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Abstract: This thesis contains the derivation of two-scale models for multi phase and
multi constituent flow in porous media. It will be achieved by using phase field models for the
porespace together with formal asymptotic expansion. The equations describing the processes
in the porespace are obtained by using the assumption of maximal entropy production rate,
which was first developed and used by Rajagopal and Srinivasa. This method is able to yield
thermodynamically consitent models in the bulk starting from constitutive assumptions on
energy and on the rate of entropy production. In particular, the method will lead to a new
point of view on phase field models and it will be possible to derive well known models like the
Cahn-Hilliard-Navier-Stokes system, Korteweg’s equation or the Allen-Cahn model of phase
transition. In order to derive suitable boundary coditions, the assumption of maximum rate
of entropy production is generalized to processes on the surface of a bounded domain and
applied to phase field models. Finally, the same method is used to derive a thermodynam-
ically consistent scaling of such multi phase and multi constituent systems. The resulting
equations are homogenized via formal asymptotic expansion. This method will be applied to
the air/water system in soil as well as to the active layer of permafrost soil consisting of the
four constituents air, water, vapor and ice in the porespace. It will be shown that the resulting
two-scale equations are true generalizations of existing models since the averaged behavior of
the solutions of the two-scale model fits to the commonly used macroscopic equations. How-
ever, the two-scale models contain much more information and hence it is thinkable that they
will provide much more accuracy in future simulations.

Abstract (deutsch): Inhalt dieser Arbeit ist die Herleitung von Zwei-Skalen-Modellen
fiir Stromungen mehrere Fliissigkeiten und Phasen in pordésen Medien. Dies wird mit Hilfe
von Phasenfeld-Modellen und formaler asymptotischer Entwicklung erreicht. Die Gleichun-
gen im Porenraum werden mit Hilfe der Vermutung von Rajagopal und Srinivasa iiber die
maximale Entropieproduktionsrate hergeleitet. Diese Methode ermoglicht das Herleiten ther-
modynamisch konsistenter Modelle im Ramen der klassichen Kontinuumsmechanik, wobei
einzig die konstituierenden Gleichungen fiir die Energie und die fiir die Entropieproduk-
tionsrate vorgegeben werden miissen. Dieser Ansatz fiihrt zu einem neuen Blickwinkel auf
Phasenfeld Modelle und ermoglicht unter anderem die Herleitung der Cahn-Hilliard-Navier-
Stokes Gleichungen, der Korteweg-Gleichungen und der Allen-Cahn Gleichung. Um auch
thermodynamisch konsitente Randbedingungen zu finden, wurde die Methodik von Rajagopal
und Srinivasa auf Randbedingungen verallgemeinert und auf Phasenfeld Modelle angewendet.
Schlieklich wurde die Methodik nochmals verallgemeinert um auch thermodynamisch konsis-
tente Skalierungen der Phasenfeld Modelle finden zu kénnen. Die Methodik wurde sowohl auf
Wasser-Luft Stromungen in Porésen Medien angewendet als auch auf die Modellierung der
oberen Schicht von Permafrost Boden, in denen Luft, Wasser, Eis und Dampf interagieren.
Es wird gezeigt dass die resultierenden Zwei-Skalen-Modelle Verallgemeinerungen existieren-
der makroskopischer Modelle sind, indem gezeigt wird, dass das makorskopische Verhalten
der Losungen der Zwei-Skalen-Modelle mit den makroskopischen Modellen iibereinstimmt.
Jedoch wird sich zeigen, dass die Zwei-Skalen-Modelle deutlich mehr Information enthalten
und es ist denkbar, dass Simulation, die auf diesen Modellen basieren, in Zukunft genauere
Ergebnisse liefern kénnen als der herkémmliche makroskopische Ansatz.
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Introduction

Flow in porous media is an old topic dating back to the pioneering publication by Darcy
[23] who studied single phase flow in soil concluding that the velocity v depends on pressure
p and gravitational potential g by

v=A(g— Vp)

where A is the permeability tensor. This relation has been investigated for a long time and
has even mathematically been proven correct |7, 6], [8) 54, [73], [89].

However, problems arise at the moment the simple case of single phase flow is replaced
by flows of at least two immiscible fluids or phases. The root causes of these problems are
capillarity effects: At the microscopic boundaries between the constituents, in particular at
the contact lines on the solid’s surfaces, capillary forces become important as they act on the
small menisci. These forces strongly influence the evolution of microscopic geometry, which
in return is the major impact on the permeability of the fluids.

These effects were taken into account by the following system of equations:

Ot (0a04) + div (0404v4) =0
Oy (Qw0w> + div (Qwewvw) =0
O, +6,=P<1.
In many applications, it is assumed that o, = const and g,, = const . ® is the porosity (i.e.
the volume fraction of the pore space), 6, and 6,, are the volume fractions of air and water
respectively. The constitutive equations for the velocities read:
vy = Ky(...) (owg — Vpuw)
Vg = Ka(~ .- ) (Qag - vPa) >

where p, and p,, are the pressures in the air and water phase. In order to complete the system,
a constitutive equation of the form

(0.0.1) Pw — Pa = pc(ew)

usually is assumed, where p. is the so called capillary pressure. Thus, the system reads

atea - Ka(0a> [Vpa - g] =0
0¢0y — K’w(aw) [Vpc(ew) + Vpa — g] =0
Ofs + 00y, = 0.

Note that this system has a many restrictions: It assumes that both phases are incom-
pressible and that there is a deterministic relation and deterministic dependencies for
Ku(0,) and K, (0,). In particular, the last two assumptions for capillary pressure and per-
meabilities have been proven to be wrong, or at least insufficient, in many publications, refer
to [42, [51), 58, 59, 60, [77, [78] and references therein.

The problem has been known for a long time and scientists tried to solve it by introducing
hysteresis operators. In particular the Preisach operator proved to be successful [32]. An
overview over many classical models can be found in standard text books (for example [52],
61, [87]) and in the large literature on the subject. However, the usage of hysteresis operators
reflects a lack on knowledge about “hidden” parameters. In two phase flow in porous media,

1



2 INTRODUCTION

these hidden parameters are the microscopic distribution of the two phases, in particular the
distribution of interfaces and contact lines on microscopic grain boundaries.

Commonly used hysteresis models, such as the Preisach model, account for the history
of the process but not for its dynamics. This means that for example these models do not
account for the velocity of saturation changes. Such a macroscopic hysteretic behavior can
be expected if and only if the macroscopic parameters like saturation and capillary pressure
change slowly compared to the relaxation time on the micro scale. The faster macroscopic
changes in saturation progress, the less reliable are the hysteretic models. In such cases,
different approaches for the modeling of these memory effects are needed.

Recent studies [42], 58, [59), [60] suggest that it is quite worth including non-hysteretic
memory effects (see chapter section for definition). In particular, the results by
Hassanizadeh and coworkers [37), 138, (43, (42, 58, 59, [60] show that capillary pressure and
conductivity of the soil strongly depend on the microscopic distribution of surfaces and contact
lines.

Another approach by Papatzacos [80], is related to the approach in this thesis. Like
the author, Papatzacos started from phase field models on the pore scale but he obtained
completely different equations. This is in particular due to the fact that his approach can
only be valid if the thickness of the diffusive interface becomes comparable with the pore
diameter. The conclusions of chapter [6] will compare these models in detail.

One of the major results of this thesis on two phase porous media flow is in good agreement
with the results by Hassanizadeh and coworkers. This new result is a two-scale model for two-
phase porous media flow, which is obtained using the thermodynamic approach developed by
Rajagopal and Srinivasa [85], [84] together with formal homogenization methods.

The initial motivation for this thesis came from soil physics, in particular from the model-
ing of permafrost soil. An introduction to permafrost soil is given in chapter [3| below. For the
moment, let us state that the active layer of permafrost soil, which are the upper two meters,
is a most interesting and complicated medium including air, water, ice and the soil matrix as
well as all kinds of interactions between these substances. The major initial questions were:

How does the presence of ice influence the permeability and the capillary pressure?
Is there hysteresis in freezing processes?

Is there a memory effect in evaporation and condensation?

Is the commonly made assumption of thermodynamic equilibrium reasonable?

It is clear that all of these questions only can be answered by taking a look on the micro scale
and on the processes in the pore space. Coming from homogenization theory, the author felt
that it is necessary to develop a two-scale approach to tackle the topic of multiphase flow in
porous media starting directly from the pore scale. However, this goal leads to some more
questions that have to be answered first:

e How shall an appropriate model for two phase flow on the pore scale look like?

e How can interactions between the interface of the fluids and the solid boundaries be
described properly?

e What is the correct non dimensionalization of these models?

e How to deal with the resulting homogenization problems of convection diffusion equa-
tions?

e How to interpret the resulting equations?

In this thesis, these questions will be answered partially.

The Approach

To the authors knowledge, the approach in this thesis is new. It is based on the assump-
tion of maximum rate of entropy production (MREP-assumption), introduced in [85] and
recapitulated in section [[.4] This method is able to provide thermodynamically consistent
models for continua on the meso and macro scale. The MREP-assumption is based on two



MAJOR CONTRIBUTIONS OF THIS THESIS 3

constitutive equations for the density of internal energy and for the rate of entropy produc-
tion. The internal energy is assumed to depend on the variables concerning the state of the
system (such as density, mass concentrations) while the rate of entropy production is assumed
to depend on so called thermodynamical fluxes (see section . Using these two constitutive
equations, the missing constitutive equations for the system will be derived by means of a
Lagrange functional.

As an important contribution of this thesis, the MREP method will be generalized in a
way that it also can help to derive thermodynamically consistent boundary conditions. The
generalized method will be used to derive phase field models for multiphase flow, including
thermodynamically consistent boundary conditions. In particular, it will be shown that it is
possible to derive the Cahn-Hilliard-Navier-Stokes system:

O(ov) + div (pv ® v) — div (vD(v)) + V (p(p) — Adive) — div (eVe ® Ve)
di(oc) + div (ocv) — A [f'(c) — ocAc] =
as well as the Stefan problem with an Allen-Cahn phase field:
Ou(¥,w) —div (kVY) = 0
Ow — oAw + g(w,9) = 0

o O

The MREP-assumption has the advantage that it only needs two constitutive equations:
one for the energy and one for the rate of entropy production. Provided a suitable choice of
these two constitutive equations, it will be possible to derive thermodynamically consistent
scaling of the aforementioned phase field models in order to apply formal asymptotic expansion
in the last step. Thermodynamical consistent scaling means, that for each choice of the
microscopic parameter €, the scaling of the equations is thermodynamically consistent and
hence the resulting limit equations as ¢ — 0, too.

Finally, as mentioned, the resulting scaled equations are leading to two-scale models by
application of formal asymptotic expansion. Note that in contrary to the usual approach, we
do not drop all terms of order O(e) since some of these first order terms still have macroscopic
meaning,.

Major Contributions of this Thesis

This thesis covers a large range of topics from thermodynamics to homogenization and
from free multiphase and multifluid systems to bound multiphase and multifluid system in
the pore space. Some of the applied tools had to be modified, some of the mentioned aspects
had to be put in a new point of view, in order to put all topics together and fit them into
one big picture. The original intention of modeling of multiphase transport in permafrost soil
has shown to be nothing but one result of all these modifications. The major results can be
summarized as follows:

e Generalization of the MREP-assumption for derivation of thermodynamically con-
sistent boundary conditions.

e Generalization of the method for derivation of non-dimensionalized and thermody-
namically consistently scaled equations.

e Application of MREP-assumption to derive phase field models for multiphase flow.

e Non-dimensionalization and thermodynamically consistent scaling of the governing
equations for two-phase flow in porous media.

e Homogenization of the resulting scaled equations using formal asymptotic expansion.

e Application of these results to the active layer of permafrost soil.

More in detail, the assumption of maximum rate of entropy production (MREP), developed
by Rajagopal and Srinivasa in [83), [85] for the modeling in continuum mechanics was applied
to multiphase and multifluid systems in bounded domains. For this purpose, it had to be
generalized to include proper boundary conditions, which will appear very naturally in this
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new setting. It will be shown at the same time that the Cahn-Hilliard-system, the Allen-
Cahn-(Stefan-) system as well as Korteweg’s equation all fit into the same newly developed
framework for the derivation of thermodynamically consistent phase-field models. The reader
is referred to chapters [I] and [

To the authors knowledge, up to now no framework exists being able to derive appropriate
and thermodynamically consistent boundary conditions for the Cahn-Hilliard-Navier-Stokes
system. There has been an attempt by Qian, Wang and Sheng in [82] using Liu’s method
of Lagrange multipliers. According to the author’s investigation, in their resulting equations
one term is missing, deriving from the dependence of surface energy on density. It also turns
out that the second law of thermodynamics imposes a condition on the normal derivative of
the normal component of the velocity field, which was previously unknown. Without this
new additional restriction, the system cannot be considered thermodynamically consistent in
the latter case. Also note, that the system derived by Qian, Wang and Sheng [82] is not
appropriate in the sense that the phase field is not connected with a mass concentration or a
partial density of one constituent. The author believes that this is one of the main reasons
for the differences in the results of the two approaches.

The MREP-assumption provides good a priory estimates to the mathematician, suggesting
to use this method for the derivation of scaled equations for homogenization. Based on this
idea, a new approach of thermodynamically consistent scaling using the MREP-assumption
is the second major contribution of this thesis (see chapter [2)).

This new method, which the author would call scale-independent maximization of the
rate of entropy production, will be applied to a two-component flow in porous media in
order to obtain thermodynamically consistently scaled equations for two-constituent flow in
porous media. The formal asymptotic expansion applied to this model will lead to a two-scale
model which can be considered as approximate solution to the full microscopic model. Note
that such a resulting two-scale model as such already is a solution to the modeling problem.
However, we will use the two-scale model in order to derive effective macroscopic models.
It will be shown that the macroscopic models coincide with the usually used models and
thus, the two-scale model can be considered as a true generalization of the usual macroscopic
models. Additionally, it is possible to explicitly derive the macroscopic permeability tensors
for air and water depending on the microscopic distribution of both phases in chapter [6] The
calculations of these permeability tensors is analogous to the corresponding calculations for
the permeability tensor in Darcy’s law.

The macroscopically averaged versions of the equations are only calculated in order to
demonstrate that the two-scale model is a true generalization of former existing purely macro-
scopic equations. One advantage of the new model is that it contains all information on the
process both on the macro and on the micro scale and that it is able to generalize the method
to any number of components.

However, it is not possible to derive any explicit formula for the capillary pressure. The
author believes that in general, such a formula does not exist but that capillary pressure is
only a macroscopic auxiliary variable which has to be computed numerically for any particular
microscopic distribution of water.

The results and experiences from chapter [6| will finally define the homogenization problem
for permafrost soil as a three-phase system in the pore space, consisting of air, water and ice.
This will be done formally in chapter

Since phase-field models deal with diffusive interfaces between two immiscible fluids and
since we are interested in macroscopic transport equations in porous media, it will be necessary
to deal with the homogenization of convection-diffusion equations. The focus will be on
the influence of different scalings of the convective term on the homogenized limit for small
diffusion (i.e. of order €2), which is the topic of chapter 5 In view of chapter @ the results
suggest that a scaling of the convective term by ¢ is the best choice in order to account for
moderate velocities and varying micro structures in the two-scale model. Note that only small
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diffusion coefficients are of interest since the diffusive interfacial region is assumed to be small
compared to the size of the pores.

Also note that parts of this thesis have already been submitted for publication or are
in preparation for submission. The derivation of Cahn-Hilliard systems for two-phase and
multiphase systems, both in terms of densities and concentrations (see chapter where
submitted in [50]. The application in the Stefan problem is still in preparation [48]. The
very first publication using the methods for modeling of boundary conditions developed in this
thesis will be on Korteweg’s equation with thermodynamically consistent boundary conditions
[49]. Other results of the thesis such as the derivation of boundary conditions for the Cahn-
Hilliard-Navier-Stokes system or the formal homogenization of the resulting Cahn-Hilliard-
Navier-Stokes system are planed for publication.

Structure of the Thesis

The thesis is split up into two major parts: Modeling tools (Part I) and application to
multifluid and multiscale systems (Part II).

Part I. In chapter|[l]the fundamental balance equations of continuum mechanics for mix-
tures as well as the basic concepts of continuum thermodynamics will be introduced. Based on
these equations, the assumption of maximal rate of entropy production (MREP-assumption)
will be introduced as a modeling tool. The MREP-assumption will be based on constitu-
tive equations for the energy and the rate of entropy production. It will be shown that this
tool automatically yields thermodynamically consistent constitutive equations. Finally, the
MREP-assumption will also be generalized to surface energy and surface entropy production
rate.

Chapter [2] will introduce homogenization in the frame of formal asymptotic expansion
and generalize the MREP-assumption to scaled constitutive equations for the energy and the
entropy production rate. The resulting limit equations will be shown to be thermodynamically
consistent, too, provided the scaling of energy and scaling of the rate of entropy production
rate are reasonable.

Part II. In chapter [3] the conventional approach to porous media multiphase flow will
be described and applied to the two permafrost sites of interest. In chapter [, the MREP-
assumption from chapter [I] will be used in order to obtain thermodynamically consistent
models for multiphase and multifluid flows. In contrary to former approaches, the resulting
model will also imply thermodynamically consistent boundary conditions.

Chapter [5] will treat the homogenization of convection-diffusion equations formally. This
will be a basis for the investigations in chapter [f] where results from chapters [2, ] and [3| will be
combined in order to derive two-scale models for multifluid systems. Note that chapter [6] will
only treat the case of two immiscible fluids in terms of concentrations, but the generalization to
more fluids and the setting with partial densities is obvious. By averaging the equations over
the micro scale, it will be shown that the two-scale model is a true generalization of the classical
macroscopic models. At the same time, it will be shown that the classical approach is doomed
to fail whenever the system is characterized by rapidly changing microscopic geometries.

Chapter [7] will finally apply all these results to multiphase and multifluid flows in Per-
mafrost soil.
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Modeling Tools






CHAPTER 1

Continuum Mechanics and Thermodynamics of Fluid Mixtures

1.1. Introduction

This chapter will introduce the fundamental balance equations of continuum mechanics
for a liquid mixture of J components. Also, the concept of entropy and continuum thermo-
dynamics will be explained. Based on these explanations, the assumption of maximal rate of
entropy production, introduced by Rajagopal and Srinivasa [85], will be described in section
This assumption proved to be very successful in deriving thermodynamically consistent
models in continuum mechanics and will be the method of choice in this thesis for the deriva-
tion of phase field models for multiphase and multifluid flows, as well as for the derivation of
non-dimensionalized equations.

The assumption of maximal rate of entropy production will be generalized to physical
processes on the boundary of a domain, including also surface energy and surface entropy
functionals. This first major contribution of this thesis will be introduced in sections [I.6] and
Finally, the impact of the assumption of maximal rate of entropy production on a priori
estimates will be discussed.

1.2. Continuum Mechanics of Fluid Mixtures

We consider a mixture of J constituents with partial densities(o;)
the total density ¢ via

i=1,....s that sum up to

(1.2.1) 0:= o

Each constituent is assumed to have its own velocity (v;),_; ;, and p; is assumed to evolve
with time due to an equation of the form

(1.2.2) dy0; + div (0;v;) =¢;

+ .
where the ¢; stand for some mass exchange between the constituents. We assume no external
mass supply or de novo mass production and global mass conservation therefore imposes

(1.2.3) Y é=0.

The internal exchange of mass may in particular be due to chemical reactions or “phase
transitions” as we will show below in chapter @] The total momentum is the sum of the
partial momenta. Due to the classical relation p = mw it is natural to define the total
velocity v via the total momentum density and the total mass density:

(1.2.4) ov = Zgivi.
i

Let @ and f denote the material derivative (with respect to v) of any scalar variable a or
vector variable f | i.e.

a:=0a+v-Va and f:=8f+(Vf)v

where 0 is the partial time derivative.
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Summing up over ¢ and using , the following total mass balance equation is
obtained:
J
(1.2.5) o + div (pv) = Z ¢

=1

i=0

We introduce through
Qi .
¢ = s U =V — UV J; = 04Uy

the concentration ¢;, the relative velocity u; and diffusive flux j, and obtain by (1.2.1])
Z C; = 1.
i

It can be seen, that (1.2.2)) can be rewritten in the form
(1.2.6) O (0c;) + div (gciv) + div j; =&,

such that the flux is split up into a convective part and a diffusive part.
For the calculations below, we will prefer to reformulate (1.2.6) with help of (1.2.5]) as

(1.2.7) 0¢; + divj, =¢; .

The classical approach to mixture theory claims balance laws of momentum, angular
momentum and energy for each of the constituents (see Truesdell [94] chapter 5). However,
for the present approach which will be applied to mixtures of (almost) immiscible fluids and
multiphase systems, we are only interested in the particular properties of the whole mixture,
which is in particular the balance laws of total momentum and total energy. For the balance
law of total momentum, assume the existence of an effective total Cauchy stress T and an
body force g such that

O (ov) +div (p(v®v)) —divT =g
The total angular momentum is conserved if it is assumed that T = T7 . Furthermore, we
assume the existence of an internal energy density u and a total energy density E := u+% |v|2
such that
O (oF) +div (pEv) —div (Tv) —divjp =s
for some “diffusive” energy flux j, and some external energy supply s. Note that in absence
of external body heating, s = g - v. We introduce

(1.2.8) h:=Tv+jg

as the total energy flux and arrive at the final set of equations

(1.2.9a) dy0i + div (g;v) + div (gius) ¢
(1.2.9b) Oo+div (pv) = 0
(1.2.9¢) O (ov) +div (p(v®wv)) —divT = g
(1.2.9d) O (oF) + div (pFv) —divh = s.

Equation (|1.2.9d)) is called the first law of thermodynamics.

It is important that due to definition , h is not the heat flux in classical consid-
erations. Remark that the validity of equations and was postulated as a
physical axiom. It is based on the observation that the derivation of the abstract equations
(1.2.9¢), (1.2.9d)) is valid for any continuum on the macro scale and makes no assumption
on the molecular, mesoscopic or macroscopic structure of the medium under consideration.
Internal interactions between the constituents, as they are missing up to now, will enter the
system through the constitutive equation for the internal energy. By that way, they finally

enter the constitutive equations for the Cauchy stress T, reaction rates JEZ and diffusive fluxes
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J; (see section below). For further evidence, refer to the book by Truesdell [94, chapter
5] where (1.2.9¢)), (1.2.9d)) are explicitly re-derived for mixtures.

Finally, for the remainder of this chapter and also for the rest of this thesis, the energy
source will be given by

(1.2.10) s=g-v.

1.3. The Entropy

So far, everything is crystal-clear. Troubles begin, as they always do, when we
leave the palace of pure mechanics and break the seal of Suleiman on the jar
of that great Ifrit, the entropy|...]. (Truesdell [94])

Not only in continuum mechanics and continuum thermodynamics but also in classical
thermodynamics, the introduction of entropy is very delicate. One reason is that the definition
of entropy is often based on the concepts of heat or temperature which are by themselves
not independent on the concept of entropy. Another classical way to motivate the entropy
stems from statistical mechanics. Thus, also in scholar textbooks the way of introducing
the entropy is not uniform and often confusing. In literature on continuum thermodynamics
there is no common opinion on the definition of entropy nor on the form of the second law of
thermodynamics and how the second law is related to the balance of energy.

The author does not want to go into the details of the different approaches how entropy
can be defined properly, since this is not topic of this thesis. An approach which is well
suited for continuum mechanics was given by Callen [20] and a recent theoretical work by
Lieb and Yngvasorﬂ [66] suggests that this postulated approach is reasonable. Thus, in order
to introduce entropy, we follow Callen [20] who postulated the following properties of the
entropy of a system:

CrAM 1.1. For any physical system which can be described by the equations of continuum
mechanics ((1.2.9)) there exists a variable n, which we call entropy, with the following properties:

e n=17(E,(y;);) is a function of energy density £ and all other variables of state y;
(such as g, v, g;,...). The choice of these variables of state depends on the particular
system of interest.

e 7] is strictly monotone increasing in E for fixed y,; such that 7(+,y) is invertible and
E= E(na yz) and

e 0 <= 8—5 is strictly increasing with E for fixed y,, where ¢ is called the temper-
ature of the system. Note that the case ¥ = 0 is physically not attainable, but has
to be comprised in the theory.

e 1) coincides with classical entropy in case that the system is in thermodynamical
equilibrium.

Below, the existence of n = 7(E, y;) with the above properties will be assumed as physical
axiom.

Of course, we have to impose some restrictions on the variables y;: From classical con-
tinuum mechanics we know that the total energy fv E of a system of volume V should only
depend on extensive variables. These are variables that add up if two systems are combined to
a single systems. Examples are total mass, total volume and entropy. The y; in £ = E’(n, Y;)
should be related to extensive variables in classical thermodynamics. For example, density
is related to total mass via fv o, velocity is related to total momentum via fv ov. For the

n 1999, Lieb and Yngvason [66] where able to define entropy independent on “temperature” and “heat”,
using only mechanical quantities. In their setting, entropy is an order parameter for the partially ordered set
of thermodynamical states of an arbitrary physical or chemical system. The partial order on that set is the
“adiabatic accessibility”. However, they only treated the case of thermodynamical equilibrium. The continuum
and non-equilibrium case is still an open problem in their setting.
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context of this thesis we only impose the following condition on the y; namely, they have to

evolve due to a relation of the form

. . . +
(1.3.1) oy; +divy,; = y;

Note that equations
. . +
Y; +divy,; =y;
can also be transformed into the form (1.3.1)).

Due to the dependence of n on such y,, it is reasonable to assume that its evolution in
time is described by

O (o) + div (onv) + div% = %

with some entropy flux ¥~ 'q and some rate of entropy production ¥~'¢, where ¢ is the
temperature introduced in claim Explicit forms for ¢ and £ will be given below in
and . Due to the assumption n = 7(F, (y;);) together with , q and & are not
independent but are already given by 7(-) and the evolution of y;.

The major point in section will be that the theory could also be built up the other
way round: The evolution of y; can be completely determined by 7(-), £ and g. This will be
the main point in the discussion in the next section.

For the moment, let us note that £ and n as well as other variables may not only be
defined at the interior of a finite positive volume but may sometimes also be defined on lower
dimensional submanifolds. For example, considering some bounded region Q in R?, the total
energy of the system in @ may also depend on the value of p|sg. Such a physical problem
will require treatment of surface energy and surface entropy in section [1.7]

1.4. The Assumption of Maximal Rate of Entropy Production

Following Callen [20], we assume the existence of a specific entropy 7 given by claim
According to last section, we assume the dependence E = E(n,y), y = (yi)i:()’__’M, with all
y, satisfying and

Yo:=v and y;:=p.
Since E = % |v|? 4 u, this basically implies a constitutive assumption on u:

Using the definition of ¥ from claim the material derivative of E is

L OE
(1.4.2) oF = o9+ ) -
i=0 0y;
and ((1.4.2) is the first law of thermodynamics for the particular choice of state variables.
Since all y; satisfy (1.3.1) and E satisfies (1.2.9d), equation ((1.4.2) can be brought into

the specific form

q 1

v 196

In what follows, the general form of ¢ and & will be derived (see equations (1.4.7)),(1.4.8).
Remark that it is also possible to state the existence of g and & such that ([1.4.3)) would enter
as a fundamental assumptionﬂ However, since is obtained from , there is no
need to claim as a fundamental assumption.

(1.4.3) o — div

2As stated, (1.4.3) can be derived from the energy balance by mathematical conversion of the equation.
Note that from a different point of view, considering entropy as an extensive variable and 7 as a physical
quantity measuring entropy/mass, it is clear that n hast to obey an integral evolution equation of the form

i/mﬁ/ an'n*/ g'n—/l€
dt Jy ov ov U v v
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According to the last section, q/¥ represents an entropy flux which has to be specified
according to our calculations and £/¥ represents de novo entropy production per time due to
dissipative (irreversible) processes. Although this is physically slightly improper, £ will be de-
noted as the rate of entropy production . In order to satisfy the second law of thermodynamics
locally, assume

520

everywhere and for all times. In view of ( we will demonstrate in the next subsection,
that q is the heat flux. In section in partlcular in equation ({1 , we will see that £ can
be interpreted as (irreversible) heat production. According to [85], ¢ is assumed to take the
form

(1'4'4) gzzJa‘fa(A)

In this context, J, represent the thermodynamical flures and A = (A,) the thermodynamical
aﬁﬁnitiezﬂ

To specify the meaning of fluxes and affinities, remember that y, satisfy . The
variables y; and Vy, are then denoted as thermodynamical affinities, which is: Every directly

measurable parameter of the system. On the other hand, j, ; and gjl or linear combinations of
them are denoted as thermodynamical fluxes. These are the parameters for which constitutive
equations have to be provided for the particular physical system of interest. There are at least
two such thermodynamical fluxes given via:

00 = —p*divw, ov=divT + g
with the “mass production’ﬂ term
+ 9 ..
(1.4.5) 0= —p*“divo

and the momentum flux T. Note that g is given by external forcing.
Under the assumption that a balance law of form ([1.3.1)) holds for all variables y;, equation

(1.4.2]) can be written as
M ~
oFE = Yon+ Z oy, ('yZ —le]y’i)
i=0 2t

M r M
. ) OF .
(1.4.6) = 19977+§ 78y-'gi+§ (Va ) Jyi— E div (8 JW) .
i=0 ~?

=0 i=—1

On the other hand, QE is given by (1.2.9d)). Explicit use of (1.2.9d)) in the latter equation
and a reformulation leads to a balance equation for n of the form

Qﬁ—div%zg

for any volume V with boundary 0V and normal vector n. The latter equation is equivalent to . We
therefore assume that is indeed a fundamental equation of physics and that g and £ are free variables
for which we have to find constitutive equations.

3According to [83, [85], the thermodynamical fluxes J, are chosen in a way that they comprise all
dependent variables for which constitutive equations have to be derived. The thermodynamical affinities are
described in terms of the currently known (measurable) state of the system. More concrete: A, depending on
(y; )l —o.....ar While Ja, also depend on (y,),_, 5 and (Ji);—o -

10f course, ) does not come up with a physical mass production. However, in view of it

makes sense to Call 1t that way.
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where (using s = g - v by (|1.2.10))) evidently:

M
(1.4.7) ho=a-) 8%3@,
VY 0F « L (_0oF
(1.4.8) § = ﬁ‘q_;ayiyi_;<v3yi> Jyy'

The latter equation has two very important implications: First, since the fluxes can be as-
sumed to be independent on each other, the vanishing of h is equivalent to vanishing of all
fluxes on the right hand side. Similarly, £ = 0 if and only if each of the products appearing
on the right hand side is zero.

Another important conclusion, which can be drawn from , is that ¢ = KV for
all physically relevant settings. This is an important difference to other approaches which
used an additional entropy flux ¢ = kV¥ + j, and derived some restrictions which have to
be satisfied by j, (for example in Fabrizio et. al. [29]). However, Lieb and Yngvason [66]
showed that two bodies with internal energies u; and us as well as entropies 7; and 7y which
can only interchange energy (and entropy) will do so, unless g“i = gzg Assuming y; = 0 for
all t = —1,..., M, it follows

Vi
ovn = divg — 7q+£

which means that g can be nothing else than heat transport.
Going back to equation (|1.3.1]) and (1.4.6) it is evident that affinities y, only change due

to fluxes j, ; and gjz Since the production of entropy is only due to changes in the affinities
and in u, it follows that the rate of entropy production £ is due to fluxes, i.e. £ is zero if and
only if all fluxes are zero.

Assume now, that there is 1 < M < M such that

~ + + . .
Y, = yi(yla e '7yﬁ_17.7y,17 s 7.7y7ﬁ_1)a

. ~ + + . .
Jy;i = Jy,i(yb ceey yﬂfl').]y,la s 7.7y7M71)
for i > M and that (1.4.6) can be brought into the form
M-1 M-1
o =vVon+ > aiyi+ Y bij,
=0 =0
Oe .
- Zdlv Ay Jyz +divh ( )i:l a’ (Jy,i)izl,...,M
i=0

We then conclude

h

M Oe
. ~ + .
1 Z @Jy,i 1 <<yi>i=1,...,M ’ (Jy’i)i17--.,M>
v M-l Mol
fzv'q_ ;aiyi— ;bi-j%i.

Maximization of . The approach by Rajagopal and Srinivasa developed in [85] is based
on the assumption that the rate of entropy production is given by a non-negative function &£
such that the second law of thermodynamics is automatically fulfilled:

(1.4.9) £ =E8(Ja, A) >0

The choice of such a constitutive relation is not an easy task and requires knowledge on the
dissipative processes going on in the particular material under consideration.
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The method introduced in [85] is based on the assumption that for a careful choice of the
constitutive relation ((1.4.9)), the constitutive equations for the thermodynamical fluxes (Ja),,

in terms of the affinities A = (A,), can be derived by maximizing ¢ under the constraint
that (1.4.9) holds with £ given by (1.4.4). In particular, the constraint reads

(1.4.10) E(Jar A) = ZJ fa(A

According to [85] §~ can be maximized with respect to either J, or A, but they give strong
physical arguments that maximization with respect to the fluxes is preferable: The main
argument is that it is possible that the entropy production vanishes although the affinities
do not vanish. As an example, one may consider an Eulerian fluid where Vv # 0 but the
deviatoric part of the stress tensor vanishes (we will come back to this point in the next
section). On the other hand, non vanishing fluxes always lead to dissipation. However, in the
present setting, maximization with respect to the fluxes is crucial, as all results appear very
naturally. This would not be the case using the affinities!

Since we will maximize with respect to the thermodynamical fluxes, the maximization
problem reads

rr}faxg(Ja,Aa) provided (|1.4.10)) holds.

Written as a maximization problem, these conditions read

0 0. A O
(1.4.11) an +A<aj fa(A)>:O & fa(A)zlj;aJi Vo

In the present work, only the simple quadratic case for 5 will be studied

E(T) = Zja al?

[0}

which yields together with (|1.4.11])

(1.4.12) Jo = Yafa (A) .

We conclude this section by summarizing the main ideas: Based on a constitutive as-
sumption for the entropy 1 = 7(e,y) or equivalently for the internal energy e = &(n,y), we
derive an explicit formula for the entropy production £ in terms of thermodynamical fluxes
and affinities under the physical assumption that ((1.2.9d]) and (1.4.2)) describe the same phys-
ical setting. Using an other constitutive assumption for the dependence of £ = é (Jo) on the
fluxes, we derive constitutive equations for these fluxes by maximizing 5 with respect to the
constraint € = &. In particular, we assume that the dependence of € on J, is quadratic.
Throughout this thesis, above method will be called the assumption of the rate of entropy
production (MREP-assumption).

1.5. Application to a Newtonian Fluid

We will now, as an example, demonstrate how the Navier-Stokes-Fourier equations can
be obtained in the framework introduced above.
We denote by m := %tr’]l‘ the mean normal stress and by T¢ := T — ml the deviatoric free

part of the Cauchy stress. Let Dv := % (V'v + (VU)T> be the symmetric gradient of v and
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D% := Dv — %divv]l its deviatoric free part. The constitutive equations for Navier-Stokes-
Fourier Fluids then read

v(e,n) +3Men) .. . 3
m+p(o,n) = divu & dive = m + p(o,
p(o,n) 3 o) T 35 (m +p(e,n))
1
1.5.1 T = v(p, n)D% & Dy = d
(:5.1) (&) v(o,n)
1
h=Ek(o,n)VVY+ Tv & Vi = h —Tv
(0:m) Mo ( )

Although the equivalence of the two columns is trivial, note that there is a physical difference
whether (D%, divwv, Vi) are expressed in terms of (T, m + p, h) or vice versa.

However, choosing ¢ = &(n, 0) and F = E(o,v,n) = é(0,n) + 3 lv|? we will calculate h
and & for general single constituent fluids. Equation in form of becomes

5 OE .

. e
E 7 — -
0 Qn+9699+@avv

= ovn—pdivvo —T-Vou +div(Tv),

where p = 922—2, which yields together with (1.2.9¢|) and ([1.2.9d)) for h and &:

(1.5.2) ¢ = %[Td-deJr(erp)diverqv&}
(1.5.3) h = qg+Tv.

Note that the constitutive equation for h is already precisely what we would have expected. In
case of a Newtonian fluid, comparison of the last equation with (1.5.1)) yields g = k(o,7)V9.
Together with equations (1.5.1)), the expression for £ can be brought into the two forms

(1.5.4)5(]1)51, divo,V9) = v(o,n) ’der + v(e,n) —;3)\(@’ n) (divv)2 + k(o,m) \Vﬁ]Q
= md _ 1 a|? 3 m 2 1 2
(155K (T (m+p).0) = v(o,n) ‘T ‘ v(e,m) + 3X(e,n) (m+p)"+ k(o,m) lal”-

The first expression for £ is given in terms of affinities while the second is given in terms of
fluxes. Remark that the first equation claims that the vanishing of entropy production is due
to the vanishing of either the coefficients v, A\ and k or due to the vanishing of D%, divw
and V4, while second equation says that ¢ vanishes if and only if T, (m + p) and q vanish.
Following Rajagopal and Srinivasa, the second equation is more reasonable from the physical
point of view since D% # 0 might hold although there is no dissipation. Dissipation due to
tangential shear stresses vanishes if and only if T¢ = 0, which is the more general condition.
Similar arguments also hold for divv and (m + p) as well as for g and V. It is clear that q
and not V4 is the physical cause for a local production of entropy.

Note that it is possible to skip through the above calculations in the opposite way: Both
relations , can be obtained by one dimensional measurements where the compo-
nent T; ; can be measured depending on D; ; while (1.5.2)) is obtained from simple calculations.
Thus assume that holds as a constitutive assumption for the entropy production. It
then follows from the previous subsection that hold as a special application of .

The main difference between the two approaches to Navier-Stokes-Fourier fluids is, that
the latter one can be easily generalized to more complicated settings (as we will see below),
and it is only based on two constitutive equations for & and é . It is a further advantage of
above formalism that it is also easy to derive Euler’s equation: Neglecting heat transport (i.e.
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g = 0), we obtain for £ and 5

(1.5.6) ¢ = T¢ D+ (m+p)dive
& (md _ 1 d2 3 m 9
157 ) = o M Sy ()

The difference between Euler and Navier-Stokes fluids is, that in the Euler case dissipative
tangential shear stresses vanish: T¢ = 0. In classical derivations, this is achieved by setting
v = 0. However, from the physical point of view, it makes more sense to directly apply T¢ = 0
to | - - ) to end up with the constitutive equation

T— (p+ v(e,n) J;%(Q, n) divv) I

1.6. Isolated Systems and Navier-Slip Condition

Equation only reflects dissipative processes which happen in the interior of a ho-
mogeneous medium. There is so far no way to account for interactions between bodies nor for
processes on the boundary of the fluid domain (surface processes). The term &£/49 in (1.4.3))
only reflects local dissipation in the inner part of the domain of interest (the bulk) while we
may assume that that there are also dissipative processes on the boundary. In fact, the total
entropy S and the total gain of entropy %S of the body @ with boundary I' = 92 and outer
normal vector np are given by

sz/gn
b 8+ 8) - [

and the second law of thermodynamics can be written in its integral form

d
1.6.1 —S8>0
(1.6.1) pr
In what follows, it will often be useful to consider thermodynamically isolated systems in the
following sense:
DEFINITION 1.2. The volume V is

(1) Thermodynamically closed if v -np =0 and j; -npr =0 on T for all i.
(2) Energetically closed if h-np =0 on .
(3) Thermodynamically isolated if 1. and 2. and additionally

/g‘vzo.
Q

(4) Almost thermodynamically isolated if only 1. and 2. hold, i.e. if

/Qg-'vyé().

