Cma [(1 0 Wl ) W€ 1) I ey )P
+ Oy s (e, T) + O R P

holds. Furthermore,

nlldrl* < d |l (ey, ep) III* -
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Proof. Since divy = 0 and thus, divy" = div(y" — y), the second statement
follows from ||dive||? < d||Vv||? for any v € H}(Q)%.

To proof the first statement we start with
nhzllre|® < 207 A IFe )1 + 207 oscy (rr, T) (8.44)

where 77 is the mean value of 1 as defined in (8.3). Let ¢r := FrAp, where Ap
is the canonical bubble function defined in Section 8.1.2. Then (8.16)—(8.22)

imply
[77||> < C(Fr, 1) < C(rr,pr) + Chylosey(rr, T) |||, (8.45)
Using &y — nAY + yoaVy + Vp + KeVw — Eyoq = 0 we proceed with
(rr,vr) = (Eyora — K"V + nAy" — &y" — Vp" — yoaVy" 1)
= (—fr —nley + ey + Ve, + yaaVey, )
=n(Ve,, Vir) + (e, + Ve, + yaaVe, — fr,¥r)

<nl|Vey|[[Vr || + [1Yorall o @ [ Vey [ [¢2]
+ Elleyll + Vel + L fzl) 1]l

Using this together with (8.16)—(8.22) in (8.45) we obtain

[72]1* <C (nlIVey Vel + [Yorall Lo o[ Vey 14
+ (Elleyll + IVepll + [ frll + hztosen(rr, T)) |4l
<C{(hz'n + otall L) [[Vey|l + Elley
+ [IVepll + | foll + hz osca(rr, T) } |72l

Thus there holds

177l < C{(hy'n + |yowall L)) [Veyll + Elley]l + | Ve, ||
+| frll + hytoscp(r, T)}

with some positive C' which is independend of &, v, y,q and hp. Inserting this
into (8.44) we arrive at

02 rrl? <2n R + 20 osc (v, T)
_ _ 2
<C {n sk (12, T) + 07" (0 + hrlyonalls=) 1V, |
20 ey 2 + K~ Ve, | + h%anfTHZ}
_ 2 _
SCmax((l—H? 1hT||yolclHL°°(Q)) ,hin 1§7h2T> I (ey,ep)|||2
+ Cn~tosci (rr, T) + O ' h2| frlI?,

where Young’s inequality is used several times. O]
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Lemma 8.10. There exists a constant C' > 0 independend of &, v, yoq and h
such that there holds

hen ™ isll? <C { (1+ 607 I ey eI,
_ 2 _
e (1477 ol o) B €12 1 ey eI,

+ > g B el + ﬁ_IOSCi(TTawE)} :

Tewg

Proof. Let E be an arbitrary edge of £Y7 and define

Vp = jgig, je=[(nVy"—p"I)vgl,.
We use the properties of R defined in (8.40). Using (8.41) we have

R(g,0) = > {(rr,¥e)r + (fr,¥e)r} + (e, Ve)e.

Tewg

From Theorem 4.4 we also obtain

R(¢g,0) <C || (ey, ep) llwr (16, 0) [l -

Combining this with

Iwe, O <n D IIVeelz +€ Y llvel’

Tewg Tewg

<C (nhg' + ¢hg) sl
we obtain

0 heliel? <Cn the(ie, VE)E
Sﬁ_lhEC{ Il (eys €p) lllwp (08, 0)[l|wy)

+ > lrellivsl + ) HfT||||@/)E||}

Tewr Tewg

gn‘lhEC{ st + ehs Il (€ys e) lon 1zl

+ > b lerllllisl + hE/QIIfTHHjEH}

Tewr TeEwg

:c{ 1+ e 1% || (ey ) s

N e Y hEHfT||}nl/2h}f||jEHE.

Tewr Tewg
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Due the regularity conditions supposed for 7% we have hy < Chy with some
positive constant C' independent of the mesh size. Thus,

_ 1/2, - _
YT sc{ Lt e 12 |l (eyr )l

72y bzl 072 Y hTHfTH},

Tewg Tewg

which implies

0 helisll” SC{ (L+&n"hg) Il (ey )l

7t Y hlerlP g Y h?prTHz}.

Tewg Tewg

Now we use the estimate from Lemma 8.9 and obtain
0 helljel?

<C {a Il Ceyrep) 12, + > 0 B2 foll? +77105C%L(7"T7WE)} ,

Tewg

where

_ _ 2 _
a = (14&n7'hy) + max <(1 + 0 b Yol o)™ a0 TE, h%)

Combining the previous two lemmas we for 0 < hy < 1 have proven

Theorem 8.11. There exists a constant C' > 0 independend of h but depending
on &, M, Yoia, d such that there holds

03 <C (|||<ey,ep> I +osch(rr, ) + > llfT||2>~

TeTP

Remark 8.12. From Remark 8.8 we deduce, that || fr|| is bounded by the re-
liable and efficient estimator introduced in Theorem 8.1. Let h, denote the
gridsize of TY? and h. denote the gridsize of 7<*. Then for fix h. and for
h, — 0 this upper bound on || fr| is independend of h, and thus we cannot
deduce || fr]| — 0, i.e. the efficiency of the estimator.

However, in real situations one would always tend h, — 0 and h, — 0
simultaneously. Thus we expect that the overestimation introduced by using
a not efficient estimator is moderate in real applications.
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8.3 The adaptive mesh refinement cycle

Having the error estimators (8.15) and (8.43) at hand, we next describe the
refinement cycles that we use during the numerical simulation. We use the
classic refinement cycle

SOLVE — ESTIMATE — MARK — REFINE/COARSE

once in every time step of our simulation. Thus, our overall algorithm for
solving the discrete Cahn-Hilliard Navier-Stokes system (7.1)—(7.3) is given
by:
1. INIT: Obtain initial meshes 7;81)” for the concentration and the potential,
and 7'(%’ for the flowfield and the pressure. Set k = 0.

2. SOLVE: Perform one step of simulation, i.e. at time ¢;,; solve the system
(7.1)-(7.3) on the meshes 7§y and T3

3. ESTIMATE: Calculate local error contributions on each triangle for 7?21)”
and (,j)” as described in Section 8.1 and Section 8.2.

4. MARK: Determine triangles in 7{%" and 7?,”5 for refinement and coarsen-
ing using the marking strategies defined below.

5. REFINE/COARSE: Obtain meshes 73",  and 7'(7211) by refining and
coarsening the meshes 72?)“ and 7'(1,’{’)’ according to the marking obtained
in step 4.

6. Set k:=k+ 1, go to 2.

Note that the solution on the current time instance is calculated in step 2. The
subsequent steps calculate a new mesh that is used for the next time step.
Now we have a look at the local error contributions for the Cahn—Hilliard
and the Navier—Stokes system.
For each T' € T we define

™™l ang o1\ 2
w=(pe) (') 427 () and
T 1)) 2 2)\ 2
e =Y (P—e () +* (n) )
E€E(T)

Here F € £(T) means, that E is an edge of the triangle 7.
For each S € TY we define

ns =hgn”lrell?, (8.46)

nse =hsn™" Y el (8.47)
ECE&(S)

nsp =nlldz?, (8.48)

nsr =€ (nr +nre) - (8.49)

TeC
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Here C C T denotes the smallest set of triangles T € T such that S C

UTeC T
Using these error indicaters we next describe our marking strategy:.

Marking strategy for 7"

Since we expect large errors mainly in the interfacial region, we use bulk mark-
ing, see e.g. [D6r96]. We define the set

A={T € T | amin < |T| < tmax}

of all admissible triangles for adaptation. The positive constants @i, and apax
denote the minimal and the maximal size of elements we allow in our meshes.
The marking strategy performs the following steps:

(i) Fix constants " and 6¢ in (0, 1).

(ii) Find a set MT C T such that

Z nr > 0" Z nr-

TemT TeTew

(iii) Find a set M* C T such that

Z nre > 0" Z NrEe-

TeME TeTew

(iv) Mark each T € (MF U MT) N A for refinement.

(v) Find the set CT c T such that

ec
<
nr > Ny E nr
TeTew

holds for all T € CT. Here and below Ny denotes the number of elements
of Tev.

(vi) Find the set C¥ C T such that

HC
nre < Ny Z NTE

holds for all T € C¥.
(vii) Mark all 7' € (CT UCF) N A for coarsening.

Remark 8.13.
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e Note that the marking for refinement of elements is splitted up into the
two separate steps ((ii))—((iii)), and the marking for coarsening is splitted
up into the separate steps ((v))—((vi)). This offers the possibility to

properly consider the different scalings in ny and nrg introduced by Pe
and 7.

e This strategy does not prevent a triangle from being both marked for
refinement and for coarsening. In this case it is refined only.

e In our numerics, this strategy performs well whenever we choose 7 small
in comparison to the movement of the interface. This corresponds to the
restriction on 7 introduced in Theorem 6.3 to guarantee the convergence
of Newton’s method, and in Theorem 8.1 to guarantee the reliability of
the estimator ng. In our tests 7 = O(7?) turns out to be a suitable
choice. Especially in spinodal decomposition the time step 7 has to be
chosen quite small to capture the system dynamics at the beginning of
the evolution. For this an adaptive choice of 7 would be desirable, see
[BNO9] for a heuristic approach to adapt the time step size 7.

Marking strategy for 7Y

As is indicated by our numerical simulations errors for the velocity and pressure
field are not clustered as it is observed on 7. Although in our numerical tests
there was not one best strategy, we again propose a bulk marking with separate
treatment of all four error indicators.

Again we define the set of admissable triangles by

A - {T S Typ | Amin S |T| S amax}-

with minimum and maximum allowed triangle sizes apy, > 0 and apac > 0.
The algorithm for marking triangles is given as follows:

(i) Fix constants " and 6° in (0, 1).

(ii) Find a set M® C T¥ such that

Z ns > 0" Z ns-

SeMS SeTvyp

(iii) Find a set M*F C T¥P such that

> nse >0 ) s

SeMSE SeTvp

(iv) Find a set MP C TP such that

Z nsp > 0" Z ns-

SeMSD SeTyp
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(v) Find a set M5" C T¥ such that

Z nsp > 0" Z ns-

SeMSF SeTyp

(vi) Mark each S € (M® U M5F U M5P U M5F) N A for refinement.

(vii) Find the set C° C T% such that

96
ns < Z Ns
Nr e

holds for all S € C®. Here and below Ny denotes the number of elements
of TP,

(viii) Find the set C5% C T¥? such that

96
Nse < N Z NSk

T seTor

holds for all S € C5E.

(ix) Find the set C5P C T¥ such that

C

nsp < Z nsD

T segor

holds for all S € C5P.

(x) Find the set C5F C T% such that

HC
Nsr < N Z NSk

T sequr

holds for all S € C°F.
(xi) Mark all S € (C5UCSE UC P UCS") N Ay, for coarsening.

The indicator ngp is defined using the indicators nr and nrg for the Cahn—
Hilliard part. In our numerical test we observe that these indicators are clus-
tered at the interface and thus also the indicator ngg is clustered at the in-
terface. However, numerical tests indicate that the overall L? velocity error is
only slightly reduced when refining at the interface, at least in the case of a
dominant boundary velocity field. Thus to obtain small overall velocity errors
with less triangles one should modify the proposed marking procedure. Since
we are interested in the dynamics at the interface it is reasonable to use this
indicator anyway to obtain a better resolved velocity field at the interface.

Again, if a triangle is both marked for refinement and coarsening it is
refined only.
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TP Tew

Figure 8.1: The refinement of the macro triangulation.

8.4 The two-mesh strategy

In the previous sections we described the adaptive concept for obtaining the
Cahn—Hilliard and the Navier-Stokes meshes. We now describe the numerical
treatment of the forcing term ¢Vw in the Navier—-Stokes equation, and of the
transport term y,4Ve in the Cahn—Hilliard equation.

Since c,q € V¢, the question of integrating products of functions defined
on different meshes already arises when solving solely the Cahn-Hilliard equa-
tion. In this context we note that prolonging c,4 and y,4 from the mesh of
the old time step to the mesh for the new time step needs extra care due to
mass conservation. In our approach we do not prolonge solutions from the old
time step and thus have to handle integrals defined on more than one mesh.

In the following we describe the evaluation of (¢"Vw" v). The terms
(Yora, v), (Corg,v) and (Y4, v) can be treated analogously. We note that for
evaluating the error estimator up to three meshes are involved. Since \,(c")
is not contained in the Ansatz space V* further implementation work is nec-
essary for its proper numerical treatment. Let us also refer to the discussion
on the use of adaptive meshes in time dependent simulation in [Grall, Sec.
6.2.1].

In order to initialize the overall adaptive procedure (1)—(6) we construct
the meshes 7281)“ and 7'(3? starting from a common macro-triangulation 7° of
Q) for both meshes. The macro mesh is refined to obtain 7?673” and 7'(%” , respec-
tively, see Figure 8.1. The mesh 7?81)” especially may also be adapted to the
initial concentration. The numerical solvers are then employed on the meshes
resulting from this refinement procedure.

We evaluate (c"Vw", v) triangle-wise over all triangles of 7%. On a triangle
Y € TY determine the set of all triangles {Cy}jc, C T, n. € N, such that

}3 N Cy# O for k = 1,...n., and perform the integration on each }3 N Cy

exactly. Here * denotes the interior of the corresponding domain. The set
Ci Y7 - can be determined easily by exploiting the fact that 7 and T
{Cr}rey y by exploiting

stem from the same macro triangulation 7°.
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Figure 8.2: Left: Situations resulting from Assumption 8.14. Right: Typical
relation of 7° (left) and 7% (right) after refinement.

Given an integration point (z,y) in triangle Y € 7Y, we know the corre-
sponding mother triangle 79 € TP, i.e. the triangle from which Y is obtained
by refinement. Thus (x,y) is also located in a triangle C' € T which has
T as mother triangle. The search of the triangle C' in 7 which contains
(x,y) can therefore be restricted to all children of 7°. This registration can be
performed a priori before integration and is required only once per time step.

To perform this integration with reasonable computational effort we pose
the following assumption

Assumption 8.14. For each pair of triangles Y € 7% and C € T there
either holds Y C C or C CY or Y NC is a lower dimensional facette.

Using this assumption exactly two situations may occure:

n. = 1: We either have Y C C; or Y = (. In both cases integration can be
performed by evaluating ¢* and w” at the integration points in Y.

ne > 1: We have Y = [J;2, Ck. Exact integration now can be performed by
integrating over each C} and summing up for £k =1,...,n..

This is shown in Figure 8.2, left plot. The case n. > 1 is illustrated with
the top triangle, while the case n. = 1 is illustrated with the bottom triangle.
For the bold triangle Y € T¥ the corresponding set {Cj}} <, on the right is
marked bold. In Figure 8.2, right plot, we show the resolution of 7 (left)
and 7Y (right) resulting from a typical simulation.

We note that Assumption 8.14 is satisfied if bisection by newest vertex
([Che08]) is used as refinement strategy and the initial meshes 7@ and 7 g7

are constructed from the same macro mesh 7.

9 Numerical examples

In this section we present the behaviour of our adaptive finite element solver
for the simulation of the Cahn-Hilliard Navier-Stokes system. The imple-
mentation is done in C++. The refinement and coarsenening algorithms are
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based on iFEM [Che08]. As direct solvers we use SuperLU [DEG799] for non
symmetric matrices and cholmod |[CDHROS| for symmetric linear systems.

Due to our adaptive finite element method a direct solving using a LU de-
composition turned out to be feasible for the systems arising in our Newton
solver for the Cahn—Hilliard system. In [HHT11] a Schur complement based
algorithm with incomplete LU factorization from SuperLU is used together
with a BICGSTAB iteration [van92, Mei08|. For more details on precondition-
ing techniques for the Cahn—Hilliard equation we refer to [BDQN12, BSB14].
Multigrid algorithms for the numerical solution of related problems are pre-
sented in [GK07, KWO06].

We stop our semi-smooth Newton iteration as soon as a residuum of

tolggy = 1075 + 1072 FW (L, w®), FA (L, w0

is reached, where ¢?,w” denote the initial iterates of Newton’s method. Stop
typically is achieved after less than five steps.

For the solution of the saddle point problems (7.11) arising in the solution
of the Navier-Stokes system we use a right sided preconditioned restarted gm-
res iteration presented in [SS86| with restart after 10 iterations. We use an
upper triangular preconditioner (|[BGLO05, 10.1.2] [BP88|). This requires to find
preconditioners for A and the Schur complement S = —BA~!B?, where A and
B are denoted in (7.11). The A-block is preconditioned using a LU decompo-
sition, while the Schur complement is preconditioned by the £}, preconditioner
from [KLWO02]. In our tests this solution strategy typically converges in less
than 20 iterations if an absolute residual less than 10~% is requiered.

We mention some work related to the solution of saddle point problems and
especially of saddle point problems arising in the solution of Navier—Stokes
equations. In [PRRO5| a comparison of three different common numerical
approaches is presented. Concerning the constructing of appropriate precon-
ditioners we mention [DGSW10| and the book (JGR11|) on the simulation of
two-phase flows. For an extensive overview of approaches for solving general
saddle-point problems we refer the reader to [BGL05| and the many references
therein.

In the following we demonstrate how our solution concept for the Cahn-
Hilliard Navier—Stokes system performs in numerical practice. We start by
showing the behaviour of our Newton solver with respect to the parameter s
and the mesh size h in Section 9.1 and propose a coupling between the size
of the smallest triangle and the parameter s. The resolution of the interfa-
cial region obtained by our adaptive approach then is compared with results
obtained by classical heuristic refinement strategies. We end the section with
a comparison of solutions obtained with lumped inner product (\,(c"),v) as
performed in [HHK13] and exactly evaluated inner product as proposed here.

In Section 9.2 a comparison of results obtained using adaptive meshes with
results obtained by using homogeneous meshes is presented. We finish with
some results concerning spinodal decomposition in Section 9.3.
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Figure 9.1: Phase field at t = 0 (left) and ¢ = 10007 (middle) together with
the flowfield at ¢ = 10007 (right).

9.1 Test problem: Ellipse to circle

We now report on the behaviour of the Newton solver for solving (7.2)—(7.3)
with respect to the parameters h, v and s. We also compare meshes and
concentrations obtained with and without lumping of the penalization. We
further show how our adaptive concept aligns the meshes to the interface. As
test example we here consider the following initial phase field

co(z,y) == —tanh {1000. [(x(;305.5>2 + (y E.?'5)2 ~ 1] } .

This gives an ellipse centered at (0.5,0.5) with half axes of size 0.35 and 0.1
inside the unit square Q = (0,1)?. Tt holds °(x,y) ~ 1 in the interior of the
ellipse and ®(z,y) ~ —1 in its complement. For the flow we set y°(z,y) = 0
and prescribe y = 0 on the boundary. Thus the flowfield is only driven by the
interface. The parameters are set to 7 = 0.01, Pe = 1, K = 1, Re = 100 and
v = (507)~"!. The parameters for the adaptive process are given by 6" := 0.5,
0¢ := 0.1, Gmin := 2.5x107% and aay := 0.01 for 7, and 0" := 0.1, §¢ := 0.05,
Apin = 2.5 X 1070 and apay 1= 6.25 x 1074 for TP,

In Figure 9.1 we show snapshots of the concentration together with the
flowprofile at time ¢t = 10007. Here and in the following darker gray indicates
higher values and lighter gray indicates smaller values. Especially when the
phase field is displayed, black indicates values close to 1 and white indicates
values close to -1.

Performance of the semi-smooth Newton solver with respect to the
parameters h and s.

We show the performance of the Newton solver with respect the resolution of
the mesh and the penalisation parameter. Since Newton’s method for fixed s
is formulated in function space we expect mesh independent behaviour of the
iterative process, see e.g. [ABPR86, HUO4]. To check the mesh independent
behaviour of our solver, we simulate ten time steps on homogeneous meshes
of gridsize h for various values of s and count the number of Newton steps



9 NUMERICAL EXAMPLES 53

s h Newton steps [|c — ¢*|| 12
0.008839 2 2.193511e-2

0.006250 2 2.173868¢-2

2.00 x 10> 0.004419 2 2.175180e-2
0.003125 2 2.178268e-2

0.002210 2 2.180643e-2

0.008839 3 5.340040e-3

0.006250 2 3.381581e-3

1.60 x 10® 0.004419 2 2.757271e-3
0.003125 2 2.638523e-3

0.002210 2 2.619292¢-3

0.008839 4 4.787429e-3

0.006250 4 2.287193e-3

1.28 x 10*  0.004419 4 1.055169e-3
0.003125 3 9.633583e-4

0.002210 3 3.657870e-4

0.008839 4 4.790669e-3

0.006250 6 2.280048¢-3

1.02 x 10°  0.004419 ) 1.021374e-3
0.003125 ) 4.766472e-4

0.002210 ) 1.830728e-4

0.008839 4 4.792279e-3

0.006250 7 2.281653e-3

8.19 x 10° 0.004419 6 1.022756e-3
0.003125 10 4.767968e-4

0.002210 8 1.801123e-4

Table 9.1: Number of Newton steps needed for various h and s.

needed to solve the system in the tenth time step. We perform these steps
to exclude the influence of the initial value. We also compare the solutions
against a reference solution ¢* obtained on a very fine adaptive mesh with
smallest triangle of size a’,, = 5 x 1077 and relaxation parameter s* = 3 x 10°.

