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Douter de tout ou tout croire, ce sont deux solutions également commodes, qui
I'une et 'autre nous dispensent de réfléchir.
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Abstract

Our work is a contribution to the understanding of transport of solutes in a porous medium.
It has applications in groundwater contaminant transport, CO2 sequestration, underground
storage of nuclear waste, oil reservoir simulations. We derive expressions for the effective Tay-
lor dispersion taking into account convection, diffusion, heterogeneous geometry of the porous
medium and reaction phenomena. Microscopic phenomena at the pore scale are upscaled to
obtain effective behaviour at the observation scale. Method of two-scale convergence with drift
from the theory of homogenization is employed as an upscaling technique. In the first part of
our work, we consider reactions of mass exchange type, adsorption/desorption, at the fluid-solid
interface of the porous medium. Starting with coupled convection-diffusion equations for bulk
and surface concentrations of a single solute, coupled via adsorption isotherms, at a microscopic
scale we derive effective equations at the macroscopic scale. We consider the microscopic system
with highly oscillating coefficients in a strong convection regime i.e., large Péclet regime. The
presence of strong convection in the microscopic model leads to the induction of a large drift in
the concentration profiles. Both linear and nonlinear adsorption isotherms are considered and
the results are compared. In the second part of our work we generalize our results on single
component flow to multicomponent flow in a linear setting. In the latter case, the effective pa-
rameters are obtained using Factorization principle and two-scale convergence with drift. The
behaviour of effective parameters with respect to Péclet number and Damkdhler number are
numerically studied. Freefem++ is used to perform numerical tests in two dimensions.

Keywords: Homogenization, Porous media, Periodic structures, Two-scale convergence, Dis-
persion Tensor, Reactive flows, Adsorption isotherms, Multicomponent flow.

Résumé

Ce travail est une contribution pour mieux comprendre le transport de solutés dans un milieu
poreux. Ce phénomene se rencontre dans de nombreux domaines: transport de contaminants
dans les eaux souterraines, séquestration du CO2, stockage souterrain des déchets nucléaires,
simulations de réservoirs pétroliers. On obtient la dispersion effective de Taylor en tenant compte
de la convection, de la diffusion, de la géométrie du milieu poreux et des réactions chimiques.
Le but de la théorie d’homogénéisation est, a partir d’équations microscopiques, de dériver un
modele effectif a I’échelle macroscopique. Ici, on applique la méthode de convergence a deux
échelles avec dérive pour arriver au comportement effectif. Dans un premier temps, on considere
les réactions de type adsorption a la surface des pores. A Déchelle microscopique, le phénomene
de transport est modélisé par des équations couplées de type advection-diffusion, une pour la
concentration dans le fluide et I’autre pour la concentration a la surface de milieu poreux. Le
couplage est fait par les isothermes d’adsorption. Le systeme microscopique avec des coefficients
fortement oscillants est étudié dans un régime de forte convection i.e., dans un régime de grand
nombre de Péclet. La présence de forte convection dans le modele microscopique se traduit
par apparition d’'une large dérive dans les profils de concentrations. On considere a la fois
I'isotherme linéaire et 'isotherme non linéaire et les résultats ainsi obtenus sont comparés. Dans
la deuxieme partie, on généralise nos résultats concernant le transport réactif d’un seul soluté
a ceux de plusieurs solutés dans un cadre linéaire. Dans ce cas, les parametres effectifs sont
obtenus en utilisant le principe de Factorisation et la convergence a deux échelles avec dérive.
On étudie numériquement le comportement des parametres effectifs par rapport au nombre de
Péclet et au nombre de Damkohler. On utilise Freefem++ pour effectuer des tests numériques
en dimension deux.

Mots clefs: Homogénéisation, Milieux poreux, Structures périodiques, Convergence a deux
échelles, Tenseur de dispersion, Ecoulements réactifs, Isothermes d’adsorption.
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Chapter 1

Introduction

This thesis is a contribution to the study of reactive flows in porous media. This general intro-
duction to the thesis recalls some of the historical aspects regarding the study of the dispersion of
dissolved solutes. We present the progress that has been made in the field of reactive transport.
Some of the well known results are recounted. From Section 1.12 onwards, the contribution of
this thesis is briefly described.

1.1 Historical background

It all started with [157] where Sir Geoffrey Taylor studied the spreading of a soluble substance
dissolved in water flowing through a tube. The interplay between molecular diffusion and the
variations in fluid velocity across a cross section of the tube were studied. The phenomenon
of spreading is usually referred as “Dispersion”. Neither a simple molecular diffusion nor a
simple convection can account for the effective mixing of solutes. Fick’s law states that the
molecular diffusion is proportional to the concentration gradient i.e., the diffusive flux is always
from the region of higher concentration to that of the lower concentration. So the diffusion is
more pronounced only in presence of sharp concentration gradients. In case of pure convection,
if the velocity were constant then the solutes are transported from one region to other with
no change in distribution. In case of non constant velocity, however, the solute distribution is
distorted. Thus, the presence of both convection and diffusion makes the study of dispersion of
solutes very interesting. In [157], a fluid flowing through a tube is considered in which a solute
is dissolved. Taking u to be the concentration of the dissolved solute, we can write the following
advection-diffusion equation for the transport of solutes in the tube:
ou . R

T +b(t,x) - Vu —div(DVu) =0 inR" x Q (1.1)
where € is the tube, b is the fluid velocity and D is the molecular diffusion. Through some
heuristic arguments it is shown formally in [157] that the effective dispersion is given by