Simple Newtonian Fluid Under the assumption of a single component Newtonian

fluid, equations ((1.4.8)) and ( read

(1.6.2) £ = T'Vv+%‘V19+pdivv
(1.6.3) g = h—-Tv.
(1.6.4) ¢ = (Td-Dd+%-V19+(m+p)divv)
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For any vector a let a, := (a-nr) be the normal part of a on the boundary I' and

a, := a — a,nr the tangential part. Define further T := Tnp. Then, (1.6.3)) yields

(1.6.5) g nr=h-nr—T, v,—T; v,.
The assumption of thermodynamical isolation implies
h-nr=0and v, =0.

However, —T - v, is due to internal processes and there is no way of influencing them
from outside. Therefore, the claim of positive entropy production in ([1.6.1)) reads

d

(1.6.6) == 28Q) = —/Fﬂ—lﬁl; v, + /Qf?‘ é 0

and yields two independent claims

(1.6.7) /520 and —/19—11?7-@720.
QY r

We already handled ¢ and obtained Navier-Stokes-Fourier equations ((1.5.1)).
However, up to this point we have not developed a framework which allows us to treat
the second term but it is obvious that

(1.6.8) T, =—v,

would fulfill the claim: This condition is precisely the Navier-Slip boundary condition!

Note that T, = 0 and v, = 0 also satisfy 2. These are the perfect slip and the no
slip boundary conditions. However, the perfect slip and the no slip condition both come up
with g - nr =0 in , while the Navier-Slip comes up with q - np > 0 which represents a
transformation of kinetic energy into thermal energy due to friction on the boundary.

In the next section, we will introduce a general framework for the derivation of thermo-
dynamically consistent boundary conditions.

1.7. Adding Boundary Conditions

We may face situations in which the surface of the domain or lower dimensional interior
manifolds may be assigned a free energy. At the same time, this means they can be assigned
an internal energy and an entropy as well. In what follows, the focus will lie on bounded
domains @ C R"™ with a boundary I' := 0@ with outer normal vector np. It will be assumed
that @ is almost thermodynamically isolated in the sense of definition [I.2] except for an
external body force g and external energy supply g - v.

1.7.1. Short remark on derivatives on surfaces. On the surface, we may define the
local gradient V., which is the transformation of Vy (the gradient in R?) under a transforma-
tion to I'. In particular, if for any function a, 0,a := Va - nr denotes the normal component
of the gradient Va on I, it holds

V:ya:=a—nrd,a= (Va)_ .
For any vector f. tangential to I', we may define the divergence
div.f. =tV f_.
Note that the Laplace-Beltrami operator is then defined by
A f =div, V. f.
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1.7.2. Surface energy Er and surface entropy 7nr. In what follows, the influence of
an additional surface energy on the boundary conditions will be investigated. Surface energy
is defined on the surface I' and is assumed to be a property of that surface (i.e. not of the
bulk). Therefore, it is assumed that surface energy is not subject to convective transport. For
the moment, we will only care about the boundary I' and not about interior submanifolds in
the inner of Q, for example such as membranes. The reason is, that once such calculations are
understood on the outer boundary, it is easy to apply this method also to inner boundaries
as it will be done in chapters [6] and [7]

According to the considerations above, we assume the existence of some surface entropy
nr(Er, z) which depends on some variables z = (z;),_; ,,, defined on the surface.

We assume for any z; a relation

(1.7.1) 0 (0z) + div (0zsv;) + dive f; = 2
or, in some cases,
Qyzi + div. f; = 2;,
if z; is supposed to be immobile. Like for the bulk entropy 7, it is again assumed that the

surface entropy nr is strictly monotone increasing in Er such that np(-, z) is invertible for all
z and we obtain

Ep = EF(T]F, Z) .
We furthermore assume that the surface energy Er evolves due to
®
O Fr —div,hr = FE

Note that Er is defined on I' (and therefore is not moving) and it is not a priori clear that
there should be any convective transport involved. For nr, we end up with an expression

50

Onr = 19F

where Jp = (%%) is the surface temperature. Here, &g represents the rate of entropy

production on the surface and gr is the surface entropy flux. Note that in general
nr #nlr and  Er # Elr,

which means, that surface energy and surface entropy should not be mixed up with the bulk
energy and bulk entropy close to the boundary! Therefore, in general also ¥ # J|p. In fact,
1 and nr even have different physical units, which is obvious if we define the total entropy via

:/977+/77F-
Q r

The time derivative of the last equation yields:

i S Lo fone [ f (3050 )

Since there is no exchange of entropy with the environment, q - nr is not a transport term
through the boundary but contributes to the development of surface entropy. In particular,
defining &p = %Fq -mr + &r,0 we obtain the second law in integral form

§ &r
/Q?9+ ﬂ—r>0

In the next section, the latter relation will be split up into the two local conditions
5 > 07 {F > Oa

and it will be discussed how constitutive equations can be obtained from these two claims in
the following two sections.




20 1. CONTINUUM MECHANICS AND THERMODYNAMICS OF FLUID MIXTURES

Finally, note that the total energy £ of the system is given by

g:/QE+/EF.
Q r

Since @ is assumed to be thermodynamically Isolated in the sense of definition except for
g - v # 0, the global balance of energy reads

/g v——S /gE+/8tEp
[S2)
:/<h-np+divThF+E>+/g-'v
r Q
[S2)
:/<h-nF+E>+/g-v.
r Q

The local version of the latter equality is restricted to I' and reads
b
(1.7.3) h-nr+FE=0.

1.7.3. Local formulation. Note that equation only yields a global expressions
for the total entropy production. However, it is also interesting to look at local versions of
these equations. In order to get local equations, one can cover Q by M smaller sets (V;),_; ,,
with outer normal n; such that Q = UlVZ but V; NV, = () for i # j.

Similar to , for each 7 one gets:

d 3 q d <
(174) 500 = [ (54 5) = [s o s 5

and it is easy to see that
S
— Jov\r

Thus, equations ([1.7.4) can be rewritten as
d q
SV =EV) v U

where E(V;) is the local rate of entropy production.
The second law of thermodynamics in its localized version reads

=(Vi)>0

and by increasing M and switching to arbitrarily small V; it will be possible to find local
constitutive equations.

(1.7.5)

1.7.4. Maximization of Entropy Production Rate . As explained in section
the method introduced in [85] is based on the observation that for a careful choice of the
constitutive relation , constitutive equations for the thermodynamical fluxes J, in terms
of the affinities A, can be derived by maximizing £ with respect to the constraint that
holds with & being given by . The maximization problem reads

Ir}]axé (Jo, Ao)  provided ([1.4.9)) holds.
Since the rate of entropy production splits up into local rates of entropy production in the

inner of @ and on the boundary I', one could proceed following section [[.4 with an additional
function &r on the boundary. This &r will be assumed to have the form

(1.7.6) &= Jsr- far(Br)
B
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in accordance with equation , where Jgr are the thermodynamical fluxes on I' and Br
is the vector of all relevant affinities on the boundary. We assume that there is a finite number
of fluxes on both Q and I', whichis 1 <a < M, < oo and 1 < 3 < Mg < co.

As the whole discussion above was build up in an integral framework, it is reasonable to
continue in that spirit.

THEOREM 1.3. |57, Theorem 1.6: simplified version fitted to problems in this article|
Given two Hilbert spaces X, Y with f : X — R a Fréchet differentiable nonlinear convex
functional and g : X — 'Y continuously Fréchet differentiable suppose x* is a solution to

f(@¥) = minf(z)
g(x®) = 0
there exists a Lagrange multiplier A € Y such that x* is a critical point of
fl)+ A, g(2)y
which is f'(x*) + Xo g/ (z*) =0 in X.
Choosing f = = > 0 with some constraints relating = and = = %S (©) in some reasonable
way, we are able to derive constitutive equations for the thermodynamical fluxes both in the

bulk and on the boundary. In what follows, we assume that the rate of entropy production
on ) and T is locally given by § and §p In particular, § and §p depend on the fluxes via:

=8, €=E((sr)y)

The J, and Jgr may be scalars or vectors or tensors but in any case, there are Ma and M, 3
such that we can assume with loss of generality

(Jo)o € L2((0.T) x Q)™= (Jar), € L2((0,T) x T)M

We then maximize
= / §~ + / ér
Q T

in L2((0,T) x Q)Ma x L2((0,T) x F)Mﬁ with respect to the local constraints
(1'7'7) g:ZJa'fCX(A) and gF :Z‘]@F'fﬁ,F(BF)a
a B

[1]:

which means £ and &p are also given by the right hand side of equations (1.4.4) and (1.7.6).
The maximization problems can be solved using theorem which means: find A; and Ao

such that
aithyiLAl@—gU@>—AkQ@F_&L%H>

attains a critical point.
According to theorem the latter problem is equivalent with finding A 2 such that

3 3 9E OE
UL &i+wh<&i—-dA0 ¢rﬁA &‘+A2< r —mI@k0]¢f:o

0Jar 0Jgr
for all ¢1 € L?(Q) and ¢3 € L*(I'). The previous subsection suggests to split the global max-
imization process up into purely local maximization problems. However, note that the local
maximizer is also a global one. Therefore, assume that above Lagrange problem decouples
into a problem on the boundary and a problem on the interior of Q. If £ and & are given by

equations and (| - the interior problem reads locally

(1.7.8) a€+A1<a5 ﬂA))ZO ¢>1MA%:11M§§VQ

0J.
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and similarly for the boundary problem:

1+ 851‘

Oér Oér B
amﬁMQm mwﬁ‘O@‘mw”‘ham

Vo

In the present work, only the simple quadratic case for € and & will be studied

- 1 ~ 1
€)= D - al®s &r(Tar) =3 Var
o 8 ’

which yields together with (|1.7.8])
(1.7.9) Jo ="Yafa(A), Jsr=7srfsr(Br).

REMARK 1.4. In what follows, the localization method above will not be used any more.
Instead, for any application, the equation for %S (@) will be derived including all entropy
production terms on the whole domain and on the boundary. Having in mind above local-
ization method, the constitutive equations will be derived from equations and
without caring about the details.

1.7.5. Example: Navier-Stokes-Fourier System with Navier-Slip Boundary Con-
dition. For the Navier-Stokes-Fourier fluid with = given by (1.6.6) we immediately obtain

ér = —T, - v, while € is prescribed by (1.6.4). With

. 2 3
T, (m +p), q) = ‘Td‘ m+p)? + al® .
ST )9 v(o,n) v(o,m) +3X(e;n) ( ) k(o,m) 4l
and )
v -2
5 TT = — I']rv'
r(T;) S
obtain
A
m+ o) = V(Qﬂ])"gf (@) 4w
T = v(0,n)D?

h =k(o,n)VI+ Tv
as well as ((1.6.8)):

T, =—yv,.

Note that one could also have directly set v; = 0, which would be the no-slip boundary
condition, or T, = 0 which is known as the perfect slip boundary condition. Both would be
thermodynamically consistent.

1.8. Formal A Priori Estimates and Remarks on Existence and Regularity

The modeling method introduced above provides the resulting equations with a particular
feature that is of great mathematical interest. To see this, take a look at equation (|1.4.2))
which reads

M ~

: . or .

(1.8.1) oF = 001 + E Tyyi
i=0 ~?

and which yields the evolution in time for an energy of the form E = E(p,v,n,y) = E(n,y)
with all y; satisfying (1.3.1]). We use (|1.4.3)) and (1.2.9d]) with s = 0 to reformulate the system

m

M

E .
Zg—yi:—divq—f—i—Vﬁ-%—divq:—div (g+h)—¢
i=0 7
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with

(1.8.2) é::g—w%zo.

Thus, by inserting the latter equation in (1.8.1]) and integration over the whole domain @, we

obtain p
— QES/E—/h-nF.

Assuming isolation of the system, which is h - np = 0, the latter equation reads

d
4 QES/E-

In particular, for any time ¢t > 0 we have

(1.8.3) /Q oD E(H) < /Q o(0)E(0) + /Q ¢

For suitable estimates on &, which may stem directly from & or from estimates on { , there
is an immediate estimate on fQ o(t)E(t). From knowledge of E one may thus derive some
suitable a priory estimates of the solution.

There is yet a better way in case of isothermal systems: From classical thermodynamics,
the variable

(1.8.4) ¢ :=FE —9n

is known as the system’s free energy. According to classical thermodynamiceﬂ 1 does no
longer depend on 1 but on ¥ such that we have

¥ =P(0,v,9,y) =9V, y).

A short calculation yields

o = oF —doi) — ond
= —divig+h)-§-—op)+v-g,
with & given by (1.8.2). The latter equation shows that for a thermodynamically isolated

(h-nr = q-nr = 0) and isothermal (¥ = 0) system,

(1.8.5) /Q 0(0)1(0) = /Q o) (1) + /Q - /Q vg.

Physically, v - g is an external supply of free energy, while é is the loss of free energy due to
dissipative processes and can be interpreted as irreversible heat production.

Thus, knowledge of the dependence of 3 and f on (y;); and on the thermodynamical
fluxes Jy,and il would immediately yield a priory estimates on these quantities. Note in this
context, that for isothermal systems, i is given by E through . The form of ¢ and
f also yields information on suitable Sobolev spaces in which one should seek for solutions.
However, these estimates are usually not good enough for uniqueness, but only for existence
of solutions. The problem of higher regularity remains with the mathematician and the field
of regularity theory.

5In classical thermodynamics, this is justified by the first law
dU =TdS — pdV + pdN
and the transformation ¥ = U — T'S which yields
dV = SdT — pdV + pdN .

However, it is not clear that such reasoning would guaranty the independence of i) on n but above argumen-
tation with material derivatives suggests that this is at least true from mathematical point of view.
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Before going on with the explanation how mathematicians can get these a priory estimates,
there are some important remarks

REMARK 1.5.

(1) Equations and only hold for systems with the constitutive equations
derived via the MREP-assumption. These estimates are no longer valid for any devi-
ation of the resulting constitutive equations from the constitutive equations obtained
using the MREP-assumption.

(2) As soon as the equations obtained via the MREP-assumption are slightly modified,
the mathematician may again run into serious problems in finding appropriate a
priory estimates.

(3) Above calculations are not to be taken as rigorous mathematical proof. However, we
will now see how they are related to rigorous mathematics.

It is by no means clear that (1.8.3) and (1.8.5) have a mathematical meaning, i.e. that
they can be taken for true a priory estimates. However, the constitutive equations for vy,
following the equation ({1.3.1]

. . +
oY, + leJy,z’ =Y;

often readd SE SE
= =gV —, b= _—C =
Ty " by, Yi "oy,
Thus, testing the equation by g—i will result in
SE SE|? SE|?
ji— +J; |V— Ci|l—| =0
ovi 0y; o oy, e oy,
and summing up over all ¢ assuming E = E(y) yields
: SE |? 0E |?
oF + Ji|V—| +Ci|—]| | =0.
zi: ' 0y, ' 0y,

This is still no rigorous proof but it is the idea behind some natural approaches to existence
proofs in mathematics. As an example, one may consider the studies on Cahn-Hilliard-Navier-
Stokes systems by Abels and co-workers [3), [2}, [4].

1.9. Summary

We introduced the well known fundamental (but abstract) balance equations of contin-
uum mechanics. The assumption of rate of entropy production maximization (MREP) by
Rajagopal and Srinivasa [85] was introduced as a modeling tool for the derivation of thermo-
dynamically consistent constitutive equations for diffusive fluxes, reaction rates, Cauchy stress
and energy flux. It was shown that this method only requires knowledge on the dependence
of the energy on the free variables and knowledge on the dependence of the rate of entropy
production on the thermodynamical fluxes (see definition in section .

Based on observations for the Newtonian fluid with Navier-slip boundary conditions, the
MREP-assumption was generalized to an integral setting in order to be used for the derivation
of boundary conditions. This was done by calculating the total rate of entropy production

6(%; denotes the variational derivative of E with respect to y;. For example, if E(c) = f(c) + & |Ve|?,

% = f'(c) — Ac.

This is calculated as the variational derivative of the functional

F(c):/QE(c) :><aa—f,¢>:/Q(f/(c)fAc)¢.
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for an almost thermodynamically isolated system (in the sense of definition ). The total rate
of entropy production was then given as a sum of an integral over the bulk plus an integral
over the boundary. Using a localization argument, the integral form of the rate of entropy
production was split up into the separated rate of entropy production in the bulk and on
the boundary. The same was done for the second law of thermodynamics, which yielded two
localized versions of the second law. This was finally applied to a Newtonian fluid in order to
rederive the Navier-slip boundary condition. However, note that the method is also able to
yield no-slip or perfect slip boundary conditions.

For an application of the method, the reader may directly jump to chapter [d] where this
method is applied to the derivation of boundary conditions for phase field models of multiphase
flow.






CHAPTER 2

Continuum Mechanics in Porous Media

2.1. Introduction

We will introduce non dimensionalization and homogenization via asymptotic expansion
for continuum mechanics in porous media. The reader who is already familiar with homog-
enization may skip but should read the rest of this chapter as it builds up a new point
of view on non-dimensionalization and scaling, based on the MREP-assumption. The new
contributions of this chapter can be found in sections

In many physical systems, the processes of major interest happen on at least two spatial
scales. The most classical examples are the flow of a Newtonian liquid through a porous
medium, diffusion processes in porous media or heat transport in heterogeneous media with
complex micro structures. The aim of homogenization is to find equations which still contain
information from the micro scale, but which are better suited to numerical simulations. This
chapter will introduce the formal asymptotic expansion method for formal homogenization
on periodic geometries. The reader who is not satisfied with periodic geometries, is referred
to a recent work by the author [44], where the formal asymptotic expansion was generalized
to stochastic geometries.

As an example, one could consider the transport of water through a large box of sand in the
saturated case. From the mathematical point of view, it is no problem to separate the box into
the domain occupied by the grains of sand and the complement domain, the pore space. It is
furthermore clear, that the fluids motion has to be described by the Navier-Stokes or Stokes
equations in the pore space. However, what is an easy task for the (pure) mathematician
results in almost unsolvable numerical problems such that even big computational clusters
would be busy for days to solve the problem for one cubic meter of sand.

Fortunately, it was discovered by Darcy [23] that the fluid’s motion can be described by
the simple relation

(2.1.1) v=A(g — Vp)

where v is the velocity, A some constant to be measured, g the gravitational force and p
the pressure field. The question, mathematicians had to answer, was: Is it possible to show,
that Darcy’s law results from the microscopic movement of the fluid according to the
Navier-Stokes equations? We will give an (non-rigorous) answer to that question in section
with help of the asymptotic expansion method.

After introducing homogenization and asymptotic expansion concepts, we need to deal
with scaling of equations. Scaling is always due to a non-dimensionalization process and its
aim is to identify and separate the processes which happen on the macro or micro scale, i.e.
to determine the range of each diffusive or convective process. Since it is the aim of this
thesis to look also for physical implications of the limit equations, it will be necessary to
study the relation between scaling and thermodynamic implications on the limit problem.
This will be the topic of sections [2.42.7] Note that improper scaling of the equations reflects
wrong interpretation of the range of effects and will result in macroscopic equations that do
not mirror the physical reality properly. The new ansatz to scaling is built on the MREP-
assumption where the scaling of the equations basically depends on the scaling of the energy
and the scaling of the rate of entropy production. In particular, the scaling of the rate of
entropy production is crucial, as will be demonstrated in two examples: Two differently scaled

27
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rates of entropy production will be used to derive two versions of the Navier-Stokes equations
with different scalings. These equations will be studied in more detail in section [2.3 The
scaled rates of entropy production which will be obtained are discussed in more detail in

sections and 2.7
Before going into details, the next section introduces some general notations.

2.2. Geometric Definitions and Notations

Here, and throughout the thesis, we will consider a bounded and open domain Q C R"
where n = 3 if not mentioned otherwise. Furthermore, consider Y := [0,1[" the (n + 1)-
dimensional torus (i.e. Y is equipped with the topology of the torus in R**!) with Y =
YUY Ul with':=0Y1N9JY2NY where Y and Y are open in Y and Y is simply
connected in Y. Expand Y, Y, Y9 and I' periodically to R® and multiply the resulting
structures by € to obtain Y* =¢Y, Y] =¢Y 1, Y5 =Y and I'* = ¢I'. Define the following
subsets of Q: Q7 := Q N'Y] the pore space and Q5 := Q N'Y5 the soil matrix. Wherever
it will not provoke any confusion, we equally denote I'® := 9QF N Q. The definitions are
illustrated in figure Finally, the outer normal vector of Y'; on I' will be called nr and
the outer normal vector of Qf on I'® is denoted as mr-.

One should be very careful in not mixing up the periodic cell Y with the notion of a so
called “Representative Elementary Volume” (REV) that is used in applied sciences such as soil
physics. The REV is a volume that is big compared to micro structures but small compared
to the macroscopic scale. It is assumed that coefficients in the macroscopic equations, which
are obtained from averaging over the REV, are representative in a way that these averaged
coefficients would not differ significantly if they would be calculated by averaging over a
slightly shifted but equivalent volume. Therefore, a single cell €Y is not suitable, neither Y.
For example, Joekar-Niasar et. al. [58] found in their simulations, that an REV is at least of
the size 40 x 40 x 40 periodic cells.

However, given such Q, Y] and Y5,

we identify €L as the parameter describing

the typical size of a pore or REV, where L

T is some macroscopic length scale. With re-
Q/ Y, spect to application, € is depending on the

* physical size of the pores and the complex-

! Y, ity of the geometry, which is represented
by Y, Y and Y. In any case, from the
physical point of view, ¢ is a fixed parame-

FIGURE 2.2.1. Sketch of geo- ter. In order to derive two-scale models, it
metrical setting and denotation is important to seek for a suitable non di-
in the periodic case. Picture by mensionalization of the physical equations.
courtesy of K. Joachimsmeyer. This means we have to identify the rele-

vant scales in space and time. The choice
of scales for other quantities like mass, energy and entropy is of importance, too. They should
basically follow the scaling of space, as we will see below.
In the next section, we will outline the fundamental ideas behind rigorous homogenization
while in the asymptotic expansion method will be introduced as a formal ansatz to
homogenization theory.

2.3. Asymptotic Expansion

As already mentioned, asymptotic expansion is not a mathematically rigorous but only
formal modeling tool which uses formal calculations to identify an approximating macroscopic
or two-scale problem. The approximating problem often is not only defined on @ but on Q@ XY
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although there are special cases where a reduction on a problem on @ is possible. Most of
the cases treated below belong to this special class of problems. They are chosen because

(1) they are easy examples with high educational value

(2) they demonstrate effects of different scaling of the same mathematical problem

(3) they are connected with porous media flows and phase transitions which are the
central theme of this thesis.

Note that there is big amount of literature on homogenization. For former results on the
homogenization of Navier-Stokes flow, the refer to works by Allaire |7}, 5l [6], Ene and Saint
Jean Paulin [27], Marusi¢-Paloka [69], Mikeli¢ |71, [73], Sandrakov [90] and of course the
pioneering work by Tartar in the appendix of [89]. For the homogenization of diffusion and
diffusion with nonlinear boundary conditions, the reader is referred to Amaziane, Goncharenko
and Pankratov [10], Conca, Diaz and Timofte [22], Conca, Diaz, Linan and Timofte [21],
Heida [46], Hornung [54], Mikeli¢ and Primicerio [72] and the references therein.
Considering any variable u®, the basic idea of asymptotic expansion is an ansatz

o0
(2.3.1) ut = Ze’uf
i=0

with some functions « which have to be specified. Since the problem is defined on a domain
characterized by two structures @Q and Y ®, it seems reasonable to assume that u; : Q x R™ —
R* with u; being Y-periodic in the second variable. In particular

ui:QxY—>]Rk
with

and ([2.3.1)) becomes

2.3.2 &(x) = i (z, =).

(23.2) (o) = Yl D)

Additionally, the following relations for the gradient and the divergence operators hold:
1 1

(2.3.3) V=V,+ gvy, div =div, + gdivy .

Inserting the latter equation together with into the particular partial differential equa-
tion under consideration and sorting the equations by powers of ¢ may lead to identification
of A as will be demonstrated in the following examples. We will start by considering systems
connected with the Navier-Stokes equations.

2.3.1. Homogenization of the incompressible Navier-Stokes equation. We start
with the incompressible Navier-Stokes fluid which is connected with (2.7.2) below. Incom-
pressible means that p ~» p® is a free variable, the density ¢ is constant and v ~» v® hast to

fulfill the incompressibility condition ([2.3.4b|):

(2.3.4a) Ov° + (v° - V)v° —div (uVo®) +Vp® = ¢g° on Q5
(2.3.4Db) divev® = 0 on QS
(2.3.4¢) v©° = 0 ondQj
(2.3.4d) v® = 0 on @5

With an additional initial condition on (0,7 x Q of the form

v(0,1) = Dol ).
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We assume that g°(z) = g(z) and there is a family of functions
v,:QxY — R? 0<i1< o0

(,y) — wi(z,y)
pi:QxY — R 0<i<oo

(,y) — pilz,y)

such that the solution v® and p* can be described by

; x
2.3.5 € = oz, =
( a) v ZEO c'vi(z 5)
: x
2.3.5b - ipi(x, =
( ) p ;:061? (2, 2)

where the v; and p; are periodic in Y. The first coordinate takes care of macroscopic behavior
of the solution, while the second coordinate takes care of microscopic variations due to the
microscopic geometry. The basic Idea is to insert (2.3.5) together with (2.3.3)) into (2.3.4al)
and sort by powers of € such that the equations in (2.3.4)) take the form

e ) +e L)+ )+ ) FE2( ) =0.

In particular, the result reads up to order 0:

(2.3.6a) €72 (—divy (nVywo)) + e~ ((vo - Vi) wo — divy (uVyv1) — 2dive (4Vyv0) + Vypo)
+ &% ((vg - Vi) vo + (v1 - V) vo + (vo - V) v1)
+&Y (—divy (uVyv2) — 2div, (WVzv0) + Vepo + Vyp1 —g) =0

(2.3.6b) e~ divy vo + divy vo + divy vy + € (divy v1 + divyve) = 0
(2.3.6¢) Z&ivi(m, )=0 on JY], Zeivi(-,y) =0 onoQ@

For each power of ¢, a set of equations is obtained, which has to hold independently on all
the other equations such that the whole group of equations is valid for all choices of e.

The order —2 in (2.3.6a]) together with the order —1 in (2.3.6b)), and (2.3.6¢) yields for vg

e 2 —divy (uVyve) = 0
diVy Vg = 0
vo(z,) = 0 ondY;

which is vg = 0. This result together with the order —1 in (2.3.6a)), order 0 in ([2.3.6b) and
order 1 in (2.3.6¢)) yields for vy
—divy (uVyv1) +Vypy = 0
diVy v = 0
vi(z,r) = 0 ondY,

which is again v; = 0. (See for example Ladyzhenskaya [64] for mathematical analysis of the
incompressible Stokes flow.)

Using these results in the zero-order term in (2.3.6a)), order 1 in (2.3.6b)) and 2 in (2.3.6¢]),

we get

(2.3.7a) —divy (uVyv2) +Vaepo +Vypr = g

(2.3.7b) divyva = 0

(2.3.7¢) va(z,-) = 0 ondY;
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Assuming that there are solutions to the problems
—div, (/J,Vyui) + V, II; = e;
(2.3.8) divy u; =0
u;i(z,-) =0 ondY,

where e; is the i-th coordinate vector of R3, it is easy to see that there is p; and

U2 = Z (9 — Vapo); Ui
such that (va, po, p1) is a solution to (2.3.7)). Defining a matrix A by

Ai,j = /Vyuz . Vy’LLj = / U; - €5
Y Y

/U2 = A(g— Vapo)

y
This result was first proven rigorously by tartar for the stationary Stokes equation in the
appendix of [89].

it is easy to check that

2.3.2. Homogenization of the Navier-Stokes and Stokes Equation II. Instead of
(2.3.4)), we will consider the following Stokes system

(2.3.9a) opv° — div (e2uVo) + Vp° = g° on Q5
(2.3.9b) divv® = 0 on Qf
(2.3.9¢) v°(0,-) — af-, é) = 0 ont=0
(2.3.9d) v° 0 on 0Q3
(2.3.9¢) v° 0 on Q5

which is inspired by equations (2.7.3) derived below in section
Using an asymptotic expansion (2.3.5a))-(2.3.5b) and the assumption g°(x) = g(z), the
resulting equation for the first order velocity and pressure read

Opvg — divy (uVyvo) + Vaepo +Vyp1 = g
divx Vo = 0
diVy Vg = 0

This is a system similar to the resulting equation for vy in (2.3.7a))-(2.3.7b) but with the
difference that now, the partial derivative 0,v¢ is involved. For homogenization of a stationary

problem, i.e. J;v = 0, the resulting set of equations would coincide with the earlier result
(2.3.7a) -(2.3.7D)).

To obtain some information on the solution to the homogenized problem, proceeding like
in the previous case would result in the assumption that there are solutions to the problems

Oyu; — diVy (,uvyul) + VylL = e;

diVy u; = 0
ui(z,r) = 0 ondY,

where e; is the i-th standard basis vector of R®. The velocity field has to be defined differently
and is given by a sum

’U():’i)-i-’f)
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where
00 —divy (uVy0) +Vyq; =0  on (0,t) x Y
divyqo=0  on (0,t) x Y
v=0 on (0,t) x T
0(0,) =a(-) onY;

and ¥ is given by
t
o= [ S (0lg - Vum); (s0)]wslt — .. 9)ds,
0
Note that

—divy (uVy0) = —/0 Z [0¢ (g — Vapo), (s, )] divy (uVyu;(t —s,z,y))ds

and
t
8151} = / Z [at (g - v$p0)z (87 ZE)] atuz(t - 5,7, y)dS
U
tl
— [ 32001 (g~ Vo), (5.2)| Bruslt ~ 5. 9)ds.
U
Thus, we find

0y — divy (uV,0) = /0 Z [0¢ (g — Vapo); (5,2)] (Opui(t — s,2,y) — divy (uVyu;))ds

= /0 Z [8t (g - prO)i (3; 1;)] (—vsz‘ + ei) ds.

With a matrix A defined by

Ai,j = (915/ u; ej
Y.

one may check by partial integration, the initial conditions on u; and the assumption (g — Vp) =

t=0
0 that
t
/ vy = / 1}+/ A(t — s) (g — Vapo) (s)ds
Y1 Y1 0

For a rigorous proof of this homogenization result refer to the article by Allaire in the book
by Hornung [54].

2.3.3. Homogenization of the Stefan problem. The Stefan problem as stated below
is a phase field model for heat transport coupled with a phase transition, for example between
water and ice. The free variables are temperature 9 as well as water content w. Thus
the system consists of an energy balance equation based on Fourier’s law (and is therefore
describing the evolution of temperature ) and an equation describing the evolution of water
content w. We chose the scaling used by [25] but note that this model can also be obtained
from sections [£.2] together with the scalings of the energy from chapter [f] The full system
reads:
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(2.3.11) O (0° + Lw®) —div(CVY°) = 0 on Q5
(2.3.12) T — 02 Aw® + f(9°,0°) = 0 on Q5
(2.3.13) 0° — div (Co V) 0 on Q5

with the boundary conditions
(CVY* = CoVI)-np = 0 onl*
oceVw®-nr = 0 onI®.

For simplicity, it is assumed that the media in Y; and Y5 are isotropic and that C' and Cy
are scalar functions. The first boundary condition implies energy conservation at I'*. The
functions for the asymptotic expansion ansatz are

% :QxY — R wi:QxY —>R?
(z,y) = Ji(x, y) (z,y) — wi(z,y) , 0<i < oo,
Inserting these expansions into the Stefan problem, it is easy to see that on order —2
divy (C(z,y)VyYo(z,y)) = 0 on Y, forall x
divy (Co(z,y)VyYo(z,y)) = 0 on Y, forall
(CVy09 — CoVydy) -nr = 0 onT forall x
with periodic boundary conditions on Y and therefore
Jo = Jo(x) .
Order —1 yields
divy (CVy 01 +CV,0) = 0 onY, forall
(2.3.14) divy ((CV 91 + CV00) 0 onY,foralz
(C(Vyh + V) — Ca (Vyhi + Voidg)) -nr = 0 onl forall
With solution ¢; to the cell problems
divy (CVy¢; +Ce;) = 0 onY; forall z
(2.3.15) divy ((CoVye; + Cae;) = 0 on Y, forall x
(C(Vypi+e;)—Co(Vypi+e;) - np = 0 onl forall x.
it follows that

3
(2.3.16) U = Z@aﬂ%
i=1

is a solution to . The zero order term of the first equations therefore reads
0i(¥o + Lwy) — div, (CV00) — divy (CV01 + CVy0s) — div, (CVy91) =0.
and using , this implies
d1(9o + Lwp) — div, (C"™V,90) = 0
with

climi= [ (@0 (Vo ten)+ [ (@iCa(Ty0;+e)
Y, Yo

Since the ¢; are solutions to ([2.3.15]), C"*™ can also be calculated from

Ci™ = / (Vyoi+ €) - (C(Vyd; +ej)) + / (Vypi +ei) - (C2(Vyoj + ),
Y. Y

2
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which shows that C°™ is positive definite matrix for all strictly positive scalars C' and Cs.
Expanding the nonlinearity in the second equation by

FO°,0%) = Y 8500 f(9°,0%) (9°)" (wF)!

4,j=0
yields for the zero order term of the second equation
TOwo — 0 Ayywo + f(Yo,wp) =0

A rigorous homogenization result for the Stefan problem can be found in the articles by Eck
[24), 25] where he investigated the freezing of a free liquid, i.e. Yo = (), with periodic initial
data and diffusion of a dissolved substance.

2.3.4. Homogenization of the Navier-Stokes system with mass-conservation

law: The porous medium equation. If the timescale becomes e-dependent, the long time

behavior of solutions can be studied. In particular the scaling ¢ ~~ E% is then able to capture

convective processes in the limit problem.

£20;0° + div (v°0°) = 0
£20°0,0° + of (V° - V) v —div (uVo®) + Vp(e®) = ¢° on Q5
divev® = 0 on Qf
v = 0 ondQj
v = 0 on @5
with ¢°(¢,2) = o(t,z, £) and (2.3.5a)), the limit problem reads according to Masmoudi [70]:

D00 + divy (v20) = 0

Vyo = 0
—divy (uVyv2) + Vap(o) +Vyp1 = g
divy Vg = 0

where ® = |Y';|. This is the so called porous medium equation. However, note that without
the temporal scaling, the convective term in the first equation would have get lost, as v* — 0
by order of £2. This result was proved rigorously by Masmoudi [70].

Note that for simplicity, scaling in time, as it is used in above equations, will not be
discussed in this thesis. This short example should simply demonstrate that also the long-time
behavior of equations can be considered using homogenization methods. A recent derivation
of the porous medium equation with heat transport can be found in [30].

2.4. Continuum Mechanics in the Pore Space: Non Dimensionalization and
Scaling

2.4.1. Non-dimensionalization: spatial scaling and two examples. Since physical
processes happen on the pore scale and on a macro scale level, it is clear, that for any physical
quantity, there are two scales of physical interest: The pore scale and the macro scale. The
identification of the spatial scales is obvious: If we denote the characteristic macroscopic scale
by o, and the microscopic scale by xgm, both are given by the natural choice zgm = Lo
and the expected relation exg s = 2om. Thus, the following non-dimensionalized scaled
coordinates in space and time are obtained:

N L S |
(2.4.1) Ty = EES Lo e N
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Concerning timescales, it will be assumed that we only have one temporal scale for both
spatial scales, i.e.
t

t = .
m,M t()

The scaling of x and ¢ also comes up with a scaling of the operators V, div and 9; and the
following scaled operators are obtained:

VM = Lov, Vm = SL()V = EVM
divys := Lodiv divy, := eLodiv = edivyy
ID)M = L()D ]D)m = €LOD == e’SDM

For simplicity, assume Ly = 1 as well as tg = 1 and thus obtain
Vu=V divys = div Dy =D
The most natural choice of the characteristic scales of the velocity is given by the spatial
scales and the timescale. For the non-dimensionalized velocity fields, this yields

Zo,m

(2.4.2) EVO M = Vo,m = vy (zy) = 5vm(5_1mM) .

9
tO,m

All other quantities will be assumed to have the same characteristic scale independent
from the choice of the spatial scale. Therefore, the indices m and M will be omitted.

Finally, two sets of equations are obtained. For simplicity, assume that there are only two
constituents in the mixture with partial densities o1 and g2 and ¢ := p1/p. The generalization
to more constituents is obvious. First, on the macroscopic scale, the abstract equations of
continuum mechanics from chapter |1} i.e. system , read:

O (0°¢°) + div (o°c"vy,) + div (35) :ZE

Oro° + div (p°v5,) =0
O (e"vhy) + div (¢° (vl @ vhy)) — divTy = giy
O (0°E°) + div (0" E*v5,) — divhi, = g5 - vy

(2.4.3)

On first glance, the system reads similar on the microscopic scale:

8y (0°¢°) + divin (6 VE,) + diven (55,) =6

0r0° + divi (0°v5,) =0
O (0°vy,) + divi (07 (v ® vy,)) — div Ty, = gy
O (0°E®) + divy (0° EFvg,) — divmhy, = g5, - U

(2.4.4)

However, one may also find by replacing divy, = ediv and v, = e toyy

By (6°¢°) + div (oFcEvs,) + ediv (55) =¢

0p0° + div (0°v5,) =0
8, (o) + div (o (v ® v5)) — 2div TS, = egfy
O (0°E°) + div (¢°E*vY,) — ediv hi, = g5, - V5

m

(2.4.5)

where g, denotes some external body force. Thus, the following equivalences are obtained:

(2.4.6) Iv=€m Tmu= 52']I‘m, hy =chm, gy =€9m -
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2.4.2. Scaling of the energy and the rate of entropy production. In what follows,
it will be assumed that the energy depends on entropy 7° density o°, concentrations ¢§ := ¢5/0°
and velocity v°:

E = E(,r/s’ vs? IQ€7 Cf) M
To obtain the corresponding equations for £, note that the kinetic energy in terms of vy, and
vy look different. In particular,

1
B(yf, vy, 07 <) = Bo(n, 6, ) + 5 [0l
1
B, 05, 0, ¢) = Bo(if, 0%, ) + 5° [vm*

In case v° = v9,, using @ = 0ia + (var - V)a, the corresponding entropy balance equations
can be calculated from

900 = o°E° — po°c® + %9'5 — v vy,
0

5
= divhy + pdiv i, — p ¢ +pdiv o, — vy, - divTy,

where p := — (o° )2 OF and p:= %—f. Together with system (2.4.3)), this yields

0p°
£
O (0°n°) + div (o°nvly,) = divhy + pdivgs, — p ¢ +pdiv v — vy - div Ty,
3

Accordingly, for the second choice of the energy, it follows

15
O (0°n°) + div (o°nvy,) = edivhm + pdivjs, — p ¢ +pdivgvs, — 205, - divn T,

€

- g + ediv % .
which yields for £
. divey . e
(2.4.7a) £ = Tiy - Darviy +pdiv oy + gy - —5— — 55 Vi~ S
i
ve £
(2.4.7b) = 2T - Dyl + pedivod, + ¢, - ET —J5eViu— EZ 1
i
and for g7, 5/
(2.4.8a) g5 = —T3y vy + hiy + nisy
(2.4.8b) ¢S, = —e* TS, + kS, + ujs,

which is consistent with (2.4.2]) and (2.4.6)).