In Table 9.1 our results are depicted. In the first two columns the values of
s and h are given. In the third column we show the number of Newton steps
needed to obtain an absolute residual of size 107, and in the fourth column
we show the L2-difference between the solution and the reference solution.

We see that the number of Newton steps indeed seems to be independent
of the actual meshsize h and only does mildly increase with increasing s.
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Figure 9.2: Error decay in ¢ with respect to s and app.

The coupling between s and a,;,

Column 4 of Table 9.1 indicates that increasing the penalisation parameter s
reduces the error in the solution only up to a threshold s, while for larger values
of s the error is dominated by the error introduced by the spatial discretization.
Thus further increasing the parameter s only increases numerical effort while
not reducing the overall error. We thus next investigate the dependence of the
error in ¢ with respect to variation of s and a,;,, where a,,;, denotes the area of
the smallest triangle allowed during the adaptive cycle. As will be shown later
errors are clustered at the interface where the mesh is refined to the finest level.
Thus we can expect that the total error using a homogeneously refined mesh
of the same meshsize would only slightly increase the quality of the solution
and we can use the area of the smallest triangle as a reference size.

We compare solutions obtained on adaptively refined meshes with a,;, €
[2x107*,8x 107 "] and penalty parameters s € [1x10% 8 x 10°] with the solution
obtained on a fine adaptive grid with a’; = 2 x 107" and s* = 8 x 107. In
Figure 9.2 we show the L? error in ¢ in dependence of s (left) and ap, (right).

From the left plot in Figure 9.2 we deduce the relation ||¢® — ¢*||p2(q) ~ 571,
where c¢* denotes the fine reference solution and ¢* denotes the solution for the
specific value of s. The right plot indicates ||c*™» —c*||12(q) ~ Gmin Where c?min
denotes the solution for the specific value of a,,;,. Thus, for equilibrating the
error we propose to couple the penalisation parameter s and the size of the
smallest triangle by s = O(a_} ).

min

A comparison with heuristic mesh adaptation

Frequently meshes for solving Cahn-Hilliard equations are constructed using
heuristic strategies. We now compare the meshes obtained by the adaptation
strategy presented in the present work with two heuristic strategies exploiting
the knowledge of the location of the interface. The following comparison is
taken from [HHK13].
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The first approach uses the fact that |Vc¢| is large in the transition region
from ¢ = 1 to ¢ = —1 and constructs fine meshes with a local grid size which is
related to the value of |Ve| (small 7" where |V¢| is large). The second heuristic
approach constructs a fine mesh in regions where 1 —|c| is larger than a certain
threshold, as proposed in [BBG11, KSWO08|. For our comparison we use the
parameters 0" = 0.5, 8¢ = 0.1, amin = 107% and apae = 0.01. The parameter
thres > 0 needed below is set equal to .

An adaptive concept based on ||Vc||2(7): In this approach, on T' € 7T,
we define the (local) indicator n& = [[Ver[|7zq. We test two different mark-
ing strategies. The first approach is a marking according to the same rules
and with the same parameters 6", 6°, Gy, and ap., as used in our residual
based approach. We also employ a marking which is based on balancing of
indicators. For this we define an overall tolerance tol > 0 and mark a tri-
angle T for refinement if n}, > tol>/NT holds, and mark it for coarsening, if
n& < 0°tol?/NT is satisfied. Here we use tol = thres and the same ¢ as for
the bulk-type strategy. NT" denotes the number of triangles in 7.

An adaptive concept based on |c| on T: In this approach, a triangle
T € T is marked for refinement whenever the indicator n’; = miny(1 — |c|)
satisfies n{, > thres. It is marked for coarsening if nl; < 0 holds. If 0 < n{ <
thres is satisfied the triangle is left untouched.

In Figure 9.3 we compare the refinement obtained by the four adaptation
strategies under consideration at the left arc of the ellipse at t = 1007 and
show the distribution of the error indicators nr and nrg across the interface.
The top left mesh is obtained with our strategy while the top middle plot
shows the indicator ny and the top right plot shows the indicator nrg. The
mesh on the bottom left results from the refinement based on the size of 1 —|c|,
and the last two meshes on the bottom are obtained by the approach based
on the size of |Vc||p2(r) using either the bulk type marking (middle) or the
tolerance marking (right). The left bold line indicates the isoline ¢ = —1, the
right bold line the discrete isoline ¢ = 1.

Our approach performs as expected: refinement takes place in the neighour-
hood of the discrete isolines ¢ = 1 and ¢ = —1 since the function ¢ develops
a kink at these locations. This is reflected in the localization of the error
indicators nr and nrg which are mainly located around the discrete isolines.
Between these isolines the function ¢ is smooth and the constructed grid is
coarser as in the neighborhood of the isolines. The error indicators are small
between the isolines corresponding to the smooth solution.

The adaptive approach based on the value of 1 — |¢| refines the interface
to the smallest triangle possible, regardless of how large the actual error con-
tribution on the corresponding triangle is. This results in a uniformly refined
mesh between the isolines ¢ =1 and ¢ = —1.
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Figure 9.3: The triangulation of the interface at t = 1007 using residual based
adaptation (top, left), value based adaptation (bottom, left), gradient based
adaptation using the bulk marking (bottom, middle) and gradient based adap-
tation using the tolerance marking (bottom, right). The bold lines indicate
the discrete isolines ¢ = —1 and ¢ = 1. The error indicators ny and nrg are
shown at the top middle, resp. top right.

The triangulation obtained by adaptation based on V¢ with bulk marking
delivers a fine mesh around ¢ = 0 and tends to construct coarse meshes around
the isolines ¢ = 1 and ¢ = —1, i.e. where the largest numerical error is
expected. Finally, tolerance marking delivers a uniformly refined mesh in the
whole interface and also in the region around the interface.

In summary, the triangulation obtained by our residual approach for suffi-
ciently small a,,;, delivers meshes with the smallest mesh size at the boundary
of the interface and of medium mesh size in the interface region. The meshes
obtained by the approach based on the size of 1 — |¢| look similar but are
uniform in the interfacial region and therefore contain more triangles than our
approach. The bulk-type marking strategy using Ve seems not to be useful,
while the tolerance strategy delivers meshes similar to our strategy but again
with more triangles and a uniform resolution in the interfacial region. We fur-
ther mention that the tolerance to choose for the Ve based strategy is not an
intrinsic size, thus we see no guideline for choosing it, while in the case of the
value based adaptation the threshold gives a distance to the discrete isolines
and in the residual based case it is an amount of error contribution. Finally,
we emphasize that our approach delivers reliable error bounds.
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Figure 9.4: Relative number of nodes with lumping (left) and relative L2-
difference between the solutions (right).

Comparison of meshes and solutions obtained with and without
lumping.

We also report on the influence of the error introduced through lumping of
the inner product (A;(c"),v) on the adaptive concept proposed in [HHT11,
HHK13|, see Remark 8.2.

To begin with we by 71 we denote the meshes obtained by using the
adaptive strategy in [HHK13| based on a simulation using lumping and by
T we denote the meshes obtained from the adaptive concept presented in
Section 8.3 based on a simulation without lumping. The respective phase fields
are denoted by ¢y and ¢,;. Due to the additional terms in the a-posteriori
error estimator in [HHT11, HHK13] we expect T to contain more triangles
than 7"F. We also expect that these extra triangles are located around the
interface as the extra indicator is concentrated there. In Figure 9.4 we show
the relative difference between the degrees of freedom in 7% and 7™ as a
function of the time step number (left plot). In the right plot we show the
relative L?-difference between c;, and ¢, plotted over time.

We see that 7% in this example contains about one percent more nodes than
7L, During the first pahse of the simulation we observe a large variation in the
number of nodes obtained by the two approaches. If the length of the interface
is large, as it is the case in spinodal decomposition (see Section 9.3), this
relative difference reaches approximately five percent. The constant difference
at the end of the simulation arises from reaching the final state which in this
example is given by a circle. Since lumping induces a further error contribution
we expect that the solutions without lumping are more accurate. The higher
numerical effort caused by exact evaluation of (A,(c"),v) in total pays off,
since the extra numerical work only has to be performed on a few number of
triangles and thus is small. The reduction of the number of triangles reduces
the effort in the numerical expensive part of solving the systems arising in the
Newton iteration. We note that both, the estimator for the simulation with
lumping and without lumping, are reliable.
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9.2 Test problem: Circle in lid

We now compare numerical results obtained on homogeneous meshes with
numerical results obtained on adapted meshes. Since the estimator for the
Navier-Stokes system depends on the flow field y,4 we use a setting with
inhomogeneous Dirichlet boundary data for the flowfield, so that we can expect
a relevant transport contribution in the system.

Here in © = (0, 1)? the initial concentration corresponds to a circle centered
at m. = (0.5,0.5) with radius r = 0.25, i.e. we set

co(z,y) == —tanh {1000. [(x(;205.5>2 + (yo__z%g’)Q — 1] } .

Furthermore, in (3.7) we set

162%(1 — x)%,0) ify=1,
9(z,y) = 6L =) 0)
0 else.

The initial flowfield then is calculated as the solution of a stationary Stokes
equation with this boundary data. The parameters are given as 7 = 0.01,
Pe = 200, K = 1, Re = 400 and v = (507)~!. The adaptation is controlled
by 8¢ = 0.1 and 6" = 0.5 for both 7 and 7*. The lower bounds for the
triangles in 7 and 7Y are given by at% = 5.7 x 107% and a”; =2 x 107°.

min
The respective upper bounds are set to a% = 0.01 and a’?, = 6.25 x 1074,
respectively.

In Figure 9.5 we show snapshots of the evolution of the bubble. We note
that the interface does not touch the boundary of 2 during its evolution. We
see that the bubble in general follows the velocity field driven by the boundary
data, while the velocity field gets taylored to the bubble and near the interface
is parallel to the interface.

Error decay on uniform and adaptively refined meshes

We next compare the errorlevel obtained on structured uniform meshes with
the error level obtained on our adaptive meshes. Since no analytical solution is
available, we compare solutions obtained on coarser grids to a solution on a fine
homogeneous mesh. The outline of the test reads as follows. From the Cahn—
Hilliard part we calculate a stationary bubble using our adaptive method, and
compute a flowfield from the stationary Stokes system with boundary data
as specified above, where we use a fine mesh. Then we perform five time
steps with stepsize 7 = 0.01 to align the flowfield to the interface. With this
data, we perform the next time step, where we compare the numerical results
obtained on successively refined homogeneous meshes with those obtained in
the adaptive meshes. We use the same initial grid for the Cahn—Hilliard and
the Navier—Stokes system.
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0, t = 25007, t = 50007 and ¢ = 75007 (top,

left to right), and the flowfield at ¢ = 0 and ¢ = 50007 (bottom, left to right).

Figure 9.5: Phase field c at t



9 NUMERICAL EXAMPLES 60

h_ h o«
) lle"=cl 2 Y=yl 2,
10 , : : _
——adaptive 4 ——adaptive
—~uniform 10 —~uniform
10_3- 1 -5
10
-6
10 p 10
10”7
10°° : : : : : :
10 10° 10° 10° 10° 10°
number of elements number of elements

Figure 9.6: Error decay in ¢ (left) and y (right) both for a homogeneously and
an adaptively refined mesh.

In Figure 9.6 we show the decay of the error in the phase field (left) and in
the flow field (right).

We observe that the adaptive method achieves the same accuracy as the
method with uniform refinement with about 10% of the number of elements
used for the uniform refinement. This clearly shows the benefit of the adaptive
concept in the simulation of the Cahn—Hilliard part.

On right we show the decay in error plotted over number of triangles for
the velocity mesh 7%’. We stress that we omit the error indicator ngp defined
in (8.49), since it is concentrated at the interface, which in this example is of
minor interest for the flowfield. The error in the velocity field using adapted
meshes is only slightly smaller than the error obtained on homogeneous meshes,
since the flow is quite laminar, so that the error is distributed homogeneously
over the domain.

In Figure 9.7 we show snapshots of the evolution of the resulting meshes
T (top) and TY (bottom). We see that 7 is refined to the coarsest level
outside the interface and is refined to the finest level at the borders of the
interface as already observed in the test comparing different adapt strategies
for the construction of 7 in Section 9.1. For 7Y due to the tangential
boundary data we expect the adaptive concept to refine at the top part of the
domain as can be seen in Figure 9.7 (bottom).

9.3 Test problem: Spinodal decomposition

Our last test problem is the simulation of spinodal decomposition. Spinodal
decomposition describes the demixing of a two-phase fluid from a stable homo-
geneous mixture into its two phases by phase separation. A typical example
how to make a stable mixture separating into its two phases is a change of
temperature, see e.g. [FMO0S8, Sig79]. John W. Cahn and John E. Hilliard
investigate this process for metals in [CH58|. The process of phase separation
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Figure 9.7: The evolution of 7 (top) and 7¥" (bottom) through the adaptive
cycle. For T we show the initial mesh, the mesh obtained after three cycles
and the one obtained after six cycles (left to right). For T% we show the mesh
obtained after four, eight and twelve cycles (left to right).

consists of two stages. In a first very rapid stage the mixture separates into its
two phases yielding small scaled structures. After this initial decomposition the
two phases further evolve driven by diffusion to minimize the Ginzburg-Landau
free energy (2.1), which results in the reduction of the length of the interface.
In material science this process is very important, see e.g. [EAKT01, BPCT07].
Alloys are often used to obtain materials with better properties than pure ma-
terials. Thus dealloying by phase separation may lead to reasonable threats.

In the original work [CH58| the separation is only driven by diffusion. In
many cases the movement is also driven by advection of the particles. In this
setting the motion of the interface is influenced by the resulting velocity field,
see e.g. [Sig79, BOS11], so that extensions of the Cahn-Hilliard model with
the Navier—Stokes equations are used to describe the physics in this situation.

In Figure 9.8 we show snapshots of such a spinodal decomposition, where
we used 7 = le — 5, Pe = Re = 1, and v = 1/(507). For the adaptation of
T we use amin = e — 6, amax = 0.05 and 6" = 0.7 and ¢ = 0.1. For TY" we
use a homogeneous mesh with A, = 0.005.

Since our adaptive strategy is mainly resolving the interface where the
Ginzburg-Landau energy is concentrated we observe that the reduction in the
number of triangles is proportional to the loss of energy. With the parameters
used here we have a diffusion driven regime and thus we expect the energy F
to scale like ' ~ t~/3 (see [BOS11, Sig79]).

In Figure 9.9 we show the evolution of the Ginzburg—Landau energy and of
the number of elements. We observe that both the Ginzburg-Landau energy
and the number of elements decay like ¢t~1/3.
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Figure 9.8: Spinodal decomposition at time ¢ = 0, 1007, 2007, 10007, 40007,
80007 (top, left) to (bottom, right).
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Figure 9.9: Evolution of Ginzburg-Landau energy and number of elements
over time steps.
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10 An application of the residual based adaptive
concept to a fluid with different densities

The Navier—Stokes model considered in the previous sections has the draw-
back of assuming equal densities for the two fluids. In this section we apply
our residual based adaptive finite element method to a model that works for
different densities, namely we use the model presented in [AGG12|. There
are several other models for the case of different densities available, see e.g.
[Boy02, DSS07, LT98] and [AMW9S8| and the many references therein.

The model from [AGG12| has the advantage that our adaptive method for
creating meshes for the simulation of the two-phase structure can be easily ex-
tended to it with only minor changes, and that it gives rise to energy estimates
that we will exploit in Section 11.

10.1 The mathematical model for two-phase flow with
different densities

The mathematical model we consider is derived in [AGG12, Ch. 3]. It reads:

powy + ((py +7) - V)y — div (2nDy) + Vp = —oydiv(Ve® Ve) + G, (10.1)
divy =0, (10.2)

Oic —div(mVw) +y - Ve =0, (10.3)

—oyAc+ oy W (¢) = w. (10.4)

Here Dy = (Vy + (Vy)')/2 denotes the symmetrized gradient and y denotes
the volume avaraged velocity. The pressure is denoted by p and the phase-
field and chemical potential are denoted by ¢ and w, respectively. An addi-
tional transport j arises from diffusion inside the interface and is given by

J = —gc(c)m(c)Vw, where

_p2—pP1 p2 + p1
) = 5 c+ 5

p=p(c

denotes the density of the fluid, where p;, resp. ps, denote the density of fluid
A and B, respectively. By n = n(c) we denote the viscosity of the fluid and by
m = m(c) its mobility. We assume that the mobility is bounded away from zero
and from above, i.e. there exists 0 < m < m < oo such that m < m(c) <m
holds for all ¢ € R. We note that Ostwald ripening effects might occure due
to the non degenerate mobility (see [AGG12|). ¢ is a constant related to the
surface energy density, see [AGG12, Sec. 4.3.4], and 7 again is related to the
thickness of the interface. Note that if we choose o = v and m(c) = Pie
equations (10.3)—(10.4) are equal to (3.3)—(3.4), i.e. the Cahn-Hilliard system,
that we investigated in the previous sections. The volume force G is given by
G = pg, where g is the gravitational force. We further note that, for equal
densities (p; = p2) and equal viscosities (17, = 1), the model (10.1)—(10.2) in



10 APPLICATION TO FLUIDS WITH DIFFERENT DENSITIES 64

absence of the gravitational force differs from (3.1)-(3.9) only in the definition
of the pressure. Let pP™* denote the pressure in the physical system and p
denote the pressure in (3.1)—(3.9). Then we have the relations

pe=p— (TR + 71 AR,
PP =p — cw

where the latter holds if we choose K =1 in (3.1).
We use the boundary conditions

Vw-vg=Vec-vg=0 on 0f).

For the flow we either use no-slip conditions y = 0 on 02, or free-slip con-
ditions, i.e. y-vo =0, (v5),n(c)Dyvg = 0 for k = 1,...,d — 1, where vq
denotes the outer normal to €2 and ( ) denotes a ba81s for the tangential
plane. Also a combination of these condltlons might be used.

The free-slip condition means that no flow through the boundary is allowed
and tangential to the boundary the natural boundary condition (n(c)Dy —
pI)vg = 0 holds. Different types of boundary data with slip are described in
[SS12|. For sake of simplicity we in the following use no-slip data.

Concerning the existence of solutions to (10.1)—(10.4) we refer to [ADG13a]
for the case of non degenerated mobility, and to [ADG13b] for the case of
degenerated mobility.

In |GK14] a thermodynamical consistent discretization of (10.1)—(10.4) is
presented. In [AV12] simulations of this model for the [HTK*09] benchmark
were compared with simulations of the models from [Boy02| and [DSS07].

10.2 Time discretization and Moreau—Yosida relaxation

We next state a time discretization for (10.1)—(10.4) similiar to that derived
in Section 4, where from here onwards we replace ¥ by the Moreau—Yosida
regularization of the double-obstacle potential, see Section 5.

Let 7 > 0 again denote the time discretization parameter. We set £ = 1/7
and use the semi-implicit Euler scheme for time discretization. Variables with
the subscript ;4 refer to the previous time instance. The weak formulation of
the system to solve in the actual time step then reads:

Find (y,p,c,w) € Hy(Q)? x L, (Q) x H'(Q) x H'(Q) fulfilling

E(P(Y=Yoia),v) + (((py +7) - V) y,v)
+(2nDy : Vv) — (p,divo
—07(Ve® Ve, Vo) — (G,v) =0 Yo € Hy(Q)4,  (10.5)
—(divy,q) =0 Vg e L) (Q), (10.6)
(¢ = Coig, V) + T(MugVw, Vv) — 7(yoac, Vo) =0 Yo € HY(Q),  (10.7)
07y(Ve, Vo) — (w,v) + (A(c),v) — oy Heqa,v) =0 Yo € H'(Q).  (10.8)
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Here meq := m(coq), and j := —%(c)m(c)Vw. We note that this discretiza-
tion again decouples the Navier-Stokes system (10.5)—(10.6) from the Cahn-
Hilliard system (10.7)—(10.8) in a way that we can first solve (10.7)—(10.8) using
Yoia to obtain ¢ and w on the current time step, and then solve (10.5)—(10.6)
to obtain y and p.