D=D (1 + cPe2) (1.2)

where ¢ < 1 is some positive constant, D is the molecular diffusion and Pe is a dimensionless
number called the “Péclet number”. In the context of mass transport, the Péclet number is
defined as

LB
- D
where L is the characteristic length of the medium, B is the characteristic velocity and D the
characteristic diffusion. The expression (1.2) for the effective dispersion suggests that for large

Pe (1.3)

17
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Pe the dispersion is greater than the simple molecular diffusion. In [157], a Poiseuille flow was
considered for the fluid flow in a tube and the solutes are considered to be inert i.e., absence
of chemical reactions. Taylor, in [158], has even tried to obtain expression for the effective dis-
persion upon replacing Poiseuille flow of [157] by a turbulent flow. Since the seminal works of
G.I. Taylor [157, 158, 159], the effective dispersion has come to be called “Taylor Dispersion”
in the literature (In fact it was H. Brenner, in [47], who coined the term “Taylor Dispersion”
as a tribute to the pioneering work of Taylor). As stated earlier, the results of Taylor were very
formal. R. Aris, in [30], tried to make the theory of Taylor Dispersion more mathematically
sound by using the method of moments. In the works [157, 30] of Taylor and Aris only a simple
Poiseuille flow was considered for the fluid velocity. Since their works, there have been thou-
sands of scientific articles that have been produced in relation to Taylor Dispersion owing to its
importance in many applications ranging from flow in porous media to transport in arrays of
regular convection cells, in plasma physics, and in the study of turbulence.

Solute transport in porous media is of paramount importance in chemical engineering, soil sci-
ences, petroleum engineering, geology [95, 40] e.g., groundwater contaminant transport, carbon
sequestration, underground storage of nuclear waste, oil reservoir simulations. In the 50’s as
the dispersion theory of Taylor was gaining popularity, it was adapted to study the spreading
of solutes in porous media. The porous media were modelled as networks of capillaries [146].
The geometrical characteristics of a porous medium are more complex than a simple network of
capillaries. Also the Dispersion theory due to Taylor-Aris was conceived for unidirectional flows
in a tube. P.G. Saffman in [146] applied the Taylor-Aris approach to study the dispersion of
solutes in a porous medium assuming that the local velocity field is everywhere parallel to the
mean velocity field in the domain. This is indeed the case for the Poiseuille flow in a capillary
tube. A very good discussion on the drawbacks of this approach of supposing a porous medium
as a network of capillaries is found in [47]. The study of dispersion in porous medium saw some
new directions in the 70’s and 80’s. Remarkable contributions being the method of asymptotic
analysis applied in the case of no net macroscopic convection [41] and the method of moments
(borrowed from [30]) applied to the case of spatially periodic porous medium [46, 47, 48]. The
crucial idea in the cited references being the consideration of convection-diffusion phenomena at
the pore scale and averaging them over the entire porous medium, via asymptotic expansions
in [41], and via the method of moments in [47]. This viewpoint of starting with pore scale phe-
nomena followed by an averaging technique had appeared in [163, 164] in the context of volume
averaging techniques.

1.2 Developments in Homogenization theory

The study of flows in porous media has been around for over 150 years. The first valuable
discovery was realized by H. Darcy [72]. Based on some filtration experiments with a packed
sand column, Darcy empirically formulated that the flow rate is proportional to the balance of
forces including the pressure. This observation came to be known as “Darcy’s law”. For its
enormous utility in petroleum engineering and groundwater hydrology, Darcy’s law has been
heavily used in the industry since its discovery. Even though this was just an empirical result,
only in the 60’s was some interest shown in justifying Darcy’s law via some theoretical analysis.
A significant advancement was made in this direction by S. Whitaker in [164]. The analysis in
[164] starts with a pore scale description followed by the averaging over a representative volume
of the porous medium. The equivalent description for the pore scale description was found to
be the well-known Darcy’s law. This conception of finding equivalent descriptions for highly
heterogeneous phenomena gained attention of the scientific community and since then there has
been a wave of new techniques to obtain these equivalent description in various contexts. In the
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mechanics literature, these techniques are universally nomenclatured as “upscaling techniques”.
The method of asymptotic expansions of [41] and the method of moments of [30, 47] qualify
has some of those upscaling techniques. In mathematics literature, these techniques are referred
to as “Homogenization”. Chapter 2 recounts some of the techniques in the theory of periodic
homogenization. The method of volume averaging is a formal method as there is no prescribed
rule on choosing a proper representative elementary volume. Also, during the analysis one has
to close the systems of equations through some heuristic arguments. The method of volume av-
eraging is frequently called “Representative Elementary Volume (REV) method”. This method
is very well documented in the book of S. Whitaker [165].

Another prominent upscaling technique in the periodic regime is the method of two-scale asymp-
totic expansions. Let [ denote the length scale of the heterogeneities present in the medium and
L be the observation length scale. Under the assumption of scale separation, we define a scale
parameter ¢ = [/L < 1. In a periodic setting, the period would be of O(¢). Under periodicity
assumptions, the system of equations representing the physical phenomena in a medium usually
takes the form

Leu.=f in Q, (1.4)

where L. is a partial differential operator with periodic coefficients, f is a source term and wu,
is the solution to the partial differential equation. As an effective equation, we wish to replace
(1.4) by a continuum model posed in an equivalent macroscopic medium:

Lu=f in Q, (1.5)

where L is the homogenized operator and u is the homogenized limit of u.. In a nutshell, the
method of asymptotic expansions begins with an assumption that the solution u. to the partial
differential equation (1.4) can be written in the form of an asymptotic expansion in terms of the
period € i.e.,

ue(t, ) = g <t,x, E) +eup (t,m, E) + &2 uy <t,x, E) o (1.6)
€ € €

where the coefficient functions u;(¢, z,y) are Y-periodic with respect to the variable y. This ap-
proach was hinted at in [147, 36, 37, 103, 41, 38]. The method of two-scale asymptotic expansions
was employed in [148, 115] to derive Darcy’s law as the effective model. Starting with steady
Stokes equations at the pore scale, Darcy’s law is derived using the formal method of asymp-
totic expansions. Like the REV method and the method of moments, the method of asymptotic
expansions is also a formal method as there is no guarantee as to why the postulated ansatz
(1.6) holds. But this method has an added advantage as the results obtained by asymptotic
expansions can be made mathematically rigorous using the theory of periodic homogenization.
In Section 2.2 of Chapter 2, the method of two-scale asymptotic expansions is briefly depicted
and is elucidated by applying it to the upscaling of steady incompressible Stokes equations in
a periodic porous medium. Proposition 2.2.2 gives the homogenization result. This is just a
reproduction of the result obtained in [148, 115].

As stated before, the formal method of asymptotic expansions can be made rigorous. L. Tar-
tar proposed the “method of oscillating test functions” [153] (English translation in [55]) as a
means to justifying the homogenization process. In loose terms this method aims at proving
the convergence of u., the solution to (1.4), to u, solution to (1.5), in a proper function space.
It goes via choosing of proper test functions (thus the name) in the variational formulation of
the microscopic partial differential equation (1.4) and passing to the limit as e — 0 to arrive at
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a variational formulation for (1.5). The test functions are built using solutions to the so-called
cell problems that we encounter in the asymptotic analysis. Tartar applied his method in jus-
tifying the upscaling of steady Stokes equations to Darcy’s law in [155] with a restriction on
the solid part of the periodic porous medium that it is disconnected. G. Allaire in [3], using
Tartar’s method, generalized this result even in the presence of connected solid part in a peri-
odic porous medium. Tartar’s method, however, was introduced in the context of H-convergence
[153, 131] (English translations in [55]) and is not very specific for the upscaling problems in
periodic regimes. Any robust approach should take into account the periodic nature of the co-
efficients in (1.4). This breakthrough was found by G. Nguetseng in [132] where he introduced
a compactness phenomenon suitable for periodic homogenization. This phenomenon was coined
“Two-scale convergence” and was further developed by G. Allaire in [5]. Section 2.3 of Chapter 2
defines the notion of two-scale convergence and recalls some of the compactness results. In [115],
the homogenization of unsteady incompressible Stokes equations in a periodic porous medium
was undertaken. It was shown, formally, that the effective equation is a generalized Darcy’s
law with memory terms. This result was formal as it used the two-scale asymptotic expansions
method. G. Allaire in [4] employed the theory of “two-scale convergence” from [132, 5] to rigor-
ously justify the upscaling done in [115]. Theorem 2.3.7 recalls the result obtained in [4].

Tartar’s Energy Method was introduced in the context of H-convergence where ‘H’ stands for
Homogenization. In the literature, there has been a notion of G-convergence dedicated to the
study of convergence associated to the sequence of symmetric operators [151]. The ‘G’ in G-
convergence stands for Green as the convergence here, loosely speaking, corresponds to the con-
vergence of the associated Green functions. H-convergence is a generalization of G-convergence
to incorporate non-symmetric operators. We shall not be giving any more information on these
two notions of convergence.

Quite recently, a new notion of upscaling technique called “Periodic unfolding” has been de-
veloped [58, 60, 59]. This method uses the dilation operator defined in [29]. This dilation
operator has been employed by Lenczner and collaborators in the study of electrical networks
[112, 113]. This notion of “Periodic unfolding” and its relation to the two-scale convergence is
briefly recalled in Section 2.4 of Chapter 2.

1.3 Passive transport: Different mixing regimes

Simultaneously during all the above developments in the theory of periodic homogenization in
the context of fluid flows in porous media and elasticity, there were quite a few results that were
obtained in the theory of dispersion in porous media borrowing ideas from asymptotic analysis.
It is to be noted that S. Whitaker did apply the theory of REV to upscale the dispersion phe-
nomena in porous media [164]. The study of the dispersion of solutes can be widely categorized as

e Diffusion dominated mixing.

e Taylor dispersion mediated mixing.

e Chaotic advection.

The first category of “diffusion dominated mixing”, as the name suggests, considers the study of
physical phenomena of transport where the diffusion is more pronounced at the microscopic scale.

The second category of “Taylor dispersion mediated mixing” refers to the models where both
convection and diffusion are important at the microscopic scale. In the final category “Chaotic
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advection”, the turbulent effects at the microscopic scale for the velocity field are taken into
account. This final category is quite complicated and is not well understood. A very good survey
on the known results in the area of turbulent diffusion can be found in [120]. We shall content
ourselves with the first two regimes in relation to transport phenomena in periodic porous media.

Let Q¢ denote the fluid part of the porous medium and €2, the solid part. Using the scale
parameter ¢, we define an e-periodic porous medium as

Q. =eQp and 90, = 0.

Let Y =]0,1[% be the unit cell which is a disjoint union of Y°, the fluid part, and X%, the solid
part.