2.5. The Solid Matrix and Boundary Conditions

In order to find suitable scalings of boundary conditions, it is necessary to pass to an
integral formulation of the physics, similar to section [[.7] Note in this context, as @ splits
up into pore space Qf, solid matrix Q5 and surface I', that it is also necessary to consider
energy and entropy balance equations on Q5.

First, for k € {0,1}, introduce the following material derivatives

(2.5.1a) D¢ = 0p+ e"v° -V  on Qf

where v° = vy, in case k = 1 and v° = v, in case kK = 0. For physical compatibility we have
to chose the same k throughout the whole model.
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Following the ideas of chapter , we assume two sets of variables y = (y;),_; 4 and
z = (2),_,_p satisfying equations
€

o D y; + ehidiv jF =y, on Q4

and
€

di(0zi) + div,(0ziv,) + eFidives = % or
3
0,25 + fidives =%, onI®

where the first equation on I'® applies for traces of bulk-variables. For the energy we need

three conservation laws
oD;"E —divh® =g-v° on Q5

d @€
£EI§ —divhy =F on I'®
O E5 —divhs =0 on Q5

and three constitutive equations

E°=E(n,0v,y), FEre=FEf(f2),  B5=Exn5).
Recall that
n°lrs #np #m3le and EF|pe # Ef # Ejlr on I,
In particular, the trace of the entropy on the boundary is different from the surface entropy.
However, it will be assumed that the temperature field is continuous across @, i.e.

OE° 0E;  0F;
ons  Onp Ons

Thus the three equations for entropy and surface entropy read

=9 on I'®.

D —divL =& 5 :
; —diveg =2 on Q]
. gy &
ons —div==>->0 onl*®

tTIe Ir op =
£ ()
8m§—div%:%20 on Q5

and hence the total entropy of @ reads

(2.5.2) SE(Q)Z/ Q€n€+/ n§+€/ np -
Q] Q5 Ie

The scaling € in the last term accounts for the growth of total mass of I'* with e:

(2.5.3) lim [ €= const.
e—0 Te

Let npq be the outer normal vector of Q. For simplicity, it will be assumed that
(2.5.4&) q -’rLaQ:O, q;-naQ =0, q% “MNHQ =0,
(2.5.4Db) h® - npg =0, h5-nag =0, ht -napg =0.
From equation ((2.5.2)), we obtain
d 3 & / 1 S
&€ _ S S2 T (A AE). c+2L) >0,
dt (Q) /Q‘i 79 + Qg 19 + € e c (q q2) nr + Q?F el

which can be split up into the tree local conditions

1 &€
£20. 20 wd (L -+ 20
3 r
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Thus, we may proceed like in section[I.7]to obtain constitutive equations for thermodynamical
fluxes on the inner of Qf, Q5 and on I'®.
Finally, note that the total energy £ of the system is given by

E = QEE5+/ o°E5+¢ | Er,
Qi Q5 e
where the scaling of [i.. by ¢ is for the same reason as in (2.5.2)), in particular (2.5.3). The

first law of thermodynamics in its global formulation for thermodynamically almost isolated
system therefore reads with help of (2.5.4)):

o€

®E 1
0:%5— g€~v5:/ <(h€—h§)-n[‘s—|—diV7h1€—|—€E>:/€<(h,e—hg)-’n,ps—{—E> .
Q5 € r €

The local version of the latter equality is

1 3 13 €
g(h *h2)'nFs+E =0

2.6. Thermodynamically Consistent Scaling: A New Point of View

2.6.1. Classical point of view on scaling. The classical way of scaling consists of
non dimensionalization of equations that are already equipped with all constitutive equations
for fluxes and production rates. By this step, the non-dimensionalized coefficients in these
equations become comparable to orders of €.

ExaMpPLE 2.1. Consider the reaction diffusion equation

Oy — div (DV¢) = f(¢).

By non-dimensionalization, we get the same equation but with different coefficients D* and
f* as well as a new variable ¢* which now is dimensionless and satisfies

0p¢" — div (D*V*) = f*(¢7) .
2

If ¢ = 1073 is the characteristic microscale, D* = 2 % 1075 would imply a scaling D* = 2¢2,
while D* = 0.1 would imply no scaling of D*: D* = O(1).

We classify above ansatz as
(1) scaling by non dimensionalization and intuition.

However, the ansatz focuses to much on the concrete equations and to few on the physics
behind. It will be shown in the next subsection and in example that the scaling &
can enter due to purely physical reflections based on the mobility of molecules, the energy
functional and the rate of entropy production functional. We can characterize it as

(2) scaling of energy, and scaling of the rate of entropy production.

REMARK 2.2. The choices of non dimensionalization which are reflected by equations
and have direct physical implications which can be summarized as follows: The
choice of a characteristic velocity vo m reflects that the convection occurs with a low speed that
allows the convective transport to interact with local processes. In particular, transport itself
is of low global importance. On the other hand, in case vg as is chosen, transport is of global
importance but is so high, that it dominates local fluxes on the microscale. Unfortunately,
since transport is linear in v, we cannot provide an intermediate approach. The reader is
referred to chapter [f] for a discussion of that topic.
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2.6.2. Thermodynamically consistent scaling. No matter how the particular scal-
ing of the continuum equations in the pore space is obtained, it should have one property:
It should be thermodynamically consistent for any € > 0. The reason is, that all homoge-
nization techniques are based on a limit € — 0. Hence, if the resulting approximation should
be thermodynamically consistent, we need that for any € > 0 the system of equations is
thermodynamically consistent, too.

Note that we are free to chose any characteristic scale for any of the physical quantities
such as velocity, energy, density. However, the choice of these characteristic scales should be
reasonable. Particularly, this holds with regard to equations of the form

Op + div (vo) +divy =0

If the velocity is small on the macroscopic level of observation, it should appear of order ¢ in the
non-dimensionalized equations: In particular, the convective terms should read ediv (v°¢°).
If the velocity is high, the non dimensionalized equation should contain a convective term
div (v°¢%). The same holds for non-convective fluxes: If a flux j is supposed to be small
compared to the scale of observation, it is reasonable to set up the equation with ediv j°. If
the flux can be expected to be high, it is reasonable to choose an ansatz div j°. However, the
final scale of diffusive fluxes is not only given by this ansatz but can still be influenced by the
scaling of the rate of entropy production, as will be shown below in example 2.7}

In what follows and throughout the thesis, we will use conditions on 0Q. The
important factors that have to be taken into account in order to get thermodynamically
consistent equations in ¢ — 0 are: Scaling of velocity, asymptotic dependence of energies
E4(...) / E5(...) and of the rates of entropy production £°(...) / £5(...) on the parameters
as well as the development of

(2.6.1) &= / 0°E° + ES+¢ | Er
Qf Q5 re
d € () (3
(2.6.2) and == =8 = / % + 5% +e€ g—l;
dt PURTEI PURTERI )

For simplicity, only processes on Qf and I'* will be considered in this section. Therefore, ES
and &5 will not be investigated or discussed below. The reason is, that the dependencies of
E5(n2) and £5(q5) are almost trivial and that they can be treated the same way as E° and &°
on Q5

We start with the scaling of velocity which is: the scaling of the convective terms. Assume
that the variables ¢§ and ¢5 evolve due to

85 + e div (v°¢5) + div jS =4
B + £2div (v°¢5) + div j§ =&,
Then, it is reasonable to assume k1 = k9: with regard to the convective structure
O + eidiv (p5v°) + - = ...

the condition k1 # ke would imply that the velocity field is non-dimensionalized by different
characteristic velocities for each of the equations. Having in mind the last sentence, it is no
surprise that if k1 # kg2, above calculations based on E and £ would fail (as the material
derivative has to be unified over all equations) and it would no longer be possible to derive
thermodynamically consistent equations.

Concerning the dependence of energy E° on the velocity v®, the expression

1
E°f = 5@5 |’U5|2 4.
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only makes sense if kg = 0. This is, since otherwise the energy of the final system will not
depend on vy. This may have two different consequences: Either vy = 0 or ||v¢||;2 — +oo
as e — 0.

Concerning the velocity field on the microscopic boundaries, note that the operator

D770 = 0+ v, V.6

makes no sense in media with complex micro structures, as it can be assumed that there is
no macroscopic flux along the surfaces. This means that surface balance laws have to follow
the form

O (0¢) + ediv; (ovrp) +--- = ...

Note that the surface energy in general does not depend on v,. One assumption which is
often used is v; = Oand together with the no flux condition v,, = 0, both assumptions add
up to the no-flux condition v|p = 0.

Considering energy and entropy, note that both (2.6.1]) and (2.6.2) are not only connected
with physical energy and rate of entropy production but according to section [I.§ also with
a priori estimates. Thus, physical consistency and mathematical convergence properties are
highly interlinked. From both perspectives, it is reasonable to claim

(2.6.3) 0 < Enin <lim i(I]lf EF <limsup&® < EM* < 400
E— e—0

as well as

(2.6.4) 0 < Zin <lim iélf Z° <limsup=® < E™*¥ < +00.
E— e—0

2.6.3. Classification of scalings. Based on above reflections, the following physically
motivated classification of scalings is proposed:

DENOTATION 2.3. With regard to the MREP-assumption, a scaling of continuum me-
chanical equations in the pore space is said to be
(1) Spatially consistent if convective terms are all scaled by the same factor * and the
kinetic energy is given by |v€|2.
(2) Thermodynamically consistent if holds for all € > 0.
(3) Energetically consistent if holds for all €.

(4) Physically consistent if all of above criteria are satisfied

2.7. The MREP Assumption and Consistent Scaling: Examples

Evidently, (2.4.7) yields two physically equivalent forms for the rate of entropy production.
However, there is a physical as well as mathematical difference between the assumptions

- d .
& =& ((Tan)”  wThrs @ 37 0)
- d )
and 56 = 56((11‘%) 7trT1€m qtsm J?,m) :
In particular, it might be expected that there is a significant difference in the constitutive

equations for the fluxes derived from either one of the latter two constitutive equations for
&%, In the following, the two approaches will be applied to a single component Newtonian
fluid with heat conduction (examples . In particular, j5 ., = jf) = 0 and é:: 0.
Then, the MREP-assumption will be applied to non-dimensionalization and homogenization
of reaction-diffusion equations with both, macroscopic- and microscopic diffusion (example
2.7). Finally, in example this method will be applied to non-dimensionalization of the
Navier-Stokes equation with the Navier-slip boundary condition.

ExXAMPLE 2.4. Navier-Stokes-Fourier equations I
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Define m§, := 3trT5,, S = (’]I“]g\/l)d and D=4 .= (]D)vfw)d to write (2.4.7a]) as
Vard®
v

£ =83, - D> + (miy + p) divarvsy +4qiy -
Together with a constitutive assumption on £° of the form

_ , 1 3 , 1 )
&5 = & (S M G 35 ) =;|Si4!2+7(m§w +)" + —ldil

v+ 3\
this yields the well known Navier-Stokes-Fourier system in the pore space, i.e.
(2.7.2a) O (0°v5y) + div (o° (v, ® vY,)) — diveDoy,
-V (Mdivoi) +Vp = gy
(2.7.2b) O (0°E°) + div (o°E*vY,) — diveVY© —div (T5,v5,) = 0
with

T9, = vDo§, + Adivo§, I —pl.
Homogenization of this system was treated in section [2.3.1]

ExaMpPLE 2.5. Navier-Stokes-Fourier equations II

Define m§, := +t1T5,, S := (T%)? and eD*? := (eDv5,)? to write ([2.4.7D) as

g
55—: — &35¢ . DEd + g2 (ms + 672]?) ediv o, + qg . eV .
m m m m 195
Together with a constitutive assumption on £ of the form
: . 1 2 2 232, 1 2
€ = £ (b i @i 3Tm) = 5 S5+ gy (i +7) "+ lai

which yields together with (2.4.5) and vy = evy the Navier-Stokes-Fourier system with
e2-scaled viscosities:

(2.7.3a) Or (0°v5)) + div (¢F (v, ® viy)) — e2divvDyvs,
—EQV ()\le 'U‘}:V[) =+ Vp = &9
(2730) 8, (¢ EF) +div (£ E7v3y) — div 2()ViF — div (£2T505) = 0

where the notation in macroscopic variables was chosen for better comparability with
system (2.7.2).Note that a transformation v := ¢ 'vj; and a choice x(g) = £2kq results in
the system

O (0°0°) + ediv (¢f (v° ® v°)) — e2divvDo®
—?V(Mive®) +Vp = gn
O (6°E%) + ediv (o°E°v°) — divkgVO° — div (3T5,0°) = 0

where p := e~ 'p. This homogenization problem was treated in section m

ExXaMPLE 2.6. Navier-Stokes-Fourier for a hybrid model

In contrast with the last two examples, consider a rate of entropy production given through
\a
195
This is a hybrid ansatz for the rate of entropy production, since the dissipative processes of

the flow are assumed to take place on the microscale while heat dissipation is assumed to
happen mostly on the macro scale. The result would be (2.7.3]) but with (2.7.3b)) replaced by

O; (6°E°) + div (0" E*vyy) — div2sV0° — div (£*Tv,) =0

¢ =385, - D+ 8 (mf, + e ?p) divos, + @y -
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ExampLE 2.7. Diffusion equations
For reaction-diffusion processes, we have at least two constituents of the fluid ¢; and oo
with a concentration ¢ := g1 /0. For simplicity, we assume that both substances have matched

densities. This results in o = const. Thus, if £ = % |v‘€]2 + u®, the only equations of interest
are

0”4 ™ div (v°¢®) + eediv 55 —&
(2.7.4) Ov° + e div (v @ v°) +e"TdivT® =0
Opu® + e div (v°¢°) —e™Fdivg® =0

on Qf. The corresponding formulas for the rate of entropy production and for the entropy

flux read
. S \V
& = e"TT° - Vo —efejs -V — HE +efEgE 5
g = h° 4 pefeege — NTTRET "

where p° = gf;: . Assume that there is v independent on ¢ such that u®(c®) = u(c®) and p(c)

depends on ¢ but not on € directly. Furthermore, the simple constitutive equation

~ €2
& = e [foP || e g+ e TP

is assumed to hold for the rate of entropy production.
The diffusive flux of ¢ and the reaction term become

£

g
Ji =g 2V and ¢ = —
and ([2.7.4); reads

Ohc® + ™ div (v°cF) + e¥FeRe2div Vi —& .
Note that 2% reflects the initial guess that the diffusion basically happens on the macro scale
(ke = 0) or on the micro scale (k. = 1), while e7%=2 is the mobility of ¢. The choice of k.2
therefore is connected to the impact of 5% on the rate of entropy production. For k.2 > 0, this
impact is minor, while for k.2 = 0, it is a major effect. Note that for g° the same reflections
hold, but throughout the thesis, it will be assumed that kg = kg2 =0

The latter examples illustrate that the choice of scaling is not a priori given and different
ansatzes may lead to the same or even different physically reasonable models. Note that
this example also shows that there is some freedom in the choice of scaling as well as in
its interpretation. However, in case we want to include reasonable microscopic boundary
conditions, we get much more restricted as the next example will demonstrate.

ExAMPLE 2.8. Navier-Slip Condition
We start from the following system

010" +ediv (o°v5,) =0
O (0°v°) + ediv (o° (v° ® v°)) — ediv Ty, = ¢°
O (0°E®) + ediv (¢°Ev°) —divgy, = v° - g°
which is: we choose k = 1 and assume on Q] that equations (2.4.3) hold for the choice

.= v%,. Furthermore, we assume on Q an energy functional E* = 1 [v°|> + u1 (77, ¢°). On

v —_— =
2
Q5, we assume g = gy = const in space and time as well as v = 0. Thus, the only interesting

equation on Q5 reads

S

00yu5 — divgs =0
and we assume u§ = u2(n°). For the temperature field, we obtain

E* ES 0L~
_9 on QfF, V57 = g 52 n Q5 and 95f = —L on I®
U

ge .,

1 = 8775
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and we assume that
V=095 =9 =9 onI*
and we set ¥° = 9] on Qf as well as ¥° = 95 on Q5. Thus, on Q5 we find
hi  h;-V9© &
9 ()2 e
On Qf we choose the hybrid ansatz from example [2.6{and find in accordance with section
V#
e

00 — div —=

& = &S5 -DWE +e(ms, +p)dives, + ¢° -
g = hy—eT; 0

where m® := %trTam and S5, :=T — mlL.
Finally we use (2.5.4)) in the total entropy production, which reads

d . & q / RS-V RS
dge _ div di
@’ / (19€+ 196>+ 2< @2 TNy

in case of a thermodynamically isolated system under the assumption of continuous temper-
ature field and energy conservation ((h — h3) - np- = 0)
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with & = eT¢ - v and T := Tnr- according to section 1.6, The constitutive assumptions on
£ read:

~ 1
& = &(Squ (my+p),q°) == ISu1° + 3)\( m; ~|—p)2+E|q5\2
~ 1
& = Gihs) = Ihsf
. 1 )
_ EY T |ayE
§F - gF(UT) N ”UT‘
Using the method introduced in section [1.7] the following system is obtained:
Do — E2udiv Dot — Ae?Vdivo® 4 Vep = ¢° on Qf
O (0°E°) + ediv (o°Ev°) — divkVY® — ediv (T;v°) =v° - ¢g° on Q]
O E5 — div ke V* =0 on Qf
(kVO° + eThv° — ko V) - mpe =0 on I'*
T + avi =0 on I'*

where
T¢ = evDov® + Ae (divo®) I — epl

2.8. Summary

The basic ideas of homogenization in the framework of formal asymptotic expansion where
introduced. Although the formal asymptotic expansion method is not rigorous but only
formal, it still yields very useful results and is worth being considered as a tool for the
modeling of multiscale multiphase flows.

One of the big problems involved with homogenization is the correct scaling of equations
and this problem was treated in the second part of the chapter. As shown in section [2.7]
in particular in example 2.7, we are left with some freedom in the choice of scaling of the
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fundamental equations of continuum mechanics, of the constitutive equations for the energy
or the constitutive equation for the rate of entropy production.
In particular, regarding convection diffusion equations of the form

(2.8.1) Oic® + e div (v°cf) +efedivys =0,

exampledemonstrated that we are free to chose k. > 0 in , if we are aware of the fact
that this choice reflects the assumption that the diffusive flux is small compared to the macro
scale. In particular, we saw how the scaling of fluxes - they may be diffusive of convective
- is connected with the question on which scale we assume that these fluxes influence the
macroscopical physics. This is reflected best by example

For these reasons, section put some limitations on the choice of the scalings: The
concept of thermodynamically consistent scaling was introduced to an extent as it will be
sufficient to judge whether a choice of constitutive equations will result in thermodynamically
consistent limit equations. Note that at the same time, it can also be used in order to directly
derive thermodynamically consistent scalings of a physical system. This can be done directly
with help of the MREP-assumption, using appropriate scalings of the abstract equations, the
constitutive assumption on the energy and of constitutive assumptions on the rate of entropy
production. This will be used in chapter [6] for the derivation of two-scale models for two-phase
flows.

The method has some advantages compared to other methods: The scaling of the velocity
is obviously connected to the question, whether the characteristic scale of the velocity is large
or small compared to the macro scale. The scaling of diffusive fluxes is related to the assumed
mobility of the respective substances. The term “mobility” means, whether it is assumed that
the diffusion occurs on large scales or on small scales. As we have discussed in example
this choice is also related to the rate of entropy production. Finally, it is possible to draw
conclusions from the non-dimensionalized constitutive equation of the energy.

However, in order to chose an appropriate scaling of constitutive equations of the energy
and the rate of entropy production, several questions have to be answered: Are the energy
or the rate of entropy production determined by local or global variables? In particular: Is
entropy produced by long reaching effects or by processes on the micro-level? What determines
the energy and entropy at the microscopic boundaries? These are questions that have to be
answered by the physicist who attempts to derive the scaled equations. The aim of this section
was only to set up the toolbox, which will later be applied in chapters [6] and [7}
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CHAPTER 3

Conventional Porous Media Multiphase Flow Theory Applied
to Permafrost Soil

This chapter will shortly recapitulate the classical approach to multiphase flows in porous
media. Additionally, it will focus on memory effects in phase transitions and apply all these
results to permafrost soil on the Tibetan plateau. Note that the contents of this chapter are
also important in order to compare results of chapters [6] and [7] to the classical theories. Of
course, the theory of multiphase flow in porous media is by no means covered by this short
introduction as it is topic of many scientific books.

3.1. Introduction: Permafrost Soil on the Tibetan Plateau

Almost 25% of the northern hemisphere is covered by permafrost soil, which is soil char-
acterized by its temperature being less than 0°C for at least two successive years. Permafrost
soil is divided into high latitude/low altitude and low latitude/high altitude permafrost. The
high latitude permafrost is mostly located at Siberia, Canada, Iceland and Greenland, while
the high altitude permafrost is located in high mountainous regions like Norway, the Alps,
the Pyrenees, the Rocky Mountains, the Himalayas or the Tibetan plateau.

The structure of permafrost soil is shown in figure[3.1] On top, we find the so called active
layer, usually having a thickness of one to two meters. This active layer is subject to seasonal
or even daily freezing and thawing. Below the active layer there is the permanently frozen
layer which extents from several meters to several hundred meters, depending on geological and
climatic conditions. Even deeper in the ground, thermal heating will limit the permanently
frozen zone from below. Remark that due to its definition, permafrost is not identical with
the permanently frozen part of the soil but occupies also part of the active layer. This is
due to the fact that the freezing temperature Tt of water decreases in the pore space (see
section . Figure also shows two temperature profiles for the maximal and minimal
temperature during an annual cycle.

The importance of permafrost soil is both of ecological and economical nature. Due to the
current heating up of global climate, permafrost soil is decreasing in extent and thickness. The
active layer is growing thicker changing at the same time the living conditions for microbes
in the soil, as well as for plants of any size.

In Canada and Siberia, permafrost soil strongly influences the seasonal and annual runoff
of fresh water into the sea as well as the lifetime of the snow cover during the winter which in
turn influences the albedo of the northern hemisphere. Worse, lots of organic carbon is stored
in the Siberian permafrost soil and its heating may result in the release of a huge amount of
methane to the atmosphere.

Thus, the heating of the high latitude permafrost will probably have enhancing feedback
on global warming.

Understanding of the high altitude permafrost which will be described below is of eco-
nomical importance due to the mechanical and engineering properties of the frozen ground:
In particular on the Tibetan plateau, roads and railways may break down because of the
movements of thawing soil. Even for buildings this may be fatal. However, as mentioned in
the introduction, this thesis will not deal with either microscopic or macroscopic movements
of the soil, in particular we are not interested in mechanical properties of the soil.

47
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FiGUuRrE 3.1.1. Left: Distribution of Permafrost soil on the northern hemi-
sphere. different colors indicate different physical properties. Map prepared
by the International Permafrost Association (IPA) and National Snow and
Ice Data Center (NSIDC). Map and data available from nsidc.org/fgdc/maps.
Right: Structure of permafrost soil after K. Roth [87], by courtesy of K. Roth.

From the ecological point of view, note that the presence of a frozen layer in 2m depth
guaranties that fresh water from rain will not get lost but stay right beyond the soil’s surface.
The vanishing of that frozen layer may result in dramatic problems with fresh water supply.

3.1.1. Site 1: Tianshuihai. The Tianshuihai site is located in the north-west of the
Tibet autonomous region. It is situated in desert with very few rain events and strong daily
temperature fluctuations that alternate about 20°C from day to night. Because of the rareness
of the rain events, we assume that water is bound in the pore space (immobile phase) while
air is moving freely. This air movement is mostly due to expansion and contraction with
increasing or decreasing temperature. At the same time, this movement is one of the main
causes of water (vapor) transport.

3.1.2. Site 2: Qumahe. The Qumahe site is located in the north-east of the Tibetan
plateau in the Qinghai region. It is also characterized by highly oscillating temperatures but
in contrast to the Tianshuihai site, the climate is humid with many rain events during the
monsoon. Therefore, we assume in this case, that both water and air are mobile phases.

Date for both, Tianshuihai and Qumahe are currently collected by the group of Prof. K.
Roth and are under evaluation.

3.2. From Darcy to Richards: Hysteresis in Porous Media

3.2.1. Darcy’s equation. In 1856, Henry Darcy published his article “Les fontaines
publiques de la ville de Dijon” [23] in which he discussed the relation between the flow rate of
water in a saturated porous medium and the pressure gradient that is applied between inflow
and outflow region. The experimentally observed relation was

(3.2.1) v = A(og — Vp)

where v is the velocity, A some positive constant, g,, the water’s density, g the gravitational
acceleration and p the pressure. Today, this relation is also mathematically verified by many
authors (|89}, 54, [73] and also references given in section [2.3). A formal calculation can be
found in section 2.3
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Today, we know that (3.2.1) is only valid if the pores of the medium are small enough to
guaranty laminar flow on the microscale (in the pore space). If turbulence occurs inside the
pores, (3.2.1)) has to be replaced by different models, for example Forchheimer’s equation

K1V + k2 [v|v = A(eg — Vp).

3.2.2. Flow in unsaturated porous media. In an unsaturated porous medium, things
become much more complicated. For simplicity, assume that the pore space is only filled with
the two fluids air and water. Any generalization of the major ideas to more (or different) fluids
is obvious, at least at the level of this short introduction. The two main balance equations
read

8t ((I)QZ) + div (Qiq)'l)i) :El 1=a,w

where ® is the porosity, o; are the partial densities, v; the velocities and Jéz the mass production
rates due to chemical reactions or phase transitions (like vapor condensation). The indices a
and w stand for air and water respectively. Later, we will also consider ice, but since ice can
be considered as immobile substance, it is not of interest at this point.

There might be chemical substances transported with the fluids, such as vapor in air or
salts in water. Such transport phenomena can be described by reaction-convection-diffusion
equations

O (Pco;) + div (0;Pcv;) + divy, =¢

where ¢ denotes the mass concentration, j, the diffusive flux of ¢ and ¢ the mass production of
c due to chemical reactions. These reactions may be chemical reactions with other components
of the fluid, phase transitions or absorbing/releasing on the grain-boundaries.

Since the pore space is filled with two immiscible fluids, it is clear that we cannot expect
Darcy’s law to hold any longer for any of the two species. Nevertheless, we can try to
write down equations of the form

vi =Ai(...)(eig — Vi), i€{a,w},

where ; is the energy of a reference element of fluid ¢. This energy depends on the state of
1, which is given by state variables such as space coordinates x, pressure p, temperature 9 or
concentrations of chemical solutes ¢; ;. In the simplest case, 1); corresponds to the pressure of
1, which is denoted by p;. Thus for a system of water and air, we have two equations

Uy = Aw( .- ) (ng - wa)
Vg = Aa(‘ .- ) (Qag - V%)
where A,, and A, may depend on various variables.

In order to complete the system, we need at least one more condition on the relation
between 1, and 1, which is in an implicit framework

(3.2.2)

f(%, ww) =0.
However, in the simplest case, we may particularly assume
(3.2.3) Ym = Yy — Yo = @ZJO( .- ) :

Even though (3.2.3) is a trivial expression, it is extremely exhausting to find suitable models
for 1, as we will discuss in the next subsection.

3.2.3. Richard’s equation. In many simulations, the so called Richard’s equation is
used to model water transport, while the air phase is assumed to be perfectly mobile. In
order to derive Richard’s equation, it is necessary to introduce the concept of water- and air-
content. First, note that ®p,, and ®p, are not physical densities of the several substances
but they are weighted by their volume fraction in the pore space. Thus, if 0,0 and g4 are
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the physical densities (i.e. the densities of free water and free air at given temperature and
pressure), the water/air content is defined by
0; .= Poi , i€{a,w}.
0i,0

This quantity denotes the volume fraction of the total soil sample that is taken up by 3.
Following Roth [87], based on 6, the two-phase flow regime is split up into three categories
that are indicated in figure

In the degenerate multiphase regime (A), water
content is so small, that the air phase becomes con- A
nected. Since air is much more mobile than water, any
changes in 8, are accommodated very quickly by p,

atmosphere po

=

N E——
which can be assumed to be equal to atmospheric pres- \
sure. The volumetric water flux is then described by /,Q
the Buckingham-Darcy law
Jw = _Kw(ew) [vd}m + Vi — ng] B
where 1)y, is taken from (3.2.3) and the water content vadose
evolves with time according to zone
(3.2.4) 00y — div (Ky(0y) [Viom + Vg — 00g]) =0 !
which is known as the Richards equation [86]. \‘\
If water content becomes high enough, both the wa- -l
ter and the air phase become highly coupled to each c
other in the so called continuous multiphase regime (B). N || enpises
In this regime, the Richards equation breaks down and \(> fringe
some better suited models are in need. Following (i3.2.2) L | ground-
one way to write the equations is water
\j
8159@ —div (Ka(ea) [V?ﬂa — ,Qag]) =0 z
(3:25) 0w — div (Kuw(w) [Vim + Viha — 0uwg]) =0 FIGURE 3.2.1. The
Oty + Oy, = 0. three major regimes

in soil. Explanation:
see text. Picture by
courtesy of K. Roth
[87].

Finally, in the discontinuous multiphase regime (C),
the continuity of the air phase is lost. This happens if
0, drops below a critical value. Air is then no longer
transported by convective processes but rather by dis-
solution in the water phase and by diffusion. Sometimes, if the pressure gradients are high
enough, large air bubbles may start to move towards regions of lower pressure. To the authors
knowledge, the modeling of such a regime is yet an open problem|[87].

The question arises, how the coefficients K, and K,, as well as v, can be parametrized.
For decades, this was (and still is) one of the key topics and key questions in modeling
multiphase porous media flow. It is not the intention of this thesis to go into the details
of existing approaches but rather to point out the major issues and (using homogenization
techniques) to give some new answers in chapter @

Some early approaches try to give deterministic relations between 6,, and 1, or between
0, and K, ,. However, these models where not successful since 1, as well as K, ,, seem to
depend strongly on history of the system - a phenomenon which is often called hysteresis.

3.2.4. Hysteresis in porous media flow. Note that there are multiple models and
attempts to parametrize K, in a deterministic way. They are based on the matric head

hom = 1/1m/(f>w9)
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where p,, is the density of free water and g the gravitational constant. Defining saturation
O - O — 0,

. 93 - 07‘

with the residual and saturated water contents 6, and 65, the two most commonly used

relations between h,, and © are

A
O(hm) = (o o) im < Tt (Brooks-Corey)
1 hm > hO
O(hm) = (1 + (o))" (Van Genuchten)

where A, «, k and n are positive parameters [87]. However, K, is then assumed to be
depending on O instead of 6,,. The most popular relation seems to be due to Mualem [76]:

le) _ 2
Jo hun(s) lds
et I
Jo hun(s)~1ds

However, these ansatzes fail by the moment that memory effects come into play. One
ansatz that is often followed is to choose different parametrizations in the Mualem-Van
Genuchten setting for both the drainage and imbibition cycle.

A more reasonable and mathematically interesting ansatz is to choose a memory or even
hysteresis operator p in the parametrization

p=p(0)
Shortly speaking, a memory operator is an operator
A: Dom(A) Cc C(0,T) xR — C(0,7T)
(u(+),wp) +— w(-) with w(0) = wy

K(0) = K,0° [

that maps a bounded continuous function v and a given initial value wg to a bounded con-
tinuous function w with w(0) = wy. This mapping is assumed to be causal, which means

V(u1, wo), (u2, wo) € Dom(A), Vt € (0,7,
if up =g in [0,¢], then [A(u1,wo)](t) = [A(uz, wo)](t).
Additionally, this operator can be rate independent:
V(u,wp) € Dom(A), Vt € (0,T],
if s : [0,7] — [0,7T] is an increasing homeomorphism,
then [A(u o s,wp)|(t) = [A(u, wo)](s(t))
a Hysteresis operator is then a rate independent memory operator[97].

DEFINITION 3.1. [97] page 13| Hysteresis = Rate Independent Memory Effect.

The following two examples for hysteresis operators are taken from [97]. The most simple
hysteresis model is the playtype hysteresis.

Assume v;,7, : R — [—00, +00] are continuous and non-decreasing with -, < ~; and set
J(0) := [y(0),7(0)] as well as I;y(2) := +00 * (1 — x (o) (2)) with subdifferential 91 ;).
Then the variational inequality
(3.2.6) e(0) =€, ecJ(o), Oe(e—v)<0VYveJ(o)
is equivalent with the so called generalized play[97]

Oie € —OIJ(U)(e)

According to [97, II1.2|, there is a continuous operator

E:CY([0,T]) xR —C°([0,T])
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such that for any o € CY ([0,T]), e := &(0, ep) is the unique solution to (3.2.6).

Both, mathematical and simulation results were obtained by Beliaev and Beliaev and
Hassanizadeh [14), [13] for the Richard’s equation with playtype hysteresis and an additional
memory effect:

(3.2.7) o8 = 8% (K(Q) <g]; N g>>
p=£&(0,po)

However, although the simulation results show hysteretic behavior, the hysteretic curves do
not fit at all with the measured ones. Particularly, note that in particular, K is still not
assumed to be hysteretic or memory dependent.

A more successful approach is the implementation of the so called Preisach hysteresis.
First, for any p = (p1, p2) with p; < po define the delayed relay operator

hy: C°([0,T]) x {~1,1} — BV(0,T)NC2 ([0, T])

via
-1 ifu(0) < py
o, )] (0) = { € i p1 < u(0) < po
1 ifu(0) > p2
and

[p(u, €)](0) if Xy =0
[hp(u, &)] (t) =< —1 if Xy # 0 and u(max X;) = p1
1 if X; # 0 and u(max X;) = po

where X; := {7 € [0,%] : u(1) = p1 or pa}. Using the Preisach half plane

P = {p=(p1,p2) €R* : p1 < pa}

and the set R of measurable £ : P — {—1,1}, define for any finite measure p on P the
Preisach operator

H,: CO([0,T]) xR — L>(0,T7)nC([0,7])
(08 — M) (t) = /P (o (s €,)] (£)dpa(p)

Using ‘H instead of £, a different hysteric behavior is obtained in . Figure shows
the differences of Play-type and Preisach hysteresis when applied to the capillary pressure vs.
saturation relation.

Flynn et al. [32] compared different Preisach models to measurements and found good
agreements. Note that one could also try to implement other types of hysteresis. An overview
on many hysteresis models and the different mathematical methods can be found in the book
by Visintin [97].

3.3. Memory Effects in Phase Transitions

The overview in the last section demonstrated how sensitive porous media flow behaves
with respect to hysteresis and memory effects. Based on this experience, it seems possible
that memory effects also appear in other physical processes in porous media, such as phase
transitions. In particular, the speed of phase transitions such as freezing and thawing may
depend on the geometry of the pores as well as on the distribution of microscopical interfaces.
This section shortly discusses possible memory effects in phase transitions.
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FIGURE 3.2.2. Left: Play type hysteresis of the form p™ — p¥ = p(S) =
E(S,pp). Right: The corresponding relation with a hysteresis operator of
Preisach type p™ —p* = p(S) = Hu(S, po). The arrows on the thick lines indi-
cate the main curves of drainage and imbibition, while the thin lines indicate
secondary curves of drainage and imbibition, in case the cycle did not pass
through maximum imbibition or maximum drainage.

3.3.1. Memory effects in freezing processes. Water is a very special fluid showing
a lot of anomalies in experiments that distinguish it from other substances. First, it does not
only possesses the phases “vapor”, “liquid” and “solid” but the solid state itself can be split up
into several solid aggregate states. Fortunately, for the modeling of freezing processes in the
pore space, only one of these solid states (ordinary ice) is of interest.

Still, the freezing process comes up with a lot of problems. According to Yershov [102]
this process needs an initial cluster of 450 - 500 water molecules. Therefore, the freezing and
thawing process of free water exhibit hysteresis effects due to undercooling and superheating.
This effect may influence the macroscopic relation between temperature and water /ice content.

Yershov [102] also claims that there are two possible developments of the freezing process,
depending on the assumption whether or not the pore space boundaries are more attractive to
water or to ice. The latter question is connected with the compatibility between the crystalline
structure of ice (hexagonal) and the molecular structure of the solid’s surface. Note that the
molecular structure of the surface may force the water molecules to arrange in a way that
differs significantly from the perfect hexagonal structure. In this case, the critical temperature
for freezing 9, has to be less than 0°C in order that the water molecules form a locally non-
hexagonal but stable grid. Anyhow, once the ice phase is stuck to the boundary and the
molecules formed a stable grid, the thawing temperature might be slightly higher than the
freezing temperature 9.

Another factor that comes into play is the question whether the soil matrix is infiltrated
by colder or warmer water.

In case the surface is attractive to ice or the infiltrating water has higher temperature
than the soil matrix, an ice sheet will start to grow in the bigger pores. This is, since the
water’s velocity in the small pores and in the pore throats is higher than in the big pores. If
the net flow is zero, ice growth may start simultaneously in the smaller pores.

Alternatively, if the molecular structure of the surface lowers the local freezing temperature
significantly or in case that the water’s temperature is lower than the soil matrix’ temperature,
water will first start to build some small ice particles in the inner pore space. These particles
may accumulate in small pores and throats until the flow of the liquid phase is slowed down
in such a way that the pore space can start to freeze completely.

All these processes may contribute to significant memory effects. Nevertheless, the au-
thor is only aware of two experimental and two theoretical publications where such memory
effects were obtained [17), 18, 53}, 93]. Among those, one is only available in Japanese
[93]. Homshaw “s theoretical work [53] is based on thermodynamical considerations in the
pore space and he states that “Pore size determines the equilibrium conditions for the solid,
liquid and gas phases in porous materials (Defay et. al. 1966). There will be hysteresis
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FIGURE 3.3.1. Two different scenarios according to Yershov [102]. In the
first scenario, freezing starts at the boundary of pore space and continues until
the whole pore space is frozen. In the second scenario, Freezing start in the
inner of the pore by formation of small ice particles. these may accumulate
for example in pore throats and block water flow which will result in a total
freezing of the pore. Picture by courtesy of K. Joachimsmeyer.

between freezing an melting temperatures if interfacial curvatures during freezing and fusion
are different (Everett and Haynes, 1965).”