The choice of 7 is adapted to a CFL condition. After each time step we
calculate the local CFL values CF Ly = max,er |y(z)|7/hr on each triangle T
and choose the next timestep 7 such that maxy CF Ly < 6 holds, where 6 > 0
is a given threshold that we typically set to § = 0.1. In our numerical results

we with 6 = 0.1 observe a stable behaviour of our time discretization scheme.

10.3 Spatial discretization

As in Section 7 we introduce spaces V¥, V¥ and VP using P1 elements for c*
and w" (V*), as well as for p" (VP), and using P2 elements for the flowfield
h (yy
y' (V).
In each timestep we solve the following discrete problem to approximate
solutions to (10.5)—(10.8):
Find (yp, pn, cn, wp) € VY X VP x VU x V¥ such that the following holds:

f/ Pr(Yn — Yola)Vp dz
0

1 1
+§ / PrYRV (Y - vp) dz + 5 / on ((Yn - V)yn) v da
Q Q

1

—3 /Q on ((Yn - V)vn) yn dz

1 ] 1 .
+§/]hv(yh'vh) dﬂf+§/ ((Jn - V)yn) vp dx
Q Q

5 [ G Do

+ /Q 20, Dy, - Duy, do — /Qphdiv vy, dx
—J'y/Q (Ver, @ Vey) = Vo dr — /Qth de =0 You, e VY (10.9)
—/Qqhdiv yndr =0 Vg, € VP, (10.10)

/Q(Ch — Cold, V) + T /Q m(corq) Vwy Vuy, dx

—7'/ ChyoldV’Uh dr =0 Vvh, € Vcw,
Q
(10.11)

07/ Ve,V de + /()\S(ch) — 0y Yegg — w)vpdr =0 Yo, € V. (10.12)
Q Q
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Here, jj, := —%(ch)m(ch)th, ny = n(cn), and py, := pp. The form of (10.9)

is motivated by the identity

Q/Q(WV)U)wdx:/QW(U-w)dﬂ/Q((u-V)v)wdx—/((u-V)w)vdm

Q

which holds for all u, v, w € H'(Q)<.

10.4 The adaptive concept

In Section 8.1 we derive an a-posteriori error estimator for the discretized
Cahn-Hilliard system (7.2)—(7.3) of Section 7. Concerning equations (10.11)—
(10.12) there are only minor changes and thus a residual based error estimator
for (10.11)—(10.12) can be derived along the lines of Section 8.1. Since the
derivation is straight forward we here only state the results. We again assume
Yold € LOO(Q).

We define the following element residuals:

(1) =" — g + Tyolch — V" - Vm(coa),
= As(c ) - wh - U’y_lcolda

and the error indicators:

1 1 1 12
) = hellry||r, n<E> = hy?m(coa) V"] . - velle,
2 2 1/2
ne) = hel|r? |z, e :—h/ | [Veh] - vels.

Theorem 10.1. There exists a constant C' > 0 depending only on the domain
Q2 and the smallest angle of the mesh T, such that there holds

2

1 TC 3
Vel + (o1 = Syl ) 196 + 57 e, I < O

2

where ng s given by

=tm) Y (o) et Y ()

TeTcw E Ecw
+(oy)™ Y (%) oy Yy ( ) -
TeTew Ee&ew

Thus the estimator is able to bound the error from above and thus is
reliable.

Remark 10.2.
For 0 = v and m(cyq) = m = Pe~! this estimator coincides with that given in
Theorem 8.1.



10 APPLICATION TO FLUIDS WITH DIFFERENT DENSITIES 67

e

e e e e

AKXEAS < <%
s

N

Figure 10.1: Relation between T (left) and 7Y (right).

Theorem 10.3. There exists a constant C > 0 depending on s~%, o, v, T,

m(Cotd)s 2, |Yodlloo and the smallest angle of the mesh T such that

Cngy <s'lex,

+ (rm) Y osé (rY, Q) + (07) L os (), Q)

4 ov||Vee|? + mmPm | Ve

holds.

Thus the estimator bounds the error from below, and thus also is efficient.

10.5 Meshes

For the construction of 7 we use the strategy described in Section 8.3.

For the construction of 7 we use an heuristic approach which we motivate
in the following. Modell (10.1)—(10.4) contains the homogeneously distributed
gravitational force as volume force. We do not consider further external forces.
Thus it seems to be sufficient to match 7Y to T on the interface to resolve
the locallized force div(Ve ® Ve) well and to use a refined mesh outside the
interface, see Figure 10.1. Since in this way TP is a locally refined version
of T we can represent ¢, and wy, exactly on 7Y which simplifies numerical
integration.

10.6 Numerics

We now present results we obtain by our simulations. Concerning the solution
of the nonlinear system (10.9)—(10.12) we again use Newton’s method to solve
the Cahn—Hilliard equation as described in Section 7. For the Navier—Stokes
part we use an Oseen fixpoint iteration. In the k& — th iteration of the fixpoint
method we have to solve the saddle-point problem

(5 (E)- (1)
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This is the matrix representation of (10.9)-(10.10), where the transport terms
are substituted by

1
§/Phyfv(y;'f+1 -vp) da
Q
1 1
w3 [on (k- Vo onde =5 [ g (k- 9m) o
Q Q

The matrix B denotes the discrete div operator, see (7.11).

We solve this system as in the equal densities case by a preconditioned
gmres method ([SS86]) with restart, where we use the triangular preconditioner
given in [BGLO5, Sec. 10.1.2]. This requires to find preconditioner for A(y¥)
and the Schur complement S = —BA(y¥) ! B’. As preconditioner for A(y¥) we
use a LU factorization of the diagonal blocks obtained by UMFPACK (|Dav04])
and for S we use a modification of the F}, preconditioner presented in [KLW02],
where the block triangular preconditioner was used together with a multigrid
preconditioner for A(yF).

As numerical example we compare our numerical results with the results
given in [AV12] for the rising bubble benchmarks from [HTK*09].

The shape of the interface and the scaling of the surface tension

In order to incorporate the surface tension coefficient correctly into our nu-
merics we next calculate the shape of the interface up to first order as given
in the sharp-interface analysis in [AGG12, Sec. 4.3|.

Let ¢o(z) denote the distribution of ¢ across the interface, ranging from
—00 to 400 as described in [AGG12, Sec. 4.3]. Here z := z/v holds with
x denoting the signed distance to the zero level line of ¢ and 7 corresponds
to the interfacial thickness. We interpret the Moreau—Yosida regularization of
the variational inequality as a regularization of the double-obstacle free-energy
in the following form:

Uy(c) == ((1 = ¢*) + s(max(0,c — 1)* + min(0, ¢ + 1)*)) . (10.13)

N —

This free energy takes its minima at ¢ = +-*;. Thus this free energy takes its
minima close to £1 for s large enough. Following [AGG12, Sec. 4.3| ¢ then
is the unique solution of the following ordinary differential equation:

azz(bo - qj;(¢) 07
$o(0) =0,

¢o(z) = i T for z — +o0.
S_
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The solution of this equation is given by
Zop = arctanv/'s — 1,
v/ 75 sin(z2) |z| < 2o,
do(z) =9 25 (s —exp (—vs — 1(z — 2))) 2> 20, (10.14)
—L (s—exp (Vs —1(z+2))) 2z < —2.

The relation between the physical surface tension o?"* and the parameter o
encorporated in the model is due to [AGG12, Sec. 4.3.4] given by

oPhys — (/Oo (8.¢0) dz> o. (10.15)

[e.o]

Here we have

—00

We note that oP"s — 50 for s — oo, which means that for the unrelaxed

double-obstacle energy, we obtain oP"s = 30

The first benchmark from [AV12, HTK109]

In [HTK"09] a rigorous numerical setup is given for comparing rising bubble
simulations. Numerical results are given for two configurations by three inde-
pendent working groups. The model used in [HTKT09] is the sharp interface
model for two-phase flows. Our model (10.1)—(10.4) at least formaly converges
to this sharp interface model as v — 0, see [AGG12, Sec. 4]. As benchmark
quantities the circularity, the rising velocity and the evolution of the center of
mass are investigated.

The circularity is defined by

perimeter of area-equivalent circle

O —

perimeter of bubble
The rising velocity is defined by

V. — Jeso dx.
" feoldx
The center of mass is given by
e = fc>0 Todx
© o Jseldz’

Here x5 denotes the second component of x = (1, x2). Note that the process
is symmetric with respect to the first component and thus we only investigate
the second component.
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Figure 10.2: Initial bubble (left) and final bubble (center) as well as final
velocity field (right) for first benchmark and + = 0.01.

The parameters for the first benchmark are given as follows: The densities
are p; = 1000 and p, = 100. The viscosities are 1 = 10 and 7, = 1 and
the gravity is ¢ = —0.98. The surface tension for the sharp interface modell
is oP™s = 24.5. We use s = 10001 and from (10.15) we obtain o =~ 15.6.
We complement the parameters by the diffuse-interface specific parameters ~
which we vary, and by the mobility which we fix with m(c) = 0.001y. We
note that in [AV12] a degenerate mobility is used. The domain of simulation
is given by 2 = (0,1) x (0,2). At the top and the bottom we use homogenous
Dirichlet boundary data, thus y = 0 for the flowfield while on the left and right
we apply free-slip conditions, i.e. y-vq = 0, van(c)Dyvg = 0. Corresponding
to ¢p the initial value for the simulation then is

co(w,y) = —oo (V&= 057+ (y = 05) - 0.25) /)

so that ¢y ~ %3 corresponds to fluid 2 which forms the bubble, and ¢y ~ —*5
corresponds to fluid 1 which is the surrounding fluid. ¢ describes a bubble
centered at M = (0.5,0.5) with radius » = 0.25. In Figure 10.2 we show the
initial bubble (left) and the bubble after three time instances (middle). On
the right we show the velocityfield after three time instances.

In [AV12] three different diffuse interface models including [AGG12| are
compared with the sharp interface model reported in [HTK™09|. In Table
10.1 we compare our results to those obtained with the code MooNMD (ref)
of the group of Lutz Tobiska at the University of Magdeburg (group 3 in
[HTK'09]) and those reported in [AV12] for v = 0.005 (AV). We further show
the temporal behaviour of the three benchmark parameters for our simulations
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Y @min t‘@:@,nin ‘/c,max t Ve=Ve max yc(t = 3)
0.0400 0.9110 1.9472 0.2322 0.9198 1.0694
0.0200 0.9035 1.9486 0.2370 1.0000 1.0759
0.0100 0.9019 1.9076 0.2402  0.9375 1.0782

Table 10.1: Benchmark values for the first benchmark.

circularity risingVelocity centerOfMass
1.02 0.25
—y=0.040 R —y=0.040
1 ---y=0.020 02 g 1---y=0.020
--y=0.010 / G --y=0.010|
0.98 —y=0.005| 015 0,5l Y=0.005

0.96]

0.1 —
0.94 v=0.040)
y=0.020 0.6
0.92) 0.05 --y=0.010
—y=0.005,
%% 1 2 3 % 1 2 3 %% 1 2 3

Figure 10.3: Evolution of circularity, rising velocity and center of mass over
time for varying interfacial thicknesses for first benchmark.

in Figure 10.3.

One clearly observes the benefit of using the double-obstacle potential. For
the same value of v our numerical results are closer to the sharp interface
reference solution than those reported in [AV12]. We note that using the
polynomial free energy we are able to reproduce the results from [AV12].

The second benchmark from [HTK*09, AV12].

In this benchmark we set p; := 1000, ps := 1, n; := 10 and 7 := 0.1. Further
we set 0P ;= 1.96, yielding o ~ 1.24.

For this example the different sharp interface simulations presented in
[HTK"09] only agree up to approximately time ¢ = 2.0. Especially it is not
clear whether or not topological changes develop in the sharp interface sim-
ulations. For this reason we follow [AV12] and compare our results only up
to this time instance. In Figure 10.4 we show the bubble after two (left) and
after three (middle) time instances. We also show the velocity field after two
time instances.

In Figure 10.5 we depict the temporal evolution of the benchmark values
and in Table 10.2 we show our numerical results.

Again our results are in better agreement with the results obtained by the
sharp interface simulation than the results obtained in [AV12| with the smooth
free energy.
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Figure 10.4: Bubble after two time instances (left) and final bubble (center)
together with the final velocity field (right) for second benchmark (y = 0.01).

Y @min t|®:®min ‘/c,max t Ve=V max yc(t = 2)
0.0400 0.6693 2.0000 0.2415  0.7901 0.9000
0.0200 0.6647 1.9998 0.2447  0.7013 0.9082
0.0100 0.6793 2.0000 0.2474  0.7221 0.9126

Table 10.2: Benchmark values for the second benchmark.

circularity risingVelocity centerOfMass
0.25
—y=0.040 AN —y=0.040
1.2
02 R ---y=0.020
NN --y=0.010
0.15) 1{—y=0.005
0.1 —y=0.040 0.8
---y=0.020
0.05] .
y=0.010, 06
—y=0.005
0'40 1 2 3 G0 1 2 3 0 1 2 3

Figure 10.5: Evolution of circularity, rising velocity and center of mass over
time for second benchmark.
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11 A stable time discretization

A second benefit of the model [AGG12|, beside being valid for different den-
sities, is its thermodynamical consistency, thus the availability of energy esti-
mates.

In the previous section we applied the concepts described in Sections 3-9
to this new model. Especially the sequential coupling proposed in Section 4
was used. However, the sequential coupling yields a discretization, that not
preserves the thermodynamical consistency. In this section we present a new
time discretization that gives rise to an energy estimate in the time discrete
and fully discrete setting. This discretization is proposed by Professor Harald
Garcke from the University of Regensburg and this section is published in
[GHK14].

In the following we present the time discretization, that gives rise to a
discrete in time energy estimate and present a discretization concept in space
that is able to preserve the energy estimate in the fully discrete setting. Using
the energy estimate we derive an a-posteriori adaptive concept estimating the
error for the Navier—Stokes system and the Cahn-Hilliard system with one
estimator.

A drawback of this new discretization is the appearance of a fully cou-
pled Cahn—Hilliard Navier—Stokes system that has to be solved on each time
instance. Additionally, a post processing of the set of marked triangles is re-
quired, that reduces the amount of triangles that are coarsened in the adaptive
concept. This effectively increases the amount of triangles in the computational
grids.

In the following we work with a general free energy of double well type,
thus with exactly two minima, denoted by F. For F' we subsequently use the
splitting F' = F, + F_, where F, denotes the convex part of F' and F_ denotes
its concave part.

For convenience we here restate the model [AGG12, Sec. 3| in strong form

POy + ((py +J) - V)y (11.1)

—div (2nDy) + Vp = wVc + pyg VeeQ,Vtel, (11.2)

div(y) =0 Ve e Q,Vtel, (11.3)

Oc+y-Ve—divimVw) =0 Ve e Q,Vtel, (11.4)

—oyAc+ F'(¢) —w =0 Ve e Q,vtel, (11.5)

y(0,2) = yo(x) Vo € €, (11.6)

c(0,z) = co(x) Vr € Q, (11.7)

y(t,z) =0 Vo e 00, vt € I, (11.8)

Vuw(t,z) vg = Ve(t,z) - vg =0 Ve € 0Q, Vt € 1, (11.9)
where J = —%me. The detailed description is given in Section 10.1.

Note that comparing to (10.1)—(10.4) the right hand side in the Navier—
Stokes equation (11.2) changed and in the following we use wVc as interfacial
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force instead of oydiv(Ve ® ¢) that we used in Section 10. Using wVe as
interfacial force we obtain the physical pressure p, see the discussion in Section
10.1.

For our analysis we state a set of assumptions:

A1 There exists constants p > p> 0,7 > n> 0, and m > m > 0 such that
the following relations are satisfied:

Especially we assume that the mobility is non degenerated. In addition
we assume, that p, 1, and m are continuous.

A2 F:R — R is continuously differentiable.

A3 F and the derivatives F’ and F” are polynomially bounded, i.e. there
exists C' > 0 such that |F(z)| < C(1+ |z|?), |F(z)] < C(1+ |z|7 ') and
|F" (z)] < C(1+ |z|?"!) holds for some ¢q € [1,4] if n =3 and ¢ € [1,0)
if n=2,

A4 F' is Newton (sometimes called slantly) differentiable (see e.g. [HIKO03|)
regarded as nonlinear operator F', : H'(Q) — (H'(Q))" with Newton
derivative G satisfying

(G(c)dc,0¢) >0
for each ¢ € H'(Q) and dc € H'(Q).

To ensure Assumption A1 we introduce a cut-off mechanism to ensure the
bounds on p defined in Assumption A1 independently of ¢. Note that 1(c) and
m(c) can be chosen arbitrarily fulfilling the stated bounds. We define the mass
density as a smooth, monotone and strictly positive function p(c) fulfilling

p2—p1 p1+p2 e 1 _ P 1
Soe + P if —1 s <c<l+ s,
_ : 201
p(c) = < const ife>1+ Py’
const if e < —1— 20
pP2—pP1

For a discussion we refer to |Griil3, Remark 2.1].

Remark 11.1. Assumptions A2—-A4 are for example fulfilled by the polynomial
free energy
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and for the relaxed double-obstacle free energy used in the previous sections
given by

Frel(e) = % (1— ¢+ s)2(c)), (11.10)

with
A(c) :=max(0,c — 1) + min(0,c+ 1),

where s > 0 denotes the relaxation parameter. For convenience we here also
restate the double-obstacle free energy

Fobst(c) _ {%(1 - CQ) if |C| < 17

00 else.

As in the previous sections, in the numerical examples we use the free
energy F' = F". For this choice the splitting into convex and concave part
reads
o

Fi(e) = so=22(c), ()= 5

> (1—c2).

11.1 The time discrete setting

In the present section we formulate our time discretization scheme that is based
on a weak formulation of (11.2)—(11.9) which we derive next. To begin with,
note that for a sufficiently smooth solution (y,c,w) of (11.2)-(11.9) we can
rewrite (11.2), using the linearity of p, as

O(py) + div (py ® y) + div (y @ J) — div (2nDy) + Vp = wVe + pg, (11.11)

see [AGG12, p. 14].

We also note that the term py + J in (11.2) is not solenoidal (which might
lead to difficulties both in the analytical and the numerical treatment) and
that the trilinear form (((py 4+ J) - V)u, v) is not anti-symmetric. To obtain a
weak formulation yielding an anti-symmetric convection term we use a convex
combination of (11.2) and (11.11) to define a weak formulation. We multiply
equations (11.2) and (11.11) by the solenoidal test function Jw € H(div,),
integrate over €2, add the resulting equations and perform integration by parts.
This gives

1

3 / (D(py) + pOyy) vda + a'(py + J,y,v)
Q

—|—/ 2nDy : Dvdx = / wVev + pgv dz,
Q Q

with a'(+,-,-) denoted in (4.5). Equations (11.4)-(11.5) are treated classically.
This leads to
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Definition 11.2. We call y, ¢, w a weak solution to (11.2)—(11.9) if y(0) = yo,
c(0) = co, y(t) € H(div,Q) for a.e.t € I and

1
5/ (O:(py) + pOry) v dx + / 2nDy : Dv dx
0 0

+at(py+J,y,v):/chv+pgvdx Yo € H(div,Q), (11.12)

Q

/(8tc—|—y-Vc)fbd:c—l—/m(c)Vw~V<I>d:c:O Vo e H'(Q), (11.13)
Q Q

07/VC-V\Ifdx—i-/F’(c)\lfdx—/w\lfdxzo VYU € HY(Q), (11.14)
Q Q Q

is satisfied for almost all ¢ € I. Here a' is introduced in (4.5).

Theorem 11.3. Lety, ¢, w be a sufficiently smooth solution to (11.12)—(11.14).
Then there holds

d ([rlP oV g e
A F
o (/Q 5 T3 |Ve|” + F(c) dx
:—/277|Dy|2+m|Vw|2dx+/pgydm.
Q Q

Proof. By testing (11.12) with v = y, (11.13) with ® = w and (11.14) with
U = 0,c and adding the resulting equations the claim follows. O]

In [ADG13a, ADG13b| an alternative weak formulation of (11.2)—(11.9) is
proposed, for which the authors show existence of weak solutions.

We now introduce a time discretization which mimics the energy inequality
in Theorem 11.3 on the discrete level. Let

O=to<ti<...<tp 1 <txr <t <...<ty=T

denote an equidistant subdivision of the interval I = [0, 7] with 741 — 7 = 7.
From here onwards the superscript k& denotes the corresponding variables at
time instance .

Time integration scheme
Let ¢o € HY(Q) and yo € H(div, Q).