D00 i
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o000 ecc0o0oeoo0o0e
| o/e/eo/e @ o e eeeeeeee)
¢, o/ooeeeoeeee0eeeeee |
oo o 0000 eeeeoooeee |
0e0e0o000e000o0oe0
eee 0000 e o000
seee T llee

Q¢

Figure 1.1: Schematics of porous media: Left, in two dimensions; Right, in three dimensions

0 0
Y=Y U§gZ
Periodic Porous media Unit Fluid Solid
Cell Part Part

Figure 1.2: Schematics of an unbounded porous medium in two dimensions

To study the transport of the dissolved solutes, we consider the following convection-diffusion
equation:

% +bVu—div(DVa) =0 in (0,7) x O,
DVu-n=0 on (0,7) x 082, (1.7)
u(0,z) = u'(x) in Q..

Associated with (1.7) there are the following time scales:
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l 12
T = — To = —
T3 = E, Ty = D’

where B is the characteristic velocity and D is the characteristic diffusion. The non dimensional
numbers, local and global Péclet numbers, are defined respectively as
T2 T4
Peg=—, Pe,=—. 1.9
l - - (1.9)

Upon dimensional analysis, we arrive at

0

;f + Peyb. - Vu. — div(D.Vus) =0 in (0,T) x O,
D.Vu.-n=0 on (0,T) x 09, (1.10)
ue(0,2) = u'(z) in Q,

where the unknown wu.(¢,z) = u(7,y). The velocity field b, is governed by the Stokes equations,
upon neglecting inertial and transient terms in the Navier-Stokes equations, at the pore scale:

Vpe — 52ﬂAba =f inf,
divb. =0 in €, (1.11)
b: =0 on 0€),.

1.4 Global Péclet regimes of O(¢) and O(1)

In the literature, different scales are considered for Pe,. When Pe, = O(¢) and Pe, = O(1),
we are in the “diffusion dominated mixing” regime. In [33] both these cases are considered. We
shall state here a result in the regime Pe, = O(¢) due to Auriault and Adler.

Proposition 1.4.1. [33] Let Pe, = O(¢) in (1.10). Under the assumption (1.6) on the solute
concentration ue, the solution u. of (1.10) satisfy

ue(t, ) =~ ug (t,x) + euy <t,x, f) (1.12)
€
where uy can be decomposed as

d ou
un(t,a,y) = 3 wily) 5 2 (1)

i=1
and w; satisfy the following cell problem
div, (D (Vywi + ei)) =0 inYY,
D<Vywi + ei> n=20 on 0X°, (1.13)
y — wi(y) Y -periodic.

The ug in (1.12) satisfies the following homogenized diffusion equation

% —div(DVug) =0 in (0,T) x Q. (1.14)
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The diffusion tensor D is given in terms of the cell solution w;:
Dij = /D(Vywz + el-) . (Vywj + ej) dy. (115)
YO

Remark that the velocity field b, in (1.10) does not appear in the cell problem (1.13), thus
implying that the velocity field doesn’t play much of a role in the transport phenomena at the
pore scale. Also, it is interesting to note that the velocity plays no role in the homogenized
equation (1.14) either. The regime Pe, = O(¢) is where the diffusion is predominant. Hence we
can ignore the convection in (1.10).

Next interesting case in the category of “diffusion dominated mixing” is when Pe, = O(1). As
the convection term didn’t affect the upscaling process in the previous regime (Pe, = O(¢)),
we didn’t see the impact of the homogenized velocity associated at the Darcy scale for (1.11).
As both the fluid flow and the transport of solutes are coupled, we have to simultaneously
homogenize both the equations (1.10) and (1.11). Similar to the ansatz for u. from (1.6), let us
consider the following ansatz for the velocity and pressure fields.

be (x )—bo(x —>+€bl<x —)—i—s bg(x E)+ (1.16)

x x x
pg(x):po( >+€p1(x —)+€ pz(ﬂc E)Jr---- (1.17)
We state below the upscaling result.

Proposition 1.4.2. [33] Let Pe, = O(1) in (1.10). Under the assumption (1.6) on the solute
concentration u., the solution u. of (1.10) satisfies

wue(t, ) = ug (1, ) + eun (tm%) (1.18)
where uy can be decomposed as
1(t,z,y) Z gz(z x)
and w; satisfy the following cell problem
divy (D(Vywi+ei)) =0 inY?,
D(Vywl- + ei) ‘n=20 on XY, (1.19)
y — wi(y) Y -periodic.

The ug in (1.18) satisfies the following homogenized convection-diffusion equation

% +b-Vug —div(DVug) =0  in (0,T) x Q, (1.20)

where

ba) = [ bol.9)dy (1.21)

YO
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is the Darcy velocity that satisfies

b(x) = ——KVp(x) in,
divb = in Q, (1.22)
b-n= on 0f,

with p(x) = po(x,y). The diffusion tensor D in (1.20) is given in terms of the cell solution w;:

D;; = /D(Vywi + ei> . (Vywj + ej> dy. (1.23)
yo

Let us point out that the cell problem (1.19) obtained in the regime Pe, = O(1) is still inde-
pendent of the convection terms. Thus the diffusion is dominant at the pore scale. Also the cell
problem (1.19) is the same as the cell problem (1.13) obtained in the regime Pe, = O(e). The
main distinction between the two regimes is with regard to the homogenized equations. The
effective equation (1.14) in the regime Pe, = O(¢) is a pure diffusion equation. In the regime
Pe, = O(1), however, we get a convection-diffusion equation (1.20) as a homogenized model.
The convection being contributed by the Darcy velocity (1.21). A while ago, we remarked that
the upscaling is done simultaneously. It just means that the asymptotic expansion (1.16) for b,
is plugged in (1.10) and the asymptotic analysis is carried out. The details on the upscaling of
Stokes equations (1.11) to arrive at Darcy law (1.22) is given in Section 2.2 of Chapter 2.