The article by Bronfenbrener et al. [17), (18] discovered a significant memory effect on the
freezing /thawing cycle. They claim that “indeed, if frozen soil is brought to some temperature
T, < 0, then the transition of the ‘soil-water-ice’ system to a state of thermodynamical equilib-
rium may take considerable time.” In their experiments, they cooled down a soil sample to a
temperature below 0°C' and measured ice content depending on time. The characteristic time
scale which they measured for the freezing process was 160s for sand and 1428s for sandy
loam.

Homogenization results by C. Eck [24, 25] [26] on the Stefan problem (see chapter
examples and for a derivation) suggest that there is indeed theoretical evidence for
such memory effects. However, note that Eck did not consider phase transitions in a porous
medium but rather periodic geometry in crystallization. Nevertheless, since the underlying
set of equations would be the same in porous media, his results can be assumed to also hold
in the latter case.

3.3.2. Memory effects in condensation and evaporation. According to the results
in the last subsection, it is reasonable to conclude that memory effects should not only appear
in freezing/thawing transitions but also in condensation/evaporation processes. The assump-
tion of thermodynamical equilibrium, which is often made, claims that vapor content in the
air phase is at saturation as long as there is a reservoir of liquid water in the soil. However,
condensation and evaporation take place on finite timescales. Depending on the microscopic
geometry and on the speed of the moving air phase and temperature fluctuations, the vapor
content of the air phase may not be at equilibrium but show memory effects. This is the
theoretical basis for the finite condensation term appearing in the next two sections. Note
that it also appears due to upscaling in chapter [7}

3.4. Modeling TianShuiHai

3.4.1. Modeling. Let p be the density of the air phase and ®, the reduced porosity,
which is all pore space that is not occupied by water. The total mass of liquid and frozen
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water is given by w such that we can assume that ®, = ®y — o, 'w with the total “dry”
porosity ®¢ and water density o0,. Denote the mass concentration of vapor in the air phase
by ¢ and the condensation/evaporation rate by ¢. Then, the mass balance equations for air,
vapor and water read

O (Pa0) +div (Paov) = —¢
O (Pgoc) + div (Pgocv) = div (KVe) —u
ow = 1

Finally, assume that the air velocity is given by a Darcy- or Richards- relation of the form
(3.2.1). If j.and j are the fluxes of vapor and air respectively, than the energy balance can
be assumed to take the form

du = div(Ay VI) —div (j.my(9) + j,ma(9))
u = DPgocmy(9) + wmy(9) + Paome(9) + ms(9)
where m,,, m, and my are the heat capacities of vapor, air and soil respectively.

3.4.2. The complete system of equations. Thus, the model reads as follows:

(3.4.1a) O (Pro) = —div(pv) — i(c, ¥, w, )

(3.4.1Db) v = A(w,0,9)(0g — Vp)

(3.4.1c) b, = Pg—o,'w

(3.4.1d) O (Paoc) = div(K(w,9)Ve) —V(j,c) —tlc,d,w,0)
(3.4.1e) ow = e, Y, w,p)

(3.4.1f) u = div(Ay VI) —div (j.my(9) + j,ma(9))
(3.4.1g) u = Dyocmy () +wmy(P) + Paome () + ms ()
where the following abbreviations where introduced:

(3.4.2) jo = —Kw,9)Ve+wvpc

(3.4.3) Jo = vo

In order to complete the system, a constitutive equation for p is needed. The law of ideal
gases suggests p = rpd with 9 being the temperature. However, for low or high densities as
well as for low or high temperatures, this law may no longer be valid for the air phase as a
real gas.

3.4.3. On the specific form of «(c, g, ¥, w). We assume that water vapor condensates
on the pore boundaries as soon as the vapor content rises above a critical value. On the
opposite, as soon as the vapor content drops below that critical value, condensed water may
immediately start to evaporate. Thus, a reasonable approach for the condensation term
(¢, 0,9, w) seams to be the following:

D
L(C’ 0,7, w) = (CQ — Oc (19)) Co(w, v, C)
where o is the critical vapor density at which a thermodynamical equilibrium between evap-
oration and condensation is achieved. There are several ways to model o2: One possibility is
to start from the partial pressure of vapor in air, which is described by the law of ideal gases
for one mole of particles: pV = R1. This yields
Pw = 0cRY

for the partial pressure p,,. For every gas, there is a minimal partial pressure pp (1) that has
to be reached for the initiation of condensation. This yields:

o (9) = 22lV)
¢ RY
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The critical pressure is obtained from the Clausius-Clapeyron equation for an ideal gas:

dp AH
— = ——dv
p  RvY?
which finally yields
AH
9) = —-—).
pp(¥) = poexp(—7-7)

The full model for ¢(c, o, 9, w) therefore reads:

po(V) exp (—Aﬁ—f;’”)
(3.4.4) t(c,0,9,w) = | oc— i w.

Of course, this is but a rough approximation. Better models might be obtained using the
Van-der-Waals equation, but above result is good enough to capture the major characteristic
behavior of condensation. In particular, vapor condenses in case of over saturation and water
evaporates in case of under saturation.

3.4.4. High condensation rate limit and the Philip-de Vries parametrization.
The standard way to parametrize vapor transport in soil goes back to Philip and de Vries.
In contrast with the above setting, their approach assumes equilibrium vapor content on the
micro scale, i.e. that the vapor content of the air phase is always at saturation. In this case,
¢ would be a function of ¥ and the vapor flux due to diffusion would be:

. d
Je=—DeVe=—Do—se(

Philip and de Vries found out that this would still underestimate the flux and they introduced
the Philip-de Vries factor F'(p, 9, w):

9V

.jc = _DF(Qaﬁaw)Vﬁ

We will use this factor to estimate the diffusion coefficient K(w,?) in our model in the
following way: Denote the total water content by @ := w + ¢ and get from the model:

O = div (K (w,9)o®,Ve) — V(v P,0c)

we are only interested in the diffusive part right now and therefore assume that v = 0. The
total water flux, which is equal to the vapor flux, is then —K(w,?)o®,Ve. On the other
hand, scaling the condensation rate with a time parameter 7 yields

0y(Pqoc) = div (K (w,9)oVe) — V(v ®u0c) — T i(c, 0,9, w)

The formal limit 7 — 400 yields the relation

{+o0} ife< cf))ap(ﬂ)
(3.4.5) O (Pgpc) € § (=00, +00) if c= chap(ﬁ)
{—o0} if ¢ > chap(ﬁ)
which implies at the same time ¢ = cf?ap(ﬁ). Inserting this in j. = —K (v, ¥)oP,Ve and

comparing with the Philip-de Vries model yields K (v, 9)o®, = D F (9, 1,) (%cﬁp(ﬁ))il.

Of course, the Philip-de Vries parameter is only an approximation to physical reality, but
the problem is, that to the authors knowledge, only this value has been subject to theory and
experiments.
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3.4.5. Dependence of A(c, o,1) on p. As shown above in section microscopic con-
siderations combined with upscaling methods yield A % Andrade [17] found a dependence
of the viscosity u on ¢, ¢ and p by:

1 B
u(o,9,p) = Co? exp <19(p + D@ﬁ))

implying that A ~ Q_TI exp(—0?). This is good for a rough estimate on the behavior of the
coefficient A as p — oc.

3.4.6. Boundary conditions. Dirichlet boundary conditions are one of the most popu-
lar among mathematicians, mostly due to the mathematical beauty and simplicity they imply.
Dirichlet conditions imply that the boundary values of each variable are known for all times,
in particular they are often assumed to be zero w.l.o.g.. However, this turns out to be a wrong
approach either for physical and mathematical treatment of the problem.

From the physical point of view, we cannot access the value of either one of the phys-
ical relevant quantities like temperature, water content, pressure and air humidity on the
boundaries of the observed domain. In particular at the soil-air interface there is no hope to
measure this information. It is also obvious that these quantities are not as important for
the understanding of the processes as the fluxes of air, moisture and heat at this particular
interface.

From the mathematical point of view, the linear terms and the modified nonlinearities
arising with the introduction of Dirichlet boundary conditions would cause to much difficulties
in getting essential boundedness estimates (which means L*-estimates) on the variables.

To avoid these difficulties from the mathematical as well as from the physical point of
view, it is assumed that the variables satisfy some nonlinear Neuman boundary conditions,
i.e. for a domain @ with I' := 0Q and normal vector nr, these Neuman conditions read

vo-nr = fo(0,9)
KVec-nr = foe,9)
AgVY-mp = fy(9)

From the physical point of view, f, would respond to pressure differences between soil and
atmosphere. In particular if 9,9 > py, the flux of air would be from soil to atmosphere. If
0,9 < p— we would expect the opposite. The total flux of gas is therefore mainly influenced
by air pressure.

In the same way, f. is mainly influenced by the air moisture content. If the moisture
content of air is smaller than in soil, some diffusive flux from soil to atmosphere is expected.
If the opposite is true, it is reasonable to expect some transport of vapor from atmosphere to
soil. This flux may also depend on temperature.

For fy we expect a similar behavior in our mathematical model, although the situation
here is not that easy. It is true, that due to the first principle of thermodynamics, the heat
flux is always from the hotter to the colder object. However, in reality, the main heat supply
is due to solar radiation and loss is mainly due to infra red radiation during the nights.

3.5. Modeling QuMaHe

As mentioned above, the Qumahe site differs from the Tianshuihai site by the presence
of significant raining events. Thus, water movements in soil have to be incorporated and the
water content has to be split up in liquid water and ice. Nevertheless, the model can be based
on system and the two changes can be easily incorporated.

To do so, introduce two velocity fields v,, and v, for water and air. These velocity fields
both follow a Darcy-like law of form . Note that the present formulation refrains from
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switching to the saturation formalism as neither water nor air are incompressible for high
temperature fluctuations. The water pressure is replaced by

Dw = Pa + Pe
with a capillary pressure p. that might be obtained from hysteresis operators introduced in
section [3:2] The ice phase remains immobile and accretes due to freezing and lessens due to
thawing.
Instead of only one phase transition vapor/water, the new systems has to account for three
phase transitions: vapor/water, water/ice and vapor/ice. Accordingly, the model comprises
not only one reaction rate ¢ but tyy, tw; and ty;. The complete system reads

(3.5.1) 01(Pa04) = —div(0aVa) — tow — Lui

(3.5.2) O (Ppow) = —div(0wVw) + tow — Lwi

(3.5.3) Vo = Aq(0ag — VPpa)

(3.5.4) vw = Aw(0wg — VDu)

(3.5.5) B, = By— B, — b

(3.5.6) Oy = 0,00u

(3.5.7) o = o0

(358) pw—pa = pel--.)

(3.5.9) 0i(Pgoqc) = div(KVe) = V(jo€) — tyw — Lui

(3.5.10) Ot0i = Lyi + Lwi

(3.5.11) Ou = div(Ay V) — div (Jemy(9) + jo ma (D) + juw meyw(9))
(3512)  u = Bugeemo(D) + Puowma(®) + 0mi(D) + agama(9) + ma(0)
where the following abbreviations where introduced:

(3.5.13) je = —KVec+wvg.04c

(3.5.14) Jo = Uala

(3.5.15) Jw = UwOw

The coefficients A,, Aw, Ay, K, tow, Liw, Lvi and p. may depend on all appearing variables.

3.6. Discussion: Missing Information on the Microscale

The very basics of macroscopic continuum description of transport processes and multi-
phase flow in porous media were introduced. Note that it is not the intention of this thesis to
go into details on that subject. Nevertheless, these methods where applied to the multiphase
transport in Tibetan permafrost soil (sections .

Note that the fundamental drawback of the classical approach is that it does not take into
account for microscopic geometry and topology. In particular, the microscopic distribution
of interfaces (menisci) and the evolution of these interfaces are not included in the models
although they should have a major impact on the macroscopic flow field and the evolution of
this flow field, as well as on macroscopic transport processes. The same hold for microscopic
freezing processes and effects of evaporation and condensation.

It will be the topic of chapter [6] to derive two-scale models for two-phase flow, which take
these missing information into account. Also in chapter [7] these results will be applied to
the derivation of two-scale models for the same physical situation which was investigated in
sections [3.4] and 3.5



CHAPTER 4

Modeling Multiphase Flows

4.1. Introduction

In this chapter the assumption of maximal rate of entropy production (MREP), introduced
in chapter [I|, will be used to derive phase field models of multiphase and multifluid flows
also including thermodynamically consistent boundary conditions. The results for the bulk
are taken from [50, [48] by the author together with Mélek and Rajagopal. The resulting
boundary conditions are planed to be published in a forthcoming paper by the author [45].

Based on theoretical arguments, van der Waals postulated in 1893 [95, 96| that “it is
highly probable that the sharp interface observed at the interface between a liquid and its
vapor is only ostensible. In fact it seems that there is a small transition zone in which the
density continuously decreases.”

However, only eight years later, in 1901, Korteweg was able to derive the continuum
equations for a system consisting of a liquid in two phases [63]. Based on considerations of
interactions between two neighbored infinitesimal volumes, he derived the following general-
ization of the Navier-Stokes equation

O (pv) + div (pv @ v) — div (vD(v)) + V (p(e) — Adivv) —div (T,) =0

where g is the density of the fluid under consideration and w its velocity. The additional stress
tensor

(4.1.1) T, =~ (aVo® Vo+ B|Vol’ 1+ oAl +692)

is today known as Korteweg stress tensor. Sometimes, only the first term aVo ® Vo or any
tensor aVe ® Ve with some arbitrary variable ¢ is denoted as Korteweg tensor.

He was not the first, neither the last one interested in these phenomena. Other famous
scientists such as Young[103|, Laplace, Monge, Gibbs [33|, Haddamard[41], Landau [65] or
Cahn and Hilliard[19] dealt with the subject. A historical overview can be found in the book
by Rowlinson and Widom|88]. A summary on the history of phase field models such as they
will be derived below can be found in the article by Lowengrub and Truskinowsky[67].

In 1958, Cahn and Hilliard [19] described the interface between two different immiscible
fluids A and B by a function ¢(z) which was supposed to be 1 if a point z was occupied by
fluid A and 0 if it was occupied by fluid B. In the transition zone (the interface), the function
¢ could take any value in the interval [0,1]. In their setting, ¢ was interpreted as the molar
fraction of one of the two constituents. They found the free energy Fq of any volume §2 to
be given by

Fole) :/Q [f(c) + ]‘;vcﬂ

from which the diffusive flux j, of ¢ could be derived to be

OF OF  OF
4.1.2 | = _V— =_V |/ 4+
( ) Je v v [80 * oVe

Since, there was a great effort in deriving physically consistent models combining diffusive
fluxes (4.1.2)) with stress tensors (4.1.1). For a discussion of the history of such efforts until
the early 1990’s the reader is referred to the paper by Lowengrub and Truskinovsky [67]. One

} =V [f'(c) - oAC] .

59
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form of a coupled Cahn-Hilliard system with transport reads according to [67]

oo+ div(ve) = 0
(4.1.3)(ov) + div (pv ® v) — div (¢vD(v)) + V (p(p) — Adivv) — div (cVe®@ Ve) = 0
I (oc) + div (ocv) — A [f'(c) —oAc] = 0.

We emphasize that the modeling of fluid-fluid interfaces by phase functions is not only in-
teresting from the physical point of view: It is also interesting for numerical simulations and
modeling of complex multifluid systems. Note that traditionally, the interface between two
fluids or two phases of the same substance is described by a two dimensional manifold. Due
to movements of the fluids, this manifold may also change with time and its movement is
determined by the velocity fields of the neighboring liquid phases. Since the manifolds need
to be described in a C?-formalism, it is not clear at all, how topological changes (intersection
of interfaces, nucleation etc.) should be described or handled, as such topological changes
come up with 0-dimensional singularities.

To overcome the topological problems in numerics, the theory of level set functions devel-
oped a lot in the early 1990’s and was very successful in simulating multiphase movements of
liquids including topological transitions (refer to Sethian [91] for further discussion on level
sets). These level set methods capture interfaces as the zero-level set of a smooth function
which evolves in time due to transport and other processes.

The so called phase field models are physically motivated by observations like the one
by Van der Waals [95] and naturally come up with models that remind a lot the level set
functions. The Korteweg and Cahn-Hilliard systems are two such examples which have already
been studied intensively from mathematical point of view. For more information see [1l, 2],
12], 16, 28, 101] and references therein.

In addition, phase field models have become important in modeling and simulation of
condensation or crystallization processes. For example, the freezing of water can be modeled
by a temperature field ¥ and a phase field function w which takes values w = 1 in the liquid
phase and w = —1 in the solid phase. The system describing the freezing of water is known
as Stefan problem. Coupled with the phase transition model by Allen and Cahn [9], it reads
in its simplest form

(4.1.4) Ju(¥,w) —div (kVY) = 0
Ow — oAw + g(w,9) =

where u(,w) = Cy?+ Aw is the internal energy depending on ¢ and w and g is the derivative
of a double well potential. For more models of phase transitions and also for analysis of
(4.1.4)-(4.1.5), the reader is referred to the book by Visintin [98] and references therein.

However, very little was done concerning suitable boundary conditions for such phase field
models. Given the domain @ with boundary I' and the mass concentration c of fluid 1, the
commonly chosen dynamic boundary condition for phase separation is

(4.1.6) Oc — 0 Arrc+ f(¢) —oVe-np =0 onI.

Here, A, is the Laplace-Beltrami operator on I' and nr is the outer normal vector. The
few publications that deal with the topic come to the conclusion that in some particular
cases indeed is a suitable boundary condition. To name the few articles found by
the author, there was an attempt by Binder and Frisch [15] who treated the problem using
a semi-infinite Ising-model together with Kawasaki spin exchange dynamics. Fischer, Maas
and Dieterich [31] as well as Kenzler et. al. [62] used Ginzburg-Landau theory to derive
the equations. Recently, Qian, Wang and Sheng [81] used molecular dynamics simulations to
find that the movement of a multifluid system in a bounded region can be described by the
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Navier-Stokes-Cahn-Hilliard equations coupled with a boundary condition
oc+v, Ve = —vL(c)
Blc)vr = —(nrT), + L(c)V,c
where the index 7 again denotes the tangential part of a vector and
T=vVv —pl+ Mdivul + cVe® Ve.

In their study, L(c) = —KA,;c+ % +oVe-np where Er is the surface energy depending on
c and V c. So, the dynamic boundary condition they obtained for the Cahn-Hilliard equation
was the same as . The result was later on rederived by the same authors [82] using a
variational approach to thermodynamics. Note that they obtained Navier-Slip condition as a
natural and thermodynamically consistent boundary condition.

The results by Qian, Wang and Sheng [82] can be reconstructed in the present framework,
but with slight modifications. This is partially due to the fact that ¢ in their approach is not
connected to mass concentration, neither to partial densities but is an independent variable
on its own. This can be seen by noting that their phase field evolves due to

Oc+v-Ve+divy =0.

In this setting, ¢ can only be interpreted as concentration or as a partial density if the masses
of the two phases or liquids are identical and if dive = 0.

To the authors opinion, the thermodynamic approaches [31], (62, [82] share the drawbacks
that they are not explicitly developed for boundary conditions (which are physically different
from the bulk equations) and they do not treat or even care for the rate of entropy production.

The ansatz of this chapter is the method introduced in section [1.71 The result will be
close to [82] but as said before, with slight modifications. Also, the results will appear more
natural. It is also possible to obtain the no-slip condition, but the author thinks that the
Navier-slip is more natural than the no-slip condition since the transition region on the surface
should follow the flow in the bulk. In a sharp interface model, this would correspond to a
moving of the contact line, following the movements of the interface.

Additionally to previous results, it turns out that the second law of thermodynamics
imposes a condition on the normal derivative of the normal component of the velocity field
Oy, which was previously unknown. Without this new additional restriction, the system
cannot be considered as thermodynamically consistent.

The main goal of this chapter is to provide a thermodynamically well-sounded basis for the
modeling of mixtures of fluids including thermodynamically consistent boundary conditions.
The framework will be based on the MREP-assumption and will comprise the derivation of
the Korteweg and Cahn-Hilliard equations as well as to the Stefan problem coupled with an
Allen-Cahn phase field as special cases. In addition, it will be shown that this method can be
generalized to much more complicated physical systems. This chapter will be more compact
than the articles [50} [48] by the author and Malek and Rajagopal. For the Korteweg system,
the reader is referred to [47] by the author and Malek, where basically the same method
was applied in a less general setting. For the Stefan problem, the reader is also referred to
[98], 99, 29].

Finally, before we start with the calculations, remember equations .

(4.1.7a) Broi + div (ov) + div (o) = ¢
(4.1.7b) Oo+div (pv) = 0
(4.1.7¢) O (ov) +div (p(v®wv)) —divT = g
(4.1.7d) O (oF) +div (pFv) —divh = s.

together with the shorter version of
(4.1.7¢) 06; + divj, =¢; .
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Throughout this chapter, it will be assumed that T = T? which assures by the same time the
conservation of angular Momentum. We finally assume for simplicity (1.2.10))

(4.1.8) s=g-v,
which is the physical assumption that external energy supply is only due to work done by

external body forces. For later purpose we are interested in Vo, Vg; and Ve;. The first and
second expression can be easily calculated by applying V to (4.1.7b)) and (4.1.7a) which yields

(4.1.9) Vo = —(Vv)Vo—div (pdivol) .

(4.1.10) Vo = —(Vo)Vo; — div ((gidivv +divj,— Ei) ]1) .

By definition of % and by taking the gradient of we obtain

Ve = 00(Ve) +o(v-V) Ve
0 = Voo, + 00/(Ve;)) +Vo(v-Ve) + V(v - V) + Vdivy, — V ¢
\Y%
= ?QQC}' + 00,(V¢;) + oV (v - V) + Vdivy, — V a .

Equation (4.1.7¢)) evidently yields %Qéi = % <JcrZ —div _72), while the third term can be

reformulated by

o[V(v-Vg)|; = QZ (0jv0kci + vR0j0Kc;) = 0 [(Vci)T (Vu) + (v-V) VciL
k

and we evidently get
= _ Vo/. . + \T . ot
(4.1.11) oVe = . (dlvgi— cz) —0(Ve)' (Vo) —div [(le]i cz) ]I} .

4.2. Multiphase Flows in Terms of Concentrations

In the following, we will consider fluid mixtures where the choice of state variables in the
constitutive equation (|1.4.1)) consists of ¢; and V¢;. This choice will result in model equations
which contain as a special case the equations for a compressible Cahn-Hilliard fluid and the
Stefan problem. The first calculations will focus on two components, for simplicity. After
that, the more general case will be considered.

4.2.1. Two constituents system. As said before, the calculations below will restrict
to the two constituents g; and go. First, define ¢ := ¢; and E::El to obtain
(4.2.1) 3 (0c) + div (ocv) + div (j;) = ¢ .
The internal energy is assumed to be given as
u = u(n,0,¢c,Vc) = ug(n, o,c) + o, c,Ve)

with the material derivative

ot ot ot [oTA——
4.2.2 L= 0—1] —0 — ——— - Ve.
(4.2.2) 0l = 05 N+ 05 0F 05t oGy Ve
Introducing the notations

ot ot ot ot
Y= — = 02— ==, O,u:=

and using equations (4.1.7b)) - (4.1.7€)), (4.1.8)) and (4.2.2)) one gets

Bon = (T Vv + divh — div (Tv) + pdive — 08,4 - Ve — guc') .
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We observe that ¢ can be eliminated using . Multiplying with 0,u yields
—08,4-Ve = oVe®du-Vu+ 8-V [divjl— E} — 0. VQ@ [divjl— E}
which can be modified with help of

(4.2.3) e = —div (0,4) — azavgg and T, := (¢Ve ® 0)

and “partial integration” (in the sense of applying the formula for derivatives of products) into
—00,4-Ve = T. Vv e [divjl— E} +div (aza [divjl_ E])
(4.2.4) = T. Vo — e ¢ —Vie- g1 +div (uejy) + div (aza [divjl— ED :

Finally, (4.1.7¢) yields

don = (T+T.)-Vou+divh+ pdivo— ¢ (e + ) =31V (e + 1)
tdiv (e + 1) §1) — div (To) + div (aza [divjl— ZD

The last equation together with and ¥~'div h = div % +972h V49 for arbitrary vector field
h leads to the identification of £ and q as

(425) € = (T+T.) Vo+ % VO + pdivo— & (e + 1) — Gy -V (e + 1)
(426) g = (te+p)j, + 00 [divjl— Z} th-To.
Assuming that T, = T? | setting Dv := (Vo + Vo), D% := Dv — £ (trDv) I, m := T,
m = m+ strT, S := (T 4 T,) — 7, the latter relation for £ can be reformulated into
¢ = <§-de+%~V19+(fn+p)divv>
(4.2.7) — ¢ (pe+ 1) — G1+ V (e + 1)

Here, S represents the deviatoric free part of the dissipative Cauchy stress. Therefore, assum-
ing a constitutive equation

§ = g(gah‘v (Th"’—p)vjlvz)

(428) = 5

1 ‘gr n 1
v(o,1) v(0,7) + 3\(0,9)

1 1
~ 2 Lty Lo 4o
(m + p) +KIQI +J|31| +C(C) )

and applying the assumption of maximum rate of entropy production introduced in section

yields with equation (|1.4.12])

(4.2.9) T = vDv—pl+ Mdivvl — pVe® 0u
(4.2.10) g1 = —JIV(pe+p)

(4.2.11) ¢ = —Cpe+p)

(4.2.12) qg = rkVY

(4.2.13) e = —div (0.0) — .02

0
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which yields

(4.2.14) o0+odive = 0
(4.2.15) o0 —div (vDv) + V (p — AMdivv) —div (oVe® du) = g
(4.2.16) ot —T-Dv —div (h—Tv) = 0
(4.2.17) o¢ —div (JV (e + p) +C(pe+p) = 0

where h is given by (4.2.6]). It can be observed that (i, + p) plays a crucial role in (4.2.14))-
(4.2.17)) since it contributes twice to the smoothing of ¢: Once due to diffusive mixing on the

interface and once due to chemical reactions if the two species are able to transform one into
the other. The next subsection will give a short interpretation of the constitutive equations
we obtained and discuss two examples which highlight the consequences of the results in more
detail.

REMARK. It is often claimed that absence of chemical reactions of diffusion is equivalent

to either C = 0 or J = 0. This is mathematically correct, but physically, ¢=0 or 71 = 0 have
to be imposed in (4.2.7) and (4.2.8)). In this case, equations (4.2.10|) and (4.2.11)) would not
appear.

4.2.2. Interpretation of constitutive equations. We repeat the explanation of the
resulting constitutive equations according to [50]: First, it is easy to identify —oVe ® 04 as
capillary stress contributing to the Cauchy stress tensor . It is an additional stress
proportional to the mean curvature which flattens the interface between the species. Further-

more, we easily observe that in case & = 0 also p. = 0 and o= —Cu and j; = —JVu. In case
the chemical potential of ¢ is lower than of its complementary substance cs, we will observe a

reaction of cg L, C.

The latter result is classical Fick’s law. However, for two immiscible fluids, the energy
€0(n, 0, ¢) has no singular minimum in ¢ for a large range of (7, ). Instead, £ will be a double
well potential with two local minima mg and m; in the vicinity of 0 and 1 and £¢(c) = 400 for
¢ ¢ [0,1]. As a consequence, the flow 5, being proportional to Vu = p/(¢)Ve with p = % will
try to keep the system locally either in concentration ¢ ~ mg or ¢ &~ m;. This means, j; will
act strongly separating on the fluids and that p’ will also take negative values, changing the
type of the equation for ¢ into non-parabolic. If an interfacial energy is added, the interfacial
potential p. acts as smoothing potential causing an additional diffusive flux of fourth order.
All these effects due to chemical potentials and interfacial energies have been observed and
discussed in various books and papers, for example [94, 40, 67, [75].

Equation (4.2.6)), yields for the energy flux

h=To + KV — (e + 1)y — 0sit vy — &]

The first term is the well known ordinary energy transport due to the coupling of velocity field
and Cauchy stress. The second is ordinary diffusive heat transport. The third term is energy
transport due to diffusive movement of the constituents: Assume there was no macroscopic
movement (i.e. v = 0) and uniform temperature (i.e. Vi = 0) but some diffusive processes.
The moving constituents carry internal energy with them which may not be the same for
all constituents. Therefore, a net mass movement would result in a net energy flux. Such
results are quite well known (see e.g. [94, Appendix 5B|) but the derivation is usually more
complicated.

The new term is the last one. To understand its origin and its meaning, first note that it
can be rewritten as o¢d,u. So, it is supposed to describe some heat flux due to interactions of
the time evolution of ¢ with the energy field (o, V). In fact, taking a look on , ocll
is nothing but the “diffusive flux” of the quantity oVe and péd,u is nothing but the energy
transported by this flux.
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4.2.3. Examples.

ExAMPLE 4.1. [50] The Cahn-Hilliard System of equations can be easily obtained for

=g IVe|? and ¢=0: First, note that

1
pe = —div (0,4) — Gzﬂvgg = —UEAC.

Clearly, the resulting set of equations is

Oo+div(ov) = 0
00w+ o (v-V)v —div(uDv) + Vp — V (vdive) + div(cVe®@ Ve) = 0

00ic + ovVe — div (f'(c)Ve) + div <JV <ZAC>> = 0.

EXAMPLE 4.2. [48] The Stefan problem (4.1.4)-(4.1.5): From the particular form of the
equations, some conclusions can be taken on the assumptions behind them:

e The density is independent on temperature and concentration ¢ (otherwise there
would be corresponding fluxes) and
e There is no velocity field.

Taking these assumptions into account, system — reduces to
Ou—divh = 0
e —div (JV (ue+p)) = —Cpe+p)
pe +div (0,4) = 0
where ¢ denotes the ice concentration. Assuming, that “ice-particles”, which are in fact nothing

but bounded and immobile water molecules, do not show diffusive movement in the phase
boundary, the second equation reduces due to j; = 0 to

de = o=—C(pe+p)

which is with the assumption 4 = § IVe|? and h = KV

Byu — div (kV9) — div (aza E) ~- 0
o0ic = C(div(oVe) — )

Remember that u = up(n, o) + u(e, V) = tg(9) + w(Ve). Then, (4.2.4) together with the
assumptions v = 0, Vv = 0 and j; = 0 yields:
ou

Ol = —

- + .t
e Ve = e ¢ +div (8zu c) .

Inserting this into the energy equation with 0;c —=¢ and assuming \ = . ~ const gives
O (Ug + Ac) —div (kVI) =0.
Replacing ¢ by w finally yields the Stefan problem (4.1.4))-(4.1.5]).

Note that the derivation above gives very clear indications, how the Stefan problem or
the Cahn-Hilliard system should be generalized to more complex problems. In particular, it
is now possible to consider also density gradients and diffusive fluxes in the Stefan problem
or temperature gradients in the Cahn-Hilliard system. In the following, these equations will
be generalized to multi constituent systems.
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4.2.4. Multi constituent systems. Consider a system of several immiscible fluids (e.g.
air, water and oil) and denote the number of fluids by J. Based on the experience above, a
constitutive assumption for the internal energy

(4.2.18) u=1u(n,0,c1,...,c5,Ver,...,Vey)

is chosen, which yields the following relation

ovn = T -Vv+4divh + pdiveo — Z Q@Zﬂ-u% — Z WiCi

Following above calculations, the following abbreviations are introduced:

. . Vo
pei = —div (0,u) — 8zﬂ-u?

Te; = (oVe®0.,1)

to obtain the following expression using the assumption that T = T7, Te; = Tgi:

o9 = (T+) Tei) Do+ divh+pdivo = iV (Hei+ 1) = Y € (e + pi)

(]
+div [Z (e + i) 35 + O=.i (div i E)}
The detailed calculation of T, g, h, 3, and a are left to the reader. The results read:
T = vDv — pl + Adivol - > Te;
i

(4.2.19) Ji ==V (pei+ )
¢=-C (e, + i)
q=kV7Y.

REMARK 4.3. Note that the ¢; and V¢; are not independent since

(4.2.20) > e=1 and Y Ve;=0.

7

Nevertheless, it makes sense to assume that u is given by (4.2.18]). Later, (4.2.20) may be
used in (4.2.19) in order to eliminate one of the ¢; and its gradient V¢;. Due to the structure

of the calculations, the result does not differ whether (4.2.20) is used in (4.2.18) or (4.2.19)).
Note that the latter insight is also physically reasonable, as the physics described by the final
model is independent on the choice of variables!

4.2.5. The choice of the internal energy and consequences. For the two con-
stituent system, there is only one interface which can be easily identified by Ve and the
internal energy is modeled by @ = 2% ]Vc|2. However, for a system of n immiscible con-

n

2
; 2
the form % [V¢;|” for three reasons:

stituents, there are % (n + 1) interfaces and they cannot be modeled by summing up terms of

(1) There are only n terms to describe the energies of § (n + 1) interfaces.

(2) The term gl |Veq|? cannot distinguish whether a 1 —2, a1 —3 or any 1 —4 (i # 1)
interface is described.

(3) There is no interaction between the three phases at lines where these three phases
intersect. However, these interactions are important for the description of contact
angles.

To get an alternative description, consider for instance the 1 — 2 interface which is by its
nature characterized by steep gradients Ve and Ve, Additionally, in the absence of c¢3, the
equality Ve; = —Vey would hold (although we are quiet aware that c3 = 0 will probably
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never be satisfied in any point of the region of interest). A choice for the internal energy
for the 1 — 2-interface which is compatible with the Cahn-Hilliard equations and the Stefan

problem is therefore ujy = —%Vcl - Veg. Summing up such terms, one ends up with
X o
U= —ZQ—ZVQ-VC]-
i#j
The total capillary stress tensor and the chemical potentials become
(4.2.21) Te = Y Tei=—0i; ¥ Vei®, Ve
i i#j
1.
(4.2.22) fei = 2—Qd1v O 0i;Vey)
J#i
with .
a®sbi=3(a®b+ba) Va,b € R3
A closer look on the choice of u for three constituents. We take a separate look on the
system of three species. Since > ¢; = 1, it is clear that Veg = —V(c1 + ¢2). Since also
j3 == _jl - jz, lt fOllOWS
. 1 . . . .
on = S ((T+Te) Do +divh+pdive) = YV (i + fii) Ji
i=1,2

Hdiv Y (e + pa) §;) + div (9z4adiv ;) + div (wig;)

with
T, = (0'13 + 093 — 0'12) Ve, ®s Vea +013Ver ®s Ver + 093Ves @5 Ves
- 1 . 1
fleq = —Edw <013V01 + B (013 + 023 — 012) V02>
- 1. 1
fleo = _Edw o93Veo + 5 (0’23 + 0923 — 0'12) Ve

In many numerical simulations, the choice of the internal energy is @ = % |Vci|2 and the
resulting constitutive equations read

T. = 203Vec1 ® Ves + (51 + 5’3) Vel ®s Ver + (5’2 + 53) Ve ®s Ve

1
ﬂc,l = —EdiV ((5’1 + 5’3) Ve + 5’3VC2)

1
/102 = _Ediv ((52 + 53) Ves + 53V61)

From the representation of T. and fi.; it may be concluded that
O13=01+03, 023 =02+03, o012=(61+02).
Both models are thus identical. However, this works only for three species models, since only

in this case, the amount of interfaces equals the amount of substances.

4.3. Multiphase Flows in Terms of Densities

We start again from the assumption that the mixture under consideration consists of J
fluids, but now we will choose g; and Vp; as state variables. The basic physical difference
to the previous section is, that the choice of densities does not only allow to describe inter-
faces between constituents but also between different phases of the same material. The mass

conservation equation (4.1.7a)) will be used in its diffusive form
(4.3.1) Broi + div (gv) +divy;, = ¢ .
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As a constitutive equation for u, we postulate

:a(naganygla"'7QJ7lea"'anj)'

REMARK 4.4. Note, that @ explicitly depends on p and Vo despite the fact that o = ), 0;.
This is, because the total density ¢ may have an influence on the internal energy of a specific
constituent, say o1, despite the fact that o; may have no influence on the internal energy of
constituent g;+1. Also remember remark @ where it was stated that the calculations make
no difference whether an assumptionp = ), g; is inserted a priori or a posteriori.

For (1.4.2), obtain

. OF ou : ou :
gy ofp  OE. 0. i -
ot = oF — 550 — 05 0 — 05 Ve QZ i Qza o Ve
Introducing
ou o ou ot
Ot :i= ———, O,l:= ———, = 0>~ and p; :=
9(Vo) ’ o(Va) T 00 1= 050,

obtain with help of (4.1.7b)), (4.1.7a)) and (4.1.10):

o9 = oE — (divT) - v+ o (@ﬂ ®Vo+ Z 0.t ® VQZ) -Vu + (p + Z Qi,ui> divv + 00,4 - V (pdivv)

+3 00.40-V (Qidivv + div j,— a) + i (divji— Ei) .
With the help of
(4.3.2) Ty =000 @ Vo, T, :=00.,0® Vi, p,;:=—div (00,:4), [Li:= flz;+

and (4.1.7d]) as well as ((1.4.2) the latter equation finally reads
doi = <1r +Ty+ Tw> D + <p — odiv (0:0) + ) gim) divo +divh — Y Vi - j; — fii ¢;

+div <Z figi +h—To + Q?divod.a + Y 0d. i (gidivv +divj;+ E)) ,
where it is assumed that T = T7, T, = ’]I‘Z; and Ty; = Tgi. Set S := (T+Ty+ >, Toi),
m = trT, m:=trS, S:=S — 7m}l D= ( — pddiv (%(?Zﬂ) +> Qiﬁﬂi) and identify £ to be

& o g Vi I
(4.3.3) £ = S-Dv+(m+p)d1vv+?-q—ZV,u,i'Ji—Mia
(4.3.4) qg = h—Tv+ Z fii; — 000U — Z 00 ;U0;

Assuming that S is the dissipative stress and §~ is given as

¢ = &8,q,(m+D),d:¢)
_ 1 )S 2 3 5 1 1 1
(o) v(0,9) + 3X(0,9)

~\2 2 .12 132
— — . —(c;
(45 + _lal + 1l + 5 (6)7.
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the maximization of é with respect to the constraint 5 = ¢ yields again

T = vDv+Adivol =T, = T,i— (p — odiv (0:1) + Y gigi> I

q = kVY
i = —JiVii
+ -

¢ = —U4ly

where fi;, T, and T,; are given by (4.3.2):
Ty =000 @ Vo, Tyi:= 00,0 @V, fzi:=—div (00.;1), [ = fizi+ i

and the total system
0+ odivwv
o —divT
ot — T -Dv —div (h — Tv)
i —div (JV () + C () =

Il
o ow o

Note that both 3, and Jcrl depend on g1,...,05 and Vo, ..., Vs such that they will probably
have a smoothing effect on the surfaces, as will be shown in the examples below.

Before studying these examples, take a look on the energy expressions: Based on the
experience of section the energy at the interface between two different substances ¢ and
j is claimed to be given by

uij = —04i(...)VoiVo;

where 04;(...) is a nonnegative function, eventually depending on all state variables. Addi-
tionally, it is possible to consider different phases of a particular constituent . The energy of
an interface between two phases of the same constituent may be specified by

Uj; = Uz’(- . ) |VQi|2

where o4(...) again is a nonnegative function eventually depending on all state variables, in
particular on p;.