Initialization for k = 0:
Set ® = ¢y and y° = yo.
Find ¢' € HY(Q), w!' € WH(Q), ¢ > d, y* € H(div, ), such that (10.5)—(10.8)

holds, with ¥y = ¢, yoa = 1°, c = ¢!, cog = ¥, and w = w'.

Two-step scheme for k > 1:
Given c*~t € HY(Q), & € HY(Q), wk € W(Q), ¢ > d, y* € H(div, ),
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find y**1 € H(div,Q), ¢ € HY(Q), witt € HY(Q) satisfying
1 _ _
Z ) (pksyk—i—l _ ,Ok 1yk) v+ pk 1(yk+1 _ yk)v dx
+a(pkyk+Jk,yk+1,v)+/anDka - Dvdx
Q
— / WV — pPgude =0 Yo € H(div, Q),
Q
1
— /(ckJrl — MOdr + /(ka VD dx
T Ja Q
+ / m(F )V . Vo dr =0 Vo € H'(N),
Q
07/ Vit v dx—/wkﬂ\ll dx
Q Q
+/((F+)’(c’“+1) + (F) (W de =0 V¥ € H'(Q),
Q

where J* 1= —2(cF)mrVwk.

7

(11.15)

(11.16)

(11.17)

We note that in (11.15)-(11.17) the only nonlinearity arises from F’ and
thus only the equation (11.17) is nonlinear. Let us summarize properties of

this scheme in the following remark.

Remark 11.4.

e The initialization is performed using the time disretization proposed in
Section 10. Especially from regularity theory for the Laplace operator

we have p! € H?(Q) — Whe ¢ > d.

e In Theorem 11.12 we show existence and uniqueness of a solution to the
time discrete model (11.15)—(11.17). Using the Assumption A4 posed on
F, it can be shown that Newton’s method in function space can be used
to compute a solution to (11.15)—(11.17) using the steps from Theorem

11.12.

e Through the use of p*~1, (11.15)—(11.17) is a 2-step scheme. However,

by replacing (11.15) with

1
G

+a(pFy® + JF 4" ) + / 2nDy**t . Dvdx
Q

Bty htl pkyk) v+ pk(ykJrl _ yk>v do

- / WV 4 pFfgude =0 Yo € H(div, Q),
Q

one obtains an one-step scheme, which then also is nonlinear in the time
discretization of (11.12). The resulting system is analyzed in future work.
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In [GK14| Griin and Klingbeil propose a time-discrete solver for (11.2)-
(11.9) which leads to strongly coupled systems for y,c and w at every time
step and requires a fully nonlinear solver. For this scheme Griin in [Griil3]
proves an energy inequality and the existence of so called generalized solutions.

11.2 The fully discrete setting and energy inequalities

For a numerical treatment we next discretize the weak formulation (11.15)—
(11.17) in space. We aim at an adaptive discretization of the domain 2, and
thus to have a different spatial discretization in every time step.

Let TF = Uf\fl T, denote a conforming triangulation of 2 with closed sim-
plices Tj,i = 1,...,NT and edges Ej,i = 1,...,NE, " = UY E;. Here k
refers to the time instance t;,. On 7% we define the following finite element
spaces:

VHT) ={v e C(T*) |v|r € PHT)VT € T*} =: span{®d} V7
VA(T®) ={v e C(T*) |v|r € PA(T)VT € T*, v|sq = 0},

where P'(S) denotes the space of polynomials up to order ! defined on S.
We introduce the discrete analogon to the space H(div, Q):

H(div, T%) = {v € VX(T*)?| (divv, q) = 0¥q € VH(T*) N L%O)(Q), v|an = 0}

. i\NF
:= span{b'};1],

We introduce a weighted Leray projection (|[CF88, Rem. 1.10]) L’;“ :
H(div, T*) — H(div, T*1) by

(P Ly v) = (0 Y v) Yo € H(div, TH).

to prolonge velocity fields from former time steps. It is a weighted orthogonal
projection onto H (div, 7**!) and thus fulfills

("ML LTy < (0 ).
We further introduce a Hl-stable projection operator P* : H(Q) —
VI(T*) satisfying
1P 0llLo) < Ilvlleqe) and VP 0l|1r@) < [V0l|Lr(o)

for v € HY(Q) with r € [1,2] and p € [1,6) if n = 3, and p € [1,00) if
n = 2. Possible choices are the Clément operator ([Cl1e75]) or, by restricting
the preimage to C'(2) N H(Q), the Lagrangian interpolation operator.

Using these spaces we state the discrete counterpart of (11.15)—(11.17): Let
k > 1, given ¢*~1 € VYT, & € VI(TF), wh € VI(T*), y* € H(div, T"),
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find yytt € H(div, TF+Y), it € VY(TF), witt € VY(T*H) such that for all
v € H(div, TF1), & € Vl(T’“H) U € VY(T*H) there holds:

QIT(p’“yﬁ“ PP Y 4 o T g = LT R), 0)
+a' (pFy + JF gt v) 4+ (20 Dyt Do) — (WY + pFgv) = 0, (11.18)
i(’f“ PFHE @) + (m(F)Vwitt, Vo) + (yr Ve, @) =0, (11.19)
oy (Ve V) + (F(cf ™) + FL(PMER), U) — (wyt!, W) =0, (11.20)

where ¢ = Pcy denotes the L? projection of ¢q in V}(77?), and ¢}, w;,y; are
obtained from (10.9)-(10.12) using y° = Sy,, where S denotes the Stokes
projection, see e.g. |[GR86].

Existence of solution to the fully discrete system

We next show the existence of a unique solution to the fully discrete system
(11.18)—(11.20).

Theorem 11.5. There exist yp ™' € H(div, T*), it € VYTFHY), witt €
VYT solving (11.18)—(11.20).

Proof. By testing (11.19) with ® = 1, integration by parts in (yf ™' Vc*, 1) and
using yy T € H(div, T**!) we obtain

(gt 1) = (PM1 M 1).
We define a = ﬁ fQ PEHLCE da and set
Vo) = {Uh - V1<Tk+1) | (Uh, 1) = O}

Then ¢t := f*! — o fulfills 2¥*1 € Vjg). In the following we use 2F*! as
unknown for the phase ﬁeld since the mean value of ¢ is fixed. In addition we
introduce z#*1 := wit — f wy ! dz and require (11.19)—(11.20) preliminar-
ily only for test functlons Wlth zero mean value.

We define
X = H(div, T""") x Vo) x Vjg),
with the inner product
((y1, 21, 21), (y2, T2, 22)) x 1= (Dy1, Dy2) + (Va1, Vag) + (Vz1, Vza),

and norm || -||% = (-, ")x. It follows from the inequalities of Korn and Poincaré
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that (-,-)x indeed forms an inner product on X. For (y,x,z) € X we define
o 1 _ _ _
(Gly,z,2), (7, T,2)x = (5(/)’“ + "y — PR y>
+7a' (0" + I, y,9) + 7(20" Dy, Dy)
—7(2Ve"g) = 7(p"9,7)
+ (2 = P*LE 7)) + 7(m(M) Ve, VT) + 1(y V¥, T)
+07v(Vz,VZ) — (2,2)
+ (Fi(z + ) + FL(P*ch), z).
Now we show (G(y,z, 2), (y,x, 2))x > 0 for ||(y, z, 2)||x large enough and that
G satisfies the supposition of [Tem77, Lem. II.1.4|. It then follows from
[Tem77, Lem. I1.1.4], that G admits a root (y*,z*,2*) € X. For convenience,

we repeat [Tem77, Lem. I1.1.4] in the appendix, see Lemma AS.
The function G is obviously continuous. We now estimate

(G(y,2,2), (y, 2, 2))x 2 p(y,y) + 270(Dy, Dy) + Tm(V, Vi)
+07v(Vz,Vz) + (F (2 + a), 2)

— (P LY ) — (g, )
— (PR x) + (FL (PR, 2).

(11.21)

Using the convexity of F!y, which implies that F is monotone, we obtain
(Fi(z+a),2) = (Fi(z + a) = Fi(a),2) + (Fi(a), 2) = (Fi(@), 2).

By using Holder’s and Poincaré’s inequality and the stability of the projections
Li+ and P**!in (11.21) we obtain

(G(y,x,2), (y,2,2))x >0

for ||(y,x, 2)||x > R if R is large enough. Now [Tem77, Lem. II.1.4] implies
the existence of (y*,2*, 2*) € X such that G(y*,2*, 2*) = 0. Defining

(o wy Gt = (v, 2t + B, 2 + )

with 3 such that (3,1) = (F\(c;*!) + F’(P*1c*),1) holds we obtain that
(yi+t wi e solves (11.18)—(11.20). O

Remark 11.6. Note that we do not need that the variables from old time
instances are defined on the mesh used on the current time instance. We
further do not need any smallness requirement on the mesh size h or on the
time step length 7.
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Theorem 11.7. Let (c;*!, wi™, y¥*h) be a solution to (11.18)~(11.20). Then

for k> 1:
1
3 | A e B[ 1var s [ P
1
_'_2/ k— l‘yk-‘rl LIpCJrly ‘de_i_?/ ’vcl;;-‘rl _vpk+lck‘2dx
Q Q
/2n |Dyk+1]2dx+7'/mk|Vwk+1|2dx (11.22)
1

§2/ Lk dw+7//)gyﬁ“
—i—?/ |V73k+1ck|2d:c—|—/F(Pk“ck) dz.

Q Q

Proof. We have
1

_ L4
5 <pkyﬁ+1 o 1L1;+1yk) y5+1+§pk 1(y2+1 LI;-',—lyk) Yt
2 2 1 . 2
_ 1 k|y2+1‘ + - 1’yk+1 IR+ k’ _§pk I‘LI;—&-lyk} 7 (11.23)
Vet (Ve — Vck)
1
=§|Vck+1]2 |Vck|2 |Vck+1 \Wealis (11.24)
and since Fy is convex and F_ is concave,
Ful(d) = Fu(cb) < FLA)( - &), (11.25)
F (™) = F (") < F . (")(fHh = cF). (11.26)

The inequality is now obtained from testing (11.15) with ¢/, (11.16) with
wytt, (11.17) with (¢jt! —P*1ck) /7 and adding the resulting equations. This
leads to

1 _ 1
> (pky}l:Jrl oF 1Lk+1y y£+1)+z(p <y]l§+1 LEHyR), yl]erl)

+a' (P y" + T5 gyt + (20" Dyt Dyt — (wi Ve, gt
+7];(C;€l+l PkJrle w}]j+1) 4 (y}1§+1vck7 ’U)}’::+l) 4 (mkvwi+l’ V’(U}IiJrl)
Fory- (vci-i-l V(ciHt — phHichyy %(w}lz-i-l’ CEHL Pl chy

1(F/ ( k+l) C’;LJrl PkJrlck) i %(F/ (C ) ;Cl+1 Pk+1ck)

—(p* g, yy ™) =0.
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The equalities (11.23) and (11.24) and the inequalities (11.25) and (11.26) now
imply

1 _ _
2_/ (Pk|yﬁ+1|2+0k 1|y,€+1—LIZ+1yk|2—pk 1|ng+lyk|2) dr
T Jo
—i—/277]"’\Dy,’§+1]2d:v+/mﬂVw,’jH\zdx
Q Q

+g/ Vet P 4 [ Vet = VPR — VP da
Q

1
—I——/ (F (™) = F(PF) do — / pFgyittde <0,
Q 0

T

which is the claim, using (p"'LEHy* LEt1yF) < (p"1y* 4¥), ie. using the
stability of LK. O

Theorem 11.8. System (11.18)—(11.20) admits a unique solution.

Proof. Assume there exist two different solutions to (11.18)—(11.20) denoted
by (y',c', w') and (y?, ¢, w?). We show that the difference y = y' — 4%, ¢ =
' — % w=w!'—w?is zero.

After inserting the two solutions into (11.18)—(11.20) and substracting the
two sets of equations we perform the same steps as for the derivation of the

discrete energy estimate, Theorem 11.7, and obtain

1
O:—/(pk+pk_1)y2dx+27/77"3|Dy|2 da
2 Jo Q

+ 7||Vm*FVwl||? + oy||Ve||* + (Fjr(cl) — Fjr(CQ), - 02) )

Since all these terms are non negative we obtain

1
3 /(p’“ + ")y’ da =0, / 1*|Dyl* dx =0,
Q Q
[Vwl|* =0, Vel =0.

Since both 7(-) and p(-) are strictly positive by Assumption A1 we conclude
|9 1 (@ye = 0 and thus the uniqueness of the velocity field.

By testing (11.19) by ® = 1 we obtain (c!,1) = (c?,1) = (P¥*1¢* 1) and
thus (c¢' — ¢?,1) = 0. Poincaré-Friedrichs inequality then yields ||c|| 1) = 0,
and thus the uniqueness of the phase field.

Last we directly obtain that the chemical potential is unique up to a con-
stant. By testing (11.20) with ¥ = 1 and inserting the two solutions we obtain
(w' —w? 1) = (F(c') = F\(c?),1) = 0 and thus ||w|| g1 o) = 0, again by using
Poincaré-Friedrichs inequality. O]

Theorem 11.7 estimates the Ginzburg Landau energy of the current phase
field ¢! against the Ginzburg Landau energy of the projection of the old
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phase field P¥*1c*. Our aim is to obtain global in time inequalities estimating
the energy of the new phase field against the energy of the old phase field at
each time step. For this purpose let us state an assumption that later will be
justified.

Assumption 11.9. Let ¢* € VI(T*) denote the phase field at time instance t.
Let Pktlck € YI(T*H1) denote the projection of ¢* in V}(T*!). We assume
that there holds

1 1
F(PMek) + 507\V73k+10k|2 < F(h) + 507|V0k\2‘ (11.27)

This assumption means, that the Ginzburg Landau energy is not increasing
through projection. Thus no energy is numerically produced.

Assumption 11.9 is in general not fulfilled for arbitrary sequences (7*); of
triangulations. To ensure (11.27) we add a post processing step to the adaptive
space meshing, see Section 11.3.

Theorem 11.10. Assume that for every k = 0,1, ... Assumption 11.9 holds.
Then for every 1 < k <l we have

-1
1 1 -
5o lyﬁ,yh)+/ F(ch) dz + 507(Vef,, Ver) + 7 > (g ur )
Q m=k
1 1
2<p hih) + [ F(ch)dot 502(96h. V)

+Z " 1 m+1 L;nﬂyh) (?JZHI Lmﬂyh))

+7_Z 277mDy m+1 Dmerl)

m=k

+7 Z m(c)Vw T V)

-1
1
+ 397 Z(VCZHI VP Vet — Pt

m=k

Proof. The stated result is obtained immediately from the energy estimate
over one time step (11.7) together with the Assumption 11.9. O

Remark 11.11. We note that using ® = 1 in (11.19) and using integration by
parts only delivers (c;*! 1) = (P*1¢* 1) instead of (cf !, 1) = (¢¥,1). If we
use the quasi interpolation operator Q**! introduced by Carstensen in [Car99]
for our generic projection P**1, we would obtain (c;™, 1) = (c¥, 1) since Q!
preserves the mean value, i.e. (¢,1) = (Q"p,1) Vo € L}(Q).
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On the other hand if we use Lagrange interpolation Z**! we have
(Z e V) — (8, Dr| < Chl|e*|lr,

and the deviation of (Z¥+1ck, 1) from (c*, 1) remaines small if we use bisection
as refinement strategy, since then ZFt1ck € VY(T*) and ¢ € V(TF) only
differ on coarsened patches.

Existence of a solution to the time discrete system

Now we have shown that there exists a unique solution to (11.18)—(11.20). The
energy inequality can be used to obtain uniform bounds on the solution and
will be used to obtain a solution to the time discrete system (11.15)—(11.17)
by a Galerkin method.

Theorem 11.12. Let y* € H(din,Q), * ' € HY(Q), & € HY(Q), and w* €
Wh(Q),q > d be given data. Then there exists a weak solution to (11.15)
~(11.17). Moreover, c**1 € H*(Q) and wk*tt € H?(Q) holds.

Proof. We proceed as follows. We construct a sequence of meshes ('ﬁkﬂ)moo

with gridsize h; =% 0. We show that the sequence (yFtt, ef T wf ™) of unique

and discrete solutions to (11.18)—(11.20) is bounded independently of I, and
thus a weakly convergent subsequence exists which we show to converge to a
weak solution of (11.15)—(11.17).

Let us start with defining the sequence of meshes. Let 75! = 7%+ and

TrH 1 =0,1,..., be obtained from 7,*"' by bisection of all triangles. The

+
projection onto 7,**! we denote by PF*!.

From the discrete energy inequality (11.22) we obtain

1 2 oy
5/pk|yf+1\ dx+7/ |vcf+1|2d:c+/F(cf+1)dx
Q Q Q
1
+= / PPyt = LET AP da 4+ 7 / Vet — VP2 da
2 Q 2 Q
—|—7'/27]’“\Dylk“|2d:c+7'/mk]waHFdx
Q Q
1
< _/pk—llLI;+1yk|2 derT/pkgylkH
2 Ja Q
+2 / VP E 2 do + / F(P[tcF) dx.
2 Ja Q
We have the stability of the projection operators and thus

/Q VPR dr < [V 2an,

/pk1’L’;+1yk|2dI§/pkl‘yk|2dl’.
Q Q
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Due to Assumption A3 on F' there exists a constant C' > 0 such that
/ F(PfHcF) da g(}/ | PfHECE| + 1da
) Q
<C <||7le+lck||qu(Q) + 1)
<C ("0 + 1) -

where we again use the L?-stability of the projection operator together with
the Sobolev embedding H'(Q2) — L?(Q) with ¢ as in Assumption A3. By
using Holder’s inequality and Young’s inequality we further have

1/2 1/2
T/p’“gyf“ de <t (/ p’“lgl2dx> (/ p’“lyl’MI?dx)
Q Q Q
1
STQ/pk!g!2da:+—/p’“\yl’““\de
Q 4 Q

Since p*~! > 0, p* > 0, »*¥ > 0, and m* > 0 by Assumption A1l we obtain

that ||y) || s ye, |V | and || V™| are uniformly bounded independend
of [.

By inserting ® = 1 in (11.19) we obtain (P*'cF 1) = (¢, 1) and by
Poincaré-Friedrichs inequality thus

e ) < C (Ve + (P 1))
< C (Ve + I1PFEH))
< C (Ve + NIt -

Thus ||¢; || g1 (o) is uniformly bounded.

We obtain (wf™ 1) = (F/(c¢f™) + F'.(PF™c*),1) by inserting ¥ = 1 in
(11.20). Due to Assumption A3 on F’ the first part can be bounded by
C(HchrlH%q(Q) + 1) which is bounded by Sobolev embedding. Also due to

Assumption A3 on F_ and due to the L7 stability of P{"’H the second part can
be bounded by C(HcquLq(Q) +1). Thus, by the same arguments as ||}/ ™| g1(q),

also [|w ™| g1(q) is uniformly bounded.

Consequently there exist 7 € H(Q)%,¢ € HY(Q),w € HY(Q) and a sub-
sequence [; such that y ™" — 7 in Hj(Q)%, ' — ¢in H'(Q), w}*' — @ in

HY(Q) for I; — c. l

We show that this triple of functions indeed is a weak solution to (11.15)-
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(11.17). Inserting the sequence into (11.15)—(11.17) yields
_/ ( Yt = 1LI;+1ylc v de
T Jo 2
+a' (py* + Ty, )+/2nkDyk+1 Duvdx
- / wZHVc v+ pFgudr = 0Vv € H(div,Q),
Q
7'_1/(05“_Jrl —Pk+lck)fl>dx+/( MLV da
Q Q
+/ m(ck)le’frl -Vo&dr =0Vd € H'(Q),
Q
07/ VCZH~V\II dx—/wi_ﬂ\lf dx
Q
s [ (R + (Y (P de = 0w € (@)
Q

Now there holds

1

k+1
5y | (A )

and thus = [, (p* + pk_l) v dr € (HH(Q)Y)* yielding
1 1
_/ (pk+pk—1 k—H’UdCL’—) / (pk+pk—l) @Udl’
27 Jo 2T

Since w* € W14(Q),q > d there holds J* € L(Q)? and thus by Sobolev

embedding we obtain

[ 4 9) sk oo

@+ -9) o)t

<CI (" + ) V)l 2

a1l

<C|l (o"y" + 7%) vl vy,

A :

HZ/z

29
Lat2(Q)d La=2(Q)d

and thus a'(p*y* + J*, - v) € (H3(Q)?)*. This gives
a'(p"y" + 5y ) = al (o + T8 7, v)

The convergence of the remaining terms can be concluded in a similar manner.
Since cﬁ“ — ¢ in H'(Q) there exists a subsequence, again denoted by I,

such that CZ—H — ¢ in L(2), q as in Assumption A3. From Assumption A3
and the dominated convergence theorem we thus obtain

/F“ﬂ%ﬂ%éﬂ@%ﬂ
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Next we show the weak solenoidality of . To begin with we note that every
qe L%O)(Q) can be approximated by a sequence (¢)ieny C VH(T*) N L?O)(Q)
so that for every £ > 0 an index N exists, such that |j¢ — ¢|| < & for | > Ng.
Now we have for arbitrary ¢ € L7, (©2)

|(div 7, ¢)| < [(div g, q — q)| + [(div g — div g, )] + [(div 1., @)]-

Let £ > 0 be given. For the first addend we have |(div 7,¢—q)| < ||div 7]||lq—
ql| < CE& for 1 > Ne.