1.5 Global Péclet regime of O(¢71)

In both of the two regimes (Pe, = O(e) or O(1)) considered so far, the convective terms haven’t
appeared in the cell problems i.e., at the pore scale, thus diffusion playing a dominant role. The
next regime of interest is where Pe, = O(e71). This regime is studied in [123, 145, 124, 33]. The
contrast between the approach of [33, 124] and that of [123, 145] is the choice of the velocity fields.
As pointed out before, in the Propositions 1.4.1 and 1.4.2, the upscaling is done with a velocity
b. given by Stokes equations (1.11). So, there is a simultaneous upscaling. In [123], however, one
of the cases studied is where the velocity field is assumed to be given and purely periodic. The
governing equations for the velocity field aren’t considered. As a result of this hypothesis, the
velocity field b (z) takes the form b(x/e) implying no dependence on the slow variable. Consider
a convection diffusion equation in a dominant Péclet regime i.e., Pe, = O(e71):

Ou,
ot
Let b* be the average of b(y) over the fluid part of the unit cell Y°:

1
+ gbe - Vue — div(D:Vu.) = 0. (1.24)

.1
b* = Wy[b(y) dy. (1.25)

In [123], an assumption is made that the velocity field b(y) is of zero mean i.e., b* = 0. Now we
state a result due to McLaughlin, Papanicolaou and Pironneau.

Proposition 1.5.1. [123] Under the assumption that the wvelocity field is of mean zero, the
solution ue of (1.24) can be approzimated as

d
ue(t, ) ~ ug(t, ) + ¢ Zwi<§)g—2(t,x) (1.26)

i=1



1.5. GLOBAL PECLET REGIME OF O(z7}) 25

where w; satisfy the following cell problem, for every 1 <i <d,
b(y) - <Vywi + ei> — div, <D(y) <Vywi + ei>) =0 inY"
D(Vywi + ei) n=0 on 0XY, (1.27)
Y — w; Y -periodic.

Further the zero order approzimation, uy(t, ), in (1.26) satisfies the following diffusion equation:

Oug . )

990 _ Qiv(DVug) = T) x R

pr div(DVug) =0 in (0,7) x R?, (1.28)
ug(0,2) = u(x) T € RY,

with a dispersion matriz D given in terms of the cell solutions w;.

Note that the cell problem (1.27) has contributions both from the convective field and the diffu-
sion. The assumption that b* = 0 helps us deduce the solvability of the cell problem. The proof
of the above Proposition 1.5.1 can be detailed using the formal method of two-scale asymptotic
analysis. However, the mean zero condition on the fluid field is quite restrictive.

In [44], convection-diffusion equation in this regime of Pe, = O(e71) is studied. Homogenization
procedure in [44] involves the upscaling of both the convection-diffusion equation and the fluid
equations simultaneously. The convection-diffusion equation studied in [44] is

Ou,
ot

where the convection is driven by Darcy velocity b. which fluctuates according to the perme-
ability fluctuations:

+ be - Vue — ediv(D:Vu.) =0, (1.29)

be = _K<§)VP&
divb. = 0.

(1.30)

The microscopic model (1.29) studied in [44] is quite different from the microscopic model (1.24)
studied in [123]. Starting with

Oug
or

and making the change of time variable: 7 = ¢~ !¢, we arrive at (1.29). This enables us to
study the small time behaviour of the transport model in large Péclet regime. The classical
asymptotic expansion (1.6) for u. that we have been considering has only one time scale and
two space scales: x and y = x/e. In [44], in addition to the two space scales, two time scales
t and 7 are also considered i.e.,

1
+ gbe - Vue —div(D:-Vue) =0 (1.31)

’U,E(t, 1’) - uO(t7 T, T, y) + Eul(t7 T, T, y) + €2U2(t7 T, T, y) e (132)
Taking the following asymptotic expansion for the pressure p. in (1.30)
T T
p&‘(x) - pO(x) + EpP1 (.%', g) + 52]72 (1’, g) + - Yy
an asymptotic expansion for the Darcy velocity b. is obtained

be = by +eby + &by + -+ - - (1.33)
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We state a result from [44] that approximates the dispersion in this regime. The analysis in
[44] is quite involved as it considers the effect of boundary layers. The following statement is
intended to give a loose account of the results due to A. Bourgeat, M. Jurak and A.L. Piatnitski.

Proposition 1.5.2. [/4] Let us assume the asymptotic expansion (1.32) for the solute concen-
tration uc, the solution of (1.29). The zero order concentration approximation, ug(t, ), satisfies
the following transport equation:

2+ bo(z) - Vug = 0 (1.34)

where b is the mean of the zero order Darcy velocity

bo(x) = / bo(z,y) dy. (1.35)

YO

Further the sum of first two non-oscillating terms of the expansion (1.32) i.e., U(t,xz;e) =
uo(t,z) +euy(t,z) satisfies

At (bo+01) @) - VU — cdiv(D()VU) = O) (136)

where D is given in terms of solutions to a so-called cell problem:

by - Vyw; — div, <D <Vywl- + ei>> = (bo — b0> ce; inYV,
D<Vyw,~ n ei> ‘n=0 on O, (1.37)
y — wi(y) Y -periodic.

Unlike the previous two regimes, the cell problem (1.37) has contributions from both convection
and diffusion. This regime falls into the category of “Taylor dispersion mediated mixing” as
we are considering the interplay between both convection and diffusion at the micro scale (pore
scale or cell problem) as was the case with Taylor’s original studies of dispersion in a tube [157].
We remark that the cell solutions w; in (1.37) are not independent of the slow variable z. In
the regimes Pe;, = O(e) and Pe, = O(1), the cell solutions were depending only on the fast
variable y. The dependency of w; on z is due to its dependence on the pressure gradient Vp(z).
Result similar to Proposition 1.5.2 was also obtained by C.C. Mei in [124], J.L. Auriault and
P.M. Adler in [33] but in a less rigorous manner.