Examples. It is again possible to derive the Cahn-Hilliard set of equations and the
Stefan problem with Allen-Cahn phase field. In a first step, the method will be applied to
the derivation of Korteweg’s equation.

EXAMPLE 4.5. [50] Dealing with only one constituent g; = g, we conclude j; = 0, Jcrlz 0

and ¢ = ¢1. We furthermore denote 0, := 8% + % and 9, := ﬁ + % to obtain

T =vDv — 9,4 ® Vo — (925911 — pddiv <Q52ﬂ)) I
which is with the pressure redefined as p := Q25Qﬂ
T=vDv — 0,4 ® Vo — (p — odiv (géﬂl)) I

which is precisely the result found in [47]. For boundary conditions of Kortweg’s equation,
the reader is referred to a forthcoming paper [45].

EXAMPLE 4.6. [50] We want to derive the compressible Cahn-Hilliard-Navier-Stokes equa-

tion and consider a system consisting of two constituents. The basic assumptions are c;= 0
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and 9,4 = 0 which yield

T = vDv—> T,pi— <p+§jgz-m> I
i i
Ji = —JiVii
fi = fag+ pi = —div (00,:1) + i -
For the internal energy, we assume @ = ug(n, 0) + 40, 01, Vo1) with

~ g
(0, 01,Vo1) = % Voil?

The pressure p splits up into p = pg + p with py = g2 ‘9“0 and p = g2 a" and finally:

~ 8A 8U()
P+ Y i = pot+p-— o1div (e0:1%) + c105 - + o105

g . 811,0
= po— 5 |[Voil’ — ardiv (Vo) + 0105

2 do1
Thus the following constitutive equations results:

8UQ
do1

0
T = vDv—-0Vp ®Vo — <p0 —div(ocVo1) + gmazo> I
1

p; = —div(oVoy)+ o=

. ) Jug
Ji v ( iv(oVo1) + Qam)

EXAMPLE 4.7. [48] We again derive Stefan’s problem. Like in example , the same
assumptions on v, j; and on the internal energy yield

¢=div(oVo1) — 022
1

This Stefan model has the advantage that it allows for some knowledge on the total mass
of the ice and therefore e.g. also for a temperature dependent density rather than a fixed
density.

4.4. Incompressible Fluid Mixtures

The content of this section is also part of [50]. Though it is not of importance for the rest
of this thesis, it is still interesting to see how easily the assumption of incompressibility can
be incorporated into the above setting.

4.4.1. Incompressible Fluid Mixtures in Terms of Concentrations. We consider

a system of two immiscible fluids like in section and start with equations (4.2.5) and
(4.2.6). We remark that under the incompressibility assumption

(4.4.1) dive =0,
(4.2.6) remains unchanged while (4.2.5)), resp. (4.2.7)), changes to
¢ = g-de+%Vﬁ—j1-V(Mc+u) .

Thus, assume for £ a constitutive equation

-~ 1 12 1 1
— ¢, h,j :7‘S‘ Z gl + = 14,2
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which yields after a short calculation according to the maximization assumption above

1
T = vDv+ <m + gtr (oVe® 6Zé)> I—0oVe® 0,é

Ji = IV (uet+p)
q = kVD.

Note that T is obtained from S = vD% = T — ml together with trDv = 0. Finally, define
Pm 1= —m — $tr (0Ve ® 0.€) to obtain

T =vDv — pl — o0Ve® 0.€.

In contrast with (4.2.9)), p,, is an unknown variable.

4.4.2. Incompressible Fluid Mixtures in Terms of Partial Densities. We start

again from equations (4.3.3) and (4.3.4]) and use (4.4.1)) which yields the simplifications ¢ = 0

and also g; = —div ;. Thus, the resulting equations are

- VI -
¢ = S-Dv+?-q—zvm-yi

(2
qg = h-Tv+ Zﬂiji - Zgaz,iégi-
i i

Under the assumption that S is the dissipative stress, assume §~ to be given as

¢ = £8,q9,5,) = ,,(Ql D)

12 1 1 )

S‘ + = lal* + — |4,

‘ L lal”+ 7 il

and, again, the maximization of 5 with respect to the constraint é = £ yields

1 1
T = vDv-Ty— > Tyt (m + 5trT, + > 3trTw> I
% 7

q = rkVY
Ji = —JiVi.

Like above, define p,, := —m — %tr']l‘g - > %trTm to obtain
T =vDv —pul =Ty — Y Ty
i

ExaMPLE 4.8. Considering only one constituent, we obtain the incompressible Korteweg
system for T, which was already obtained by Mélek and Rajagopal in [68]:

T=vDv-T,+ <m + ;trTg> I
4.4.3. Discussion. There are two obvious differences between the compressible and the
incompressible results: First, the expressions for the Cauchy stress tensors vary in their trace
part. Second, the trace of the Cauchy stress tensor T can no longer be given a constitutive
equation but has become an unknown variable. We will see below that the same holds for the
quasi incompressible setting.
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4.5. Quasi-Incompressible Fluid Mixtures

Like in the previous section, a mixture of two incompressible and immiscible fluids will be
considered in terms of the concentration of one of the fluids. This setting was also discussed
in [50]. In contrast with the previous section, the fluids might become slightly compressible in
the transition zone due to the molecular interactions. Mathematically, this can be expressed
by an additional constitutive equation

o= 10(c),
where ¢ is the concentration of fluid 1. This situation was investigated in chapter 4 of [67]

by Lowengrub and Truskinovsky. The latter assumption yields a concrete formula for divwv
of the form

. 0 100, 100, .
(451) dive = —E = —E%C = ?%dIVJ .

The internal energy depends on entropy, ¢ and Ve but not explicitly on o since now, p itself is
dependent on ¢. Thus with e = &(n, ¢, V¢), the calculations of section yield for the entropy
balance

Yo = (T+T.) -Vo+divh — 35,V (e + p)
+div ((pe + ) J1) — div (Tv) + div (9,€divj,)
which is again with the notations Dv := (Vv + VoT), D4v := Dv — & (ttDv) I, m := T,
m = m+ strT, S := (T + T.) — ml, and (@5.9):
Yo = S-Dv+divh =gV (pe+ i+ g
iy (e + o+ f1g0) 1) — div (Tw) + div (0.6div ) ,
where
_ 100
Kgi = m?% .

Thus, the entropy production rate reads

§=8-DMo+ 5 V9~ 41V (e + o+ pgi)
With a constitutive assumption

¢=EBiqiy) = ——

v(0,9)
This results in the constitutive equations

2 01, 1.,
S( - ~ 1l
‘ +HM\+JUH

1
T = D% —ml— pVe® dé—

Q2
. 1 100

The latter constitutive equations differ from the ones by Lowengrub and Truskinovsky [67],
since they do not allow for an explicit dependence of T on div v which is quite reasonable as
divwv is given by ¢.

4.6. Boundary Conditions in Terms of Concentrations

It remains to search for appropriate boundary conditions for Cahn-Hilliard systems. For
simplicity, only the two constituent case will be treated. This section will provide a modeling
approach in terms of concentrations, while the next section will provide models in terms of
partial densities. Note that more general cases can be easily obtained following the ideas of
this chapter.
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According to section for the dependence of
n= ﬁ(E7 0,V,C, VC)

given in an appropriate way, on is given by

(4.6.1) doif = (T+Te) Vo+divh+ pdivo— ¢ (e + ) — 3, - V (e + 1)
+div (e + 1) 4,) — div (Tw) + div (aza [divjl— ZD
= %—l—div%

where £ and q were identified as

(462) & = (T+To) Do+ 5 - Vo+pdivo— & (ue+p) =1 - V (e + 1)

(463) g = (pe+p)ji+0:a [divjl_z]+h—1rv.

Like in section [I.7] assume the existence of a surface entropy nr and a surface energy Er
on 0Q). Note that like in section [1.7], Er is not the trace of E on 0Q), neither is nr the trace
of . Furthermore, assume that nr only depends on the surface energy Er, o, ¢ and V¢, i.e.

nr = ﬁF(EIH o, C, VTC) .

In contrary to Er and np, the variables ¢ and ¢ are defined on 0Q as the traces of the
corresponding variables in ). Under the assumption that for fixed values of ¢ and ¢, the
surface entropy 7r is strictly monotone in Er, the latter relation is invertible and it is equally
possible to prescribe

EF = EF(T’F> 9,6, VTC)

where we assume for simplicity
- . or
(464) EF(ﬁFa 9,6 VTC) = E(UD 9, C) + ? |V7‘C|2 :
Due to the dependence Er(nr,...), the surface is assigned its own temperature field Jp :=

OFEr

o However, for simplicity, it will be assumed that Jp = J|p on T'.

4.6.1. First approach. For ¢ assume a balance law according to ([1.2.5)) of the form

(4.6.5) O(oc) + div,(ocv;) = ¢ ondQ,
where compatibility with equation (4.2.1), i.e.

 (0c) + div (ocv) + divj, =¢  on Q,

demands
(4.6.6) ¢ =¢—divj, — On(covy) on 0Q.
together with a mass balance equation
(4.6.7) dyo + divy (ovr) = 0,
where the mass balance equation (4.1.7b)) in the bulk yields
(4.6.8) 0= —0a(0vn).
Equation (4.6.5) can be reformulated into
1
(4.6.9) Oc = — (eg —div; (pcv;) — c@tg) ,
0
and 0;(Vrc) can be calculated, using this equation, to evolve due to

0(Vrc) = V., B (% — div, (ocvy) — c@tg)] .
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The surface energy conservation is given by

52
atEl" - diVThl" =F.

In what follows, it will again be assumed that the system is thermodynamically closed, i.e.

&)
E=h-nr, v,=0, j;-nr=0.

This implies in particular
On(ovy) = 00U, .
By the constitutive equation (4.6.4)), the surface energy has the time derivative

8Ep 8Ep 8EF 8EF
Oibr = ——0, ——0, 0,
T oo T+ 90 10 + 9 ¢ + (Vo)

8t(v7—C) .

Under the assumption that the surface temperature coincides with the bulk temperature, i.e.
9Br _ 1, using the notations

onr
8Er aEF aEF
4.6.10 = — = ——, O,Fp:= ,
one obtains
. 9 ur (e .
Yonr = divihr + E — ur ,0i0 — ’ (c —div,(ocv,) — c@w)

1/e .
—0,ErV, [Q (c —div; (ocv;) — c@t,g)}

@ 1
= FE — ur 00 — (,u; — EdiVT (azEp)> (% — div,(ocv,) — c@tg)

0.Er (@

+div, (hp — ¢ —div, (pcv;) — c@tg>> .
0

Introducing the notation

(4.6.11) pro = (’“‘QF - Z)divT (GZEF)> ,

and using (4.6.7) and (4.6.9), the latter expression for dinr becomes

(S
Yomr = E+ (ur, — cpr2) (dive(ovr) + On(ovn)) — pr2 (% - diVT(chT))
+div, (hr - 82Ep8tc) .

partial integration and regrouping yields:

(&3]
e = E—vr - [0Vrpre — onroVed — praé + (ur,e — cpr2) 9 (ovy)
+div hr + divy (prpov,) — divy (0, Erdsc) .

With

qar = hF + HT,00UVr — az'EFatc and Ho T = [QVT/’LF“Q - QNF,2VTC] .
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and (4.6.1)), (4.2.5) and (4.2.6)) the total entropy gain of the system reads
d S / - / 0
- = on onr
dt Q oQ

1
= / 3 [(T+Tc)'Vv+%-V19+pdivv—5(uc+u)—j1-V(uc+u)}
Q

+/@Q [é [(uc )y + O [divjl— E} th— T’U} - + div, (‘g)}

D

1 Vi
(4'6'12) +/ |:19 <QI‘ ' 9 +FE—v;- Hov T — ,U/FQ% + (NF,Q - C:UT,Q) an(@'vn)>:|
oQ

We use compatibility condition (4.6.6)), as well as thermodynamical isolation,
/ div (&) =0
0Q %

pr.c = (pra + 0.0 - nr)
in order to simplify above equation to
(4.6.13

)
d 1 1 V0
8:/£+/ |:qF T
dt QV Q¥ Y
The total entropy production is then
= :/ § + él
@V Jag ¥

with £ given by (4.2.5), S:= (TT + po,r) and

T

and the notation

—vr - (Tr + por) — pr ¢ + (ur,p — cpr ) On(ovn)

v
&fr=-—Svr+qr- - MF,C% + (NF,Q - CNF,C) On(0vn)

v
Let
~ 1 v |2 1 1 2 1
(4.6.14) & = &r(Er ar &) = 5 [8| + — lar+ — [¢] + — lu(eva)”
B RT Qc Oy

and take € from

§ = g(S,q,(Tﬁ—l—p),jl,Z)
(4.6.15) =

1 a2 3 T T R RN
———§] = - Z ()2
V(Qaﬂ)‘ 09 +3Me, ) (m+p)" + —laI” + 7 111" + 7(¢)

As we are in a quadratic setting, the method based on the MREP-assumption which was
introduced in section can be applied and yields

T. = —fv: — [oVrur,, — opr,2Vrd]

dy(0c) + div (pcv) = ¢ = a <0ATc A 0.1 - V>
1 o
_ Vo
qF — AT 19

(4.6.16)

an(@'vn) = Oy (NF,Q - CMF,C)

The first and second boundary condition seems to be observed from molecular dynamics
simulations [81I] and other simulations [62] and seems to be believed the correct boundary
conditions (see [74), [62] for references).

Both boundary conditions where derived in [82]. However, the present approach can be
generalized to boundary diffusion of ¢ while their approach cannot. Also the new approach
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comes up with an additional feature which was not found in [82], namely an additional

boundary condition 4 on 0,v,, which reads
On(0un) = aw (pro — cire) -

4.6.2. Second approach. For ¢ assume a balance law according to of the form
(4.6.17) 00sc + ov; - V,c = ¢ on 0Q,
where the bulk equation this time is written as

00ic+ ov - Ve + div g, —¢  on Q.

and the compatibility condition is replaced by
(4.6.18) ¢=¢—divj, ondQ.
Equation (4.6.17) can be reformulated as

(4.6.19) e = z (% — ov, - vTc> :

and 0;(Vrc) can be calculated, using this equation, to evolve due to

1
at(vTc) =V, |: (% — 0Ur - VTC>:|
1
The surface energy conservation is given by

52
atEl" - diVThl" =F

In what follows, it will again be assumed that the system is thermodynamically closed, i.e.
D
=h-nr, v,=0, j;-nr=0.
This implies in particular
On(gvn) = 00, Uy, .
By the constitutive equation (4.6.4)), the surface energy has the time derivative

(9E1" 8Ep 8E[‘ aEl"
8tEF = 878{/71“ -+ a—ﬁtg + e atC + 8(VTc)
OEr

Assuming again that the surface temperature coincides with the bulk temperature, i.e. e

8t(v7—c) .

¥ and using the notations (4.6.10) and (4.6.11)), partial integration and regrouping yields:

D
V0mr = E— vy [0Vrprp — our2Ved — prat + i, o0n(0vn)
+div-hr + div, (pr po0vr + ocpr 2v,) — divy (0. Erdgc) .
With
qp = hr + pr,g0vr + ocpir2vr — 0. Erdie and o == [0Vrpr,, — opr2Vecl
and (4.6.1), (4.2.5) and (4.2.6) the total entropy gain of the system reads

/Qﬁ‘f‘/ Q?]F
9Q

/ £+/anl9 Mc""/”]l"‘au[d“’]l_c}—}_h’ TU}

1 Va9 e ® dr
(4.6.20) +/8Q [19 <qp- 3 — VU7 [y, Hr 2C —|—ur,98n(gvn)> + div, ( 9 )]

Like for the first case, compatibility condition (4.6.18)), thermodynamical isolation and

/anivT (%F) —0
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together with the notation
pr,c = (ur2 + 0.4 - nr)
yield the simplified rate of entropy production

(4.6.21) S—/ §+/8Q [

Note that m ) has the same form as (4.6.13]) and therefore, the calculations can be per-
formed similarly by using (4.6.14]) and (4.6.15)) to obtain again (4.6.16)):

+(Tr + por) = pr,c€ + (pr0) 3n(éwn)] :

T, = _ﬁv'r — MoT

8y (oc) + div (pcv) = ¢ = (UATC A 0,0 - 1/)
% 1%

V9
Y
On(0vn) = aw (pr,p)
The major difference in the resulting boundary conditions is the explicit form of ji, 1 and hr
as well as the resulting constitutive equation for 9, (ovy,).

(4.6.22)

qr = kT

4.7. Boundary Conditions in Terms of Partial Densities

In this section, two approaches will be followed in order to derive thermodynamically
consistent boundary conditions for Cahn-Hilliard systems in terms of partial densities. In the
first approach, the resulting equations will be in agreement with Qian, Wang and Sheng [82].
In the second approach, an additional term has to be included in the Navier-slip condition.
The author thinks that this second approach is more reasonable as will be explained below.
In chapter [7] the first approach will be the method of choice, for simplicity.

4.7.1. First approach. Once more, the mixture is assumed to consist only of two con-
stituents o1 and g9 while the calculations will be based on ¢ and ;. The more general cases
can be easily obtained following the ideas of this section.

According to section for the dependence of n = 7(E, g, v, 01, Vo1) in an appropriate
way, o1 is given by

(4.7.1) Yo = (T+Ty1) -Dv+ (p+ o1fir) divo +divh — Vi - j; — fin ¢
+div (fi1g; +h —Tv + 0010.1) ,

where £ and q were identified as
Y4, . .
(4.7.2) ¢ = S- Dv—l—(m#—p)dwv%—F q—Vﬁl'gl—mE
(4.7.3) q = h—Tv+ 13, — 9827111@1

Since it is assumed that E does not depend on Vo but only on V1, we will simplify notation
as

ou
0,0 = ——.
® 8(VQ1)
Assume that nr only depends on FEr, 9, 01 and Vg1, i.e.
nr = ﬁF(EF7 0, 01, VTQI) .

Under the assumption that for fixed values of g and g1, the surface entropy nr is strictly
monotone in Fr, the latter relation is invertible and it is equally possible to prescribe

~ A g
(4.7.4) Er = Er(nr,0,01,V-01) = E(nr, 0, 01) + % V.01
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For p; assume a balance law according to (|1.2.5)) of the form
(4.7.5) dro1 + vy - Vy01 =0, ondQ,
and, using v,, = 0, the compatibility condition (4.6.6|) is replaced by
(4.7.6) 01 = 001 +vr - Vyo1 +vp0p01 = 0, on Q.
Equation (4.7.5) can be reformulated as
(4.7.7) dior = (01— vr - Vror) |

and 0;(V ;) can be calculated, using this equation, to evolve due to

0(Vr01) = Vs (01— vr - Vs01)

The surface energy conservation is given by

€3
8tE1“ - ddi—hF =F.

In what follows, it will again be assumed that the system is thermodynamically closed, i.e.

[S2]
E=h-nr, v,=0, j;-nr=0.

By the constitutive equation (4.7.4), the surface energy has the time derivative

8EF aEF 8EF 8EF
OEr = —0nr + —0i0+ —0i101 + 7=——0(V .
tLoT anr tTIT 9o L0 dor t01 a(V>01) (Vr-o1)
Under the assumption that the surface temperature coincides with the bulk temperature, i.e.
%% =19, and using the notations

._ OFr ._ 9Er 9. Er — 9Er
/"LF,Q T ag I /’LF T 8@1 ) zoT - — a(vTQ1)7

one obtains with help of (4.7.7))
®
VOr = FE — pr 00 — (ur — divy (0-Er)) <651 — Vs - VTQI)

+diVT (hr — 8ZEF <GQ)1 —Ur - v‘r@l)) .
Introducing the notation

pr,2 := (pr — div- (0:Er)) ,
using (4.6.7) and (4.6.8]) and regrouping yields:

®
Yonr = E—wvr-[oVrur, — praoVeol] — #F,Qe& + 411,000 (0Ur)
+div hr + div; (ur p0v,) — div, (0, Erdic) .

With
ar = hr + preovr — 0:Erdio1 and  piyr = [oVrpr, — praVeer] -
and (4.7.1), (4.2.5) and (4.2.6)) the total entropy gain of the system reads

I = /977+/ o1
de _ )
dt Q Q

1 1 . . N
= / 554‘ 5[(MC+M)J1—QQ13zu+h—TU]-nr
Q oQ

1 V9 @ .
wrs) o+ [19 (QF o B vr e ur — pirad; + up,gan@vn)) + div, (‘g)]
oQ
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As in for the first case, compatibility condition ( , as well as thermodynamical isolation,
/ div, (q—r) =0
0Q Y

pr.e == (pr2 + 0:4 - nr)
yield the simplified rate of entropy production

(4.7.9) S—/ §+/ [

Note that - ) has the same form as (4.6.13) and therefore, the calculations can be per-
formed similarly to section by using (4.6.14)) and (4.6.15)) to obtain again (4.6.16|):

and the notation

—Ur- (TT + ,LLU,F) - ,UF,ceél + Qﬂf,ganvn

T, = —pv,— Mo T
(4.7.10) By (0c) +div(pcv) = ¢ = a(opArp — pp — 0.t - v)
B Vo
qF = Kr 19

The major difference in the resulting boundary conditions is the explicit form of i, and hr
as well as the resulting constitutive equation (4.6.16)4 for 9, (ov,), which now reads:

OnUn = QQlT o

4.7.2. Second approach. We start from the same set of equations (4.7.1] - ) but

with - and - 4.7.6|) replaced by

. 52
001 + div, (QIUT) =0
(4.7.11) 01 = 0401 + Uy - Vyo1 = 0y — o1div,vs .
This approach seems more natural to the author than (4.7.5): The first approach lead to
® .t .
07 = —divj,+ ¢ —Op(01Vy) — o1div;v,,
while for the present approach
® Lt
01 = —divji+ ¢ =9 (01vn) -
Thus, in the first approach, convective terms along the surface where taken for accumulation
terms from the bulk to the surface, which is not the case in this new setting.
Using the notations from the previous subsection, the resulting equation for 9,nr reads
YOr = OBr — pr20i01 — vr - [0Vrpr o] + pr 0 (0Vn)
+div, (hF - 8ZEF8t91) .

The total rate of entropy production is given by

/ / [~ 0810t - ]

+/ 3 [E +h-nr—T, v, +div,hr — pr,20101 + pr,g0n(0vn) + diveqr 4
r

Using
T: :=T; 4+ (8.4 - nr) Vy01 + 01Vrpg
as well as

pro = pre+ 004 -nr), pre= (uro+ 00,4 nr),
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above formula for the entropy production reads

d 1Je .

s:/5+/ Bt (h—ho) v — T2 wr — fp81 + pircOn(own) + diveghs

dt Q’l? 5’19 ’ ’
where

qr, =4qra +hr+v-oiurs

In order to get the constitutive equations, the calculations can be performed similarly to
section [4.6] by using (4.6.14) and (4.6.15) to obtain again (4.6.16))

T = —2pv,
D *
01 = —Qlr 2
| V9
qri1 = 2% 0

an (Q'Un) = QyUT ¢

where the first equation is energy conservation and the second equation can be reformulated
into

T, = —26v, + IV, <513z12 : nr) —01Vrlrg,
and gr ; is equally given by
qr) = —0:Eroio1 + hr + v 01115
4.8. Contact Lines and Contact Angles

In classical sharp interface models for flow of two immiscible fluids, the equations for the
moving interface also contain a condition for the the so called contact angle, which is the
angle between the fluids’ interface and the solid’s surface. The intersection line between the
solid surface and the fluid interface is called contact line. However, note that in the phase
field models above, the interface is replaced by a transition zone and the contact line has to
be replaced by a contact region. Since interface and contact line are replaced by smoothed
transition zone and contact region, the classical definition of a contact angle does not apply
to this setting.

Nevertheless, the dynamic boundary conditions (4.6.16)2, (4.6.22)2 and ([4.7.10)2 contain
information that is related to the contact angle in classical sharp interface models: It is the
term 0.1 - v which becomes

gVc-y
0

under the assumption that @ = 5 IVe|?. If, for example, |Ve| ™! Ve - v is locally averaged
over the domain ¢ € [0.1,0.9], then it is connected with the cosine of an angle, which one
could define as the macroscopic contact angle: as the sharp interface model in the bulk can be
obtained from phase fields models via the sharp interface limits [67), [92], the author expects
that in the future, such calculations will be possible at the boundary, too.

4.9. A Remark on the Choice of the Energy

Evidently, the final constitutive equations above strongly depend on the constitutive equa-
tion for the energy. Therefore, it is necessary to raise the question if it is reasonable that the
energy depends only on the first derivative. Rather it may be possible that it also depends
on higher derivatives, also describing curvature or other phenomena. Cahn and Hilliard [19]
already realized that point when they stated that “According to our basic assumptions the
metastable free energy of the system must be a continuous function of the property concerned
and, furthermore, the ratio of the maximum in this free energy function to the gradient energy
coefficient K must be small relative to the square of the intermolecular distance. If this latter
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requirement is not satisfied then, as will be seen from Eq. (2.23), there will be a steep gradient
across the interface and it is then no longer justifiable to neglect derivatives higher than the
second in deriving Eq. (2.1)." and “A second and less obvious limitation (which also applies
to all previous treatments) arises because we have only examined in detail the effect of a vari-
ation in a single property of the system. This suffices for a pure liquid surface where the only
likely variable is density, and it is satisfactory for a binary liquid-liquid interface providing it
can be assumed (a) that only the composition varies, the density remaining constant across
the interface, or (b) that the gradient energy coefficient for the density variation is negligible
compared with that for the composition variation."

Therefore, assuming a dependence of the energy on higher derivatives is reasonable. How-
ever, the question remains, how these dependencies should be discovered? The interface
usually is to thin compared to the molecular scale to be investigated in a quantitatively and
qualitatively reasonable way. However, since we are entering the ages of very strong com-
putational power, numerical simulations via molecular dynamics might help to find a right
macroscopic description of the energy of the interfaces. First steps towards that direction
were done for example by Qian, Wang and Sheng [81].

Note that also the question whether the energy should depend on the derivatives of p
or the derivatives of ¢ can only be answered by such simulations. In chapter [6] only the
concentration ansatz will be used, while in in chapter [7] both approaches will be used for the
derivation of microscopic models.

4.10. Conclusions: Which Approach to Choose?

In this chapter, two approaches to the derivation of thermodynamically consistent phase
field models were presented for mixtures of two or more immiscible fluids. The new method
applies to multifluid and multiphase systems and comprises effects of capillarity, chemical
reactions, phase transitions and interactions with the boundary.

The two different approaches are set up in terms of partial densities and of concentrations,
respectively. As special applications, it was possible to derive the full Cahn-Hilliard-Navier-
Stokes equations as well as the Stefan problem in both settings and the Korteweg equation in
the density setting. Also, it was possible to derive the dynamic boundary conditions for the
Cahn-Hilliard-Navier-Stokes system in both settings.

It is up to now not clear, which approach should be chosen in application. To the author’s
opinion, this question is linked to the correct constitutive assumption for the energy. In
particular, it would be interesting, if the energy functional should be formulated in terms
of partial densities or in terms of concentrations. As discussed in section [£.9 the choice
of the energy is crucial but currently cannot be answered from laboratory experiments. It is
thinkable that numerical simulations, in particular using molecular dynamics, can help finding
correct constitutive assumptions for the energy. Once such a result is obtained, this will give
an answer whether the energy should be written down in terms of concentrations or in terms
of partial densities. The last question is basically equivalent with the question, whether the
energy depends on V¢ or on Vp;.

Note that a similar problems also appears for boundary conditions, but here, there are
even different approaches thinkable within the same framework of either concentrations or
partial densities. In chapters [6] and [7}, we will chose the approach with regard to simplicity
and shortness of the calculations.

However, in what follows, the approach in terms of concentrations will be chosen in chapter
[6] since it is the most commonly used approach. In chapter [7], the partial density approach
will be used for air, water and ice, while the vapor concentration in the air phase will be given
as concentration. However, vapor concentration will not enter the model as a phase field.






CHAPTER 5

Homogenization of Convection Diffusion Equations

5.1. Introduction

As we have seen in chapter [4] multiphase flows in continuum mechanics are modeled with
help of convection diffusion equations. Thus, in order to prepare for multiscale multiphase
models, it is necessary to investigate the homogenization of convection diffusion equations
and the resulting two-scale equations.

This chapter will deal with the impact of scaling of the velocity field on homogenization
of convection-diffusion equations in case that the diffusion is restricted to the micro scale.
For three different choices of scaling and homogenization approaches, the resulting two-scale
equations will be presented and some formal error estimates for two of the approaches will be
given. In particular, the focus will be on the small velocities.

Going back to the development of multiscale theory in chapter [2| we start again from the
scalings introduced in section 2.4, Thus, we recall the different scalings for the velocity vm v
in and look at systems and . Evidently, these systems lead to equations
of the form

£
(5.1.1) 0, + Fdiv (v°¢°) + div§© —p on QF

where k € {0,1}. Depending on the choice of k, the homogenized equations will look different
for any particular k.

This chapter investigates the effects of different choices for k in equation (5.1.1). Section
will deal with & = 1 while section [5.3] will deal with ¥ = 0. Both approaches lead to
unsatisfactory two-scale models. Therefore, we will see that it is reasonable to choose an
“intermediate” approach in multiscale modeling in order to account for both, microscopic
and macroscopic convection. Using some formal error estimates, it will be shown that the
intermediate approach has much better convergence properties than the two other cases. In
what follows, we shall restrict to the case

(5.1.2) ¢° = o°c", j°=—-e’V€ and f: fe

with the equation

(5.1.3) O(0°¢°) + eMdiv (0°cFvf) — e2Ac = f°.
Throughout this chapter, it will be assumed that the velocity field is given by
(5.1.4) v (t,x) == v(t, z, g)

with

(5.1.5) v:[0,T]xQxY; —R3

being Y -periodic in the third component and

(5.1.6) divyo=0 aswellas v-nr=0 on[0,7]xQ xT.
For boundary conditions, consider

(5.1.7) Ve -nre =0 onl*,

83
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which is the homogeneous Neuman boundary condition. Note that the non-homogeneous
Neuman boundary condition

x
fVeE npe = eg(x, =) onT*
€

would lead to a macroscopic reaction term on the microscopic boundary I"*. The calculations
for the last case are almost equivalent with the homogeneous case below but for simplicity only
homogeneous boundary conditions are considered in this chapter. Also, the major problem
of interest in chapter [6] the Cahn-Hilliard problem, has zero flux boundary conditions.

5.2. First Approach
The first case of interest starts from ansatz (2.4.5), which is & = 1. Using asymptotic

expansion
; x
a® = E e'ai(x, =)
. €
(2

for all variables and fluxes o, ¢, v and f in ([5.1.1)) leads to the following first order equation:
(5.2.1) Oy (QQCO) + diVy (Q()C()’Uo) — AyyCO = fo .

Note that macroscopic convective mass transport has vanished in the latter equation. More-
over, in case fo = 0, the equation is locally mass conservative in Q.

Of course, the latter approach faces the problem that macroscopic transport is not con-
sidered in the microscopic equation for ¢®*. Therefore, in numerical calculations, one would
need to update gpcg after several time steps. This problem will be overcome in section

5.3. Second Approach

In order to investigate the case k = 0, we follow [55] and start with a scaled diffusion
equation equipped with an additional convective term

O + div (v°cf) — dive? Ve = f in Q5

(5.3.1)
V¢ -npe =0 on 0Q]

where the diffusion constant is w.l.o.g. equal one. Assuming v° to satisfy (5.1.4) and (5.1.6),
we obtain for the order —1

(5.3.2a) v-Vycp=0

and for order 0:
(5.3.2b) Orco + divy (veg) + divy (ver) — Ayyeo = fin Q x Y3
(5.3.2¢) Vyco-nr =0on 0Y;.
Equations suggest to split H'(Y7) into
N = {ue H' (Y1) : v-Vu=0for almost ally € Y1} C L*(}})
W:={v-Vu:ueH Y1)}

with L2(Y1) = N @ W in case Y7 = Y [100, [55]. It therefore seems natural to look for
solution (cg,c1) € N @ W. The following two theorems were proved with help of the theory
developed by Westhead [100]

THEOREM 5.1. [55|Assume Y1 =Y, Q = R? and v (z) = vo(x, 2) with vy € CH(Q; CL.,.(Y))N
H?(Q xY). Furthermore, |vg| > a > 0. Then, there is a solution cg, c1 of (5.3.2)) satisfying
collzr (@xv)(t) < Mllcoll i (@xv)(0) -

Moreover, ¢y and c1 are sufficiently smooth if co(0) is sufficiently smooth.
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THEOREM 5.2. [55|Assume that above conditions hold. Let ¢¢ € L%*(0,T;H'(Q)) N
HY0,T; H-1(Q)) be solution of (5.3.1)1. Then

¢ — CO('? 7)

T——
€7 11Lo=((0,T];L%(R?))

where Cyr is a constant depending only on T and the reqularity of vy and D.

A serious problem of above model is that Vyco - vg = 0 and Vyco - nr imply Ve || vo
and v || Y 1. In particular, ¢y is constant along microscopic streamlines, which imposes
unnatural conditions on the microscopic geometry (see Fig. [5.4.1pb) ).

In case of the initial problem , note that the resulting two-scale equations read

divy (0ovg) =0

Or0p + div, (Q()’Uo) + divy (Q1U0 + Q()’Ul) =0

divy (gocovp) =0

O (cooo) + divy (cooovo) + divy (coo1v0 + co0ov1 + €100v0) — Ayyco =0

5.4. Third Approach and Classification

The first approach in section [5.2] has the drawback that macroscopic fluxes are absent in
the final homogenized equation of first order. Thus, as mentioned, such effects have to be
included later “by hand”. The second approach in [5.3] accounts for macroscopic fluxes but the
additional microscopic constraints on ¢y force the variable ¢y to be constant along streamlines.
Note that this is natural as high macroscopic velocity fields will smooth out any microscopic
fluctuation along the stream lines. Thus, there is need of an ansatz which combines the useful
properties of both approaches, at least for small and moderate velocity fields. Formally, for
such small or moderate velocity fields, the system can be obtained by starting from
with £ = 1 to obtain

. 1.
O (cooo) + € (dlvx + eley> (vocooo) — Ayyco + O(e) = fo.

For a fixed €* we thus find as an approximation
O (co00) + (e"divy + divy ) (vocooo) — Ayyco + O(€™) = fo

The latter approach is not a formal asymptotic expansion in the usual meaning, but rather a
partial asymptotic expansion. For the moment, let us note that the latter approach containing
the e*-convective term contains all physical relevant effects in one single equation. It will be
demonstrated below that all errors due to convective approximations vanish at least formally.
However, mathematical justification is currently out of reach. New methods have to be
developed in order to justify this last step. Nevertheless, this approach will be used to derive
formal multiscale models for multiphase flows in chapters [f] and [7] below. For the moment,
we classify the three ansatzes:

DENOTATION 5.3. For different scalings of the convective terms and their corresponding
limit two-scale equations introduce the following denotation:

(1) If the convective terms are scaled by ¢, i.e. the convection diffusion equation looks
like

+
Orp® + ediv (v°¢°) + div gy =¢°
with a limit equation
+
Orpo + divy (vogo) + divz Jg » + divy 1 4 =0

we speak of the low velocity approach.
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FIGURE 5.4.1. The three approaches: Low velocity ( a) ), High velocity /low
infiltration ( b) ) and High velocity /high infiltration ( ¢) ). The box on the left
hand side represents a vertical soil column. The two smaller boxes are Y -cells
that are situated in the light-blue area of the soil column. The green line is a
surface of constant concentration ¢y, the blue arrows indicate the microscopic
velocity field while the red arrows indicate the macroscopical net transport.
It can be seen how the restriction gov - Vyco = 0 restricts the microscopic
distribution of ¢g in b). In ¢) both (macroscopic and microscopic) convective
fluxes are combined. The shape may tend to deform towards an oval form but
it needs not to be perpendicular to the velocity field.

(2) If the convective terms are not scaled, i.e. the convection diffusion equation looks
like
+
Opp® + div (v°¢°) + div j5, =¢°
with a limit equation
+
Orpo + divy (vodo) + divy (Vod1 + vigo) + dive Jg » + divy 514 =00

with or without divy (vo¢g) = 0 we speak of the high velocity approach.
(3) If the convective terms are scaled by e but the limit equation is enriched by a macro-
scopic transport term of order €*, i.e. the convection diffusion equation looks like

+
O + ediv (V°9°) + divjjb =¢°
with a limit equation

+
Orpo + £*divy (vodo) + divy (vogo) + dive Jg » + divy J1 4 =00

we speak of the intermediate approach.

5.5. Formal Error Estimates

In order to compare the quality of the three different scaling and homogenization ap-
proaches, we will derive formal error estimates. Since only the low velocity and intermediate
approach will be used in chapters [6] and [7] , we do not provide error estimates for the high
velocity approach at this point.

We keep in mind, that the real world application is characterized by a specific ¢ > 0.
We are thus more interested in the error for that particular €* than the general error for any
e > 0.

5.5.1. Low velocity approach. We consider the system
00 + ediv (0°vg) =0
Or(0°¢%) 4 ediv (o°c*v) — e2Ac® = 0

where v (t, z) := vo(t, z, £) with a given vo with bounded divergence:

(5.5.1)

Hdivx ’UOHLOQ + Hdivy UOHLOO <Oy <
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and zero flux boundary condition
vo-v = 0 ondQ XY
vormr = 0 onQxT.
The homogenized system for the first order approximations g9 and ¢ reads
droo + divy (00vo) =0
O¢(00co) + divy (0ocovo) — Ayyco =0
We use
V=V.+ évy and div =div, + édivy
and find for gf(z) := 0o(z, Z) and c§(x) := co(z, Z):
55 - Ouch + (ediv — ediv,) (g5v) = 0
Bu(g5cs) + (ediv — ediv, ) (gicvE) — (ediv — edivy ) (= (V = V) 65) = 0.