Since the sequence ¢; is defined on the same hierarchy of meshes as y;
we may restrict ¢; to the subsequence /; and obtain that both ¢;, and y;, are
defined on the same meshes. We set n := min{l; |l; > N¢}. Now we have
(div g, ¢n) = 0 for I; > n, since then ¢, € V}(T**"), i.e. the third addend
vanishes. By choosing [; so large that |(div 7 —div y;,, ¢,)| < C¢ holds by weak
convergence of y;,, the weak solenoidality of 7 is shown, since £ > 0 is chosen
arbitrarily.

Thus the triple 7, ¢, w indeed is a weak solution.

It remains to obtain the stated higher regularity for w**! and ¢**!. This

directly follows by regularity results for the Laplacian, see [EG04, Thm. 3.10].
Since wh™ — F(F1) — F' (P*1ck) e L2(Q) it follows that **! € H?(Q)
and thus, since we have 77!(cFtt — PFHIF) 4 k1T R € [2(Q), we obtain
wht e H2(Q). O

The uniqueness of the solution follows by the same steps as the uniqueness
of the discrete solutions, see Theorem 11.8. Like the fully discrete scheme, also
the time-discrete scheme fulfills an energy inequality.

Theorem 11.13. Let cf1 wkt yk+1 be a solution to (11.15)—(11.17). Then
the following energy inequality holds.

1
5/kalylf-‘rl’ dr +—/|V0k+1’2d$+/F( k+l)d$

1
+§ / pk71|yk+1 —y ’2 dr + 7/ |Vck+1 . vck‘Q dr
Q Q

+7‘/277k|Dyk+1|2dx+T/mk|Vwk+1|2dx
Q

1
< 2/ k= 1]y} dr + 21 /\Vc’”alai:—l—/F(c’ﬂalav%—/pkgyk+1
Q

Proof. The inequality is obtained from testing (11.15) with y**!, (11.16) with
wh 1l (11.17) with (cF+1 — k) /7 and using the same arguments as in the proof
for Theorem 11.7. [

Remark 11.14. Let F' denote the relaxed double-obstacle free energy intro-
duced in Remark 11.1, with relaxation parameter s. Let (ys, ¢, ws)ser denote
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the sequence of solutions of (11.15)— (11.17) for a sequence (s;);en. From the
linearity of (11.15) and Theorem 5.4 it follows, that there exists a subsequence,
still denoted by (ys, ¢s, ws)ser, such that

(ysa Cg, ws)sGR — (y*7 0*7 U}*) in HI(Q)7

where (y*, ¢*, w*) denotes the solution of (11.15)—(11.17), where F°"! denoted
in Remark 11.1, is chosen as free energy. Especially |¢*| < 1 holds. In the
following argumentation we concentrate on the phase field only. From the
regularity ¢, € H*(Q) together with a-priori estimates on the solution of the
Poisson problem and the energy inequality of Theorem 11.13, we obtain the
existence of a strongly convergent subsequence cy — ¢* in C%*(2), where we
use the compact embedding H2(2) — C%*(Q) for 2a < 4 — d.

Thus for s large enough we have |cs| < 1+ 6 with 6 arbitrarily small. Cur-
rently we are not able to quantify how large s has to be chosen in dependence
of 6 to guarantee this bound. Therefore we use the cut-off procedure described
before Remark 11.1.

11.3 The A-Posteriori Error Estimation

For an efficient solution of (11.18)—(11.20) we next describe an a-posteriori
error estimator based mesh refinement scheme that is reliable and efficient up
to terms of higher order and errors introduced by the projection. We also
describe how Assumption 11.9 on the evolution of the free energy, given in
(11.22), under projection is fulfilled in the discrete setting.

In the present section we propose an all-in-one adaptation concept for the
fully coupled Cahn—Hilliard Navier—Stokes system, where we exploit the energy
inequality of Theorem 11.7.

The fully discrete system used in the numerical realization

Since in our numerical realization we do not include the solenoidality of the
velocity field y into the discrete Ansatz space we now introduce a weak formu-
lation for the time discrete version of (11.12)—(11.14) in primitive variables,
which by [GR86] is equivalent to (11.15)—(11.17):

For k > 1, given ¢f~t € HY(Q), * € HY(Q), w* € W4(Q),q > d, y* € H}(Q)?
find ¢! € HI(Q)?, p*T € L7, (), e HY(Q), and wht € H'(Q) satisfy-
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ing

1
5 — (P = PP+ Py

)

+a'(p'y* + T8y v) + (2nDy" - Do)
_<pk+l’div<v)) (WY phg, ) = Vo e Hy(Q)¢,  (11.28)
—(div(y*Y), q) = Vg€ L3)(Q),  (11.29)

)

)=

)

k+1 ) v

1
_(Ck+1_ck7q)>+(yk+l VC (I)
T

+(m(F) V't Vo
oy (VT V) — (wh, W
H(F) (™Y + (F)(F),¥) =0 VYU eH(Q). (11.31)

The corresponding fully discrete system now reads:
For k > 1, given =t € HY(Q), * € HY(Q), w* € Wh4(Q),q > d, y* € HI(Q)?
find yi ™t € VHTHY), pitt e V(THY), [,piTde = 0, gt e VY(TH),
witt € VY(T*) such that for all v € V2(TFHY), g € VI(TH), & € VI(TFHY),

\If € V(T**1) there holds:

1

Vo € HY(Q),  (11.30)

E(pkyzﬁ-l _pk—lLk+1yk+p (yk—H Lk:+1 k:) v)
+a' (p"y* + TF, gt v) + (20 Dyt V)
—(wyt' Vet 4 plg,0) — (it dive) = (11.32)
—(divyFtt q) = (11.33)
%(CZ+1—Pk+lck,q))+( (V™ Vo) — (yitich, Vo) = (11.34)
oe(Veyth V) + (FL(HY) + FL(PFHER), U) — (wf™, W) = 0. (11.35)

Thus we use the famous Taylor-Hood LBB-stable P2 — P1 finite element
for the discretization of the velocity - pressure field and piecewise linear and
continuous finite elements for the discretization of the phase field and the
chemical potential. For other kinds of possible discretizations of the velocity-
pressure field we refer to e.g. [Ver10].

Note that we perform integration by parts in (11.34) in the transport term.
As soon as PF! is a mass conservened projection we by testing equation
(11.34) with ® = 1 obtain the conservation of mass in the fully discrete scheme.

The link between equations (11.32)—(11.35) and (11.18)—(11.20) is provided
by the next theorem.

Theorem 11.15. Let yi ! i wi denote the unique solution to (11.18)-
(11.20). Then there exists a umque pressure pi Tt € VY(THY), [Lpitde =0
such that (™, pi™t k™ wl™) s a solution to (11.32)~(11.35). The opposite
direction is obvious.

Proof. Since we use LBB-stable finite elements, from [GR86, Thm. II 1.1] we
obtain the stated result. O
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Derivation of the error estimator

We begin with noting that the special structure of our time discretization gives
rise to an error estimator which both estimates the error in the approximation
of the velocity, and in the approximation of the phase field and the chemical
potential. We are not able to estimate the error in the approximation of the
pressure field and the estimator will only be reliable and efficient up to higher
order terms.

In the derivation of the estimator we follow Section 8.1 and thus present
only the reliability result.

We define the following error terms:

k+1 k+1 k+1 k+1
_yh y I _ph p 9
€e _CZJrl Cchrl7 € _w}1§+1 ,wchrl7

as well as the discrete element residuals
(1) pF+p k=17 k+1, k k P Ay
Ty ::Tthr - L b+ 7 (VV)yit + §lev(b Yyt
— 2Tdiv( kDka) + TVpkH TwhHVc oy,
7’,(12) =t — PR Ly — rdiv(im V),
3
( ) _F/( k+1) + F/ (Pk—i-l k) Z—i-l
where bk = pkyk + J*. Furthermore we define the error indicators
1 1/2
np) =hr|ry Iz, nE V=n* 20" [DyE - velle,
2 1/2
ng =hr|r? |, nE D= mF [Vuwpt - velle,
3 3 1/2
Vmhrllr e, 0 =) [V - velle.

By using the same steps as in Section 8.1 we derive the following theorem.

)

Theorem 11.16. There exists a constant C' > 0 only depending on the domain
Q and the reqularity of the mesh T**! such that

plley + Ve, | + mml[Veu|* + 07l Vee|* + (FL(cy™) — Fi(c"), e)
<C (77§2] + Nh.ot + 770) ’

i ) 5 00
2 ()4 3 ()
L ) T ()

Nh.o.t. :T(dw(ey), ep),
and ne =(PF — ¥ ey) — (B (P*¥) — F' ("), e,).

holds with
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Remark 11.17.

e The term 7, is of higher order. By approximation results it can be
estimated in terms of hy to a higher order then the orders included in
ngﬁ), ng), 1 =1,2,3. Thus it is neglected in the numerics.

e The term 7¢ arises due to the transfer of c® from the old grid T* to the
new grid 7%*! through the projection P**!. In our numerics presented in
Section 11.4 we use Lagrangian interpolation Z¥*! as projection operator.
We note that ZF*'c* and ¢* do only differ in regions of the domain
where coarsening in the last time step took place, if bisection is used as
refinement strategy. Since it seems unlikly that elements being coarsened
in the last time step are refined again in the present time step, this
term is neglected in the numerics. We note that this term might be
further estimated to obtain powers of hp by approximation results for
the Lagrange interpolation, see e.g. [EG04| and Remark 11.11.

e Due to these two terms involved the estimator is not fully reliable.

e Neglecting these two terms the estimator can be shown to be efficient by
the standard bubble technique as in Section 8.1.

e An adaptation of the time step size is not considered, since it would
conflict with the time discretization over three time instances. In our
numerics we have to choose time steps small enough to sufficently well
resolve the interfacial force wy*'VeF.

e The marking of triangles is performed following the marking strategy
proposed in Section 8.3.

Ensuring the validity of the energy estimate

To ensure the validity of the energy estimate during the numerical computa-
tions we ensure that Assumption 11.9 holds trianglewise. For the following
considerations we restrict to bisection as refinement strategy combined with
the iFEM coarsening strategy proposed in [Che08]. This strategy only coarsens
patches consisting of four triangles by replacing them by two triangles if the
central node of the patch is an inner node of 7%, and patches consisting of two
triangles by replacing them by one triangle if the central node of the patch lies
on the boundary of Q2. A patch fulfilling one of these two conditions we call
a nodeStar. By using this strategy, we do not harm the Assumption 11.9 on
triangles that are refined. We note that this assumption can only be violated
on patches of triangles where coarsening appears.

After marking triangles for refinement and coarsening and before applying
refinement and coarsening to 7% we make a postprocessing of all triangles that
are marked for coarsening.
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Let MY denote the set of triangles marked for coarsening obtained by the
marking strategy described in Section 8.3. To ensure the validity of the energy
estimate (11.22) we perform the following post processing steps:

PP-1 For each triangle T € M¢:
if T is not part of a nodeStar
then set M¢ := MY\ T.

PP-2 For each nodeStar S € M¢:
if Assumption 11.9 is not fulfilled on S
then set M¢ := M\ S.

The resulting set M© does only contain triangles yielding nodeStars on
which the Assumption 11.9 is fulfilled.

11.4 Numerics

Now we use the adaptive concept developed in Section 11.3 to investigate the
evolution of the energy inequality on the numerical level.

The nonlinear system (11.32)—(11.35) appearing in every time step of our
approach is solved using the semi-smooth Newton method. Let us first describe
how the linear systems arising in Newton’s method are solved. At each time
step in the Newton iteration we have to solve systems with linear operators G
of the form

A B| I 0

G_(]—“I)_ B 0|0 0
TI|C T 0[Cn Chi

0 0021 022

Here F and C are the discrete realizations of linearized Navier—Stokes and
Cahn—Hilliard systems, respectively, while Z represents their coupling through
the interfacial force, and 7 the coupling through the transport at the interface.
The order of the unknowns is (y, p, w, ¢).

Unique solvability of the systems arising from Newton’s method can be
shown by using the energy method of Section 11.2 taking Assumption A4 into
account.

The system is solved by a preconditioned gmres iteration with restart after
10 iterations. As preconditioner we use the block diagonal preconditioner

(7 2

where C is inverted by LU decomposition, while F is an upper triangular block
preconditioner (|[BP88]) for Oseen type problems. It uses the F), preconditioner
[KLW02] for the Schur complement, i.e.

- (A B
F‘(o S)’
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where S is the F,, preconditioner for the Schur complement of F and A is
composed of the diagonal blocks of A and is inverted by LU decomposition.

The implementation is done in C++, where the adaptive concept is build
upon iFEM (|Che08]). As linear solvers we again use umfpack (|Dav04]|) and
cholmod (|[CDHRO8|). The Newton iteration is implemented in its inexact
variant, ensuring local superlinear convergence.

Examples

We investigate the evolution of the free energy and the validity of the energy
inequality. Since we use Lagrange interpolation as projection operator, we
violate the conservation of mass whenever coarsening is performed. This is
numerically investigated.

Thereafter we give results for a qualitative benchmark for rising bubble
dynamics. For this example we also show the influence of the required post
processing step concerning the evolution of the meshes.

Concerning the free energy F’ we use the relaxed double-obstacle free energy
(11.10) and set the relaxation parameter to s = 10000.

Investigation of the free energy We start by investigating the evolution
of the free energy and the validity of the energy inequality in Theorem 11.7.
Here we use the classic example of spinodal decomposition [CH58, FMO08| as
test case. The parameters are chosen as: py = ps =1 =1 =1, g = 0, and
m(c) = 1073y, v = 0.01, 0 = 0.01 and 7 = 107>,

In absence of outer forces the spinodal decomposition admits a character-
istic speed of demixing, see e.g. [Sig79, OSS13|. Especially in the case of a
diffusion driven setting the Ginzburg—Landau energy E decreases with the rate
E ~ 713,

In Figure 11.1 we show the time evolution of the monotonically decreasing
Ginzburg-Landau energy (left plot). We obtain the expected rate of £ ~ t~1/3
and also observe a time span where E ~ ¢! holds, as predicted in [OSS13].

Next we investigate the validity of the energy inequality, see Figure 11.1
(right plot). We there show the time evolution of the term

1 2 oy
C:i/ﬂpk|y}]§+l‘ d:c—i—7/Q|chl“|2dx+/QF(c§“)dm
+1 k—1| k=1 _ Jk+1 k|2d i oy v k1 _ xyktl k|2d
5 Qp Yy oY T+ g c c x

+7'/2nk\Dy,’j+l\2dx+T/mk]VwZHIQ dx

0 0
1

- (—/pk‘yk|2 das+a—7/ |VIk+1ck|2dm+/F(Ik“ck)daz)
2 Ja 2 Jo 0

- / prayrtt.
Q
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Ginzburg-Landau energy _u}/alidity of the energy inequality
=< 0 N : -10
% 10 N
s -10
>
N+ -6
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O
> -1
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time time

Figure 11.1: Time evolution of the Ginzburg-Landau energy (left), and validity
of the energy inequality (right).

. ”Q Ck+1 _ CO Xm
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Figure 11.2: Time evolution of the deviation of the mean value of c.

The post processing (PP-1)-(PP-2) guarantees, that this term is always neg-

ative. The influence of (PP-1)-(PP-2) on the mesh quality is investigated
later.

The violation in the conservation of mass Since we use Lagrange in-
terpolation as projection operator between successive grids, we do not have
full mass conservation, but have a violation in the mean value of ¢ as dis-
cussed in Remark 11.11. In Figure 11.2 we depict the time evolution of the
term | [, *™ — ¥ dz|, i.e. the difference between the mean value of ¢ and the
mean value of the initial phase field . The numerical setup is the spinodal
decomposition.

As can be observed, the violation increases with time, and the violation in
mass conservation finally is of size 107%. We note that the order of the mean
value is |2] and here we have |2| = 1. Thus though we have deviation of mass,
its size is small in comparison to the actual mean value.
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(Gc)min t@ (‘/c)max tV Mc(t = 3)
stab v =10.02 0.9080 1.9672 0.2388 0.9765 1.0786
divy=0.02 09035 19486 0.2370 1.0000 1.0759
ref 0.9013 1.9000 0.2417 0.9239 1.0817

Table 11.1: Results for the first benchmark from [HTK*09].

Figure 11.3: The evolution of the bubble at times t € {0,1,2,3}. The phase
field is shown in the right part and streamlines of the velocity field in the left
part of each plot.

Comparison with an existing benchmark We now again investigate the
benchmark proposed in [HTK™09], that we already simulated in Section 10.6.

For convenience we repeat the three benchmark values, for their definition
see Section 10.6. The values we obtain from the simulation are the circularity,
the rising velocity and the center of mass. As benchmark values the minimal
circularity (O.)min together with the time tg := t(0, = (O.)min), the maximal
rising velocity (V. )max together with the time ¢y := (V. = (V,)max) and the
center of mass M.(t = 3) at the final time ¢ = 3 are chosen.

Our results with the new discretization are shown in Table 11.1, first row
(stab v = 0.02). For comparison we also restate the result obtained in Section
10.6 (div v = 0.02) . The result corresponding to 'ref’ again is a reference set
of values taken from the sharp interface numerics in [HTK*09].

We see that our results are in quite good aggrement with those obtained
with sharp interface numerics. We also obtain that using the interfacial force
div (Ve ® Ve) as used in Section 10.6 yields better values for the circularity
while the maximal rising velocity and the total rise in the sence of the final
location of the center of mass at final time are closer to sharp interface numerics
in the new simulation.

In Figure 11.3 we show the evolution of the bubble for the benchmark
setting.
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3 / \
. ‘ 4
, K \ )

Figure 11.4: The distribution of the  Figure 11.5: The mesh with (left)
error indicators at time ¢ = 3. ny  and without (right) postprocessing
on the left, nrp on the right. Black  at final time t = 3.

indicates higher errors.

Distribution of the error indicators Next we investigate the distribution
of the error indicators. In Figure 11.4 we show the distribution of the error
indicators nr and nrg. These are obtained from Theorem 11.16 and are given
trianglewise as

1 <1>>2 1 ((2))2 1 ((3))2
nT—ﬂ(TlT +7'm nr +U’y nr s

T 2 T 2 2
e =30 (5 (08) 4 5 ()" + o0 ()').

We observe that a similar distribution is obtained as in Section 9.1 The
errors are concentrated at the boundary of the interface. We further have
additional error contributions from the Navier-Stokes part in a neighborhood
of the bubble.

Influence of the post processing of the marked triangles Finally we
investigate the spatial discretization obtained by our adaptive concept. Espe-
cially we show the influence of the post processing step (PP-1)-(PP-2) on
reducing the number of triangles that are coarsened.

We simulate the rising bubble benchmark in the setting described above
with and without the postprocessing steps. We note that without the post-
processing artificial energy is generated numerically through the coarsening
process and the validity of the energy inequality can not be guaranteed, and
in fact is not given.

In Figure 11.5 we show the final meshes at t = 3 with postprocessing
(left) and without postprocessing (right). We see that there are regions in the
bulk phase below the bubble where the postprocessing prevents the adaptive
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x 10

0 1 2 3

Figure 11.6: The evolution of the number of nodes for the described benchmark
with (upper line) and without (lower line) postprocessing.

strategy from coarsening the triangles to the coarsest level. Thus we obtain
a larger number of nodes if we use the post processing as is demonstrated in
Figure 11.6 where we display the evolution of the number of mesh nodes with
and without postprocessing.

We see that the number of nodes increases (by maximal 10% in this exam-
ple) since not all triangles that are marked for coarsening are coarsened. On
the other hand we note, that the energy inequality in the case without post
processing is violated in 1692 of 60000 simulation steps and this violation takes
place within the first 7000 time steps.