1.6 Scaling arguments

The approach of considering different orders of the global Péclet number, as recalled in Sections
1.4 and 1.5, is well-received in the engineering literature. The governing equations in an hetero-
geneous medium are usually derived via dimensional analysis. In mathematics, one begins with
a partial differential equation for the physical phenomena in the unit cell and via some scaling
arguments, derives the governing equations for the entire heterogeneous medium. Well known
scaling arguments are “parabolic” and “hyperbolic” scaling. These scalings are a simple change
of variables. The following is called the hyperbolic scaling:

(r,y) = (e, e o). (1.38)
It is so named because if we take a typical hyperbolic equation, say an advection equation in
(1,y):
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% +b-Vyu=0 (1.39)

and make the change of variables as in (1.38), the advection equation remains invariant i.e., we
get an advection equation in (¢, z):

ou

o T Veu=0. (1.40)

The following is called the parabolic scaling:

(1,y) = (e %t,e o). (1.41)
It is so named because if we take a typical parabolic equation, say a diffusion equation in (7, y):

% —Ayyu=0 (1.42)

and make the change of variables as in (1.41), the diffusion equation remains invariant i.e., we
get a diffusion equation in (¢, z):
ou

— — Ay u=0. 1.4
5 u=0 (1.43)

Now let us consider a convection-diffusion equation in the fluid part €y of the porous medium.
Let the convective field b(y) be Y-periodic and the diffusion matrix D(y) be Y-periodic.

0 .
a—z +b(y) - Vyu— divy (D(y)Vyu) =0 in (0,¢) x Q. (1.44)
If we employ the hyperbolic scaling (1.38) in the above convection-diffusion equation, then we
arrive at
ou, . .
Y + be(x) - Vyue — edivy (De(2)Vyu:) =0 in (0,7) x €. (1.45)

This corresponds to the small time behaviour stated in Proposition 1.5.2. Remark that the
scaling in the space variable resulted in a scaled domain 2. which is nothing but the e-periodic
porous medium. Also note that the Y-periodic coefficients in (1.44) become e-periodic in (1.45)
as the space variable is scaled. The scaling parameter £ gets next to the diffusion term. The
scaled equation (1.45) is similar to the transport equation (1.29) studied in [44]. The time scaling
in (1.38) corresponds to the study for short times. On the other hand the time scaling in (1.41)
corresponds to longer times. The scaled equation (1.45) can be homogenized by the classical
two-scale asymptotic expansions [41, 148]. The homogenized equation corresponding to (1.45)
is an advection equation of the type (1.34).

1.7 Two-scale asymptotics with drift

Let us scale the convection diffusion equation (1.44) using the parabolic change of variables
(1.41):

du. 1
;f + 2be(@) - Ve = diva(De(@)Vau) =0 in (0,7) x Q. (1.46)

This is indeed the convection-diffusion equation (1.31) that we considered in the dominant global
Péclet regime i.e., with Pe, = O(e71). This regime is also referred to as the “strong convection
regime” due to the large convection term in (1.46).
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Remark 1.7.1. The final time T in (1.46) is related to the final time in (1.44) as T = £%C.
Since ¢ = O(e72), the final time T = O(1).

In Proposition 1.5.1 we cited a result from [123] treating zero mean flow fields. This situation
was generalized a little bit in [121, 76, 25] by considering incompressible periodic flows with non
zero mean i.e., we choose b(y) € L%O(Qf;]Rd) such that

1
divyb=0inY® b-n=00n0%" and b= ] /b(y) dy. (1.47)
YO

Remark 1.7.2. All through this thesis, the subscript # indicates a space of Y -periodic functions.
Recall that YO and X° are thought as subsets of the unit cell Y, identified with the unit torus T¢
i.e., YO and X0 are periodic subsets of RY.

It is shown in [121, 76, 25] that the convection-diffusion equation (1.46) can still be upscaled
by using a variant of the two-scale asymptotic expansions method. The authors in [121, 76, 25]
consider the following ansatz for the solution of (1.46):

b*t b*t b*t
ue(t, @) = ug <t,x— —,£> +euy <t,x — —,E> + &2 uy <t,x— —,£> +oee (1.48)
€e e e e e

If b* = 0 in (1.48), the above ansatz falls back to the classical asymptotic expansion. This is called
the method of “T'wo-scale asymptotic expansions with drift”. This method is briefly recalled in
Section 2.6 of Chapter 2 where we implement this method in the context of homogenizing the
following advection-diffusion equation in a porous medium:

agfj + éb(%) V. — div<D(§)vu€) —0 in(0,T)x s,
D<§>Vu€ n=0 on (0,7T) x 09, (1.49)
u: (0, ) = u'(z) x € (.

As in any method of asymptotic analysis, we need to plug the postulated ansatz into the partial
differential equation under consideration. While plugging (1.48), we need to keep in mind the
following chain rule for differentiation:

0 b* 0 b* b*
Bofer- )] - (2L e a2)
ot € ¢ ot ¢ e €
(1.50)
b* 1 b*
V[(b(t,x ~ 2 f)} - [Vm n —VW} (t,x _ 2 f)
€ € € € €
We shall state below a formal result on the homogenization of (1.49) using the method of two-
scale asymptotic expansions with drift. The details of the proof are found in Section 2.6.