Assuming that all functions posses enough regularity the difference of (5.5.1); and (5.5.2));
reads:

9 (05 — ¢°) +ediv (o5 — ¢°) vp) = ediva (5vp)
which yields by testing with (o — ¢°) and partial integration
1 1 .
3 [l -o2) e [ 5059 ((6-0)) =< | die (ehv) 65 - &)
Qi Q5 Qi
and finally

d

0 f 6= /Q (05 — 0°)?ediveg < € [[dive (505)I22qr) + g — 220 -
1

i
The last equation can be brought into the form

d

at Jo 9~ )P <ECE+ (1+e0) |6 — o I3
1

such that Gronwall’s inequality yields
(5.5.3) 15(8) — & (B)lI72(qey < €2Cot + 1166(0) — & (0)72(z) exp (1 +C) t)
Now, build the difference of equations ([5.5.1))2 and (5.5.2)2 to obtain

000: (cg — &) + (05 — 0°) Owc” + oqugV (¢ — ) + € (05 — 0°) ViV o

— e0iU§Vauch — 2 A (c§ — ) — e2div, Ve — 2div Ve — e2Au,ch = 0

which yields after testing with (c¢f — ¢°):

N |
&‘Q‘

D[ e [ diviahoR) (6 - )
Q1 Q5

+ / (05 — 0F) [0e” + evgy - V& (c5 — ) — / £0qvg - Vacg (g — )
Q5 g
+ / 2|V (5 — ) + 2/ 2V, -V (5 — &) — / 2 Aguch - (5 — ) =0.
Q Q5 1

€
1
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The best estimates can be obtained if it is assumed that gg, vg, Vco and A,.co are essentially
bounded. In this case, using (5.5.1)2, Holder’s inequality and ||c§ — ¢*|| 2@y <5 we get

ld 2 1 2 2
(5.5.4a) = / 0y (cg—c ) + = / eV (¢g — )|
2dt Jo 2 Ja;

< / 05 (5 — )P+ 01+ C’g/ (5 — ¢°)?
Qi Qi
with
2
(5.5.4b) Cr=9/€O%%}wa+aﬁhéﬁ+@Améf+<;A§@ﬁwﬂ>)

Q5
(5.5.4c)  Cy =1+ |edivy (0jvg)| + |divy (05vg)] -
Since e2Ac® and (gf — o) is of order O(e) (due to (5.5.3))), C1 formally is of order O(e):
C1 =0(e) and Cy = O(1).

5.5.2. Intermediate approach. We consider again the system
00° + ediv (p°vg) =0
d(0°¢%) + ediv (o°cFvf) — 2 Ac® =0

where v(t,x) := vo(t, z, Z) with a given vg. The approximating system for the first order
approximations gg and ¢y reads

Oroo + £*divy (00vo) + divy (00vo) =0
O¢(00co) + €*divy (0ocovo) + divy (0ocovo) — Ayyco =0
For suitable boundary conditions, we find
Orog + (ediv — edivy, ) (0jvg) =0
O (0gcg) + €*divy (0ocovo) + (ediv — edivy ) (gicgug) — (ediv — edivy ) (6 (V = Vi) ¢g) =0

We assume that all functions possess enough regularity and start by comparing the convective
equations:

9(05 — 0°) +ediv (e — ¢°) vp) = (¢ — ") dive (2gvp)
which yields by testing with (gf — ¢°) and partial integration

d . " .
o | (e~ o)’ + /(98 — 0°)edivuf < (e — &%) |[diva (65v5)lI72 + llof — olI7
or
d £ £\2 *\2 . e €12 . £ G 112
o [ (@0 — )" = (e—e")" |ldive (5v)lze + (1 + ledivegl) o5 — oIz

which is for € = €* the optimal estimate:
oo (t) — Qg(t)H%z’(Qi) < 1le5(0) — 95(0”@2(@5) exp (1 +eCy)t) =0,

if 05(0) — 0°(0) = 0.
Now, build the difference of the diffusion equations to obtain

0601 (cg — &) + (05 — 0°) Ouc® + oqugV (¢ — ) + e (05 — 0°) VGV o

— 205UV och + ¥ 055V o — 2A (¢ — ) — e2div, Vi — e2div Ve — e2Agec =0



5.6. CONCLUSION 89

which yields after testing with (¢ — ¢®) and in case € = &*:
1d
s G-+ [ (- )0 + a5Vl (G- )
+ /52 IV (5 — ) + 2/€2V$cg V(g —c)+ /EQVQ;CS Val(cg—c)=0

which yields again much better estimates since the convective errors have disappeared. In

particular, (5.5.4) reads:

1d 2 1 2 2
(5.5.5) / & (cE — &) +/ 21V (- )
2dt oy 2 Jas

< / 05 (g — 05)2 +C1 + C’g/ (cg — 05)2
Qi

@
with
(5.5.6) 1 = / (252|Vx06]2+(52Am06)2>
@
(5.5.7) o= 1

Note that the error is of the same order as for the first approach but the sources of errors are
less.

5.6. Conclusion

The non-dimensionalization and homogenization of convection-diffusion equations was in-
vestigated. For three different choices of scaling and homogenization approaches, the resulting
two-scale equations were presented and some formal error estimates were given.

For low and moderate velocity fields, the intermediate approach was introduced, which
keeps a macroscopic convective term in the limit equations. In particular, new approach
consists of a formal two-scale limit of the convective term

ediv (¢°v°) =2 e*div, (dovo) + divy (¢ov)
where €* is the physical relevant choice of €. It was demonstrated that the intermediate
approach given in denotation leads to better formal error estimates in the convection-
diffusion equation than the usual approach, as all first order errors due to convective terms
disappear for the relevant choice € = ¢*. Thus, in chapters [f] and [7], we will use this approach
in order to derive the two-scale models.






CHAPTER 6

A Two-scale Model for Two-Phase Flows

6.1. Introduction

The aim of this chapter is to derive a two-scale model for two-phase flows in porous
media, using the methods and theory from chapters [2 ] and In particular, this will be
done using a phase field model in terms of concentration (see section . Generalization to
more constituents, or to the description in terms of partial densities (see section will be
obvious. Such a generalization will be treated in chapter [7] for permafrost soil, a system with
the constituents air, water, ice and vapor. However, for simplicity, we start with only two
constituents which we call water and air. To the authors knowledge, this is the first attempt at
all to derive two-scale models for multiphase flow using formal asymptotic expansion methods.
This may be in particular due to the fact that up to now it was not clear how to formulate
appropriate boundary conditions in a thermodynamically consistent way. Thus, chapter [4] in
particular sections [£.6] and [£.7 can be considered as the most important fundament of this
new approach.

There are several reasons why the two-scale models should be derived using phase field
models: First, throughout the history of capillarity in two-phase systems, the phase fields
models were believed to be at least as physical as sharp interface models by many famous
physicists (see introduction to chapter . Second, phase field models allow for topological
transitions, which is not the case for sharp interface models. Third, in case of small pores,
the effects due to the diffusive structure of the interface may no longer be negligible.

Remark that the approach and the results of this chapter differ significantly from the usual
approaches: The resulting system of equations will be defined on two scales and describe at the
same time the macroscopic and the microscopic evolution of the system. Thus, the equations
contain much more information about the system than in previous approaches, which may
result in more precise results in simulations. Note that simulations with such a model are also
more costly. However, since the usual macroscopic models all have problems with the memory
effects due to the microscopic distribution of phases, it may be worth to apply two-scale models
in simulations for more accuracy.

It is important to be aware of the fact that the resulting two-scale equations are only valid
as long as the constitutive equations for the energy in bulk and on the microscopic boundaries
are valid. In particular, the constitutive equations for the energy which are used below are
assumed to be valid for moderate temperatures (e.g. between 4°C and 50°C) as well as under
moderate pressures in the range of 0.5 to 10 atmospheric pressures. Also they only hold for
a pore size which is still large compared to the transition Zon<ﬂ For simplicity, we make the
additional assumption that the two phases and the soil matrix share a common temperature
field, i.e. that there are no temperature jumps on the microscopic boundaries. Finally, note
that the soil matrix is assumed to be rigid. In particular, this implies that the medium under
consideration is not deformable, which excludes effects like swelling.

The coupled two-scale system in itself already is a complete model for two-phase flow in
porous media. Nevertheless, this chapter also provides the calculations to obtain the effective
macroscopic behavior of the solutions. This is for the simple reason that the author wants

Lror example, if the transition zone is of order 10nm, the pores should be of a size of at least 1um.
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to show that the resulting two-scale equations yield the expected (and usually observed)
macroscopic behavior.

The resulting macroscopic balance of energy equation will consist of Fourier’s law with con-
vection. The balance of mass equations for water and air will be simple convection equations.
The most problematic part is the derivation of constitutive equations for the macroscopic
velocities of water and air.

It will be shown, that once a solution to the two-scale equation is found, it is possible
to split the balance of momentum equation up into two separate equations for the velocity
fields of air and water. The basic idea of this splitting is, that the physics in the bulk differs
significantly from the physics close to the transition zone which will also be reflected in the
new system. The separated equations will be highly coupled through the transition zone and
will only decouple in case of stationary flow.

Note, that this work is not the first theoretical ansatz that doubts equations —
but that there were also other such statements before. The author is aware of works
by Hassanizadeh and Gray[43], Gray and Hassanizadeh [37, (36, 38|, Gray [39], Hassanizadeh
and other coworkers like Celia, Dahle, Joekar-Niasar, Niessner, Norbotten and others [42], (58],
59, [60, (77, [78] and Hilfer [51].

Hassanizadeh and Gray as well as Hassanizadeh et.al. agree on the point that capillary
pressure is not a static variable. Also they claim that a hysteretic dependence on saturation
is not enough to capture all the observed phenomena. Rather they state that the capillary
pressure is a dynamic variable that depends on saturation as well as on the microscopic
distribution of phase interphases (menisci) and contact lines.

All authors mentioned above come to the conclusions that

(1) The difference between the pressures in air and water phase can in general not be
described by a potential and

(2) Capillary pressure can only be defined in special physical settings under some re-
strictive assumptions.

This is the reason why this chapter will abstain from providing explicit formulas for the
capillary pressure difference except for a small outlook in section [6.10] This topic is left for
future investigations and for numerical experiments such as performed by Hassanizadeh et. al.
[58, (59, [60]. Former investigations from the theoretical point of view, also including averaging
calculations, can be found in [77, [7T8] among which the closest to the present approach is by
Norbotten et. al. [78]. There is another approach to multiphase flow under the assumption
of phase fields on the pore scale by Papatzacos [80], but as will be shown in the conclusions,
the approaches and the results differ significantly.

We close this introduction by providing an outline of this chapter: In section we will
start with some general and useful notations. In the impact of the scaling of the energy
on the scaling of pressure in the balance of momentum equation will be analyzed, and some
conclusions for further calculations will be drawn.

In section the microscopic problem will be derived using the MREP assumption for a
non-dimensionalized and scaled phase field model. The same section will also provide formal
asymptotic expansion for the resulting microscopic problem. In section we will recapitu-
late the formal asymptotic expansion for the derivation of Darcy’s law, as this knowledge will
be needed in section [6.9] But first, in section [6.8] the macroscopic balance of mass equations
for air, water and energy are derived.

Section [6.9] will treat with the splitting of the microscopic and the two-scale momentum
balance equation from section [6.4] into equations for the velocity fields of air and water.

In section [6.10] we will use the results from section [6.9] in order to show that under very
restrictive assumption, the two-scale model would even fit to Richards equation for the de-
generate multiphase regime (see section . We will shortly discuss how capillary pressure
P enters the macroscopic equation and give a rough approximation for p..
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Finally, in[6.11] we will give an outlook on analysis and numerical simulations and discuss
differences to the approach by Papatzacos [80].

6.2. Notation and General Considerations

6.2.1. General formulation of balance equations. Throughout this chapter, we use
the notation introduced in section which will be shortly repeated: we will consider a
bounded and open domain @ C R"™ where n = 3 for physical reasons if not mentioned
otherwise. Furthermore, consider Y := [0, 1[" the (n+1)-dimensional torus (i.e. Y is equipped
with the topology of the torus in R"*!) with Y = Y1 UYUT with ' := Y1 NdY . NY
where Y1 and Y5 are open in Y and Y is simply connected in Y. Expand Y, Y1, Y5 and
I" periodically to R™ and multiply the resulting structures by € to obtain Y*, Y], Y§ and I'®.
Define the following subsets of Q: QF := Q N Y] the pore space and Q5 := Q N Y§ the soil
matrix. Wherever it will not provoke any confusion, we equally denote I'° := 0Qf N Q. The
definitions are illustrated in figure 2.2.1] Finally, the outer normal vector of Y'; on I" will be
called nr and the outer normal vector of Qf on I'® is denoted as nr-.

As mentioned above, this chapter only treats the case of two immiscible fluids with partial
densities g, and g,. For simplicity, these fluids will be called water (w) and air (a). These
partial densities move with velocities v,, and v,. We follow chapter @] and hence, additionally
to the variable

(6.2.1) 0= 0w+ 0a V=0 (0wVu+ 0aVa)
and total energy E, variable ¢ := g, /0 will be used to describe the phase field. Recalling
equations (2.5.1)) we define the material derivatives for small and high velocities on the interior
of Qf as well as on I'* by
(6.2.2a) D¢ =0+ "v° - V¢  on Qf
(6.2.2b) D;p =0+ e"vs - V,p onI®

6.2.2. Behavior of material derivatives under asymptotic expansion. The dif-
ferent material derivatives in (6.2.2)) behave differently in the limit ¢ — 0 and it is worth
comparing the limit properties:

(1) For k = 1, the formal limit is the operator

DY = 8+ vp - Vyo.

There is, however, the possibility to consider the intermediate limit approach from
section 5.4 Then, we could use the simple replacement

D' g~ DY = 0+ evg - Vo + g - V.
Similarly, on I'* there are the operators
DV = 8y + Vo - Vyoh onQxT
DV = O + evp s - Vad +vos - Vyd on Q x T
as formal limits (resp. replacements) of D;""¢. Note that the two equations differ in
the uncommon term evg ; - V¢, which turns out to be very important for effective

macroscopic equations.
(2) For k = 0, the formal limit operator splits up into two parts

£0 £—0 D?’xqﬁ = 0 +vg - Vyo of order 0
Dy —
vy - Vyo of order — 1
where vg - V¢ may combine with other terms of order 0 or result in the condition

vo - Vy¢ = 0. As stated in section [2.6.2] the choice k = 0 makes no sense in D;"
and will not be considered in this thesis.
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6.3. Impact of the Scaling of the Energy on the Scaling of Pressure

As the constitutive equation for the energy is one of the major ingredients in the MREP-
assumption method, this section will focus on the impact of the scaling of E° on the resulting
constitutive equations for the Cauchy stress. In the sample calculations of this section, we
will assume that the energy is given by

1
(6.3.1) E(v", 0% 0,) = 5™ [0 |? + Eo(o%, ) .
The pressure is given by
OF*
. (,€)2
p° = (0%) 00

and as shown in examples and the scaling of p® strongly depends on whether v° is
the velocity measured in macroscopic or in microscopic units.

For a better understanding of this coherency, note that systems (2.4.3) and (2.4.5) where
derived by non-dimensionalization of the same system , using different scalings of the
velocity given by (2.4.1) and (2.4.2)). In this section, these system will now be studied more

carefully:
The first possible scaling of equations is taken from (2.4.3) and reads

Oho° + div (o°v3,) = 0
O (0°vhy) + div (¢° (viy @ viy)) — div Ty = giy
O (0°E°) + div (0" EfvY,) — divh® = g5 - v°

where the constitutive equations of the energy E, £ and £ read with g = (0° )2 %?:
1 e |2 e €
E = 5’”1\4\ + Eo(0,n%)
£ £ 131 : 13 € Vﬁ
N 1oy 3 , 1 )
e - ISt € & he
§ V‘M’+V+3)\(mM+po>+li(€)’ ‘ )
where m9, := %tr']l‘ﬁ/[ and S5, = TS, —m§,I. With v® := v, the resulting set of equations is

0o® +div (o°v°) = 0
(6.3.3) O (0°v°) + div (¢ (vV° ® v°)) —divvDo® — V (Mdive®) + Vpg = gy
O (E?) +div (o°E*v®) — kVY = gf;-v°
The second possible choice of scaling can be taken from and reads
0r0° + ediv (p°v5,) =0
O (0°v5,) + ediv (o (v, ® v5,)) —ediv Ty, = f5,
Or (6°E°) + ediv (¢° EFvS,) — divh® = £2¢5, - v,
where yields the relation

Vp = EVUny .

The constitutive relations for E¢, £ and £ read with g = (0° )2 %ﬁ?

1
E = 552 |v5]2 + Eo(0°,n%)

9
(6.3.4) €8 = 2T, - Dpv® + pidivv® + he - %
-1 3 o .2 1
€ 2 |1q€e |2 2 e 2 € €12
=228 — |h
3 e el +y+3)\€ (Mg +e7°pj) +H(€)| |*,
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where mg, 1= %trT% and S5, = Ty, — mg . This yields with v° := v;:
Oro® +ediv (o°v,) =0
1
(6.3.5) 9y (0°0°) 4 ediv (0° (v° @ v°)) — £2divvDv® — 2V (Adiv v®) + ngS =0n
Or (0°E°) + ediv (¢° E°v°) — divh® = £2¢5, - v° .

Note that the latter system of equations can also be obtained from

1 .
E = o]+ Eo(&, ")
%%
(6.3.6) & = T -eDv® + pfedivo® + h® - 5
- 1 3 1
e — IS¢ 2 € ~£\2 he 2
S Sal” + o (m +57) +2H(€)| |
such that finally with p¢ := — (¢°)? %EB

O (0°v°) + ediv (o° (v° ® v°)) — 2divvDof
(6.3.7) —e?V (Mdiveo®) + VP = gp.
In (6.3.7)), pressure seems to be of order €. However, note that ¢ in ((6.3.5)) and (6.3.7)) is non-
dimensionaliz~ed by the same reference quantity, and hence, comparing (6.3.4)); and (6.3.6))1,
we see that Fy = €2Fy and hence ¢ = efzpﬁ. Hence, the absolute value of p¢ and Vp® can

be expected to grow with e~2 as € — 0. Therefore, the major conclusion of this section is the
following

CLAIM 6.1. Even if p® appears in the momentum balance equations as eVp®, this does by
no means imply that [eVp?| is small or only plays a role on the microscale. Rather we should
have in mind that this stems from the choice of the scale of the energy.

In order to classify the correct order of pressure p° and its gradient Vp®, one should be
provided with a concrete formula for £¢ in instead of the given purely abstract setting.
In view of the multiphase flow which will be treated in this chapter, note that there will be
pressure gradients of macroscopic and of microscopic importance.

First, the pressure gradient in each separate phase will be of both microscopic and macro-
scopic importance. It will be of microscopic importance as there will be a microscopic pressure
gradient in the two-scale Cahn-Hilliard-Navier-Stokes equations. It will be of macroscopic im-
portance as macroscopic transport is due to g — Vp.

The pressure gradient across the transition zone will be of microscopic importance as it
strongly interacts with the microscopic flow field. However, this gradient will show up macro-
scopically as the so called capillary pressure, the pressure difference between the connected
parts of water and air phase.

6.4. The Microscopic Problem

6.4.1. Physical assumptions. We will now derive the microscopic model for two con-
stituent flow in porous media. As already mentioned in the introduction, we assume for
simplicity, that the fluids under consideration are water and air and that the transition zone
is thin compared to the pore diameter. Note that the considerations below will not consider
phase transitions like evaporation, condensation, freezing or thawing. This is topic of chapter
[7 below. We also do not account for any deformation of the solid matrix, in particular we
exclude swelling processes, and the domain Qf as well as Q5 are not changing with time.

Furthermore, we assume that the velocity is small, such that the convective terms scale
with €. The same applies to the diffusion of water and air in the transition zone, since this
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diffusive flux is small, even compared to pore diameter. Note that this a direct consequence
of the assumption that the transition zone is thin compared to the size of the pores.

6.4.2. The pore space. As mentioned before, we assume small velocities and small
diffusive fluxes except for the energy flux. According to classification [5.3 the resulting scaled
equations of continuum mechanics are thus given by

O (0°¢°) + ediv (o°c*v®) + ediv (j7) =0
00 +ediv (o°0v°) =0
O (0°v°) +ediv (o° (v° ® v°)) —edivT® = g°
Ot (0°E°) + ediv (o°E*v°) —divh® = g° - v°
on Qf, where it is assumed that j§ has its major impact on the porescale as well as T¢. Note
that with the notations of chapter[d] o° is the total density of the fluid mixture, ¢° is the mass
concentration of water, v° is the total velocity field of the mixture, T¢ is the Cauchy tensor,

g° is external forcing, E° is the energy per mass and h® is the energy flux. Furthermore,
assume that the energy is given by

1 . .
EE = E(U(E?Qa?nE?Ca? VCa) = 5 |Ua‘2+E(nE7 Q(E?ca) +E(Qa7vc5)7
1 2

with E(o°, V) = z—gga—: o|VeE? .

(6.4.1)

The scaling €2 in E reflects the assumption that the diffusive smoothing of the interface takes
place on a scale which is much smaller than the macro scale. Remark, that the following
modifications hold for the current setting of equations:

(6.4.2) a:= Df’la =0a+cv°-Va  for scalars a,
(6.4.3) a:=D""'a=8a+e(Va)v® for vectors a,
- Vof
(6.4.4) 0°VeE = Qf (ediv j5) — 0 (V)T (eVof) — div [(ediv 45)]] .
Starting from
. OE* OE* OE* oE® —
g 1€ — E.QE € £ . 2yE £ X £ € (3 £
0" E" = 0" tog v te 507 2 to5z¢ +96(VCE)V6,
we modify the following definitions:
OE* 9 OFF OE* OFE*
9° = “ = (0" £i= 0,E° := :
one P (e°) 00 a oce 0(Ve)

The non-convective entropy flux is assumed to be macroscopic since it is observed to appear
on that scale in any physical system. Thus, we aim to obtain an entropy balance

3
oI — div% — ¢,
Section then leads to the rate of entropy production £° and the heat flux g° which read

in the scaled version
£

(6.45) &€ = £(T° +T5) Do + % VO + pPedivet — e - V (1S + 1)
(6.4.6) q° = e(pg+p°)Ji +e0.E°divj] + h® — cT0°,

where

Vo*©
-

(6.4.7) pe = —div (0,E°) — 9,E° and TS := (0e*Vc° @ V) .

c
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Finally, define m¢ := tr (T¢ 4+ T¢) and S := T¢ + T¢ — mI to obtain
Y 3 c c

gezeSE.Dv€+%-w+(m€+p€)sdivvf—ej§-V(ugws) .

Now, let £° be given by

£ = 8%, m* +9°), . 55) = - |57

W(m€+l)€)2 5195 ¢ + |J1|

Then, the resulting set of constitutive equations reads
T¢ = —evfDv® — eXdivotl 4 p°l + 062V @ Ve,
Ji=—eJ° (Vs — 82O'VACE) ,
h® = k{VV° — e (pi + p°) §i — 0. F [ediv 55| + eTv°
and the full system in Q7 is

O (6°¢%) + ediv (o°c*v®) — 2 J4div (Vi — 20VAC) =0
00" + ediv (p°v°) =0
(6.48) O (0°0°) + ediv (0° (v° ® v°)) — e2div (VD) + eV (p° — eXdivv®)
+ediv (0e’Ve* ® V) = ¢°
O (0°E7) + ediv (o°E*v°) — div (k1 VY — e (pg + 1) 47)

—div (=0, F [ediv ji] + eTv") = ¢g° - v°.

Note that the parameters v, A*, J® or k] may depend on the variables p°, ¢, or ¥°. This will
be important for the asymptotic expansion of 7, while for the other constants, this is not of
importance in the formal calculations.

6.4.3. The soil matrix. Since the soil matrix is a rigid body, we drop mass and mo-
mentum balance equations and remain with the energy balance equation which reads

(6.4.9) O Fs —divhs =0 on Q5,

where ES is the energy per volume in Q35 and h5 is the corresponding heat flux. If the
constitutive assumption for ES reads

E5 = E5(n3)
with n§ the entro er volume in Q% and it is assumed that 9 = 8E§, we easily find
2 Py p 2 ans

V©
VN

€

o — div 19* =4q5-

where
(6.4.10) g5 = h5 = k5VO°.

In order to connect the energy balance equations on Qf and Q5 we need to take a closer look
on the boundary I'®.

6.4.4. Boundary conditions. For simplicity, we assume on 0Q with outer normal nsg
the following conditions

h5~naQ=0 h%-naQ:0 hl‘a-naQZO

(6.4.11) q - nog = 0 q5 - ngg =0 qr - ngg =0
Jji -mag =0 v=0
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On I'é; we start from the following abstract boundary conditions

@5
00 +ep°vs -V, =¢

(6.4.12) on I'*

@8
O Ep — ediv,hy = E
where ¢ and ¢® are the traces on I'® of the corresponding fields in QJ, v5 is the tangential
part of v° on I', Ef. is the surface energy on I'®, i.e. energy per area of I'*, hf is the surface

I
heat flux and % is the uptake of energy per time of I'® from Q7 and Q5 or, equally, the
release of energy per time.
Furthermore, it will be assumed that there is no net mass flux through the boundary I'¢,
nor any chemical reaction at the boundary, i.e.

(6.4.13) v, =0 and j; -npe=0.
Since has to coincide with the bulk equations, it holds
050 + ep°v° - V& = 00 + epvs - Vi c© = P —ediv j5
and the compatibility condition for ¢ now reads

oF . e
¢ = —edivyi.

It is assumed that the total energy of the system is given by

(6.4.14) E° = / o°E° + E5 + 5/ Er
Q5 Q3 c
and that global changes of energy are only due to work done by body forces:
d .
0:55—/ gE-US:/ o° ke + OES + ¢ OtEf—/ g°-°
dt @ @ @ re @

1 @€
(6.4.15) = 5/ (6 (h® — h) - nre + ediv.h§ + E ) .
]_"E

Due to ({6.4.11)) on the surface I'* holds

/divT EF:/ he - mag =0,
e 8QNT*

and equation (6.4.15)) implies the local energy conservation
€

1 € 1> @
g(h —h2)n]_“a+E :O

In order to proceed, consider the following constitutive assumption on the local surface energy
density Ef:

1
(6.4.16) Ef = Ef o(nf) + Fr(c°) + 552@ V.|
where FT is assumed to be independent on € with

fr = 0. ()

and make use of the fact that

OF% OFEE
O, EE = 95Ot T ¢t T 0 0°
i Lo e+ D= ¢ + 907 10
with the assumption that ¢ = ?955 and proceed according to sections and |4.6.2|to obtain
r

1 V.9 ef . e
(6.4.17)  Omp = 5 (gq% . # +FE —vr- [~ i Voef| — /ﬁ“ﬁ% ) + ediv, (05)

gt = hf —eor V. 0,
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where, according to section

with the final total rate of entropy production:

de— [ (& 52 :
S = +divg® ) + = +divgs ) +¢e | Omp.
dt ¢ e B or

Using partial integration as well as (6.4.6), (6.4.10), (6.4.13) and (6.4.17)), the last equality
can be rewritten as

05 [yt oy [ ot S ¢
e Yr- T‘Er + Ni} - ME € o
dt Q 195 < ’19‘5 or ’195 Ve ( ’F) L,

where T := (T*nr-) - is the tangential part of the surface stress T*nr- and

(6.4.18) P = =0 Hp 26V " pi e = (uf o + 0405 - npe)

These equations yield the final constitutive equations

TS = —arvs — i,
13
: ) 0°0:c + g0V - V& = - = fp (UF 2A ¢ % — eV - nl“s)
6.4.19
gt = kreV, ¢

o 1
B+ (b~ h5) - np- = 0.

For more than two constituents, one may proceed following above calculations. Note that Er
does not depend on ¢f and therefore, there is no additional boundary condition on 0,v,,.

6.5. Formal Asymptotic Expansion

We will now perform a formal asymptotic expansion of system ((6.4.8)) and (6.4.9) together
with boundary conditions (6.4.19)). To this aim, we expand 7n°, 13, np, 0°, ¢, v°, ¥° and p°

according to (2.3.2)) by

o0
“(x) = Zaiai(x °
i=0
and define
DY =i +vo-Vyp or D)™ = dp+evy- Vad +vo- Vyo.
With respect to section [6.2.2] remark that we have
af ~» DY*ag  with either D" = D} or DY* = D)"Y

Note that for similar reason as for the conservation of macroscopic flow field, it is also rea-
sonable to keep the macroscopic pressure gradient eV, pg in the limit equations. As stated in
section the parameters v, A, J of k1 may depend on the variables ¢, ¢, or ¥¢. Thus, we
would formally also have to use an expansion for these parameters. However, except for x1,
only the first order of the expanded coefficient is relevant for the limit equations. For k1, we
will need the expansion up to order 2:

K] =K1 +er11+ 52/<;1,2 + 0(53)

and similarly also for &5.
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The zero order approximating system then reads
(6.5.1)
D?’*QO + Qﬂdivy Vo + 6*,x5@0divx vy =0
Q()D?’*CO —divy (Vypo —oVyAyyco) =0
QQD?’*UO —divy (vDywvo) + Vy (po — Adivy, vo) + eVapo + divy (0Vyco ® Vyeo) = gg
00Dy Ey + div, ((pe + 1) 1,0 + O=Eo [divy g1 o] — Tovo)
—div, (Klvxﬂg + Klvy’ﬁl + 16171Vy’l90)
—divy (k1 Va1 + k1 Vyda + 51,1 Vyd1 + 51,1 Vado + k12Vydo) — go - vo =0,
where we assumed k1 = const for simplicity and
o for D} = D
"1 for D?’* = D?’xy '

Here, the homogenized stress tensor Ty is given by

Ty = —VDy’Uo + (po + )\divy UQ) I+ O'VyC[) & VyCO,

oF

(Vyco) and

the z-derivative becomes 9, Fy =

1 o
E = Ey(no, 00, co) + B ol + o |Vy00|2

)
where
0FE . OF
(6.5.2) po = —2, g, 0o=—J(Vypuo —oVyAyco) and py= Q%—O.
Jdco ’ 0oo
The microscopic boundary conditions finally read
2]
atEF’() - diVﬁ,—’y hno =F
D

000tco + 00vo V7 yco = Co

with a constitutive equation
ar
Er = Er(iro) + Fr(co) + 5 [Vrgyeof*

and the resulting two-scale constitutive equations.

. or fr(co
Tro = —arv: — g (ATT,yyCO - ( )) Vryco
©0 00

%0 = Bif\ (OTATﬂyyCO — fF(CO) — O'VyCO . n[‘)
(6 5 3) Q0 00
J. Vq—/lg
aro = 2K 9 = hro — orV,ycoOico .

[S2)
EF=— (h() — (Hl — /iz) Vxﬂl — (Iil — Kvg) vy192) snr
+ ((/%171 — /'43271) (Vyﬂl + Vzﬁo) -+ (HLQ — K272) Vzﬂ?o) ‘nr

where

T.r’() = (TonF)T = ((I/]D)yv[) — O'VyC() &® VyC()) ’I’LF)T
is the tangential part of the surface stress vector and
ho = (pie + 1) g1 0 + 0-E [divy 3, o] — Tovo .

The first equation of (6.5.3) is but the Navier-Slip condition on the microscale and the second
equation is the dynamic boundary condition for Cahn-Hilliard fluids.
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Additionally, we find the following lower order equations on @ x Y:
divy (k1Vyty) =0
divy (Fclvxﬁo + R1Vy191 + f£171vy190) + div, (ﬁlvyﬁo) =0.

The first three equations of (6.5.1) describe a Navier-Stokes-Cahn-Hilliard fluid on the
microscale. The fourth equation is the only one that couples to the macro scale. Since we
assumed small velocity only, convective energy transport does not take place on the macroscale
if we chose D* = DY,

On Q4 x Y, the energy balance equation takes the following expansion

(6.5.4)

Oy Eoy — divy (kaVado + k2 Vyth + k2.1 Vo)
—divy (kaVa + K2V + K21V + ko1 Vo + k22 Vydg) =0
(6:5.5) div, (k2V,00) = 0
divy (kaV00 + K2Vt + ko1 Vo) + divy (k2 V) =0,
where

by = E2(772,0)
The boundary condition the lower order boundary conditions which stem from (|6.4.19))4
read

(Iilvyﬁo — Iigvyﬁg) ‘nr = 0,
((Iil — I<02) Vy’l91 + (Iil — I<02) Vxﬁ[) + (H171 - I€271) Vyﬁg) ‘nr = 0.

In order to obtain two-scale entropy balance equations, we used a Taylor expansion in

(6.5.6)

1 1 1 1 5
=5 192 (6191—|—€ 192)4—193 (5191+5 192) + O(e”)
¢ =c"q 1 +q+eq
with .
~c q ~19-1 |, 4 qd; q_1 42
== — 24 ==y ———19 9 @)
q 1955190+790+1921+<q90 192+193 >+()
and define

- _991 - _ 9 ~.:ﬁ_7 ‘112

Then, one obtains

9t (00mo) + divy (e0movo) + dive (e0movo) + dive (o) + divy (q1) = g?) ;

with

§o = (T + Teo) - Dyvo + g - (Vao + V1) + @, - Vydo

+q_1 - (Vo1 + Vyd2) + podivy vo — J10 - Vy (pe + 1)
qo = K1V + kK1 Vyti + k1,1 Vydo,
q1 = K1V + k1Vyla + K11V + k1,1 Vo + K12V
q_1 = kK1 VyUy

and we find additionally
(6.5.7a) divy (q_1) =q_1-Vydo
(6.5.7b) divy (qo) +dive (g_1) = q_y - (Voo + Vy1) + @y - (Vydo) .

On @ x Y5, we find similarly with:

£

e q  q192-1 920 921
Q=5 =¢ T4 2
Ve o Yo 5

<Q2,1 R PX0

b 9, + 2 193 ﬁ%) + O(?)
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and
- 42,1 - d20 42,1 - qr1 qs d2 1 .9
gy _1'=——, Q99'=—"+ "5 q ::< - — v+ = 19).
2, 1 190 2,0 190 19% 2,1 190 19% 19% 1
. . L o §2,0
O (00m2,0) + divy (00m2,0v0) + dive (00m2,0v0) + dive (@) + divy () = o
where

20 = Q20" (Voo + Vyt1) + @21 - Vydo + @3 1 - (Vs + V1))
q2,0 = /QQVwﬂO + Iﬁgvy’ﬁl + f‘f2,1vy190 )
qs1 = K2V01 + k2 Vyda + K011 Vyd1 + K21V + K22V

q> 1 = K2Vylo
and we find additionally

(658&) diVy (627_1) = 627_1 . Vy’l?(]
(6.5.8b) divy ((12,0) + divg ((12,—1) = ‘}2,—1 - (Vato + Vydh) + ‘:712,0 - (Vydo)
and on Q x I':
1 V¥ @ . q
6{'7[‘70 =2 \4rpo- Y20 +E - Vo, * [_QOMF,QVT,’]JCO] - ,UF,QGCB + leT,y =0
Yo Yo Yo

qF,O = HFOVT,y,l907
Note that V., = 0 since Vg = 0.

6.6. Recapitulation: Derivation of Darcy’s Law

For a better understanding of sections and we shortly recapitulate how Darcy’s
law can be derived from formal asymptotic expansion and averaging of the resulting two-scale
models.

6.6.1. Stationary flow. The following calculations are well known and can be found in
[54]. Also refer to section where the calculations for the dynamic flow were explained in
more detail. The formal asymptotic expansion method applied to the system

—div (e2uVv®) + Vp° = g° on Q5
divv® =0 on Q]
v®° =0 on JdQS
v°=0 on Q5
leads to the two-scale problem (see also |54, chapter 2|)
—divy (£Vyvo) + Vapo + Vyp1 = g
divy,vg =0
divy vg = 0.
Introducing solutions u; to the problem
—divy (uVyu;) + Vi II; = €;
divyu; =0
ui(xz,-) =0 on JYy,

with the standard basis (e;) of R", the function vg can be obtained from

vy = Z u; (9.Vapo);

i=1...n
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such that
/ vo = A(g — Vapo)
Y

where

A:(CLZ‘]‘):/ U; - €5.
Y

6.6.2. Non stationary flow. It was shown in section[2.3] that the scaled stokes equation
(2.3.9) lead to a two-scale system

Oyvo — divy (uVyvo) + Vepo + Vyp1 = g
diVm Vo = 0

divy Vo = 0

which was solved by

where
00 — divy (uVy0) + Vyp1 =0 on (0,t) x Y
divy o =0 on (0,t) x Y
U= on (0,¢) x T
0(0,-) =vo(-) onY,

(6.6.1)

and U is given by

t
(6.6.2) 0= / Y18 (9 = Vapo); (s,2)] wilt — s, y)ds,
0
where the functions u; solve
(663) Ohu; — divy (,uvyuz) + VyHZ = e€;
divy u; = 0
ui(z,-) = 0 ondY;.

Defining a matrix A by

(664) Ai,j = 8t/ U; - €5
Y
we showed that
t
(6.6.5) / vy = /v +/ At — 5) (g — Vapo) (s)ds.
Y Y 0
Note that

pr="7p1+ Y (9= Vapo), Th;.

(2

Above limit problem ([6.5.1))3 cannot be treated that easily but has to be analyzed carefully
if we want to obtain a limit equation of form (6.6.5]).
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6.7. Some Important Remarks on Effective Macroscopic Equations

The two-scale model as such already is the solution we were searching for. Therefore,
before going into the details of the derivation of effective macroscopic equations, remark that
it is not the aim of the following two sections to derive explicit macroscopic equations that
replace the obtained two-scale model. Rather, it is the aim of the calculations below to
investigate the macroscopic behavior of the solutions of the two-scale model.

Thus, in all calculations below in sections [6.8 and [6.9] it will be assumed that there is a
solution

(QO? Co, Vo, EO? 1907 1917 192)

that satisfies the two-scale problem with the corresponding constitutive assumptions
from section Then, the macroscopic behavior of this solution will be derived by averaging
the equations over Y.

The last comment is of tremendous importance since the calculations below cannot yield
an explicit expression for the pressures p, and p, of water and air. It is also not possible
to calculate the macroscopic permeabilities without knowing the solutions of the two-scale
model. However, once the two-scale model is solved, the corresponding solution also contains
information on the macroscopic quantities and parameters.

6.8. Macroscopic Balance Equations of Mass and Energy

In this section, we will look on the macroscopic evolution of the two-scale equations for
the balances of mass and energy:

D?’*go + oodivy vo + s ze00div, v = 0
Q()D?’*Co — divy (Vypo —oVyAyyco) =0
00D} Eg + divy, ((pte + 1) d10 + 0-F [divy 5, o] — Towo)
—divy, (k1 VU + k1 Vyth) — divy (k1Veth + k1 Vyda) —gg-vo =0,

Note that it does not make sense to consider the macroscopic velocity field vy := fY vg. This
is for the simple reason that v is the velocity field of the whole mixture, but for a reasonable
macroscopic description, separate velocity fields are needed for each of the constituents.

6.8.1. Mass balance equations. We have to find a way to extract the information on
the velocity fields of air and water from the mixture’s velocity field.
This is done by using the total momenta and total masses of both constituents in the pore
space (compare also for equation (6.2.1))):
_ _ 1 .
0i 32/ 0iy vi:=— [ viog fori=a,w,
Y 0i Jy
where the index a indicates air and the index w indicates water. Thus, the velocity is calcu-
lated as total momentum divided by total mass.
To extract above characterized quantities from vy, ¢y and gg, by definition in section [6.2]
water is characterized by ¢g = 1 and air by ¢g = 0. Then, the velocity field ©,, of water is
given by

(6.8.1a) Ow = /Y (co0o)

_ 1 .
(6.8.1b) Uy = — [ (c000v0 + je,0)
Ow JY
with the total mass of water [y (coop). Since the diffusive flux is restricted to the transition
zone, it should not have a major effect on the total water flux on the macro scale. Thus, one
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may define

_ 1
(6.8.1c) Uy = — [ (coovo)
Ow JY

Analogously, one obtains for the velocity v, and density g, of air:

(6.8.2a) Toi= /Y (1= co)on)
(6.8.2b) e =~ [ (1= co)oowo) -
Oa JY

Since the abstract mass balance equations read
0 (00co) + divy (0ocovo) + edivy (0ocovo) + divy jo =0
0 (00 (1 — ¢o)) + divy (00 (1 — o) vo) + edivy (00 (1 — ¢o) vg) — divy jg =0,

integration of these equations over Y1 will cause all terms div, (...) to vanish and we obtain
a system

(6.8.3a) 00w + €divy (0pUyw) =0
(6.8.3b) D10 + edivy (8.04) = 0.