Let us note, that from the fluid mechanical point of view and if one consid-
ers the bubble as an obstacle in the channel flow, the region detected by the
post processing is the wake, where the fluid is accelerated. Thus we expect a
refined flow mesh there.
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12 Summary and outlook

We proposed a diffuse interface approach for the simulation of two-phase flow
based on a Moreau—Yosida relaxation of the double-obstacle free energy. In
Sections 4-9 we proposed a discretization, which yields a sequential coupling
of the Cahn—Hilliard and the Navier—Stokes system together with an adaptive
concept which treats the resulting two systems separately.

In Section 10 we adapted this discretization concept to the model proposed
in [AGG12| for two-phase flow, which is able to cope with fluids of different
densities. We tested our approach by successfully passing a rising bubble
benchmark.

In Section 11 we investigated a fully coupled time discretization over three
time instances which delivers almost linear systems in every time step. The
time discretization further gave rise to a discrete-in-time energy inequality.

We consider it as a drawback, that due to the discretization over three time
instances we have to use fixed time step length in the simulation. In future
work, this has to be overcome by using the more nonlinear time distretization
presented in Remark 11.4.

Furthermore, the fully discrete setting in the current implementation is not
mass conserving, since we use Lagrange interpolation to prolonge between suc-
cessive spatial grids. This has to be changed to a mass conserving prolongation
as discussed in Remark 11.11.

Since we use Moreau-Yosida relaxation to encorporate the bounds |¢| <1
the phase field violates this bound in the numerical simulation. Here, an
estimate is required for the violation. In [?]| promising results are presented
that might be used to obtain results on this.
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Part B

Closed-loop control of a
Cahn—Hilliard Navier—Stokes
system

In the second part of this thesis we develop model predictive control con-
cepts for two-phase flows governed by the Cahn-Hilliard Navier—Stokes sys-
tem. Model predictive control is a closed-loop control concept tailored to steer
perturbed systems to a desired trajectory, or to stabilize the state of a per-
turbed system at a given reference trajectory, which for example describes an
ideal evolution of the system obtained from an open-loop control run. For a
discussion of model predictive control we refer to [GP11, NP97].

In [CHK99, HV02, Hin05a| instantaneous control is proposed as a variant
of model predictive control and the approach taken in the present work extends
the concept of instantaneous control to two-phase flows.

13 The general control concept

In this section we describe the general feedback control concept we apply to the
Cahn—Hilliard Navier—Stokes system of Section 10. We describe the general
concept of model predictiv control (MPC) following [GP11, NP97| and consider
a variant of model predictive control called instantaneous control (IC), which in
the context of control of incompressible flows is proposed in [Cho95, CHK99,
HKO00] and for the case of distributed control for Navier—Stokes equation is
analyzed in [Hin0ba|. In [HK13a| instantaneous control is applied to the control
of two-phase flow of fluids with equal densities, and in [HK13b, Kah13] to the
case of different densities. The following sections present the work contained
in the latter publications.

We now state the concept of model predictive control in an abstract setting
as for example given in [GP11]. We model the behavior of the real-time process
using the following variables. By z(t) we denote the state of the system at time
t. Ais alinear and time independent operator. The nonlinear system behavior
is modelled by b(z,t). With u(t) we denote the (feedback) control at time ¢
and B denotes the control operator. C'is an observation operator mapping

states x(t) to observations y(t). The general model we use is given as
C(t Ax(t) = b(x,t Bu(t
(1) + A(t) = b 1) + Bu(), )
y(t) = Cx(t).

As control goal we formulate

ly(t) — ya()[ < C° VL, (13.2)
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u(t) | #(t) + Az(t) = b(x,t) + Bu(t) |y(t) y(t)
y(t) = Cx(t)
y(t)
W ) = K0 ) DA )

Figure 13.1: The general feedback control concept.

where y4(t) denotes a given desired trajectory and C' > 0 is independent of ¢
and moderately small.

The feedback control for the system is obtained by measuring the output y
and setting u = K(y — yq), where K is the feedback control law. This control
loop is depicted in Figure 13.1.

In the following we for simplicity assume B = id and C' = id, thus we
assume fully distributed control and fully observable systems, i.e. y(t) = x(t).
In Section 15 we address the more realistic case of Dirichlet boundary control,
still with a fully observable system.

To describe our control approach in this abstract setting we introduce, for
simplicity, an equidistant time grid

to<ti <ty <...<tp<tp<... (13.3)

with tp.1 —tx = 7 for k =0,1,..., and state the general control loop:
For k =0,1,... do:

GCL1 Obtain the state 2% := z(t;).
GCL2 Calculate a feedback control u*! = K (z*).

GCL3 Apply uf*! to steer the system from time instance t; to tp4;.

In step GCL1 the state of the system at time instance t; is obtained by
measurements. This data is used in step GCL2 to obtain a control, that
serves the control goal (13.2), and this control is applied to the real world
process in step GCL3 until time instance t;.; is reached. Note that the
control calculated in step GCL2 gives a feedback to the current and actual
state of the system measured in step GCL1.

In the following we are concerned with step GCL2 of the general loop. In
Section 13.1 we describe the model predictive control concept for step GCL2
and in Section 13.2 we present a variant of model predictive control called
instantaneous control.

In our examples the steps GCL1, which in a real world example corre-
sponds to measurements of the state, and GCL3, which corresponds to the
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application of the control obtained in GCLZ2, are substituted by numerical
simulation.

13.1 Model Predictive Control

In the present section we describe the model predictive control concept as e.g.
proposed in [GP11]. The terminus "model predictiv’ arises from obtaining
the control by predicting future behavior of the real-time process based on
simulating a suitable model of the process and calculating a control suitable
for controlling the modelled system in the future. In the following we describe
how the control u*! in step GCL2 is obtained for the general model (13.1).

Let the time grid (13.3) be given. Here z* denotes the state at time instance
tr and b* = b(2*, t;) denotes the corresponding nonlinearity. By u**! we denote
the control which steers the system from time instance t; to tx,1. Using a semi-
implicit discretization in time we obtain the time discrete model

(I4+7A)2" T =aF 470 b k=0,1,..., (13.4)

which enables us to predict the future behaviour of the system for given
uFtt uk*2 . Of course other discretizations in time are possible and for
the case of control of the Navier—Stokes system are discussed e.g. in [Hin05a,
Sec. 3].

To define the feedback control u**!, used in step GCL3 we state the fol-
lowing open-loop control problem over L time steps

min J ("t R R R R
St (Py)
st. [+7A) =2/ +70 +/ " for j=k,....k+L—1,
where
L1 o}
k k k k . ki ki k+i
J(oF R R )= Z (§||x Tt ||2+§||u + ||2) .

i=1

Here 2% := x4(tx). We note that for L = 1 problem (P}) for 7 small enough
admits a unique solution u**!. Anyway if L > 1 holds, this in general is not
the case since then (13.4) admits a nonlinear constraint in problem (Py). Here
we assume that (Py) admits at least one solution.

Let (u*1, ... u**) denote a solution to (Pg). The feedback control then
is defined by u**1 := u**1 and we abbreviate the full process of obtaining u*+1
by

k1. k1 k
uy = K(ug ™, at by, L),

where K is the nonlinear feedback operator, uf*! is the initial control for the
optimization, z* is the state at time ¢;. The optimization is performed over L
timesteps.
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For real time application the full optimization of (Py) might be too time
consuming and thus an approximate solution might be used. This leads to the
so called concept of instantaneous control [CHK99, Hin05al, which we describe
next.

13.2 Instantaneous Control

Model predictive control is called instantaneous control, if (Py) is solved inex-
actly by e.g. applying only one step of a steepest descent method to its solution
using a suitable stepsize § > 0, and starting from an appropriate initial control
ug™. In the case L = 1 the operator K performs the following steps:

IC1 Solve (I +7A)z = 2 4 7b(2* t;) + uf™.
IC2 Solve (I +7A)\ =z — okt

IC3 Set d = —(auf™ + ).

IC4 Determine 6 > 0.

IC5 Set uft! = uf™ +0d = K(uf™, 2% t;,1).

Here, we use the adjoint calculus to express the derivatives of the functional
J(x* 1 u*+1) with respect to the control through the adjoint variable ), see
e.g. [HPUUOQ9|. Instantaneous control with L = 1 is analytically investigated
in [HV02] for control of Burger’s equation, and in [CHK99] is used for the
control of back facing step flows. In [HinOb5a] it is proven that instantaneous
control for incompressible flow in two spatial dimensions is able to reach a
desired trajectory exponentially fast.

We further note that, due to the potential presence of local minima, the
feedback controller for the model predictive control in general is not uniquely
defined. However in the case of instantaneous control the controller is always
unique, if the steps IC1-IC5 can be performed, i.e. if the operator I + 7A is
invertible. This does also apply for instantaneous control with L > 1.

14 The control problem

After having the instantaneous control policy at hand we apply it to the model
for the simulation of two-phase flows with mass density contrast (10.1)—(10.4)
[AGG12, Ch.3| already investigated in Section 10 and Section 11. For this it
is convenient to restate the system here. For a given time interval [ it reads:

Find a flowfield y with a pressure field p as well as an order-parameter c
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together with a chemical potential w such that the following equations hold:

powy + ((py +7) - V) y — div (2nDy) + Vp =

—ovdiv(Ve® Ve) + pG+ Eu  in I x§,  (14.1)

divy =0 inIxQ,  (14.2)

=0 on I x 09, (14.3)

y(0,2) = yo(x) in €, (14.4)

Oic — div(mVw) +y - Ve =0 inlxQ,  (14.5)
—0yAc+ M\ (c) — oy e = w, inlxQ, (14.6)
Oygc = 0w =0 on I x 0Q, (14.7)

c(0,x) =co(x) in Q. (14.8)

The control is denoted by the volume force Fu acting on the Navier—Stokes
equation. Here £ : U — L?(I,(H(Q)%)*) is a control operator mapping from
the space of admissible controls U to the space of right hand sides. We note that
by the operator E we can both realize distributed control (U = L*(I, L?(2)9),
E = Z.dLQ(17L2(Q)d)(_>L2(I,(Hé(g)d)*)) and finite dimensional (or parameterized) con-
trol (U = L*(I,RM), Bu = "M, fi(x)u;(t) for given f; € (HL(Q)H)*). We
assume that U is a Hilbert space with inner product denoted by (-, )y, and
norm induced by the inner product.

As in Section 10 p = p(c) denotes the density of the fluid, n = n(c) denotes
the viscosity and m = m(c) denotes the mobility. The gravitational force
is denoted by . By j we abbreviate the transport term arising from the
two-phase structure, namely j = —p'(¢)m(c)Vw.

The control goal consists in steering the order parameter ¢ to a given desired
phasefield ¢y, i.e.

t—o00

||C(t) - Cd(t)HLQ(Q) — 0.

14.1 The time discrete problem

Following the model predictive control approach, we next discretize (14.1)—
(14.7) in time. We stress that the time discretization stated in the following
is used only for calculating the control using the model predictive control
approach. The simulation for steps GCL1 and GCL3 in the control loop is
performed using the discretization proposed in Section 10, extended by the
corresponding control.

Let t denote the current time instance and 7 the fixed time step length.
We set &€ = 771, By the superscript * we denote terms defined on the old time
instance t* = t — 7. By abuse of notation in the following we set U := U|; and
E = E|;.

We use the following time discretization:

Given y* € H}(Q)4, & € H'(Q), w* € H'(Q), and u € U. At time instance
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M1 find y € Hy ()7, p € L, (Q), c € HY(Q), w € H'(Q) solving

&ty — div(n*Vy) + Vp
+ (" + %) - V) yF = &Myt

+oydiv(VeF @ V) — p*G — Bu=0 in Q, (14.9)
divy=0 1in Q, (14.10)

y=0 on 09, (14.11)

(c — &) — rdiv (m"Vw) + 7y - V" =0 in Q, (14.12)
—oyAc+ A(F) — oy —w=0 inQ, (14.13)
Oy, ¢ = Oyow =0 on 0N (14.14)

Here we substituted Dy by Vy to decouple the spatial dimensions in the
Navier—Stokes system (14.9)—(14.11). We note that this discretization again
decouples the Navier—Stokes system (14.9)—(14.11) from the Cahn—Hilliard sys-
tem (14.12)—(14.14). But here we first solve the Navier—Stokes system (14.9)—
(14.11) to obtain the velocity field y and afterward we solve the Cahn—Hilliard
system (14.12)—(14.14) to obtain the phase field c.

Lemma 14.1. Given u € U together with c* w* € HY(Q) and y* € H(Q)?
there exists a unique pair (y,p) € Hi(Q)? x L%O)(Q) solving (14.9) — (14.11).
There further exists a unique pair (c,w) € HY(Q) x H'(Q) solving (14.12) -
(14.14).

Proof. The existence of a unique solution to (14.9) — (14.11) is achieved using
Lax—Milgram’s theorem (Theorem Al).

The existence of a unique solution to (14.12) — (14.14) can be achieved as
in Section 4 using a helper problem. ]

14.1.1 Adjoint representation of the gradient direction

To obtain the instantaneous control we next consider the optimal control prob-
lem

. 1 o
min J(e,u) = 3le — callfaey + %l
s.t.(14.9) — (14.14).
Using adjoint calculus [HPUU09| one verifies that

(Pdist>

VJ(u) = au+ E*ps.
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Here we assume that U is selfadjoint and that the Riesz-isomorphism can be
neglected. The variable ps is related to u through the adjoint system

p2 — 7div (m*Vp;) =0, (14.15)
—0vApy — p1 =c(u) — cq, (14.16)

0t ps — div (*Vps) + Vpy =rp1 Ve, (14.17)
divps =0, (14.18)

p3 = Vg - Vp1 = vg - Vpy =0 on 09, (14.19)

with (p1, p2, p3, pa) € HY(Q) x HY(Q) x H}(Q)™ x L%O)(Q) denoting the adjoint
variables, and c(u) denoting the solution to (14.9)—(14.14) for a given w.
We note that existence and uniqueness of the adjoint variables py, ps, ps,

p4 follows from Lemma 14.1.

14.1.2 Obtaining the steepest descent stepsize

To achieve sufficient decrease in the value of J(u) through
u:=u—0VJ(u)

the choice of the stepsize # is crucial. In the present situation the functional
J is quadratic, since (14.9) —(14.14) forms a linear system with a well defined,
linear and continuous solution operator. Now, for given u € U, let g := V.J(u)
and denote by ¢(g) the phase field defined through the system

Ephy — div(n*Vy) + Vp =Eg (14.20)
div y =0, (14.21)

¢ — 7div (m"Vw) = —1yVcF, (14.22)
—oeAc—w = 0. (14.23)

If g # 0, the optimal stepsize 6 is well defined and satisfies
0 = argmin, pJ(u — tg).
A short calculation shows

2
- ) 2 + ) 2 Il
o (c(u) — ca,c(9))r20) + U, 9)12() _ 1911220 , (14.24)

le(@)lZ20) + llglZe le(@) 172 + llgliZa g

so that in the present situation the computation of the optimal steepest descent
stepsize requires one additional linear system solve.

14.1.3 The initial condition for the gradient step

We initialize the gradient step with u® = 0. We note that in [Hin05a| for the
case of distributed control an initial control u" is defined that, if used in the
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instantaneous control approach, is able to steer the state of the two-dimensional
Navier—Stokes system to a desired state exponentially fast.

We further note that due to starting with u® = 0 the stepsize strategy
described in Section 14.1.2 is essential for steering the phase field towards the
desired state.

14.2 Spatial Discretization

The spatial discretization is performed by linear finite elements for both the
concentration and the chemical potential yielding approximations ¢, w". For
the flowfield and the pressure we use the LBB-stable Taylor-Hood P? — P!
finite element pair, see e.g. |[HT74, Verl0|, yielding approximations y", p".
For the spatial treatment of the Cahn-Hilliard part (14.12)—(14.14) we use the
adaptive approach presented in Section 10. In the case of distributed control,
the control u = —fg is implicitly discretized by ps, see [HinO5b].

14.3 Obtaining the instantaneous control

We finish this section with denoting the allover procedure used to calculate
the instantaneous control.

For a given initial control guess u® € U the controller now performs the
steps:

1. Given y*, c* w*, compute c(u°),

2. compute p3(C(UO))a
3. set g = VJ(u’) = au® — E*ps(u’),

4. compute ¢(g),

0

5. compute 6 with u = u°, ¢(g) and g,

0

6. set u:=u"’ — fg.

In total the numerical amount of work consists of three linear system solves.

15 Dirichlet boundary control

In this section we consider tangential Dirichlet boundary control for two-
phase flows. Tangential Dirichlet Control is technological feasible (see [BLKO1,
MKO02]) and mass conserving. Tangential Dirichlet boundary control for in-
compressible flows is for example investigated in [Barll, BLKO1].
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Tangential boundary control yields a minor number of changes in the pro-
cedure presented before that we will present in the following. We start with
stating the time discrete optimization problem we consider here:

min J (¢, u) = %HC - CdH%ﬁ(Q)_'—%HuH]?{M
s.t.
&My — ) + (0" +5%) - V) o
—div (nkVy) +Vp =
—oydiv(Vek @ V) + p*G in Q, (Pona)
divy =0 in Q,
y=FEu on 0f),
(c— ck) — rdiv (mka) + TyVCk =0 in Q,
—oyAc+ A (") — oy i =w in Q,
Dy = Opw =0 on 0f).
The operator E : RM — H'/2(90Q)? is a control operator of the form E(u)(x) =

Z%zl fon(2)u,, with given f,, € HY/2(9Q)? To obtain mass conservation we
assume f,, - vg = 0 form = 1,..., M, where vq denotes the outer normal on
Q.

The corresponding adjoint system again is (14.15)—(14.19), while the gra-
dient changes to

VJ(u) = au+ E* (n*Vp; - vq) .

Here the adjoint operator E* : (H'/2(99Q))* — RM of E is given by

¢
E*(g) = ( ; figds, ..., ; fMgdS) )
Q Q

Concerning the optimal step size 6, the term (14.24) stays valid, where now
¢(g) is the solution of

Epfy — div(n*Vy) + Vp =0 in 09, (15.1)
div y =0 in 092, (15.2)

¢ — 7div (m"Vw) = —1yVc* in 99, (15.3)

—oeAc —w =0 in 09, (15.4)

u = Eg on 0f). (15.5)

16 The resulting feedback controller

In this section we construct the state feedback controller which realizes the
control concept described the previous sections.
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Weset Y := H(div, Q)x H(2) x H'(€2) and introduce a linear and bounded
operator

B,:Y =YY"
by
Ephy — div (nkVy) 0 0
Bi(y, c,w)" := yVc* e —divim*Vw) |,
0 —oeAc —w

where pF := p(c¥), n* = n(c*), and m* := m(c*). We stress that the operator
does depend on the phase field from the old time instance. Now the time
discretization (14.9)—(14.14) can be written in the form

Epfyt — tPVyk — oediv(Vek @ Veb) + pfg + Eu
Bi(y* M wh ) = &k

—f(c*)

Here f(c*) = X\ (c¥) — %ck denotes the free energy evaluated at the old time
instance, £ := 1/7. Furthermore t* := p*y* + p*mFVuw*.
The dual operator B, : Y* — Y** =Y of By is given by

§p¥ps — div (7*Vps) p Ve 0
BZ(Z?:s,Pl,Pz)t = 0 Epy —0eApy
0 —div(m*Vp,) —Da

The adjoint equation thus can be written as

0

k+1 k41
Ca

0

Bii(ps,p1.p2) = | ¢

Here CS—H denotes the desired state at time instance t5. 1.
Let us define the restriction and extension operators P, and Ey, k =1,2,3

by P1((y,c, w)) =Y P2((yacv w)) =G PS((y>C7w>) =w, El(y) = (y>0>0)7
Es(c) :=(0,¢,0), and E3(w) := (0,0, w).

Now we have everything at hand to construct the resulting controller. The
control u after one gradient step with stepsize 6 > 0 is given by

u=u’ — OV.J(u),
=u’ — fau’ + OE*ps,
=(1 — a)u’ + OE* P, B} ( Eyc™™ — Eyck™),
=(1—ba)u’ + OE* P, B}, (Ex P2 By, (f* + PLEU’) — Exdi™))
=(1 — fa)u’ + 0B PBy E; P By(f* — By Bacy ™ + P BW’),

J/

-~

Fk
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where
Epfyt — tPVyF — gediv(Vr @ Vb)) + pFg
1= ok |
—f(c")
and
0
Fro= g | gkt
oeAcy

Especially in the case u” = 0 we obtain the controller
uw =0E* P, B} E, P, B}, F*

We see that the controller directly scales with the stepsize 6 of the gradient
step. In the case of Dirichlet boundary control the controller changes accord-
ingly and is given by

u =0E*n*V (P, B By Py BLF") - vg.