Proposition 1.7.3. Under the assumption (1.48), the solution for (1.49) formally satisfies

ue(t, ) = ug (t,x — ﬂ) +euy <t,:r3 — ﬂ, E) (1.51)
€

[N

where the first order corrector uy can be written as

d
w(ta,y) =Y wily) g (te) (1.52)

i=1
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and the zero order term ug in (1.51) satisfies the following effective diffusion equation:

auo
YO|—= =div(D in (0,T) x R
YO 2 div(DVug) in (0,7) x B, )
up(0,2) = u'(x) r € R4
The elements of the dispersion tensor D are given by
Dij = /D(y)<Vywz + e@-) : (Vywj + ej) dy (1.54)
YO
where w; in (1.54) and (1.52) satisfy the following cell problem, for each 1 <1i <d,
b(y) - (Vywi + ei) —divy, (D(y) (Vywz‘ + ei)) =b"-¢ in YO,
D(y) <vywi + ei> =0 on 9%, (1.55)

Y — wj Y -periodic.

As expected, both the convection and diffusion play role in the cell problem (1.55). This was
indeed the case in the cell problem (1.37). The dispersion tensor D is symmetric positive definite.

Remark 1.7.4. The asymptotic expansion (1.48) can handle the upscaling of (1.49) only if
the wvelocity field b. is purely periodic which in turn guarantees that the drift b* is a constant.
The chain rule differentiation given in (1.50) no longer holds if b* were not a constant. The
supposition of pure periodicity for the velocity field is quite restrictive. Stokes equations (1.11)
posed in a porous medium spits out purely periodic velocity fields only if the forces, including the
pressure gradients, remain constant over the entire domain €.

Remark 1.7.5. From Proposition 1.7.3, we gather that the effective equation is a diffusion
equation. This is resulted because of our choice of the ansatz (1.48) where each of the u;’s are
written in moving coordinates with respect to the slow variable x. Let us define a new effective
concentration:

i (t, ) = ug <t,x - E) (1.56)

€

which satisfies the following convection diffusion equation

ot b*

YO 5E + V0| - Vi — div(DViL) = 0 in (0,T) x R (1.57)
with the same initial condition as in (1.53). So the assumed ansatz (1.48) in moving coordinates
makes sure that the observer gets to see only the diffusion due to D. For a purely periodic velocity
field b, the Darcy scale velocity is |[Y°|b*. So the above upscaling is as though we homogenized
both the transport and fluid equations simultaneously.

This notion of taking asymptotic expansions in moving coordinates was first suggested by A.
Piatnitski in [140]. Homogenization of (1.49) with a macroscopically modulated velocity b. i.e.,
of the form b(x,z/¢) is still an open problem.
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1.8 Reactive transport: Different mixing regimes

Earlier works on Taylor Dispersion in porous media were concerned with inert solutes as was
the assumption in Taylor’s original work [157]. In many natural phenomena and industrial
applications involving transport of solutes, we have to consider the chemical reactions. The
practical applications of the reactive flows and their mathematical modeling were given by J.
Rubin in [144]. The qualitative properties of the Reaction-Diffusion equations taken from [144]
were studied in [73]. As in the study of passive scalar transport, we can consider different scales
for the different phenomena in reactive flows too. Thus the reactive flows in porous media could
also be studied under different categories.

e Diffusion dominated mixing.
e Taylor dispersion mediated mixing.

e Chaotic advection.

1.9 Diffusion dominated mixing: Adsorption reactions

The regime of “Diffusion dominated mixing” were studied in the 90’s and the theory related
to it is very well developed. Adsorption reaction represents the exchange of mass between
the fluid bulk and the surface. The adsorption reactions are characterized by the associated
isotherms. Isotherms express the relationship between the bulk concentration and the adsorbed
concentration, at a constant temperature, when the reaction is in equilibrium. Let u be the
solute concentration in the bulk and v be the adsorbed solute concentration on the surface. In
the literature, there are the following well known isotherms:

Henry’s isotherm v=Ku with K > 0,

Langmuir’s isotherm v = _ % ith a, B >0, (1.58)
1+ Bu

Freundlich’s isotherm v = vy’ with v > 0and 0 < < 1.

Taking f(u) to be one of the isotherms in (1.58), in the non-equilibrium regime we can write
the following governing equations for the solute concentrations (u,v):

%—i—b-Vu—div(DVu):O in (0,¢) x Q
)
~DVu-n= a_: - ,.;(f(u) _ v) on (0,¢) x 9, (1.59)

u(0) = u™ in Qy, v(0) =v™ on Iy,

where £ is the reaction rate. Note that an ordinary differential equation is considered for the
adsorbed concentration. In [78], the mathematical justification of the isotherms (1.58) is shown.
Travelling wave solutions are shown to exist for (1.59). Apart from the explicit expressions for
the nonlinear isotherms in (1.58), a classification of isotherms is done in [78]. They classify the
nonlinear isotherms as concave and convex isotherms. An isotherm is called “convex” if f is
strictly convex near 0. In the category of “concave isotherms”, two sub-categories are considered
namely

Langmuir type if f is strictly concave near 0 and f/(0+) < +o0 (1.60)

and
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Freundlich type if f is strictly concave near 0 and f’(0+) = +o0. (1.61)

The explicit expressions for Langmuir and Freundlich isotherms given in (1.58) do fall into their
respective categories. The qualitative analysis of (1.59) is also undertaken in [77, 78, 79, 80].
The study of (1.59) falls under the regime of “Diffusion dominated mixing” as only diffusion
plays a major role at the pore scales. In [97], the ordinary differential equation for v in (1.59) is
replaced by a diffusion equation, the diffusion being modelled by the Laplace Beltrami operator
on the surface. Also the linear isotherm is considered to represent the adsorption phenomenon.
The microscopic model studied in [97] is

Vpe —?Ab. = f in Q.,
divb. =0 in Q.,

b. =0 on 0f).,

Ou, . .