Taking a look on the previous subsection, i.e. on equations (6.6.1]) and (6.6.2)), it is evident
that we should find a solution

Vo = U+ v
with © being a solution to (6.6.1)) and © satisfying (6.6.2)) for appropriate w;, in particular:

t
o= [ 3200 ta - Vapo, o) wilt — s, )i,
0
It will then immediately follow from (6.8.1¢)) and (6.8.2b)):

1 A t
Uy = - <COQ0v + coQo/ > 10 (g — Vapo); (s,2)] wilt — s, y)d5> _
w JY 0
1 t
V= o ((1 — co)oo¥ + (1 — co)@o/ > 10 (g — Vapo); (s,2)] us(t — S’y)d5> ‘
aJY 0
If ¢ varies slowly with time, we may even expect
_ 1 . t
Uy = o/ <CoQo’U + Qo/ Z [0: (g — Vapo), (5,2)] cou(t — s, y)ds) )
e 0
1
Oa JY

" /Y o /0 S0 (9 — Vapo); (5,2)] (1= colui(t — s,y)ds.

Following the calculations for the stationary Darcy law in subsection for the stationary
case the resulting equations read

vu == | (o0 X llg = Varo), (@)]ws)
(6.8.5) *
Vg = Qla . ((1 —c0)oo Y [(g = Vapo); (5)] uz) :

The formulas (6.8.4) and (6.8.5)) will be very important for the calculations in section
However, there will be need of separate u; for air and water and pg will be replaced by the

partial pressures p, and py,.
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6.8.2. Macroscopic balance of energy. Having a look on (6.5.4) on Q x Y} as well
as on (6.5.5))23 on Q X Y5 and ((6.5.6) on Q x I', we find
divy (k1Vydo) =0 on Q x Y
divy (k2Vytp) =0 on Q x Y,
(Iilvyﬁo — K:va’lgo) ‘Nnr = 0 on Q X F,
and thus V99 = 0. Therefore, all terms depending on Vg in the remaining equations
cancel out and for these remaining equations (6.5.4))2 and (6.5.5))3
(6.8.6a) divy (k1VeP9 +r1Vy1) =0 on Q x Y,
(6.8.6b) divy (koVPo + k2Vy1) =0 on Q x Y,

we find a solution
3
91 =Y ¢i0io
i=1

where the ¢; are solutions to a cell problem similar to subsection [2.3.3] namely:

divy (k1Vy¢; + k1€;) = 0 on Y forall z
(6.8.7) divy ((k2Vy¢i + koe;) = 0 onYs for all ©
(k1 (Vyodi +€) — k2 (Vypi+e€)) - nr = 0 onl forall z

In line with (6.4.14)), the total macroscopic energy is defined as

E = QoE+ E270—|—/E1".
Y Y. T

Then, equations (6.5.1))4 and (6.5.5)); together with (6.5.3])4 integrated over Y simply yield

6,55 + EdiVm /

(voooE) — div, </€homvﬂ90> —/ g-vp onQ
Y,

Y1

where the properties of ¢; as solutions of (6.8.7)) yield (compare for [2.3.3):
K?J‘Om = /Y (Vydi +ei) - (k1 (Vyd; +€5)) + /y (Vyoi + ;) - (k2 (Vyod; + €5)) -
1 2

If it is assumed that g is the gravitational force
9=9oo,

with the gravitational acceleration constant g and using the notations introduced above in

(6.8.1]) and (6.8.2)), the total energy balance changes to

8155 + sdivx /

(UOQOE) — div, (’ihomvaﬂ%) = @wg C Uy + @ag ‘U, on Q .
Y,

Interestingly, the lower order balance of entropy equations (6.5.7) and (6.5.8]) become due
to vyﬁo =0:

divy (/ﬂvzl% -+ /€1vy191) =0 on@Q xYq,
divy (sz,ﬂ?o + HQVyﬁl) =0 onQ xY,,

which are identical with (6.8.6]).
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6.9. Decoupling of Phases: Macroscopic Permeability Tensors

As stated in section [6.7] the two-scale system, which was obtained in section as such
already is a solution of the homogenization problem by itself, which means that it is a first
order approximation, which accounts for all important microscopic and macroscopic effects.
However, since the common approach to two-phase flow in porous media is based on macro-
scopic transport equations with constitutive equations

Uy = Ay (ng - va)
Vg = Aa(,oag - vPa) s

it is useful to investigate if such equations can be obtained from the two-scale model in section

Therefore, in what follows, the two scale equation with boundary condition 1
will be separated into two macroscopic equations for the water and air velocities. The result
will yield approximate formulas for the dependence of macroscopic permeabilities on the
microscopic geometry and the dynamic changing of this geometry. However, note that we
will not discuss the existence of a capillary pressure, nor its dependence on saturation. For
a very short and rough treatment of capillary pressure, refer to the next section [6.10} Since
the calculations are formal and we make some approximate assumptions, it is possible that
numerical simulations will show that more effects have to be taken into account. However, it
is the aim of this section to show that the derivation of permeabilities is possible at all.

Note that physics close to the transition zone and inside of the transition zone is different
from physics outside of the transition zone. In particular, capillary effects have their major
impact on the flow field close to the transition zone. Thus we will develop a formalism to
split up the two-scale model into equations at the transition zone and equations in the pure
water and air regions. This will help to find effective permeability tensors for both fluids.
The resulting permeability tensors will then account for microscopic geometry and for the
evolution of this geometry.

6.9.1. Assumptions on the geometry. In order to proceed, it is necessary to split the
cell Y1 and the microscopic domain Qf into the regions that are occupied by air and water
respectively and into an “interfacial region”, which is related to the transition zone. This will
be done by constructing smoothed characteristic functions of these subsets. Note that for a
phase field model, it makes no sense to consider subsets with classical characteristic functions
which attain only the values 0 and 1.

To be more concrete assume that there are constants

0<a0<a1<b1<bo<1
and smooth functions w, w,,, ©w; with

Wa,w,I * [07 1} - [07 1]

such that

0 c<ag,c>by 1 ec<ag 0 c<b
wr(c) = , Walc) = o wi(e) =
1 c>a1,c<b 0 c>a 1 ¢>by

and

Wy +wy +wr=1.
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A possible choice would be

1 for ¢ < ag 1 for ¢ > bg
wa(c) = ¢ exp (—%) for ¢ € [ap,a1] , w@w(c) =< exp (—%) for ¢ € [b1, b
0 for ¢ > aq 0 for ¢ < by

as well as
wi(c) =1 — (walc) + ww(c)) .

Then, the characteristic function of the air phase, the water phase and the interfacial region
are defined by

Xa(@) = w@a(c*(2)),  Xop(®) = w@u(c(2)), Xxi(z):=w@i(c(2)),
and we find
Xw T XaTX7=1.

The formal asymptotic expansions of these functions read

8

X

)+ ewy(colw, 2)) ea(e, =) + O(€%) .

)+ ey ele, D) eale, 2) + OE).

Xa(7) = wa(co(,

RS
&(‘0
(L)

X (2) = @ (co(z,

™8
H(‘f)

Xi(@) = wr(eo(a, ) + e (eolar, D) ea(, 2) + O().

™

Formally, this will be written as

Yo (®) = Xl 2) + exuwa (@, ) + O)
T T

Xa(®) = Xa,0(z, g) + €Xa1 (T, g) + 0(52)

Xi(@) = Xz, ) + exrale, 2) + OE)

where the definition of the x.; can be obtained by comparison and we note that

(691) Xw,0 + Xa,0 + X1,0 = 1.

Based on these smoothed characteristic functions, the following three regions are intro-
duced:

Yao(x)={y €Y1 : xalz,y) >0},
You(r)={y €Y1 : xuw(z,y) >0},
Yi(z)={yecY1: xi(z,y) >0},

which are the regions that are mostly occupied by air or water and the interfacial region Y ;

in the cell Y.
Note that Y =Y, UY ,UY;and Y, NY ,=0but Y, NY;#Qand Y, NY # 0.
Furthermore, for any € > 0 , we can introduce the following sets

Qa(x) ={y € @ : xa(x) >0},

Qu(r) ={y € Q : x3(z) >0},
Qi(z) ={y € @ : xj(z) >0} .
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6.9.2. Assumptions on the coefficients p*, g° and o°. We will restart from the
microscopic problem

Oy (0°v°)+ediv (oF (v° ® vF))—e?div (vDv®)+eV (p° — eAdivo®)+ediv (0e°Ve* ® Ve°) = g°.
Throughout this section, it will be assumed that g° is due to gravitational forces, i.e.
g =0y

with the gravitational acceleration constant g and it will also be assumed that

(6.9.2a) 0" () = xa () palz) + X5 (%) pw (2) + X7 (2) 0(z, (7))
as well as
(6.9.2b) 00(2,y) = Xa(2,Y)pa(z) + Xw(®,y)pw (@) + x1(2,Y)0(7, co(, y))

for the limit two-scale density field pg. Here, p4 and pys are some functions

pa, pw: Q — Ryg

with pa < pw, which usually would represent the macroscopic density fields of air and water
and

@Z QX[Oal]_)R>O
(z,c) = oz, ¢) € [pa(x), pw ()]
is the c-dependent density distribution in Y7 or Q5. Since the pressure is given by

c c\2 . 2
— il tivel — =
p (Q ) ) =) respectively po (Qo) 2 s

(see also (6.5.2))) assumption (6.9.2) suggests to split up p° into
p° = Po + Py + P71
eVp® = Xa(®)eV (9 + 57) + Xo (2)eV (B, + P7) + X7eV (P7 + Do + D)
where
@ = XaD"s Dy = XuP" and pri=xip°.

Using a formal asymptotic expansion ansatz

pa( - +Z€paz
(6.9.3) P () = Pu () + Zspm

(@) = (e, ) ZEI)U ,

the resulting two-scale model would read according to section [6.5}
(6.9.4)
QOD?’*UO_divy (V]Dy'UO)_Vy (Adivy UO)+Xa5vz (ﬁa + ﬁ[)‘i‘X’wEvm (pw + }51)+Xa52vy (ﬁa,l + }51,1)
+ Xwe Vy (Pw1 +Dr11) + X1Vy (Br + €Ba,1 + €Pan) + divy (9Vyco @ Vyeo) = goo -

In particular, ps, pw, pr and pg are related by

pozﬁa +I§w +]31-
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6.9.3. Alternative approach. According to above reflections, it is assumed that the
pressure in the connected parts of QF, and @, is almost constant along trajectories of length
€. Thus, the scaled momentum equation ((6.4.8))s will be reformulated into

(6.9.5) 8y(0°v°) —div (ve’Vv®) — V (2Adivv®) + x&(2) VL + X5 (2) VDL, + X7e VD5
+ediv (0e°Ve* ® Ve°) = ¢°

where
Pa = Xa€D"5 P = Xoep~ and  pri=Xx7p°,
such that
1 1
(6.9.6a) p° = v+ P, i and

1 1
(0900) <V = XG0V (45 + e0) + XE (Y (5 + ep7) + eV (57 + Lo+ 10k

(6.9.6¢) ~ Xa(®) Vg + X0 () Vi, + X767,

where it is assumed that p; ~ 0 and p, =~ 0 on Y ;. Note that the interfacial pressure ps
should not be mistaken for capillary pressure. These are related but not identical as will be
shown below in the next section. Furthermore, assume that p{, pf, and p are assumed to be
given in terms of a formal asymptotic expansion via

Pi(@) = pa(@) + Y epaile. )
=1

(6.9.7) Po(@) = pul@) + Y epuile, )
=1

o0
x T
si(e) = pr(e, )+ eprate, ).
i=1
Then, clearly, the limit two-scale problem reads
(6.9.8)
8t(QOUO) - divy (VvaO) - Vy ()‘divy 'UO) + Xa,Ovypa,l + Xw,Ovypw,l + Xa,()vrpa + Xw,()vrpw
+ Xx1,0Vypr + x1,0eVapr + divy (Te) = 009
where the notation
Tep := 0Vyco @ Vyco

was introduced for simplicity.
Note that for any real physical problem, the asymptotic expansions (6.9.3]) and (6.9.7) for

the pressures are related by
Pr=cpr and  Pri=cpr;  Vk€{a,w}.

6.9.4. The relations between p, and g, and between p,, and g,,. Comparing the
quantities p4 and 9, and py and 0, we see that p, and p,, are the physical densities of water
and air at point z € @ while the quantities g, and g,, are the physical densities multiplied by
the volume fractions which are occupied by air and water respectively. Thus, since x., ~ ¢
and x, =~ (1 — ¢p) except for the transition zone, we find with

o, ::/ Xas Dy, ::/ Xw
Y Y

0q = / XapA = Papa Ow & / Xwpw = Puwpw
Y1 Yl

the relations
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6.9.5. Formal decoupling. Note that for sharp interface models, we would have three
coupled equations for three velocity fields: One equation for the velocity field of water, one
for the velocity field of air and one for the velocity of the interface. However, for the phase
field model above, only one equation remains and it is our intention to decouple this equation
into the corresponding three equalities.

To this aim, we split up the velocity field vg into the velocities vg, of air, of water vg
and of the interface v ;:

(6.9.9) V0, 1= XaV0, Vow = XwVo and vor:=Xrv0,
with
V0,0 + Vo,w + Vo, = Vo -

Also, we multiply each of the terms
8t(QOU0)a divy (VvaO) ) vy ()‘divy UO) ) divy (TCO) , 009

with Xw,0 + Xa,0 + x1,0 = 1 by (6.9.1]) and reorganize the equation in terms of x40, Xa,0, and
X1,0 to obtain

(6.9.10)  Xa0(O(00v0,) = divy (VWyv0,0) = Viy (Adivy v0.0) + Vypa1 + Vaba — pag)
+ Xa.0 ((‘%(QOUOJ) —divy (vVywvo,1) — Vy (Adivy vg 1) + divy (’H‘Co)>
+ Xw,0 (3t(90’l)0,w) —divy (¥Vyvo,u) — Vy (Adivy vow) + VyDw,1 + Vapw — pwg)
+ Xw,0 (&:(Qovo,f) —divy (vVywvo1) — Vy (Adivy vo 1) + div, (Tco))
+ 1.0 (O(00v0.) = divy (V9,v0,) = Ty (Adivy vo,0) )
+ Xx1,0 (Gt(govo,a) —divy (¥Vyvo,a) — Vy (Adivy vo ) — 0(z, co)g)
+ 10 (Oo0vo,1) — divy (#v0,1) = Vyy (Adivy vo,1) + Vypr + divy (Teo) ) =0

For the boundary conditions, we may proceed similarly for (6.5.3))1:

o c
(vDyvo — Teg) mr) . = —arvs — 0o <Q(1;AT7'7?J?JCO _ Jr(eo)

> vq—,yCO .

The resulting splitting with the notation
or fr(co
S = 0o <QOATT,yyCO - ( )> s

00
as well as (6.9.1) and reads
(6.9.11) Xa [((I/]D)y (U(),a + ’UOJ) — Tco) ’nr)T + ar (’Uo@ + UOJ)T + gVT,yCO]
+ Xw [(VDy (Vo + vo,1) — Teo) mr). 4 ar (Vow + o). + § Vryco)
Xa [((I/]D)y (’Uoﬂ + vo,r + Uo,w) — Tco) nr)T + ar (’Uoﬂ +vo,r + 'U()7w)7_ + SVT,yCO] =0

6.9.6. The separated two-scale problems. We rewrite equation as
Xafa + Xwfw + x1f1 =0
and boundary condition as
XaBa + XwBw + x1Br =0.
Then, due to the definition of x4, Xw, X1, equation (6.9.10)) can hold only if
fa=00n Y\ (YoUY ), fu=0onY\ (YUY, fr=00nY\(Y,UY,).
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The last condition is necessary for (6.9.10]) to hold, but not sufficient. However, for simplicity,
we assume that

fa=0o0onY,(z), fw=0o0nY,(z) and fi=0onY(x).
Similarly, the boundary condition ((6.9.11)) is split up into
B,=00onT'NJdY,(x), By=00onTNJY,(x) and B;y=0onI'NJY(x).
Additionally, we have to account for
vy, =00n Y \Y,(2), vouw=00nY{\Y,(z) and wvor=0o0nY \Y(z).
The equation on Y, (x) reads
(6.9.12a) 0y (00vo,0) — divy (¥Vyv0.4) — Vy (Adivy vo4) + Vypa1 + Vaba — pag
+ 0:(0ovo,1) — divy (VVyvo 1) — Vy (Adivy vg 1) + divy (Teo) =0
with the boundary condition
(6.9.12b) Voa =0
on Y ,(z)\I" and
(6.9.12c¢) ((vDy (vo,a +vo,1) — Teo) nr)_ + ar (vou +vo,1), + 8 Vryco=0 onT.
The equation on Y, (x) reads
(6.9.13a)  0¢(0ovo,w) — divy (¥Vyvow) — Vy (Adivy Vow) + Vypuw,1 + VeDw — pwg
+ 0:(0ovo,1) — divy (VVyvo 1) — Vy (Adivy vg 1) + divy (Teg) =0
with the boundary condition
(6.9.13b) Vo, =0
on JY ,(z)\I' and
(6.9.13¢) (vDy (vo,w + vo,1) — Teo) mr). + ar (Vow +vo,1), + T Vryco =0 onT.
The equation on Y 7(x) reads
(6.9.14a) 0¢(0ovo,r) — divy (¥Vyvo 1) — Vy (Adivyvo 1) + Vypr — 00g

+ 0(00v0,w) — divy (¥Vyvo.w) — Vy (Adivy vo) + divy (Teo)
+ 875(@0’007@) — diVy (Vvyvg7a) — Vy ()\divy U07a) =0

with the boundary condition

(6.9.14b) vos =0

on Y j(x)\I' and

(6.9.14c) ((vDy (Vow + vo,a +vo,1) — Teo) nr)_ + ar (Vo + Voa +vo,1), + 8 Vryco =0

onI'.
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6.9.7. The stationary flow problem. Above splitting of the equation will be
used in order to obtain effective permeability tensors for both, air and water, in case of a
stationary flow, which means in case of fixed microscopic geometry. Due to the definition of
X1, we can expect that

(6.9.15) (1 —x1)Vyco=0.

Thus, in Y, (z) and Y, (x), capillarity plays a minor role for the evolution of the velocity field.
Also, since we are interested in the stationary case, vg is assumed to vanish in the transition
zone, since otherwise the transition zone could move and the microscopic geometry would no
longer be stationary. This would cause changes in ¢y but ¢g is assumed to be constant. The
mathematical implication is

(6.9.16) Vo,1 = XIV0o ~0
as well as
(6.9.17) Vo = XwVo & coUg  and Vo4 = XaVo ~ (1 — o) vo .

Using these approximations in — yields:
—divy (uVy(vo,a)) — Vy (Adivy (cov0,)) + VyPia + Vapa = pag on Y,
—divy (uVy(vow)) — Vy (Adivy (covow)) + Vypiw + Vepw = pug on Yy
with the boundary conditions
Voo =0 on dY\I'
Vo =0 on dY ,\I'

as well as

((¥Dy (vo,a)) mr), +ar (vVoa), =0 onT,
((vDy (vow))mr), +ar (Vow), =0 onT.

Thus, it can be expected that there are cell problems of the form (6.6.3)) for some cell solutions
U;q on Y, and u;,, on 'Y, with Ujaq/w =0o0n Yy such that

(6918&) 'UO,a == Z(pag - v:tpa)iui,aa
(6918b) Vow = Z(pwg - v:va)iui,w .
This means, one has to look for
—divy (WVyttia) — Vy (Mdivy usq) + VIl o = €; onY,(x
(6.9.19) divy (0oUia) =0 on Y ,(
Uiq =0 on (Yyu(x)UY(2))

~— ~—

X

and
—divy (WVyttiq) — Vy (Adivy u;q) + VIl 0 = €; on'Y,(z
(6.9.20) divy (0oUiw) =0 onY ,(x
Uiy =0 on (Ya(z)UY(x))
satisfying the boundary conditions
Uiq =0 ondY,\TI
Uiy =0 on dY ,\T
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as well as
((vDy (uia)) nr),. +ar (wiq), =0 onl,
((vDy (wiw))mr), +ar (wiw), =0 onl.
Comparing with section [6.6.2] we see that
(1 —co)vo~ v = Z Ui o (a9 — VaDa);

)

CoV0 & V0w = Y Uiw (pug — Vabu);

)

which yields with (6.8.5)):
_ 1
O R = > (pag — Vapw); ()] 0 (U)dy = Au (pag = Vapu)
w 1
_ 1
Vg ® — Z [(pr - vxpa)z‘ (.T)] v QOUi,a(y)dy = A, (pr - vmpa)
a 1
with p4 and py taken from (/6.9.2)), where
1 1
(Aw)i,j = Quyij = — QOui,w(y) = ds, (Aa)i,j = Qqij = — QOUi,a(y) C€j ds.

Ow Jy, Oa JY;

Note that above formulas for A,, and A, only have approximate character and are not to
be taken for exact formulas. However, if the terms which were neglected indeed turn out to
be small, the above approximation should be close to the true macroscopic behavior.

6.9.8. The quasi stationary flow. In contrast to [6.9.7, we will now consider the case
that vo r is not negligible but d;(gpvo) ~ 0, and once more derive effective permeability
tensors for this new situation.

Note that covg and (1 — ¢p)vg can be written in form because the cell problems

in (6.9.19) and (6.9.20)) read
—divy (pVyu;) — Vy (Adivy u;) + V,IL = e;.
Having a look on the stationary problem of (6.9.12a))

—divy (vVVyvo,0) — Vy (Adivy vo,a) + Vypa1 + Vapa — pag
+ 0¢(oovo 1) — divy (¥Vyvo,1) — Vy (Adivy v 1) + divy (Tep) =0
and comparing with subsection [6.6.1] one could think that the resulting cell problems read
(6.9.22) —divy (uVyuie) — Vy (Mdivy wig) + VI + Gie; = e,
where
1
(Pag — Vaba)i

However, note that one would run into serious troubles if (pag — Vzps)i = 0, in particular, if
the system approaches the case of zero air flux. Thus, we seek for another ansatz: Remember
that

G, = [—divy (I/Vy’vo’[) — Vy ()\divy 'UO,I) + diVy (Tco)] - €.

V0,a/Xa = Vo =vo1/X1 onY,(x)NY(x),
as well as
Vo,w/Xw = Vo =vo1/x1 onY,(x)NY(x).
Therefore, replacing
vor = L, onYe(x)NYi(e)

a
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in (6.9.12a)) and assuming Vyco(z,y) = 0 on Y, (z) yields

— div, <uvy (voﬂ <1 + XI))) ~V, <)\divy (voﬂ <1 + XI)))
Xa Xa
+ vypa,l + Vapa — pag = 0.
Since for fixed =,
im /7)) = o0,
Y=y €IY a(@\I' \ Xa (T, Y)

we replace boundary condition ((6.9.12b)) by

. x?

lim <’Uo,a($,y) ul y)) = v0,7(Z,%0) -

Y—Yo€IY a(z)\I Xa(Z,Y)

Then, the cell problems on Y ,(x) read

—div, <wy <’“ <1 " f)))

-V, <)\divy <ua <1 + XI))) +V, L, =e  onY,(x)

Xa

divy |:Q0’U,Z‘7a (1 + il)} =0 on Y, (x)

Ui =0 on Y1\Y,(z)

with the boundary conditions

(6.9.23) ((mmy (ua (1 + ;‘i))) TLF>T +ar <ua (1 + X))T =0 onT

and on JY 4(x)\I' we prescribe in case vo r(z,yo) - €; # O:

(6.9.24) lim (u <1+ XI>> _ (wor(,50) &)
@\ \ :

y—yo€IY 4 Xa (Pag — Vapa)i

and in case in case
(pag - vzpa)i =0,
the last equation is replaced by :

(6.9.25) lim w (14X0)) = Worlz.p) -ei)
- @\ 5 i

Y—Yo €Y, Xa

for § < |vo1(x,yo0) - €;|. For example, one could choose

o= 1076"00,1(96, Yo) - €;

The cell problem on Y ,,(z) can be constructed similarly. Thus we search for solutions of

div, (ny (uw (1 * Q)))

—Vy <)\divy (uLw (1 + XI))) + VIl 0w = €; on Y ()

w

divy {Qoui,w (1 + XI)] =0 on'Y ,(z)

Xw

Wi =0 on Y1\Y ()

(62 (o (2 ), 1432, 0

satisfying
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and either
) X1 (vo,r(x,90) - €;) -
lim U q 14+ >> = ’ e; if (pag — Vapa)i # 0 or
Y—yo€IY o (2)\I < ( Xa (Pag — Vaepa)i (v )
lim <uz a <1 + XI)) = (vo.r(=, yo) - i) e; else.
y—y0€dY ¢ (z)\T ’ Xa )

However, on Y j(x) there currently seems no way to find suitable cell solutions to the

system (6.9.14)):
(6.9.26a) —divy, (¥Vyvo 1) — Vy (Adivyvo 1) + Vypr — 00g
+ 0t (00v0,w) — divy (¥Vyvow) — Vy (Adivy vo) + divy (Teo)
+ 0t (00v0,0) — divy (¥Vyvo ) — Vy (Adivy voq) =0
with the boundary condition
(6.9.26b) vos =0

on JY ;\I' and
(6.9.260)
((V]Dy ('UO,'LU + Vo0 + UO,I) - TCO) nF)T + ar ('UO,w + vo,a + 'UO,I)T + 5V7,y00 =0 onl.

Even though it is possible to replace vg, and vg,, by
Xa Xw
Vo, = —vo,; and vg, = v,
X1 X1

above system is not suited for cell problems of the form (6.9.22)), as all terms in (6.9.264)
depend on both variables x and y. Thus, it currently seems to be the best approach to

calculate vg 1 directly from system (6.9.26]).
In order to calculate the macroscopic velocity fields v,, and v, note that

CoVg ~ Co(Uo,w + ’Uo,]) and (1 — Co) Vo ~ (1 — co) (’Uo,a + Uo,]) .
According to the above calculations,vg,, and vg, are approximately given by

V0,0 = Z ui,a(PAg - vmpa)i

2

Vow = Y iw(pwg = Vapu)i

1

The resulting constitutive equations for the total velocity fields for v,, and ¥, read according
to (6.8.5)):

cl
g
Il

1
B <roo Z [(pwg — Vapw)] wiw + QoCo’Uo,]>
w JY i

Vo = éla /Y (90(1 — o) EZ: [(pag — Vapa);| wia + 00(1 — 00)U0J> '

Since the transition zone is thin, even on the pore scale, it can be assumed that

/ |o0vor| = 0
Y

and the resulting equations for v, and v, read

Uy = Ay (pr - v:):pw)
U, = Aqg (,OAg - vxpa) .



6.10. AN OUTLOOK ON CAPILLARY PRESSURE AND RICHARD’S EQUATION 117

with

1 1

(Awij)iyj == [ (coooui-e;) and (Aqz;);=— [ ((1—co)oou; - €;) .

Ow JYy Oa JY
Even though the moving of the microscopic interface seems to have no influence on the macro-
scopic equations, note that this is not the case: due to the microscopic boundary conditions
for u; , and wu; 4, these functions strongly depend on the velocity field vg ; and therefore also
the permeabilities.

6.9.9. The dynamic case. In case 0; (0pvg) =~ 0 is no longer justified, the above cal-
culations in could be repeated with (pag — Vupa) and (pwg — Vaipw), replaced by
0t(pag—Vapa) and Or(pwg—Vapw). The function u; , would have to solve the non-stationary
problem

oo (s (032))) s (o9 (e 0 0)))

—Vy <)\divy (“z}a <1 + XI))) + VIl =e; on Y, (x)

Xa

divy [Qoum (1 + i[)} =0 onY ,(x)

Ui =0 on Y1\Y ()
Ui o(t=0,)=0 on Y,
with the same boundary conditions (6.9.23]) and (6.9.24)), respectively (6.9.25)). Additionally,

we would need a function © as a solution of
0 (000) — divy (vV,0) +Vyp1 =0 on (0,t) x Y
divy (0o0) = 000 on (0,t) x Y
v(0,:) =vg(-) onY;
where vg is the initial value of vg:
vo(t =0,-) = vo(+).
Then, according to sections and in particular with regard to equations ,

we obtain

1 . t
Uy R Q/ (COQO'U + COQO/ > 10t (pwg — Vapuw); (5,2)] wiw(t — Syy)d3> :
w JY 0

_ 1 . t
Ta N — ((1 — c0)oo® + (1 - 00)90/ > 101 (pag — Vapa); (8, 2)] wia(t — s,y)d8> :
a JY 0
It is doubtable that such an approach is reasonable for application as we do not only need
to calculate u; 4/,, but also ©. Moreover, the constitutive equation for v, ,, loses its common

form
'Da/w = Aa/w (pa/wg - vzpa/w) :
This is, why the author does not want to go to much into details of the calculations.

6.10. An Outlook on Capillary Pressure and Richard’s Equation

If the air is assumed to move freely in the porous medium and is always at atmospheric
pressure, it is often possible to neglect air transport and to focus on water transport only.
Water transport is then described by the velocity field

(6.10.1) Uy = Ac(pwg — Vpe)
with
Pec ‘= Pw — Pa -
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Equation (6.10.1f) is called Buckimham-Darcy law and p. is known as capillary pressure. The
Buckingham-Darcy law inserted into (6.8.3a)) yields the so called Richards equation|86]:

Ot 0y + ediv, (@wAc(pr - VPC)) =0.

However, the question remains how the capillary pressure p. can be calculated from above
two-scale model.

Classically, p. is related to the pressure jump across the microscopic interfaces. However,
since the phase field model does not contain interfaces but only a transition zone, there is also
no pressure jump but only a pressure gradient.

For any pressure field p and any two points x1,zs € R3, the pressure difference between
these two points is given by

1
p(z1) — p(x2) = /0 Vp(z1 + s(xa — x1)) - (x2 — 1) ds.

|z2—w1]
/ |Vp (z1 + s|ze — x1|)| ds
0

Comparing with above approach in section it is reasonable to assume that

pel) ( / o |vypc,o|) / ( / ,m) |

Here, pco is not identical with pg but should be related to the mean normal stress through
the transition zone which is due to volumetric forces. Thus,

1
Peo = po + gUtr (VyC() & Vy60> ,

where one should be aware of the fact, that pg itself depends on V,co. As expected, we see
that p. depends on the micro structure. Note that in future, such investigations should be
done more carefully by means of numerics.

6.11. Discussion, Conclusion and Outlook

The major aim of this chapter was to build a bridge from microscopic models of two phase
flows in porous media to macroscopic models, using phase field models and formal asymptotic
expansion. The calculations were straight forward and instructive for further generalization.
The major advantages of the resulting two-scale model are manifold:

e It is thermodynamically consistent since the scaling of the microscopic problem was
thermodynamically consistent, too.

e It accounts for both, macroscopic and microscopic behavior

e Using standard averaging ansatzes, it can be shown that the macroscopic balance of
mass and balance of energy equations show the expected behavior. Note that this is
also due to the thermodynamically consistent scaling of the problem.

e Using a non-standard approach, it was also possible to show that the macroscopic
dependence of the velocity fields of air and water follow the expected proportionality
relation with respect to (g — Vp).

At this point, the author wants to emphasize once more that it was not the aim of the above
calculations to justify the common macroscopic approaches, neither to “rederive” them. Rather
it was the intention to show that the averaged solutions of the two-scale problem satisfy the
well known macroscopic relations. Therefore, the two-scale models can be regarded as true
generalizations of the purely macroscopic models.
Two more advantages should also be named:
e The information on the micro scale is very detailed, precise and can be considered
to be complete, since we even know the dependence of the total energy on the mi-
croscopic parameters.
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e Above calculations can be generalized to arbitrarily complex situations that fit to the
MREP-assumption. As an example, we will consider the active layer of permafrost
soil in chapter [7] For future investigations, one may also think about pollution
problems or, maybe, interaction with biological processes.

6.11.1. Outlook: Numerics and Analysis. For numerical simulations, the author
suggests to build up on the newly developed framework of Isogeometric Analysis by Hughes
et. al. [56]. This method is build up on the CAD system, in particular on splines instead of
a spatial discretization, and seems to be well suited for varying geometries, including curved
surfaces, such as they appear in multiphase systems at the transition zone. The isogeometric
analysis was successfully applied to the Navier-Stokes-Korteweg equations and to the Cahn-
Hilliard equation by Goémez et. al.|[34}, [35], where the authors showed that the results were
much better than for usual finite element methods.

Of course, the calculations which were presented above are only formal and rigorous
analysis towards existence of solutions to the microscopic model and the convergence of these
solutions in homogenization is in need. However, the only existence results for Cahn-Hilliard-
Navier-Stokes systems that are known to the author are due to Abels [3, [2]. In these two
publications he treated a Cahn-Hilliard-Navier-Stokes problem in terms of concentrations for
matched densities [3] and for quasi incompressible fluids with general densities [2]. However,
he did not treat dynamical boundary conditions but in terms of section [6.4] he claimed the
boundary conditions

Jji-nr=0 and Ve-nr=0.

Also, for the incompressible case, he needed to restrict to an energy functional of the form
- o
E(Q’ VC) = 27@ ’vc|q )

with ¢ > 2 in dimension n = 2 and ¢ > n for dimension n > 3.

The Cahn-Hilliard equation without the Navier-Stokes part but with dynamical boundary
conditions was treated by Kenzler et. al. [62] and by Miranville et. al. [74]. The mathematics
that are used in [3], 2, 62), [T4] are very complex and therefore, even existence for the full
Navier-Stokes-Cahn-Hilliard system with dynamic boundary conditions seems to be a very
hard problem.

However, since models which are derived from the MREP-assumption have shown to
come up with good a priori estimates (see also section , the situation is not hopeless. In
particular, for both, microscopic and two-scale model, above calculations yield suitable energy
functionals.

6.11.2. Comparison with the approach by Papatzacos. As mentioned in the intro-
duction, Papatzacos [80] followed a related approach, but as we will see, his approach differs
significantly from the approach in this thesis, although both start from phase-field models at
the pore scale.

Like the author, Papatzacos started from the assumption that the equations describing
the physics on the pore scale are given in terms of phase field models. His work is also based on
an earlier work by the same author [79], where he investigated the case of a single component
two-phase flow. However, there are many differences in the two approaches:

e First, instead of using homogenization techniques, in particular the formal asymp-
totic expansion, he used the formal REV-averaging method. This method usually is
based on averaging the solutions in the pore space by convolution with a function
f € CP(R™) with 0 € supp(f) and with

f=1.
R
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Thus, the averaged quantities are defined by

aa) = [ ale =) f)dy.

Then, the effective equations for these averaged a are derived. To the authors opinion,
this method is incompatible with processes that happen on a spatial scale smaller
than the pore scale. In particular, in case of the transition zone that is much smaller
than the pore space, this method tends to overestimate effects of Ve and Ac.

e Second, his thermodynamical basis is not as transparent as the one used in this
thesis. In particular, the Cahn-Hilliard energy in [79] is defined for the averaged
fluid, which makes no sense in case that the pores are larger than the thickness of
the transition zone.

e Third, for the reasons above, in his resulting model equations, he obtains averaged
Cahn-Hilliard-Navier-Stokes equations.

This means, that according to his model, the flow on the macro scale is also described by a
Cahn-Hilliard-Navier-Stokes equation. In particular, this implies that the macroscopic balance
of mass equation for each component is given by a convection-diffusion equation with fourth
order diffusion. Using the notation of this chapter, his mass balance equation for air and
water would read
D10 + div (840,) — div (V (OF — JAg,)) =0,

where OF is macroscopically averaged potential. Since his averaged equations contain a
macroscopic Navier-Stokes like equation for the macroscopic velocity, such a result is not a
generalization of classical models but rather something completely different. Another differ-
ence to the present approach is that his equations do not contain information on the inter-
action between microscopic and macroscopic processes. The averaged equations only contain
effective parameters.

The author of this thesis believes that the fundamental assumption behind the calculations
of Papatzacos is that the thickness of the diffusive interface is at least of the order of the
diameter of the pores. Note that Papatzacos gives no statement on such an assumption but
with regard to the energy potentials in Cahn-Hilliard equations and with regard to known
sharp interface limits [92, 67], the capillary diffusion term AZc as well as the capillary stress
Ve ® Ve only play a role in the thin transition zone. Thus, by the moment that the pore
diameter becomes large compared to thickness of the transition zone, there should be no
macroscopic effects of any capillary diffusion or of macroscopic stress of the formﬂ Ve® Ve.

Note that another major difference between the calculations in this chapter and [80] lies
in the treatment of microscopic boundary conditions: Papatzacos [80] does not account for
microscopic surface energy at all. Concerning boundary conditions he is not concerned about
the boundary conditions on the tangential velocity or the Cauchy stress at the pore level. For
the boundary conditions on the phase field, he only uses equilibrium “contact angles” (refer
to section for a discussion on that topic) which read with the notation of this chapter

(6.11.1) Voi nre =w.

He states that “in the averaging process, the averaging of boundary condition (7)” |this is the
contact angle condition ] “is not meaningful”.

The author of this thesis has a completely different opinion: First of all, even if the
transition zone is thin compared to the diameter of the pores, the dynamic boundary condition
for the Cahn-Hilliard equation as well as the Navier-slip condition have direct impact on the
microscopic flow field. If the pores become smaller and finally of the order of the thickness of
the transition zone, surface energy should play a significant role.

2Note that this is not a statement on the macroscopic capillary pressure! It is only a statement that
excludes macroscopic stress terms of the form Ve ® Ve.



CHAPTER 7

An Application to Permafrost Soil

7.1. Introduction

As shown in the previous chapter [6] phase field models seem to be suited to derive two-
scale models for multiphase flows directly from the pore scale. However, very little work has
been done on multiscale phase field models and the only approach that is known to the author
is the upscaling work on the Stefan problem by Eck [24] [25].

In contrast to chapter [6] the physical processes treated in this chapter are of much higher
complexity. In particular they have to incorporate phase transitions such as condensation,
evaporation, freezing and melting. It is of particular interest whether or not these effects will
lead to macroscopic hysteresis or memory effects. A justification for such effects based on
physical arguments was given in chapter [3] in particular in [3:3]

This chapter will provide the derivation of microscopic models for the active layer of per-
mafrost soil in Tianshuihai and Qumahe (see section and demonstrate that the resulting
two-scale models give justification for the macroscopic models set up in [3.4] and [3.5] though,
of course, they provide more insight into the physics, as they also contain information on the
micro structure.