Remark 16.1. We note that the controller obtained in this way does depend on
the whole state at the current time instance ¢, obtained from measurements.
In practice measurements of the full system state are not available. Thus
surrogates have to be provided. This goes beyond the scope of this work.

17 Numerical investigation of the feedback con-
troller

In this section we report on the behaviour of the instantaneous control concept
described in the previous sections. We present two examples covering the main
aspects of instantaneous control. In the first example we move a circle of fluid
and morph it to a square. In the second example we revisit the benchmark
investigated in Section 10 where the control gain consists in pushing down the
bubble and preventing it from rising. We start with describing the numerical
implementation of the controller in the discrete setting.

17.1 Numerical implementation

We here only describe the case of distributed controls and add comments for
the case of boundary control where appropriate.

We note that the controller depends on two parameters, namely the time
step size 7 = 7,, and the weight « for the cost of applying the control. We note
that there is no need to align the parameter 7,, which is the model predictive
control step size used for the controller, and the time step size 7, used for
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the simulation to substitute the measurements. We especially note that a
change of 7, over time would change the controller and will not be considered
here, while 7, can be adapted to numerical requirements, say for fulfilling a
CFL-condition.

For the spatial discretization of the primal equation (14.9)-(14.14) we use
the same Ansatz as for the simulation of the controlled system as described in
Section 10. Especially we use the same meshes. We also use these meshes for
the simulation of the adjoint equations (14.15) — (14.19).

In the case of distributed control we for the discretization follow the varia-
tional discretization proposed in [Hin05b] yielding that the distributed control
u is discretized by the discretization of the adjoint velocity ps.

The linear systems arising in solving the primal and dual equations are
solved as described in Section 10.

17.2 Test problem: Circle to square

In this example we test the ability of the resulting controller to control the dis-
sipative system without outer forces. This means, that we use equal densities
and equal viscosities for the two fluids involved and thus neglect the gravita-
tional force. We further use constant mobility and note that in this setting the
model used here results in the model investigated in [HK13a|.

The domain of computation is the unit square Q = (0,1)2. In this domain
a circle is located in the center, thus the initial value for the phase-field is given

by
00(901,$2) =po(2),

P :% (\/(:1;1 052 + (w2 — 0.5)2 — 0.25) ,

where ¢y is defined in (10.14) and is the first order approximation of the phase-
field across the interface. Thus c® describes the first order approximation of a
bubble with center located at m = (0.5,0.5) and radius r = 0.25. The goal in
this example is to move this circle to a new center at M = (0.35,0.35) and to
morph it into a square centered at M of corresponding width, such that mass
is conserved. The desired phasefield ¢4 thus is given by a square with center
at M, such that [, cq(x)dz = [, c°(2)dx holds. Without control the square
would evolve to a circle, thus is instable and the controller has to stabilize the
square. In Figure 17.1 we depict the initial and the desired phase field.

The further parameters are given as follows: The densities are set to p; =
p2 = 1. The viscosities are 7, = 1y = 0.02 and ¢ := (0,0)". We use 0 = v =
0.005. Furthermore m := v/1000, 7 := 0.01 and o = 0.001.

Distributed Control

We first show the behavior of our controller in the case of distributed control.
In Figure 17.2 snapshots of the evolution of the phase field are shown.
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Figure 17.1: Initial (left) and desired (right) distribution for example circle to
square.

Figure 17.2: Evolution of the phase field for example circle to square (¢ €

{1,2,4}).

Behaviour of the controller with respect to 7, We start with investi-
gating the dependence of the controller on 7,,. Since the aim of the controller
is to minimize the difference to the desired state our measure for the quality
of the controller will be the difference |c — ¢l 2(q)-

Since 7, is the amount of time the controller looks into the future we expect
that larger values of 7, give better properties of the controller. This can be
seen in the numerics where the steering properties for large 7, are significantly
better then for small 7,, see Figure 17.3.

Behaviour of the controller with respect to o Next we investigate the
influence of the parameter o on the controller. Since this is a weight in a
penalty term we expect that the smaller this value is chosen the larger the
control will be and thus the faster the controller will steer the system into the
desired state. This is what we can observe from Figure 17.4. We see that for
smaller o the controller steers the system faster into the desired state but we
also observe, that reducing o beyond a specific value does nearly not affect
further the controller properties. This is due to the fact, that for very small «
the influence of 7, on the controller is dominating the quality of the controller.

We note that the oscillations of ||¢ — ¢q4|| reported in Figure 17.4 can be
explained by the inertia of the fluid and the coupling of the fluid to the phase
field c. We note that this effect is the more significant the smaller the viscosity



17 INVESTIGATION OF THE FEEDBACK CONTROLLER 112

le=Call oy 3
1 | —
\ —1=0.001 0.4 .‘ T : 0.001
0.8" —1=0.0025 : —T : 0.0025
! ~1=0005 | oal! ~T1=0.005
. ) ‘. e
---1=0.025 0.2
0.4 :
0.2 0.1
OO 2 4 6 3 GO "2"' “'4' -------- 6— ........ 8

Figure 17.3: The evolution of ||c—cq||12() and J for various control parameters
7, and distributed control.
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Figure 17.4: The evolution of ||[c—cq||12() and J for various control parameters
o and distributed control.

of the fluid is and might be overcome with a larger prediction horizon for the
control with more then one time step.

The stepsize 0 for the gradient step According to (14.24) the stepsize
for the gradient step is given by

HQH%Q(Q)

0 =
le(@) 1720y + llglZz 0

<

SN

For calculating this stepsize we have to perform an additional simulation. This
effort might be reduced by substituting # with 6 = o' which is an upper
bound on the optimal stepsize. In Figure 17.5 we depict the relative difference
between 6 and 6 = a~! for two values of 7,, namely 7, = 0.01 (left) and
7, = 0.001 (right). As can be seen the relative difference is the smaller the
larger we choose a. We further obtain that the relative differences are larger
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Figure 17.5: The evolution of the relative difference between 6 and 6 for 7, =
0.01 (left) and 7, = 0.001 (right) and distributed control.

for larger horizons 7,. This can be explained as in the case of testing the
behavior with respect to changes in 7,. For larger 7, the allover influence of
the control increases and thus the ratio ||c(g)||r2()/(a||g|| r2()). This implies
that the deterioration between 6 and a~! increases. On the other hand, the
smaller 7, is the smaller is the impact of the control and thus the smaller
lc(g)|| with the result, that 6 tends to a™!.

The distribution of the control From the fact that we start the opti-
mization process with zero control, we obtain that the actual control applied
is equal to u = fp;3 in the case of distributed control. The equations (14.17)—
(14.18) for p3 can be regarded as a time step of a time discrete Stokes problem
starting from the initial condition (p3),qy = 0. The volume force is equal to
p1Vegq and thus is expected to be located on the interface of ¢4, since Vg
is expected to be very small outside of the interface of ¢,4. In fact the volume
force is located at the intersection of the interface of ¢,y and the interface
of ¢4 is as shown in Figure 17.6 on the left side. We show an overlay of the
meshes for ¢,;q and ¢4. The locally refined areas correspond to the correspond-
ing interfaces. On the right hand side we show the magnitude of the volume
force p1Veyy and the resulting adjoint velocity field ps depicted by arrows.
Note that the adjoint velocity and thus the control is strongly located on the
intersection of the interfaces corresponding to c,q and cq.

Finite Dimensional Boundary Control

We next investigate the finite dimensional boundary control. Let o,,, m =
1,..., M denote M = 160 equidistantly distributed points on 02 with ||o,, —
Om—1|| = B. For x € 02 we define functions f,,, m = 1,..., M on 0f satisfying
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Figure 17.6: Overlay of the meshes for ¢; and ¢,y (left) and the magnitude
of the volume force p;Veyy (right) together with the adjoint velocityfield ps
(arrows).

Figure 17.7: Evolution of the phase field for example circle to square with
boundary control (t = 20,40,100).

fm-va=0, m=1,..., M, where vq denotes the outer normal at 0f2, and

UG = 17.1
Yo 0 z>1, ( )

b@) v {COSZ(,ZW/Q),Z = |z —onll/8 =<1,
in tangential direction vg.

The corresponding evolution of the phase field is depicted in Figure 17.7.
We note that allowing the control only to act on the boundary we do not
obtain the sharp corners of the square. Furthermore, we note that the corner
on the left bottom is a littel bit more pronounced than the others since the
boundary and thus the boundary control is closer to the interface there.

Behaviour of the controller with respect to 7, In the case of boundary
control we expect to obtain the same properties of the controller with respect
to the parameter 7,. Thus we expect the controller to steer ¢ — ¢, the faster,
the larger 7, is chosen. This can be seen in Figure 17.8.
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Figure 17.8: The evolution of ||[c—cq||12() and J for various control parameters
7. and boundary control.
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Figure 17.9: The evolution of ||c —¢4]|2(q) and J for various control parameter
« and boundary control.

Behaviour of the controller with respect to o As expected also in the
case of boundary control the controller steers ||c—cq||r2(q) the faster to zero the
smaller « is chosen, thus the less we penalise large controls. This is depicted
in Figure 17.9.

Stepsize 0 for the gradient step As in the case of distributed control we
investigate the relative difference between the optimal stepsize € and the ap-
proximation § = o1, In Figure 17.10 we show the relative difference between
0 and 0 for 7, = 0.01 (left) and 7, = 0.001 (right). Again we see that for larger
prediction horizon 7, for given a the relative error increases. We further obtain
that the relative difference is quite small if « is quite large and decreases for
smaller 7,. Thus for small 7, and relatively large o substituting 6 by the cheap
approximation 6 = a~! seems resonable.
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Figure 17.10: Relative difference between the optimal stepsize ¢ and its ap-
proximation @ for 7, = 0.01 (left) and 7, = 0.001.

/I\A!\/’/!"‘ ¢ iy

Figure 17.11: The adjoint velocity ps (left) and the boundary control Eu
(right).

The distribution of the control In the case of discrete boundary control,
due to starting the optimization with zero control, the actual control applied
is u = OE* (n(coa) Vpsvg) and thus is a weighted integral over the tangential
component of the normal derivative of p3 on the boundary. Since the boundary
does not coincide with the intersection of the interfaces of c,q and ¢y we do not
see the strong locality of p3 in the discrete boundary control. In Figure 17.11
on the left we show the adjoint velocityfield p3 together with an overlay of the
meshes for ¢ and ¢4. Again, as expected, ps3 is strongest on the intersection
of the interfaces of ¢4 and ¢. On the right we again show the adjoint velocity
field ps together with the resulting control u = 0 E* (n(c.q)Vpsv) depicted as
Eu on the boundary.
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Figure 17.12: Initial (left) and desired (right) distribution for example rising
bubble.

17.3 Test problem: The rising bubble

In this example we revisit the benchmark from Section 10. We investigate
the cases of stabilising the bubble and thus preventing it from rising while
conserving the shape of the bubble (case I), and also the case of even steering
the bubble down against the rising forces (case II). The computational domain
is given by 2 = (0,1) x (0,1.5). The initial distribution of the phase field is
given as

00(331,1'2) :¢0(2)’
1 2 To — 2
= <\/(x1 —05)2 + (22— €) 0.25) ,

which defines a bubble centered at m = (0.5,¢) with radius r = 0.25 and ¢y
again is the first order approximation to the interface as defined in (10.14).
Here & := 0.5 (case I) or £ := 0.7 (case II). The desired distribution in both
cases is a bubble centered at M = (0.5,0.5). In Figure 17.12 we depict the
initial phase field for case II and the desired phase field which also is the initial
distribution for case I.

The further parameters are given as in the benchmark case, i.e. p; = 1000,
p2 = 100, 7 = 10 and 1, = 1. The gravitational force is g = (0, —0.98)".
The surface tension is o = 24.5 resulting in o ~ 15.6, and v := 0.01. The
mobility is set to m := y/1000. If not mentioned differently we use 7, = 0.001
and o = le — 7.

Here we only investigate the case of finite dimensional boundary control,
thus U = L2(I,RM) and Eu(t,z) = 3™, fi(x)u;(t) for given f;, i =1,..., M.
Distributed control in the presense of gravity is addressed in Section 17.4.

Stabilization (case I)

Here we want to stabilize the rising bubble simulated in Section 10 with wall
tangential Dirichlet boundary control, see e.g. [BLKO1|. In a practical applica-
tion this setup can be realized by moving boundary parts established through
arrays of rotating disks, see [Kee98|.
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Figure 17.13: Initial phase field with location of the boundary controls (left),
phase field at time ¢t = 8 (middle) and the velocity field at time ¢t = 8 (right).
The velocity field is displayed by streamlines on left half plane and by a vector
field on right half plane.

The functions f; defining the control operator E are then piecewise constant
functions, which are amplified by the control u, so that £ does not map into
H'Y2(99). On the analytical level one has to use a very weak formulation of
the Navier-Stokes system then, see e.g. [Ber04].

We use two disks on each wall, resulting in the control u = (uq, ug, us, u4)
containing four time dependent control functions. The control operator E is
given by

Eu =x{0}x[0.3,0.45) (%) u1(t) + X103 x[0.55,0.7 () u2(t)
+ X{13x[0.3,0.45] (X)us(t) + X{13x[0.55,0.7 (%) ua(t),

where X{a}x[p () is the characteristic function of the set {a} x [b,c].

Since the influence of o and 7, are already investigated in the previous
example we not again investigate this.

In Figure 17.13 on the left we show the initial bubble together with the
location of the boundary controls. In the middle plot we show the final shape
of the bubble at time ¢ = 8. We see that this control is able to prevent
the bubble from rising, which is shown in Figure 17.14 where we display the
temporal evolution of ||c — c4l|z2(q). In Figure 17.13 on the right we further
show the velocity field y at time ¢ = 8. In the left half plane we display the
velocity field by streamlines and in the right half plane we dipict it by a vector
field. Note that the velocity corresponds to the actual control on the boundary.

We observe that the chosen control is able to prevent the bubble from rising
and stabilizes the bubble at the position shown in Figure 17.13 (middle plot).
Unfortunatly the shape of the controlled bubble is not retained and we thus
should think of possibilities to improve the control mechanism to retain also
the shape of the bubble.

We expect that the deformation of the controlled bubble arises from insuf-
ficient control action below the bubble. We therefore add two further controls
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Figure 17.14: Evolution of ||¢ — ¢4|2(q) for four control areas.

Figure 17.15: The initial phase field together with the six boundary controls
(left plot). The stabilized phase field at ¢ = 8 (middle) and the stabilizing
velocity field (right), depicted as magnitude (left half plane) and as a vector
field (right half plane).

on the bottom, yielding a six dimensional control u? = (u?,...,u) and the
control operator

E*us =X{0yx[0.3,0.45) (%) u1 () + X{o1x[0.55,0.7 () u2(t)
+ X{1}x[0.3,0.45) (z)us(t) + X{1}%[0.55,0.7] (2)uq(t)
+ X10.2,0.35]x {0} (x)u5(t) + X[0.65,0.8x {0} (l‘)uﬁ(t)-

This gives significant better results, as can be seen in Figure 17.15. In the
left plot we depict the six control areas together with the initial phase field.
In the middle plot we again show the final stablized bubble and in the right
plot we see the stabilizing velocity, again depicted as streamlines and as vector
field.

The two additional controls significantly improve the shape of the controlled

In Figure 17.16 we see that in the beginning the difference between the
actual bubble and the desired one increases and then approaches the constant
value 0.11 which is smaller than the respective value 0.31 in the case with four
controls shown in Figure 17.14.
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Figure 17.16: Evolution of ||¢ — ¢4]|12(q) for six control areas.

Steering down the bubble against gravitation (case II)

The control goal now consists in steering down the bubble down against the
rising forces. Thus the initial phase field is a bubble centered at M = (0.5, 0.7),
see Figure 17.12.

Since the initial bubble is located above the target bubble we provide addi-
tional controls to increase the control impact on the bubble also in the upper
regions of the configuration. We use seven controls at each wall and two con-
trols on the bottom of the configuration, resulting in 16 control functions.

To illustrate what can be achieved with wall tangential boundary control
for the present configuration, we for comparative studies also investigate a
configuration with 20 overlapping control at each wall of the configuration,
which results to a control problem with 80 time dependent control functions.

The 16 dimensional control u = (uy,...u16) is given by

Eu =x{0yx[0.25,0.39) () w1 (£) + X{0yx[0.41,0.49] () u2(1)
+ X{0}x[0.51,0.59] (Z)u3(t) + X103 x[0.61,0.60] (7)u4(t)
+ X {0y x[0.71,0.79) ()5 (L) + X{0}x[0.81,0.89] () w6 (1)

+ X{0}x[0.91,1.05) (T)u7 (¢

)
)
)
z)us(t) + X{1yx(0.41,0.49] (T)ug (t)

(z)

(z)

(x)

(z)

(2)u10(t) 4+ Xq1yx[0.61,0.60 ()11 (2)
(x) (

(z)

(z)

+ X{1}x[0.25,0.39
+ X{1}x[0.51,0.59

U1l
T)u12(t) + Xq1yx[0.81,0.89) (T)u13(t)

+ X{1}x[0.71,0.79

+ X{1}x[0.91,1.05

— —

(

(
T U14(t

(

+ X[0.20,0.35]x {13 ()15 (t) + X[0.65,0.80]x {1} () w16 ().

In Figure 17.17 we show the evolution of the 16 dimensional control steering
down the bubble against the gravitational forces. We depict the evolution at
t € {0.2,0.4,0.6,0.8,1.0,4.0} (from top left to bottom right) and show the
controlled bubble on the right half plane together with the stream lines of the
velocity field y on the left half plane.

We see that the bubble is steered down by a downwards pointing velocity
field in the middle of the domain. The bubble is getting flat and thus the
interface gets closer to the boundary where the velocity field points upwards
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Figure 17.17: The controlled bubble at times ¢t = 0.2,0.4,0.6,0.8,1.0,4.0 (top
left to bottom right) together with streamlines of y for 16 control areas.
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Figure 17.18: Evolution of ||¢ — ¢4|2(q) for 16 control areas.

thus we obtain the kinks in the bubble displayed on the top. Smoothing these
kinks yields very local vortices especially seen at time ¢ = 0.8 and ¢ = 1.0.
The vortices are pronounced by inertia of the velocity field since the bubble
at its way down has to be stopped at its final position resulting in a control
pointing downwards close to the bubble. The shape at time ¢ = 1.0 is close
to the desired bubble and at ¢t = 1.2 (not shown) the bubble is reached and
thereafter stabilized by the constant velocity field shown for ¢t = 4.0.

In Figure 17.18 we again show the evolution of the difference |c — ¢4 12(q)-
We see that the bubble is rapidly steered down in a first phase, then reshaping
of the bubble increases ||c — ¢4l 12(0) again, and finally a decay to a stationary
value is achieved.

As last test we compare the 16 dimensional control to a smooth 80 di-
mensional control modeling full Dirichlet boundary control. In Figure 17.19
we show the temporal evolution of the bubble and the velocity field for ¢ €
{0.4,0.8,1.2,1.6,2.0,4.0} (left top to bottom right). In Figure 17.20 we depict
the evolution of ||c — cq||r2(q). We see that the 80 dimensional control is steer-
ing the bubble down faster but then has more problems pushing the bubble
to the final shape. This is reflected in Figure 17.20, where the evolution of
lc = cql|L2(q) in this case is shown.

We obtain [|¢ — ¢4l[z2(0) = 0.84 in the case of 16 control functions, and
|l = callL2(0) = 0.87 in the case of 80 control functions.

17.4 Limitation and special aspects

We finish this section with the description of limitations of the presented ap-
proach that we found during the numerical investigation.

The interfaces of ¢y and ¢; have to intersect

The control is determined by the adjoint velocity field which is driven by the
volume force p;Vegg. In Figure 17.11 we show that this force is concentrated
at the intersection of the interfaces of ¢,y and p;. Thus, if ¢,q and p; do
not intersect, the adjoint velocity field p3 is approximately zero and thus the
control is very small.
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Figure 17.19: The controlled bubble at times ¢t = 0.4,0.8,1.2,1.6,2.0,4.0 (top
left to bottom right) together with streamlines of y for 80 control areas.
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Figure 17.20: Evolution of ||¢ — ¢4|2(q) for 80 control areas.
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Figure 17.21: The adjoint variable p; for case II at the very beginning. The
controlled bubble and the desired bubble are marked by their corresponding
zero level line in white. The top bubble is the controlled bubble, the bottom
bubble is the desired bubble.

In Figure 17.21 we show p; at the beginning of the rising bubble example
(case IT). We see that p; is a phase field taking approximately the three distinct
values —2, 0, 2, following the structure of the volume force ¢ — ¢, in the adjoint
equation, which takes these values. In particular gray indicates p; ~ 0.

To overcome this problem one might use additional terms in the mini-
mization functional. For example one could penalise the distance between the
centers of mass of ¢ and ¢;. Anyway since it is reasonable to assume that ¢
and c¢q4 are close together this limitation is not a severe restriction.

The bubble can rip

Especially in the case of different densities it often appears that the bubble
is riping during the optimization progress. This appears whenever parts of
the bubble are moved to fast, while other parts are moving with a quite slow
velocity. In the case of the bubble being steered down there also appears the
problem that at the boundary the fluid moves upwards while in the middle
it moves downwards. If parts of the bubble move into the outer region, for
example since the bubble is moved to fast, the bubble rips.

Too fast movement of the bubble results from choosing inappropriate pa-
rameters for the controllers, thus 7, and a have to be adapted. This effect
can not be detected at runtime by the mean-square-difference functional used
here so far. Other kinds of functionals might help, for example penalising the
deviation in the circumference of the desired shape and the current shape.
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18 First results for the general model predictive
control

In Section 13 we described the general model predictive control concept by a
sequence of optimal control problem over short time horizons. We later reduced
this to an instantaneous variant with solving the optimal control problem ap-
proximately by one gradient step and using a prediction horizon whose lenght
is chosen as one time step.

We now briefly describe how the general model predictive control concept is
implemented and give first numerical results. For fully specifying the concept
we have to give the time discrete system that is used for predicting the future
behaviour of the fluid and its adjoint system. We further have to specify
parameters and meshes. Here we only use distributed control and compare
distributed control for the circle to square example with the results for the
instantaneous control in Section 17.2. We also investigate the influence of the
length of the prediction horizon on the quality of the feedback control.

For convenience of the reader we recall the model for two-phase flow with
different densities which we use in the present section

POy + ((py +7) - V)y — div (2nDy) + Vp =

—oydiv(Ve® Ve) +pg+u  inl xQ, (18.1)
divy=0 in I xQ, (18.2)

y=0 on I x 00, (18.3)

y(0,2) =yo(xz)  in Q, (18.4)

Oc —div(mVw) +y-Ve=0 in I xQ, (18.5)
—oyAc+ F'(c) = w in [ x 9, (18.6)
o,c=0,w=0 on I x 09, (18.7)

c(0,z) =co(x) in €, (18.8)

where j = —p/(¢c)m(c)Vw. Here F'(c) denotes the free energy. In the case of
instantaneous control we used the relaxed double-obstacle free energy and in
the time discrete setting evaluated it at the old time instance, see Section 14.1.
We note that this linearisation is only used for the construction of the controller
and is not recommended for simulations over more than one time instance since
evaluating the free energy at the old time gives rise to concentration blow up
at £o00o, so that after few time instances the concentration will attend values
with absolute value much larger then 1. On the other hand, using the splitting
proposed in previous sections would result in a nonlinear equation for the two-
phase system which we would like to circumvent due to the higher numerical
costs.

We again note, that the numerical concept used for predicting the future
behaviour can be chosen quite independend of the concept used for simulation.
In this section the simulation is based on the concept described in Section 11
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but with a more nonlinear discretization in the Navier—Stokes system, see
Remark 11.4. In the following we describe the time discretization used for
predicting the future behavior of the concentration.

18.1 The time discrete system for predicting the future
behaviour

We for predicting the future behavior of the system here use the polynomial
free energy F'(c) = oy~ !(c® — ¢), since it is smoother and simplier to handle.
In this case time discretizations are available, which yield linear systems in
every time step. In [AV12] a Taylor expansion is used for linearization without
further proof. In [GT13] linear schemes for the Cahn—Hilliard equation are
presented and derived. Here we use the linear scheme from Eyre [Eyr98| based
on F'(ck*1 ck) = oy 1((cF)? — 3¢k + 2¢F1). For denoting the time discrete
formulation we introduce the superscript ¥ indicating the k-th time instance.
The discretization of the free energy yields the following time discrete sys-

tem for the Cahn-Hilliard equation in strong form:
1

=" — F) — div (m" V) 4y vk = 0, (18.9)
.

—oy AT 4 oy (F)P — 3F 4 2K — wh T = 0. (18.10)

The velocity structure is discretized as before, thus

1
;(pold<yk+l o yk)) + div (nkvyk-i-l) + vpk:—i-l

= —oydiv (V& @ Ve*) — ((0"y" + J*) - V) " + plg+ o™, (18.11)
—div ** = 0. (18.12)

The optimal control problem is given by

min J( L ITE T IR

P
s.t. (18.9) — (18.12) for k=4, ....j+ L — 1, (Pe)

where

L
) . | o o o
J(@T IR R ) = —||T =P+ =] )
(@ T ) ;1 5l a7+ Sl
We note that we assume a fixed step length 7 for the time discretization and

rescaled the functional with this value.
Using formal Lagrange calculus we obtain the following adjoint system
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€=
au Tl gt =
EpFphL — (JEV)pE! — div (nFDphtl) + VpEt! 4 vk
gpk-i-l LARINRPLES (Vyk+2)tpk+2 —0
divpt™ =0
—div(mPVphtl) — phtl —|—div< T+, ket (Vyk+2)tp§+2> _
EPH Gy ApEHY (kL RyphtL _ gpht? kg k2
+F/( k+2 k+1)p’5‘+2
LE(yF yk+1)p/k+1p§+2
(oL 4 L e g g 1)) g2

_n/k+1Dyk+QVPk+2
—|—O”7dlv(vp§+2VCk+l) + O’Yle<(vpk+2) vck—i—l) . p/k+lgp§+2
- ) =0

Here F! ("1, %) denotes the derivative of F’(c*!, ¢*) with respect to the first
argument and F(c*1 c¥F) denotes the derivative of F’(c*1, c¥) respect to the
second argument.

18.2 The fully discrete system

The spatial discretization is again performed by finite elements with piecewise
quadratic and globally continous functions for the velocity field and piece-
wise linear functions for pressure, phase field and chemical potential. We note
that the control through variational discretization ([Hin05b]) is implicitly dis-
cretized through the discrete adjoint velocity field ps.

Since the numerical realization is along the lines of the previous sections
we here only comment on some special aspects of the numerical concept and
implementation.

e We solve the optimal control problem by a steepest descent method with
exact minimization in the descent direction. Since we thanks to the linear
discretization of the Cahn-Hilliard free energy have a linear-quadratic
problem finding the optimal stepsize parameter again is possible with
one simulation of the predicting system.

e Concerning the temporal discretization we use a fixed time step length
during the prediction. This length is chosen such that a CFL-condition
in the first time step is fulfilled. Thus the time discretization step size
might differ for each prediction step but is fixed during each prediction.
Due to the varying step size lengths we do not use a fixed number of
time steps, resulting in a variable length of the prediction horizon, but
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use a fixed length of the prediction horizon. A comparable concept with
fixed time horizon and variable chosen time discretization for example is
used in [WKG97]| for optimal feeding of a bio-reactor.

e We do not use adaptation for the spatial meshes during prediction and
perform the prediction step on the mesh obtained by adapting c*, thus
the mesh that the concentration ¢**! is defined on. This is necessary
since if adaptation is used, after each prediction we obtain a new set of
meshes and thus the gradient au + p3(u) might not be evaluable since u
and p3 are defined on different sets of meshes then.

e The gradient method for solving the optimal control problem is stopped
as soon as |VJ(ug)|] < 1074|VJ(up)|| + 107® holds, but at most 10
minimization steps with exact minimization are applied. Typically the
minimization stops after 10 steps with |[|[VJ(ug)|| < 1072||VJ(ug)||. We
note that in fact this still is an instantaneous control concept, but due
to the slow convergence of the gradient method and the high numerical
effort to obtain the gradient this simplification is needed. For future work
we plan to go for some conjugate gradient or quasi-Newton methods to
be able to solve the full optimal control problem more efficiently

18.3 First numerical results

Let us present first numerical results for comparing the instantaneous control
strategy presented in Section 14 and the model predictive control sketched
above.

We use the circle to square example from Section 17.2. Here a bubble
located at the center of the domain is moved to the left bottom and deformed
to a square. In Section 17.2 we use instantaneous control over a time horizon
with length H = 7, = 0.01 which is resolved by exactly one time step. Here
we compare this strategy with model predictive control on larger horizons of
length H € {0.015,0.025,0.05} that are resolved with more then one time step.

Due to the fact that the strength of the control not only depends on the
length of the horizon but also on the length of the first time step during pre-
diction, we do not expect that the MPC in the current used implementation
yields a faster steering towards the desired distribution since the first time step
is adapted to fulfill a CFL condition, which might be violated in the instanta-
neous control case. We further note that solving the optimal control problem
to a higher accuracy might increase the quality of the MPC. As aforementioned
the optimal control problem currently is not solved to a high accurancy.

In Figure 18.1 we depict the evolution of the term ||c — cg4l[2(q) for the
aforementioned time horizons and a = 0.001 on the left hand side. On the
right hand side we depict the evolution of this term for the instanteneous
controller using H = 7, = 0.01 and the same value of a.
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Figure 18.1: The evolution of |¢ — ¢4|| for MPC with 10 gradient steps and
various time horizons H (left) and the corresponding value for IC using H =
7, = 0.01 (right).

In the case of the model predictive control we see that the difference be-
tween ¢ and ¢y is reduced the faster the larger the prediction horizon is chosen
and that for all horizons we end at the same value for ||c — ¢q4]|.

We further obtain that the oszillation between time 2 and 4 in the simula-
tion with instantaneous control does not appear in the simulation with model
predictive control. This can be explained by the optimization over a larger
time horizon.

We see that the final value for ||c — ¢4]| in the case of instantaneous control
is larger than in the case of the MPC. This might arises due to the fact, that
the desired function ¢y is used as finite element function in the instantaneous
control case, but is used as analytic function in the model predictive control
case. Thus we can not decide which of the two concepts under investigation
delievers the smaller deviation.

The question of incorporation of adaptivity, both in time and space, has to
be answered in future work. Also the possible influence of the time adaptation
on the actually obtained control has to be considered.

19 Summary and outlook

We applied the instantaneous control concept to the control of two-phase flow.
The focus was on fast simulation for the prediction step and we numerically
showed that the concepts seems to work at least for some examples, while also
shortcomings of the concept were discussed. Concerning future work one has
to go for an analytical investigation to justify the practicability of the concept.
I expect that this might force to change the focus from fast evaluation to other
aspects like stable time discretizations or different functionals to minimize.
Combining the stable time discretization from Section 11 with the results from
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[HW14] might yield a first promising way of tackling the analytical questions.

We further showed first numerical results for the general model predictive
control concept. At the current state the incorporation of data in instanta-
neous control and model predictive control have to be aligned to be able to
compare these to concepts. For the model predictive control approach we have
to go for a better optimization algorithm than the currently applied steepest
descent method. Also the question of adaptation of space and time during the
prediction process has to be addressed and especially the possible influence of
the adaptation of time on the actual control has to be considered.
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APPENDIX i

Appendix

Theorem A1l (Lax-Milgram,[EG04, Lem. 2.2|). Let V' be a Hilbert space, let
a:V xV — R be a continuous bilinear form and f : V. — R a continuous
linear form. Assume that a is coercive, i.e.

Ja >0 : a(u,u) > allul)? Vu € V.

Then the problem

Seeku € V s.t.
a(u,v) = f(v), Yo eV

admitts a unique solution an there holds
1 /
[ully < a”fHVI VieV'.

Theorem A2 ([ZK79]). Let X and Y be real Banach spaces. Let C' be a
convex and closed subset of X and K a closed cone in'Y with vertex at 0. Let

F: X — R Fréchet-differentiable,
g: X =Y continuously Fréchet-differentiable

and consider the problem
(P) minimize F(z) subject to x € C and g(z) € K.

We assume that there exists a unique optimal solution for (P) denoted by & € C
with corresponding § = g(z). We define the canonical hulls of C'\ {&} and

K\ {9} as

C(&) ={r € X|36>0,3ce C,x=B(c—1)},
K@) ={yeY|IN>0, ke K y=Fk—j}

The polar cone of a subset A C X is denoted by
AT ={a" € X*| (z7,a) x. x > 0Va € A}.
Assume that the following constraint qualification holds:
g (@)C(%) - K(j) =Y. (al)
Then there exists a Lagrange multiplier u* € Y* such that there holds
pr ek,

(1", Q>y*,y =0,
F/(3) — " o g (2) €C(2)*.
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Definition A3 (JHIK03, CNQOO0|). Let X and Z be Banach spaces, D C X
an open subset. A mapping I': D C X — Z is called Newton differentiable or

slantly differentiable in U C D if there exists a family of mappings G : U —
L(X,Z) such that

1
lim ——||F(z+d)— F(z) — Gz +d)d||z =0 VzeU.
d—0 HdHX

The operator G is called a Newton derivative of ' on U.

Theorem A4 ([HIK03|). Let X and Z be Banach spaces, D C X an open
subset. Let F': D — Z and * € D fulfill F(z*) = 0. Let F' be Newton
differentiable with Newton derivative G in a neighbourhood U(x*) of x*. Let
G be non singular on U(z*) and ||G(z) | zizx) < CVx € U(z*). Let the
sequence {x*}ren be generated by Newton’s method, thus 2° € D is given and
P = b — G(aR) T F ().

Then the sequence {z*}ren converges superlinearly to x* provided that ||z°—
x*||x s sufficiently small.

Theorem A5 (Discrete Sobolev inequalities [HPUU09, Prop. 3.1]). Let T
denote a quasi-uniform, reqular triangulation of Q@ C R™ (n = 1,2,3). Then
for every piecewise linear, continuous finite element function v, € H} () there

holds

[onll L) < Co(d, h)[|V]| 220,

where
1 ifd=1,
o(d,h) =< |logh|'? ifd=2,
h1/2 if d = 3.

A general saddle point problem

Let X, M denote two Hilbert spaces with corresponding dual spaces X*, M*
with dualities (-, ) . x and (-, ) /. 5, and norms [|-|[x and [|-[|»;. We introduce
two continuous bilinear forms

a: XxX—=>R, b:XxM-—>R

and consider the following variational problem:
For [ € X* and x € M* find a pair (u,A\) € X x M such that there holds

{ a(u,v) + b(v, A) = (I, U)X*,X Vo € X, (SP)

b(u, ) = (X 1) ape s VR E M.
Theorem A6 (|GR79, Th. 1.4.1]). Assume that there holds:
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1. The bilinear form a is coerzive, i.e. there exists a constant o > 0 such

that
a(u,u) > allullx Yue X,

2. The bilinear form b satisifies the inf-sup condition, i.e. there exists a
constant 8 > 0 such that

. b(v, )
mr sup
neM pex [[v]| x|l a

holds.

Then there exists a unique u € V = {v € X, s.t.b(v, 1) = (X, i) ppe py Y10 € M}
and a unique X € M such that the pair (u, \) is the unique solution of problem
SP.

Theorem A7 (Pressure reconstruction, [GR86, Lem. I 2.1]).
Let f € H Y(Q)? satisfy

<f7 ,U>(H_1(Q))d7(Hé(Q))d =0 Yo e V.

Here V = {v € Hy(Q)? | (div(v), q) = 0¥g € L, ()}
Then there exists p € L*(Q) such that

f=Vp
holds. If ) is connected, p is unique up to an additive constant.

Lemma A8 (|Tem77, Lem. II.1.4]). Let X be a finite dimensional Hilbert
space with scalar product (-, -) and norm ||-|| and let P be a continuous mapping
from X into itself such that

(P(z),z) > 0V||z|| = k > 0.
Then there ezists € € X, ||| < k, such that

P(&)=0.



Summary

This work consists of two parts. The first part deals with the simulation of
two-phase flow using diffuse interface models. In the second part the presented
concept is used to control two-phase flow.

The numerical concept is presented for a well investigated model for two-
phase flow with equal densities and viscosities (model "H’ ([HH77])) is used.
It consists of a coupled system for describing the two-phase structure (Cahn—
Hilliard equation |[CH58|) and the Navier—Stokes equation for the fluid struc-
ture. A time discretization decouples these two systems on each time instance
and allows to treat them separately.

The two-phase structure leads to a variational inequality that is treated by
Moreau—Yosida relaxation. It is shown that the unique solution of the system
can be found by Newton’s method in function space and that for vanishing
relaxation the solution of the variational inequality is obtained. A reliable and
efficient error estimator is proposed that is used to control the discretization
error during the simulation of the two-phase structure.

The time discretization of the fluid structure yields a linear equation. Ex-
istence of a solution is proven and a reliable and efficient error estimator is
provided. This yields a discretization of the fluid structure using different
meshes for the spatial discretization and for the two-phase structure.

The numerical concepts are extensively tested numerically. Especially the
behaviour if the solver with respect to parameters is investigated as well as the
spatial discretization resulting from the adaptive concept.

The presented concepts are therafter used to simulate a model which allows
for fluids with different densities and viscosities.

This part ends with presenting a new time discretization which allows for
time discrete energy estimates that are also conserved in the fully discret set-
ting.

The control of two-phase fluids is investigated in the second part of this
work. The concept of model predictive control is presented. We use a variant
of this, called instantaneous control. The concept is based on solving optimal
control problems over short time horizons. We solve these problems approxi-
mately by only one gradient step. The concept is extensively investigated nu-
merically. Here both distributed control and Dirchlet boundary control with
finitely many controls is investigated.

Furthermore, we present first numerical results for the general model pre-
dictive control.



Zusammenfassung

Die vorliegende Arbeit besteht aus zwei Teilen. Der erste Teil befasst sich mit
der Simulation von Zwei-Phasen Stromungen mittels diffuse-interface Mod-
ellen. Im zweiten Teil wird das bereit gestellte Konzept verwendet um Zwei-
Phasen Stromungen zu steuern.

Das numerische Konzept wird zunédchst an Hand eines gut untersuchten
Modells fiir Zwei-Phasen Stromungen (Modell "H’ ([HH77]) mit gleichen Dich-
ten und gleichen Viskositdaten dargestellt. Es besteht aus einem gekoppelten
System fiir die Beschreibung der Zwei-Phasen Struktur (Cahn—Hilliard Glei-
chungen [CH58|) und den Navier-Stokes Gleichungen fiir die Fluidstruktur.
Eine Zeitdiskretisierung ermoglicht es, die Fluidstruktur in jedem Zeitschritt
von der Zwei-Phasen Struktur zu trennen.

Die Zwei-Phasen Struktur fiihrt auf eine Variationsungleichung, die mit
Moreau—Yosida Relaxierung behandelt wird. Es wird gezeigt, dass die ein-
deutige Losung des Systems mittels Newton Verfahrens im Funktionenraum
gefunden werden kann, und dass fiir verschwindene Relaxierung die Losung
der Variationsungleichung gefunden wird. Es wird ein zuléssiger und effizienter
Fehlerschétzer hergeleitet, mit dem der Diskretisierungsfehler bei der Simula-
tion der Zwei-Phasen Struktur kontrolliert werden kann.

Die Zeitdiskretisierung der Fluidstruktur fiithrt auf eine lineare Gleichung.
Existenz von Losungen wird gezeigt und ein zuléssiger und effizienter Fehler-
schétzer wird dargestellt. Dies fiihrt zu einer Diskretisierung auf anderen rdum-
lichen Gittern als die Diskretisierung der Zwei-Phasen Struktur.

Die numerischen Verfahren werden ausgiebig numerisch untersucht. Ins-
besondere wird auf das Verhalten der Loser beziiglich der Parameter eingegan-
gen und auf die durch das adaptive Konzept entstehenden Gitter.

Anschliefsend werden die dargestellten Konzepte verwendet um ein Modell
zu simulieren welches auch zulésst, dass die Fliissigkeiten verschiedene Dichten
und Viskositdten aufweisen.

Dieser Teil endet mit der Vorstellung einer neuen Zeitdiskretisierung die
es erlaubt zeitdiskrete Energieabschiatzungen zu erhalten, die auch im voll-
diskreten Modell erhalten bleiben.

Die Steuerung zweiphasiger Fluide wird im zweiten Teil der Arbeit un-
tersucht. Hier wird das Konzept der modellpradiktiven Kontrolle vorgestellt.
Wir verwenden eine Variante hiervon, die instantane Kontrolle. Das Konzept
basiert auf dem Losen von Kontrollproblemen iiber kurze Zeithorizonte. Wir
16sen diese Probleme nur approximativ mittels eines Gradientschrittes. Das
Konzept wird ausgiebig numerisch untersucht. Hierbei wird sowohl raumlich
verteilte Kontrolle als auch diskrete am Rand des Gebiets angebrachte Kon-
trolle untersucht.

Des weiteren werden erste numerische Ergebnisse fiir die allgemeine mo-
dellpradiktiven Kontrolle vorgestellt.