In contrast to chapter [6] we will use the partial density approach like it was introduced in
section [4:3] This is for simplicity of writing down the calculations and the resulting equations
as well as to show that the methods of chapter [6] also apply to this setting.

7.2. Derivation of the Microscopic Model

7.2.1. Physical assumptions and comment on notation. Throughout this section,
the notations introduced in section [6.2] will be used. Since we deal with the active layer
which extends about not more than 3 meters depth, the physical restrictions of the model
are obvious: We deal with pressure fields close to atmospheric pressure. Like in chapter [6]
we assume that the pores are still large compared to the thickness of the transition zone. In
particular, the surface energy, given in terms of the gradients of the partial densities, is small
compared to the other contributions to the total energy. Also, we claim that the velocities of
all three phases are moderate such that a scaling of these velocities with € is justified.

Furthermore, we will assume that the temperature field is continuous throughout the
whole system. In particular, we assume that there is no temperature jump across the surface
I'* and that I'* has the same temperature as the bulk and the soil matrix. Note that the
ansatz of mixture theory as it is used in this thesis automatically comes up with continuity
of temperature through the transition zone. Concerning the microscopic geometry, we do not
consider processes like swelling, erosion or deformation due to freezing and thawing. Thus,
the geometry is assumed to be constant in time.

For simplicity of notation and for more comfortable reading, the indices ¢ for the variables
will be omitted throughout this section. These indices will only be written down for the
complete model below, in section [7-3]

7.2.2. The pore space. Since we restrict to small velocities, in particular to velocities
of order ¢, the final two-scale model will be obtained using the intermediate approach. In
what follows, it will be assumed that air and vapor combine to the gaseous phase which moves

121
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with a common velocity field. Vapor is then assumed to show some diffusive behavior in this
gaseous phase.

In what follows, o,, 0v, 0w and o; are the partial densities of air, vapor, water and ice,
respectively, and v,, vy, U, and v; are the corresponding partial velocities. Assume that o,
and o, together form a gaseous phase g1 = g, + 0, With velocity p1v1 = 0,v, + 0,Vy. In
what follows we will have reactions from ice to water, indicated by ¢;,, from ice to vapor,
indicated by t;,, and from water to vapor, indicated by ty,. Thus, the resulting set of mass
balance equations reads

OLoy + &div (0yUy) = —Lyw — Lui Opo0i + ediv (0iV;) = Lui + Lwi
8th + €diV (ngw) = +va — Lwi 8t@1 + SdiV (Ql’Ul) = —lyw — lyi
The system is fully described by the evolution of 91, g4, 0, and g; since their evolution
comprise the evolution of the total mass density

(7.2.1) 0=01+ 0w+ 0

as well as the evolution of g, = (1 — ¢)p;.
Defining the mean velocity of the mixture by

0V 1= 01V1 + QuwVy + 0iVi,
we introduce the following notation
Uy - =Y, — v Uy = Vy — V1 U2 := V2 — U U; ‘= V; — V2 CZ:QU/Ql
Jii= 01w Jo 1= E0vly Jw = Owliw Ji = 0iv;

and keep in mind that j; + j,, + 7; = 0. Using these definitions, we obtain the following set
of mass balance equations:

(7.2.2a) Do+ pdive =0

(7.2.2b) Df’lgl + oredivo + edivj; = —tyw — Lui

(7.2.2¢) 0D e+ ejy Ve+divy, = (1= ¢) (—tow — Lug)
(7.2.2d) D5 0w + 0wedivo + ediv f, = Fipw — Lwi

(7.2.2¢) Df’lgi + giedivo + ediv j; = twi + Ly

where

Dilg = 8p4e(v-V)o.

For simplicity in the calculations below, in particular to stay close to section [1.3] we
introduce the notation

(7.2.2f) a:: —lpw — Luis Jcrw:: bow — lwi and Jcri:: Loi + Lwi -
Finally, the balance equations of momentum and energy read
(7.2.2g) QDta’l'v —diveT = pg QDf’lE —divh =09 - v,

where T is the Cauchy stress, g the gravitational acceleration, F is the energy per mass in
{ and h is non-convective energy flux.
Following section [£.7] the energy is assumed to depend on g1, 0, 0i, ¢, v and 7 as well
as on Vo1, Vo, and Vyg; and takes the form:

E = E(n?Ql?Qvaiacav’leanwani)

1 .
= 5 |,U|2 + EO(na 01, Ow, Oi, C) + E(Qb Ow, Oi, VQI) VQw, VQ@) .
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Note that E does not depend on g due to (7.2.1f). With 9 = %—g, the material derivative of E

1S

oF oFE ) OE

DB = 9D+ gy Ditv+ g Ditent 5, Difent 5o Dt
oOF .. OB ., OF . OF .
7D€’ 71)57 7D€7 w 7D€7 i
gc Dt et gy D (Ve + gy P Ve + gy P (Ved

and can be brought into the form

1
oDP'y = 5 (= (@vT) v+ divh+ (p1 + pu + pi) divo)
1
—3 > 00kE-DP (Vor)+ Y mkDy ok — oDy |
k=1, k=1,wyi
where
o OF
7.2.3 ==
( ) My o1 d¢’
as well as

OF OF
— 00k o—, O.4F = k= 00— for ke {l,w,i} .
Dk QQkan 2k . M Qagk or {1,w,i}

We use ([7.2.2)) to get
g1 . . e e + .
Dy (Vi) = —e (Vv) Vi, — div ((QkEleU + ediv g, — c) ]I) for k € {1,w,i} .

We obtain in a first step

~ . . +
— 00, 1 E - DY (Vog) =Ty -eVo + Epk20kdivo — Vg o - Jo — Hg2 Ck

—div (thE’l (or) Dk + Eukgjk) for k € {1,w,i}

with
Ty := 00. 1 E @ Vo, pz = —div (00 E) -

The final versions of entropy flux and entropy production read

(7.2.4) g=h—cTv— > oD (or) O:pE + € (ir2 + k) 3y + 1od,
ke{l,w,i}

£=(T+T; +Ty+T,) 'E]D)v—k%-z?—k S o+ pnoar) | edive
ke{l,w,i}

~ VG, — Y, eV (k2 + ) - Jy +em Ve gy
ke{l,w,i}

+ +
+(L=pcr— > (mra+m)
ke{l,w,i}
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Finally, we make use of (7.2.2f) to obtain

§:(']I‘+’]I‘1+Tw+’ﬂ‘i)-aﬂ)v+%-19+ S (o + inoer) | edive
ke{l,w,i}

— > eVimat ) gy~ Vi g, +eomVe- gy

ke{l,w,i}
+ (Mw,z + oy — P2 + M@')Lwi + (ul,g +p1— (1 —¢) oy — pw2 — ,Uw)bvw
+ (p12 4 p1 — (1 =€) pro — pi2 + 1) boi

According to Chapterwe define m := %tr (T+ Ty +Ty+Ty), S = (T+ Ty + Ty + T;)—ml,
p = Zke{l,w,i} (pr + pr,20r) and assume £ to be given by

~ (= 1 L. g2 1«2 3¢ 1 2
(725> 6 Sa (m+ ?p)ajlajwajivjmvaaLwiaLvi = ; ‘S‘ + v+ 3\ m+ ?p
1, 9 1 .. 9 1.9 1 .. 5 1 9 1 N2 1 N2
+ K |q| + Jl “71| + :]1 |-77,| + JU |JU| + va (va) + Iwz (L’LU’L) + vi (LU’L) °
And obtain
T=veDv —-T; — T, — T; — pl 4+ Aediv ol
q = rkVY
as well as
Jr = —JrevV (,ukg + Mk) for k € {1,w,z’}
jv = —Jy Vi
and

Lyw :va(:ul,Q"_:ul - (1 _C)/“LU = Hw,2 —,U,w)
twi = Loi (12 + 1 — (1 =€) po — a2 + 14)
bwi = Twi (Pw,2 + pw — pi2 + 1)

7.2.3. The soil matrix. In the region occupied by soil matrix, energy transport is the
only interesting phenomenon. This is because the model does not account for deformations
of the matrix or any chemical reaction between soil and water. Thus we obtain

O Es — divhy = 0,

where FEj is the energy per volume in Q5, ks heat transport and it is assumed that Ey = Eg(m)
depends only on the entropy 72. The entropy itself evolves due to

hy hy VY &

8t772 — div ? = 192 9
which finally yields
(7.2.6) hg = HQV&.
In these calculations, it is assumed that ¢ = %—% is the temperature in Q5 and that the

temperature field is continuous across I'¢.
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7.2.4. Microscopic boundary conditions. For simplicity, we assume on 0Q with
outer normal npq the following conditions

ha-’naQ:O h;"naQ:O h%-’naQ:O
(7.2.7) q° - nog =0 a5 o =0 ar - nog =0
ji-naQZO v=20 ji-naQ:0 Vk e {1,w,i}

Again, on the microscopic boundary I'?, the existence of a surface energy FEr is assumed
which follows

)
8tEp - diVThF =F

with the surface energy flux hr. Following the calculations from section [6.4] we get with help

of (7.2.7); and
£ ;:/ cE+ | Es+e| E:
Q5 Q5 re

d 1 ®°f
and Ozdtga_/ gs-vazs/ ((ha—h‘g)-npa+edivTh§+E>
ini 5 g

the local energy conservation on I'®:

1 &€

—(h®—hj5) -nr-+E =0.

€
It is assumed that neither water nor air, ice or vapor can penetrate the solid matrix, which
implies
(7.2.8) v, =0, j, nre=0, j, -nr-=0 forke{l,w,i}.
Throughout this section, the material derivative on the boundary will be defined via

D76 =0 +e (v, V)
and since v,, = 0, it holds

92l = D¢ on I°.
In order to obtain boundary conditions, assume for g1, g, and p; dynamic boundary

boundary conditions:

(7.2.9) dror + divy (opvr) = D5 o + copdivev = op for ke {1,w,i}.

Note that we chose this form of boundary conditions due to the considerations at the beginning
of section Thus, the compatibility conditions between bulk and surface read similar to

(4.7.11))
g1 R oN | _ 9 .
(7.2.10) D;" o, =7 o, = 03, — cordivrv.
It is assumed that Er depends on surface entropy nr as well as on g and Vg via
EF = EF(UFa 01, Ow> Oi, lea VQ’U)? VQZ)

and that the temperature on I'® coincides with the bulk temperatures in Qf and Q35 close to
the surface I'®. In particular,

_ O9FEp

9 = L
onr
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and for the surface entropy nr holds:

OFEr OFEr
90, = OFp— —0, — 0 (V+
¢ ¢ LT ) Z | <8Qk Ok + 3 (Vo o) A Qk))
e{l,w,}
OFEr ) OFEr
e 3 (2 (52 e
reiimsy \ 00 9 (Vrok)
oF
_ Z div, (8(V a )8tgk>
ke{lw,i} 0k
The total entropy of the system is assumed to be given by
S = Q77+/ n2+s/ nr
Q1 Q3 c
and with
. 1 OF
ULk = angF —div, (az,kEI‘) and dr,1 ‘= hr — g Z a(vir)awk >
ke{1w,i} 70k

as well as ((7.2.8)), the total rate of entropy production is given by

d § &2 1 1 .
s 9 9 —= Dy W e
dtS /§ﬁ+/§ﬁ+/56 Z oDy (ok) 0.k E - mr

9
ke{l,w,i}

1 je 1 . .
+/ 56 E+ g (h — hz) s MNpe — TT U — Z ,U/F’katgk + EdIV.,-qnl
: ke{1,w,i}

Using ((7.2.9), (7.2.10) and
. 1 - .
T; =T, + Z - (3z,kE : nre) eVror + Z Ok VD k
ke{l,w,i} ke{l,w,i}
as well as )
BT g 7= Hrk + 20 (@,kE : nrs) :

above formula for the entropy production reads

dSZ/ E,[ &
O

1 e 1 - « @ . *
+/€ 56 E+ g(h— h2) -I/—TT Uy — Z lu’F,k’Qk‘ +d1V7qF71

ke{l,w,i}
where
G =qri+vs Y Ol
ke{l,w,i}
Following the calculations of section this yields the result
o 1
E+—-(h-v—ho)=0
€
T = —2pv,
D *
Ok = —QkHr K

qr, = kreV.9
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where the first equation is energy conservation and the second equation can be reformulated
into

T, =-20v, + Z gk.aV ( QkazkE TLFE)— Z levT,ui'i’k,

ke{l,w,i} ke{l,w,i}
and g ; is equally given by
qr; = — Z 9k Erdior + hr + v, Z Ok T
ke{lwz} ke{l,w,i}

7.3. The Complete Microscopic Model

We will now write down the complete system of equations which is obtained from the
previous section. In order to not confuse with the next section, where two-scale models will
be derived, the system will be written with all indices €. Thus for any € > 0 we obtain the
following system:

(7.3.1) Do+ ofdive® =0

(7.3.2) D215 + pfedivo® + edivjs = —i5, — 15,

(7.3.3) De’lc + 65 - Ve+divis = (1 —c) (=5, — i)
(7.3.4) DE 192, + o edive® +edivys, = +15, — 5,

(7.3.5) D2t os + gfedive® 4 edivis = 5, + 15

Qfo’l'u‘E —diveT® = o°g QDf’lEE —divh® = p°g - v°.
It is assumed that the energy is given by
E* = E(, 0, 04,0, v, Ve, Vi, Vo)
= S Bl o, 05005 ) + B(6E, 0 65, Vi, V5, V).

where the choice of F is inspired from section m

B(...)= —%‘%Wﬁ Vo, — ?52VQ1 Vi — 2i;U€2VQ§ AV

Furthermore, we assume that Ey is given by

= 01 . 2
EO = E0(77€a Qia Q'zeu’ Qz) + 2015#(66) .
Note that the last assumption implies that
£ 1e Qi £\2
OB o ()

This fits with the classical assumption that for constant density, the energy depending on
a concentration ¢ is proportional to ¢. Since ¢© is the concentration of vapor in air, it is
reasonable that the energy is proportional to the air density o] as well as to the square of the
concentration c°.

All these assumptions yield
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B = kO T e S D (o) it e (ko + ) 5 — 4
ke{l,w,i}
T¢ = 2ueDov® — alwazvgi ®s Voi, — aliEQVgi ®s Vo5 — inEQVQf ®s Vo5,
— p° I+ Aedivo®l
=) (Pt phadk)
ke{l,w,i}

where
OF oF
. = 00—, =0 forke{l,w,i}.
M=y, M=o, forke (L)

while for the diffusive fluxes 7 and productions terms ¢5 they read

o = —JL,Vu = —-J,Vic®

<

and
Vo = Tow (150 + 1] — (1= &) i, — piy 0 — 1o
vy = Lui (p50 + 15 — (1 — ) s, — pi5 0 + 415)
i = T (150 + 1y — 150 + 115)
with
. 0°0FE . OFE
= —— and =
T o T oo
as well as
Ho© = (%W@i + Vo)
I (%EV@ + U;MaVQZ,)

Hi2 = —ediv (13")
We also obtain on Q5:
O E5 —edivhy = 0
hs5 — koVY® = 0.
The boundary conditions on I'* are based on the abstract balance equations

1 . o
D57 0% + grediv,us = gy

,E% — div,hi = E.
Note that j%, j, and v have to satisfy which is
v, =0, j, nre=0, j.-npe=0 forke{lwi}.
As a constitutive assumption on Ep, assume

~ Ok
=B+ Y o)
ke{l,w,i}
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together with the constitutive equations

Tnre = T¢ = —208vE + Z (up* -mpe)eVieor — Z 0kEV il

ke{l,w,i} ke{l,w,i}
@
O = —akmtfk
he = KRV — vl > i+ Y eokr (Veg5) digh
ke{l,w,i} ke{l,w,i}
and )
e .
E+Tevit S DP(oh) s mre + = (B — ) -mre = 0
ke{l,w,i} c
where

L
pur g = Ope Er — e°div; (0k,r V- 0f)
*E ., __ € kkg

KTt = Hra+ Hg - Mre.

Additionally, we have the following balance of entropy equations:

a(ss di Enfof) — di ig_ia 5

th)+5 lv(an) 1V19€_198 OnQ17
he he . Ve €

8t77§—div—2:72 VIR _ & on @5,

Ve (195)2 T 9e

*E £
oy — div, <q§61> = % on I'®

where
¢ =h*—cT0 — Y oDy (07) 0 + € (i + 115) G + 345
ke{l,w,i}
£
€ = (T 4+ T5+ T, +T5) - eDo® + % -9+ Z (p% + uiggi) edivov®
ke{l,w,i}
= > eV (uhatup) R - Vi dh+eoipsVe - g
ke{l,w,i}
+ (150 + gy — 5o+ 115) iy + (1T 0 + 1] — (1 — ) gy — Hoyo — 15,) tiw
+ (S + 15 — (1= ) pf — pa5 o+ 45 155
and
qr = ke 0°

eV, ° ef )
S=dri—p—+E —v0 > e
ke{l,w,i}

7.4. The Two-Scale Model

In this section, formal asymptotic expansion will be used in order to get a two-scale model
for permafrost soil. Therefore, we will assume formal expansion of the form

a(z) = Zsiai(x, g)
=0

where a stands for any of the variables g, ok, ¢, v and 9.
Due to the specification of the energy density in section [7.3] we assume

(7.4.1) Ly = f1c°
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and for simplicity of writing
(7.4.2) Jjs =,V

For simplicity, it will be assumed that i and J, are constants independent on space, time or
e. This implies for the expansion of p5:

o0
oy = [ Z e'ct .
i=0
Following section [6.5] we will use
DYV = dp+vo-Vyp or DI = dip+evg - Vad+vg - Vyo.
and the formal expansion
DE'a® ~» DY ag  with either DY = DYV or D = D)

as well as

; 0 0ay °
1 for D,"" = D;"*

Note that for the thermal conductivity, we have to assume that xf and x5 depend on the
variables g and on 9. Thus, like in section we assume asymptotic expansions of k] and
k5 of the form

{0 for DY* = DYV
O Tz =

K] = K1+ EK1,1 + 621411,2 + 0(63)
Iﬁ;g = Ko +€ka1 + 621432,2 + 0(63) ,

where all . may depend on cg, Yo, 0,0, 00
Then, the formal asymptotic expansion

()= Y Fay(w ),
§=0

applied to the model in the previous section with regard to the variables 7°, n5, g, 0°, of, ¢
and ¢, yields the following two-scale model:

(7.4.3a) D?’*go + 0odiv vy + 0s ze00div, vo = 0

(7.4.3b) DY 01,0+ 01,0divy vo + divy 1 = —lpw — Lui

(7.4.3¢) gljoD?’*co + 31+ Vyco +dive 3, o +divy g, 1 = (1= co) (—tow — tui)
(7.4.3d) D?’*Qw,() + 0w,0divy vo + divy J, = Flow — lwi

(7.4.3¢) D?’*Q@o + 04,0divy vo + divy J; = twi + tui

with the additional lower order equations

(7.4.3f) divy (4, 1) =0

(7.4.3g) divy (4,0) +dive (J,—1) =0

for vapor with the micro and macro vapor flux
(7.4.3h) g, 1= —JVyco, Jyo=—Ju(Vaco+Vyc1) and j,; =—Jy,(Veer + Vyca)

Note that the diffusive fluxes j, _;, 7,0 and j,; as well as jj, for k € {1,w,i} satisfy the
two-scale version of boundary conditions ([7.2.8)):

(7.4.31) Jg-nr=0, j,_1-nr=0, j,o-nr=0and j,; -nr=0.
For the balance of momentum and energy, one obtains

(7.4.3)) oDY* vy — div, T = gog
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(7.4.3k) oD)"E — (k1Vado + k1,1 Vo + K1 V01 — po,0F 00 — oG, 1)

- diVy (Klva?ﬁl + RlvyﬁQ - Mv,ljU,O - MU,OjU,l - MU,QjU,—l)
— diVy (Kleyﬁl + Iﬂ’lvgﬂ% + I£172Vy190>

—divy (Too+ Y D (ero) k" — (k2 + 1) di | = 00g - vo.
ke{l,w,i}

with the two lower-order equations

(7.4.31) divy (k1Vyto = po,0dy 1) =0
+diVy (/ﬂvxﬁo + /ﬂlvy??l + H1,1Vy?90 - ,Uv,()jv,o - ,Uv,ljv,—l)
(7.4.3m) +dive (k1Vydo — po,0d4,-1) =0,

for the temperature.
The constitutive equation for the energy reads in first order

E = E(no, 00, 01,0, 0w,0, 0,0, €0, V0, V01,0, Vy0uw,0, Vy0i,0)
. 01,0 ~
200 (60)2 + E(Q, val,Oa vaw,Oa vai,O) s

1 .
= 3 |’UO|2 + Eo(n0, 00, 01,05 0w,05 0i,0)

where the choice of E is inspired from section m

~ o1 o1;
E(...)= _lvygl 0 Vyouwo — =—Vy01,0 - Vy0io —

Oiw 9
2‘9 - € vy@i,() : vwa,O

20
which yields

T = 2vDyvo — 010 Vy01,0 ®s Vyow,0 — 01iVy01,0 @5 Vy0io
— 0iwVy0i,0 ®s Vyowo — pl + Adivy, vl

po=p+ > (Pr+ (2 + 1) oro)

ke{l,w,i}
with
5= (00222 = otk k= e, s = —divy ()
doo 00k,0 00k,0
where
Kk 01w
poi= <7vy9w0+ > Vsz‘,o)
Kok 01
Py = (va910+ 5 vy@i,())
*ok 01i
pi = ( 2ZVyQ10+ 5 Vwa,()) .

For the diffusive fluxes j; and productions terms ty.y, ty; and ty,,; the constitutive assumptions
read

Ik = —JuVy (2 + i) for ke {1,w,i}
and
lyw = va (,Ufl,Q + u1 — (1 - CO) My — Hw,2 — Nw)
toi = Tyi (1,2 + p1 — (1 = o) pro — pi2 + 1)
twi = Twi (fw,2 + oo — i2 + 1)

All the above equations hold on @ x Y;. The rest of this section is devoted to the equations
on@Q xYoand Q xT.



132 7. AN APPLICATION TO PERMAFROST SOIL

We obtain on @ x Ys:

(7.4.3n) OBy — divy (kaVto + k2o Vyth + k1,1 VyYo)
(7.4.30) —divy (k2 Va1 + kaVya + ko1 VU + k21 Vo + K22V ) =
(7.4.3p) divy (k2Vyty) =0
(7.4.3q) divy (k2 V00 + ko Vyth + k21 Vo) + divy (k2Vyg) =0

Ey = Ex(1m20)
The boundary conditions on @ X I' are based on the abstract balance equations

. b
Oror,0 + divry (0k0vor) = 0y

&)
(743r) atEF - diVT,y hF =F.

As a constitutive assumption on the zero order expansion of surface energy Er, one obtains

- o
Er=Er(nro)+ Y mL
ke{l,w,i}

‘r,ka,O‘

together with the constitutive equations

’]TT = —2pvor + Z ,UI‘ gk onr V7—,3,/zQI<:,O - Z Qk,OVT,yﬂ;,k

ke{lw,i} ke{l,w,i}

521 *

O = —QklUp i

1 Vry9o
hr = 5o —vor > oomret > okr (Vryro) dioko-
ke{1,w,i} ke{1,w,i}
Here,
OBr di v, L= r.
UT K = A0k.0 ivry (0krVryoko), Hr g i= KUk + Br g - T

Using ([7.4.31)), the boundary conditions for the energy become

E+T, vor+ S DY (on) i mr
ke{l,w,}
+ ((r1 — K2) Vo + (k1 — K2) V2 — fo1J 4.0 — Ho,0J 01 — Ho,2J 1)
+ ((k1,1 — K2,1) VyOi + (k1,1 — k2,1) Voo + (K12 — K22) Vo) = 0
(Hlvyﬂo - /ﬁ;gvyﬁo) ‘nr = 0
(k1Vyh — kaVyth + k1Veg — kaVedo + (k1,1 — k12) Vydo) -nr = 0.
Since the entropy is not of interest for the macroscopic behavior below, we will not derive

the corresponding two-scale balance of entropy equations but note that this can be done
according to section [6.5]

7.5. The Macroscopic Model

Following sections [6.5] and [6.8/[6.9] the calculations below will provide macroscopic equa-
tions by averaging the two-scale model . Like in sections the author wants
to emphasize that the two-scale model in itself is already a solution. Compared to a purely
macroscopic model it has the advantage that it also provides information on the microscopic
processes. Thus, the gain is mostly a gain in information and the price one has to pay is
that in numerical solutions, calculations become more expensive. The macroscopic equations
which will be derived below are solvable with less computational power, but the information
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on the microscopic processes is lost and therefore, the accuracy my not be as good as for the
two-scale model.

Throughout this section, the restrictions (7.4.1]) and ([7.4.2)) will play an important role, as
they will simplify the calculations for the effective balance of energy significantly. The author
is aware of the fact that these restrictions may not reflect the full physical reality of such a
complex setting. However, due to considerations at the beginning of section [7.3] the model
can still be considered as reasonable.

7.5.1. Mass balance equations. The first and most important issue is the averaging
of the convection equations and the derivation of effective permeability coefficients. Following
sections [6.8}6.9] first define the averaged quantities

_ 1 .
(7.5.1) Ok = / 0k,0, Dy = — orovo for ke {1,w,i} ,
Y. Qk? Y.
as well as .
0 12/ 005 U= _/ 000
Y1 Q Yl
and
loyw = / bows  byi 1= / Lyi and Ty, = / bwi -
Y. Y Y1
Note that 1
o= > o and B=— Y G
ke{l,w,} e ke{l,w,}
Then, except for the vapor balance equation, the averaged versions of ([7.4.3a))-(7.4.3¢) read
(7.5.2a) 00 + ediv, (pv) =0, 00w + edivy (0ww) = +lvw — Lwi
(7.5.2b) 0101 + edivy (0101) = —lyw — lui Or0i + edivy (0i0i) = twi + Lui s

where the microscopic boundary conditions ([7.4.3i) entered. First, note that ice has a much
higher viscosity than water and air and thus we assume that for the macroscopic velocity field

©; holds
(7.5.3) v;=0.

7.5.2. Permeability coefficients. In order to complete above mass balance equations,
it remains to search for the permeability coefficients of air and water. We will not go into the
details of the calculations but only provide an outline how these coefficients can be obtained.
To this aim, we follow section and note that we have now to deal with four microscopic
domains: The regions occupied by air, water and ice as well as the interfacial region.

Defining for some small numbers 0 < ag < a; < 0.5 the function

1 for ¢ < ag
w(c) = < exp (—M) for ¢ € [ag, a1]
(c—a1)2 0,%1] »
0 for ¢ > aq

it is possible to introduce the smoothed characteristic functions x5, x5, and x§ of air, water
and ice by

% :
Xi =w (;;) for k € {a,w,i} ,
as well as the two-scale versions x4, xw and x; by
Xk =@ <Qko> for k € {a,w,i} .
00
The microscopic interfacial region is given by x7, respectively x; for the two-scale version:

Xi=1-xa—Xo—X; and Xx7=1— X4~ Xw— Xi-
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The two-scale velocity fields of water, ice and air as well as of the interfaces are then defined
via

’Uo’a ‘= XaVo, ’U()ﬂ' = XiVo, ’U();w = XwYo and ’UOJ = XIVp -
Note that in contrary to (6.9.2)), the splitting of density is given by
0" = 0]+ oy, t 0,
00 = 01,0 + Qw0 + 0i0-

However, for calculations of the approximate character of section it is physically tenable
to assume

01,0 = pa(T)x1(2,y), 0w,0 & pu(T)xw(T,y), 0i0 =~ pi(z)xi(x,y)
and that there is g(z,y) such that
00(z,y) = pa(x)x1(2,y) + pu(®)Xw(®,y) + pi(x)xi(z,y) + 0(x,y)

and g(z,y) =0 for y € Y(z). Thus, we also assume for

P = X1eP°, P = XpeDS,  pii=X;p° and  pri= x7p°,
that

1 1 1
P =P+ op P+ pp and
eVp® = xg(2)V (p +ep7) + X5, (2)V (05, +ep7) +exi (2)V (9] + p7)
1 1
+ x7eV <p§ +p§ + gpi + 61921)
~ Xo(2)VD; + x5 (2) VDS, + X7e VDT + X5 VD5 .

Following the calculations for section one may end up with corresponding macroscopic
constitutive equations for the velocities U, and Uy,:

(7.5.4a) Vg = Ag (pa(2)g — Vapa)
(7.5.4Db) Vw = Ay (puw(2)g — Vapuw) -

7.5.3. Vapor transport. In order to obtain a properly averaged vapor balance equation,

note that in combination with yields
(7.5.5) Vyco=0.
This result inserted in ([7.4.3g)) again with yields
divy (JyVeco + JyVyc1) =0 on Q x Y,
(JoVzco+ JyVycr) - mr =0 on Q xT'.
Thus, using cell solutions ¢; to
divy (Jue; + JyVydi) =0 on Q x Y Vi
(Jvei + JyVypi) - mpr =0 onQ xI' Vi.

for e; the standard basis of R3, ¢; can be expressed as
c1 = Z ¢i0;co -
i

Using equation can be reformulated into

O (01,0c0)+divy (01,0c0v0)+edive (01,0c0v0)+divy (F1c0)+dive 3, 0+divy J, 1 = (—tow — tui) -
Finally, using (7.4.31), (7.5.1) and (7.5.5)), the last equation by integration over Y:

(7.5.6) O (01¢0) + edivy (01c001) + divy (KVaco) = (—lyw — Lvi)
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with
Kij = /Y (Vyi+ 1) - (Ju (Vyds + 7)) -
1

7.5.4. Balance of energy. The two-scale balance equation ([7.4.3k|) for the energy on
Q x Y1 can be rewritten as

oD E — (k1Y 90 + K1,1Vyo + K1Vt — Ho.0F 0,0 = Ho1dv,-1)

— divy (k1Vat1 + K1Vy02 = 1500 = Ho,0J0,1 — Ho2Jv 1)
— diVy (K171Vy'l91 + Iﬂ’lvxﬁo + I€172Vy190>

—divy | Tvo + Z D,?’* (0k0) " — (k2 + pk) Ji | = 00g - o -

ke{l,w,i}
with the lower order equations
(7.5.7) divy (k1VyP0 — po,0dy 1) =0
—i—divy (/ﬂvl«ﬁo + Hlvyﬂl + H1,1Vy?90 - ,Uv,Ojv,O - ,Uv,ljv,—l)
(7.5.8) +divy (k1VyP0 = po0dp—1) =0.

On @ X Yo, the corresponding equations are given by

Oy Ey — divy (k2 Vo + ko Vi + k1,1 VyYo)
(7.5.9) —divy (kaVa01 + K2Vt + ko1 Vi + k21 Vel + k22Vyg) =0
(7.5.10) divy (kaVyty) =0
(7.5.11) divy (k2VUo + ko Vi + ko1 Vo) + divy (k2 Vytg) = 0.

and the boundary conditions on @ x I' read

(7.5.12) OEr — diveyhr = E
E+T, v+ > DM (ox) i mr
ke{l,w,i}
+ ((r1 — k2) Vo + (k1 — K2) Vo — fo 150 — Ho,0 01 — Ho,2J e 1)
(7.5.13) + (k1,1 — K2,1) Vyh + (k1,1 — k2,1) Voo + (k12 — K22) Vo) = 0
(7.5.14) (k1Vyo — kaVydo) - mpr =

(7515) (Kllvy’ﬁl — Hgvy’ﬁl + k1 Vg — ko Vo + (/{1,1 — 5172) vyﬁo) -nr = 0.

Note that we obtained in (7.5.5) that j,, 1 = —J,V,co = 0. Thus, the equations (7.5.7)),
(7.5.10) and (7.5.14) yield V9o = 0. Since it was assumed that pug = c°, it follows that
ty0 = co is independent on y. Thus, equations (7.5.8), (7.5.11)) and (7.5.15) together with
(7.4.3h) and (7.4.31) combine to a system

divy (k1Vyd9+k1Vy) =0 on Q x Y,
divy (Iigvaﬂ?o + Iigvyﬁl) =0 on@Q xYo,
(ﬁlvyﬁl — KQVyﬁl + k1 Vo — Hgvxﬁo) -npr=0 onQ xT,

for which we find a solution

U1 = Z ;0;0
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where 1; solve
divy (k1e; + k1Vyth) =0
divy (koe; + k2 Vb)) =0
(k1Vythi — kaVythi + K1e; — kae;) -mp =0

for e; the i-th vector of the standard basis.

Thus, defining
522/ Q0E+/ EQ—l-/Ep
Y. Yo I

_ 1
E::_/ Q0E7
0Jy,

and using the boundary conditions ([7.5.13))-(7.5.15)), the integrated energy balance equation
finally reads

(7516) 0:€ + edivy (@E’l_)) — divy (Aﬁvxﬂo — ,uv,oKcho) = 009 ' Vo,

and

where Ay is given by
(Ag);; == /Y (Vywi + €i) - (k1 (Vyt5 +€5))) + /Y (Vyhi + €i) - (k2 (Vyt; +€5))) -

7.5.5. The full macroscopic model. The full macroscopic model is given by equations

[75.2}

(7.5.17) Bt() + ediv, (@’ﬁ) =0, 815@10 + ediv, (@wf}w) = +lypw — lwi,
(7.5.18) 001 + edivy (0101) = —Tww — bvi 5 0r0i + edivy (0i0i) = Twi + Lvi s

as well as the constitutive equations ([7.5.3) and ((7.5.4)):

v; =0
U1 = Ay (01(2)g — Vapa)
Uy = Ay (0w(2)g — Vapuw) -
For the equation of vapor mass balance, one obtains (|7.5.6))
O (01¢0) + edivy (01c001) + divy (KVzcp) = (—lpw — Lui)
and for the equation of energy balance
0:€ + ediv, (@E’D) —divy (AyVao — 0K Vo) = 00g - vo -

The effective parametrization for the coefficients are given above in the calculations. However,
we see that in a macroscopic model, we have to parametrize Uy, Ay, Ix as well as K and Ay
directly from macroscopic parameters and any microscopic information gets lost.

7.6. A Reduced Model for Tianshuihai

At Tianshuihai, the soil is rather dry since there are only few rain events during the year.
Thus, we may assume that most of the time, also ©,, = 0. Hence, we may combine g; and g,
on the macro scale to a coupled component

where we assume
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and the total set of equations reads
001 + ediv, (0101) =
O (01¢0) + edivy (010001) + divy (KVco)
U1 — Ay (01(2)g — Vapa) = 0
o2 =1
0i — S(02,9) =0
€ + ediv, (@E'FJ) —divy (AyVado — 0K Vaco) = 00g - vo

-
—l

where
L= lyw + luj -

7.7. Conclusions

We derived a two-scale model for multiphase flow in the active layer of permafrost soil.
Note that below the active layer, the soil is permanently frozen and there are no dynamic
processes. However, the physics of course still described by the same model. The obtained two-
scale model couples freezing/thawing and evaporation/condensation processes on the micro
scale to macroscopic transport phenomena, such as flow of water and air as well as vapor
transport and vapor diffusion.

We also analyzed the macroscopic behavior of solutions of the two-scale model, which is
in agreement with the models derived in sections and In particular, direct averaging
of the solutions over the micro scale yielded a macroscopic behavior of the solutions following
the complete model from section A reduction of the model for dry soil then yielded the
macroscopic behavior described by the model from section

However, note that the two-scale model contains much more information, in particular
on the structure and dependence of permeability tensors and reaction rates ¢ on the micro
structure. In particular, with regard to the reflections on the correct choice of macroscopic
coefficients in section [3.4] note that such reflections are no longer needed for the two-scale
model, once we set up the energy potential for the microscopic problem.

With regard to the initial questions from the main introduction, and with regard to section
[B:3] the reaction terms ¢, in the resulting two-scale model clearly indicate a tendency towards
memory effects in the water content during freezing and thawing cycles. The same applies
to evaporation and condensation. Note that, unfortunately, the model does up to now not
account for different temperatures of the microscopic phases. Such a splitting of the temper-
ature would of course imply much more complicated microscopic and macroscopic dynamics
but maybe also reflect physics much better, for example in case of a quickly infiltrating hot
or cold fluid. This is a topic for future investigations.






Cloncluding Remarks

The intial aim of this thesis was to derive new models for muli constituent and mulitphase
flow in porous media. In particular, the author was interested in the active layer of permafrost
soil. This problem was solved by providing a new thermodynamically consistent framework
for the two-scale modeling of multiphase flows in porous media.

The new approach was built up on combining the assumption of maximal rate of entropy
production (MREP-assumption) by Rajagopal and Srinivasa with the formal asymptotic ex-
pansion method from homogenization theory. Further ingredients of the approach were the
generalization of the MREP assumption to boundary conditions and the application to phase
field models.

With respect to the second set of intial question which were mentioned in the introduction,
it is now clear

e How an appropriate model for two phase flow on the pore scale should look like and
e How the interactions between the interface of the fluids and the boundary can be
described properly.

Additionally, a new method was developed which is able to yield reasonable non dimension-
alized and scaled versions of these equations. This was the approach of thermodynamically
consistent scaling. But more than that, the thesis also provided results

e How to deal with the resulting homogenization problems of convection diffusion equa-
tions via formal asymptotic expansion and
e How to interpret the resulting equations.

The last point was answered by macroscopic averaging of the two-scale models.

Applied to permafrost soil, we also answered the first set of initial questions. In particular,
the author believes that there are memmory effects in freezing and thawing processes as well
as in condensation and evaporation processes. These effects might be negligible for slow
processes but as soon as high temperature gradients appear or as soon as transport processes
are so fast that the assumption of equillibrium is no more reasonable, these memmory effects
will come into play.

Note that in order to give above answers, the following results were obtained which are
by themselves worth mentioning:

e The generalization of the MREP-assumption method to the derivation of boundary
conditions

e A thermodynamical framework, based on the generalized MREP-assumption, for the
derivation of thermodynamically consistent phase field models including boundary
conditions.

e The application of the MREP-assumption method to the derivation of appropriate
scaling for the passage mulitphase and multi constituent models

e The derivation of two-scale models for two phase flow in porous media and for the
active layer in permafrost soil

e Investigation of the macroscopic behavior of the solutions of the two-scale models.

It is important that the two-scale equations can predict the classical models for the macro-
scopic bahavior. Thus, the two-scale models can be considered as true generalizations of the

139
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purely macroscopic models. Additionally, they provide much more information on the system
as they handle both, macroscopic and microscopic evolution of the system.

It is also an important feature of the method that it can be generalized to arbitrary
multiphase systems and the limits of this method are basically prescribed by the limits of the
MREP-assumption. It is up to now not clear where these limits may touched. The author
believes that the method introduced above has high potential for further investigations, even
towards applications to swelling, polution problems, or to interaction of the flow field with
biological processes. These topics would be of particular interest in the future.

However, note that the approach does not aim at deriving effective macroscopic equations.
Rather it is the aim to find new perspectives for numerical simulations. Therefore, the author
suggested in [6.11] to eventually apply the isogeometric analysis method for simulations of
two-scale multiphase flows. Unfortunately, to the authors knowledge, there is currently no
software package for isogeometric analysis on two scales.
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