5 + b - Vue — div (D:Vu,) =0 in (0,7) x Q, (1.62)
—D.Vu.-n=eg.(t,x) on (0,7) x 09,

v, 9.

5 ¢ div(DiV.) + az(z) ve = g:(t, x) on (0,7) x 09,
u(0,2) = u(x) in Q, v(0,z) =v"(x) on 0.

where V* and div® represent the tangential gradient and tangential divergence respectively.
Taking the projection matrix on the tangent hyperplane to the surface 9Y° = 9%° as

G(y) =1d — n(y) ® n(y), (1.63)

the tangential gradient is defined as
Ve =G(y)V (1.64)

and the tangential divergence for any vector field W(y) : 2y — R? as
divV¥ = div(G(y)¥). (1.65)

The adsorption reaction in (1.62) is modelled as

ge(t,z) = g<t,x, g) with g(¢,z,y) = c(y)u(t,z) — d(y)v(t, z). (1.66)

Remark 1.9.1. The scale parameter e next to the boundary condition in the fifth line of (1.62)
Just means that the reaction is considered to be weak in comparison to other transport phenomena
like the diffusion and convection. The €% next to the surface diffusion term means that it is very
small compared to the bulk diffusion.

The velocity field b, in (1.62) is governed by the steady Stokes equations. It is proved in [97]
that the effective equation corresponding to (1.62) is the following:

bo(x) = —K Vp(z) in Q,

divbg(z) =0 in Q,

|YO|% +bo - Vg — div(DVug) + / g(t.x,y)do(y) =0 in (0,T) x Q, (1.67)
P ox0

g div¥(D*V®vg) + aly)vo = g(t, x,y) on (0,T) x Q x 929,
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where the effective bulk and surface diffusions D and D? are given in terms of the so-called cell
problems that are just diffusion equations. In (1.67) by is the effective Darcy velocity, K is the
permeability tensor and p(z) is the effective pressure. The zero order approximation wug (¢, z) for
the bulk concentration is independent of the fast variable. But the zero order approximation
vo(t, z,y) of the surface concentration has both the slow and fast variables.

Remark 1.9.2. Note that the coupled nature of the microscopic equation (1.62) continues on
to the homogenized equation (1.67).

Tartar’s method of “oscillating test functions” is employed in [97] to arrive at the homogenized
limit. It is to be noted that the regime of “Diffusion dominated mixing” can be studied in
bounded porous media. So the microscopic equation (1.62) is supplemented with appropriate
boundary data on the exterior boundary of the porous medium. As there are sequences defined
on the porous skeleton, we have to be careful while applying the standard compactness results
of functional analysis.

[98] is another interesting reference where a similar phenomena of convection diffusion in the
bulk and diffusion on the surfaces is studied. In [98], the non-penetrating condition for the
velocity field on the porous skeleton is lifted i.e., the porous skeleton is semi-permeable. The
solutes that enter the permeable solid in the porous medium are considered to be diffusing inside
the semi-permeable solid medium. Here again, function sequences defined on surfaces have to be
considered to obtain the effective limit of the microscopic model. We remarked earlier in Section
1.2 that the Tartar’s method can be replaced by a more adapted “T'wo-scale convergence” in a
periodic setting. The extension of the notion of “Two-scale convergence” to function sequences
defined on periodic surfaces was achieved in [14, 134]. This extension of two-scale convergence
is recounted in Section 2.5 of Chapter 2. It is to be noted that this notion of compactness for
sequences on periodic surfaces can simplify the analysis in [97, 98] to a great extent.

It is to be noted that Cioranescu and Donato had approached the homogenization of steady
state problems in perforated domain with non-homogeneous boundary data in [61]. This article
was written before the notion of two-scale convergence appeared in the literature. In [61], they
use the variational approach via Tartar’s Energy Method. To handle the surface integral terms
in the variational formulation, they introduce an auxiliary problem which helps transform the
surface integral into a volume integral. Then, the proof of Homogenization utilizes information
from the convergence in the associated linear forms. For precise details, do refer [61].

The mathematical modelling in [98] has very close ties to the double porosity model of [29].
The double porosity model was formulated to study the flow in fractured porous media. The
transport model considered in [98] also falls under the category of “Diffusion dominated mix-
ing”. Homogenization in this regime, even in the presence of nonlinear reaction terms, is well
understood. This is demonstrated in [98] in case of semi-permeable porous media, in [81] with
regard to adsorption reactions, in [69, 68, 64] in the context of pure steady diffusion equation
with Langmuir adsorption on the surfaces. As in the case of passive transport, this regime of
“Diffusion dominated mixing” in the context of reactive flows has seen enormous progress in the
last two decades.

1.10 Reactive transport: Taylor dispersion mediated mixing

The next regime that we wish to consider is that of “Taylor dispersion mediated mixing”. We
remarked earlier in the case of passive transport, this regime is the richest regime as it takes into
account both convection and diffusion at the micro scale. In the context of reactive flows, we
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shall consider the reaction in addition to convection and diffusion at the pore scale. R. Mauri in
[122] studied the homogenization of a convection-diffusion-reaction phenomena in this regime:

1
aauts + gba -Vue —div (D:Vu:) =0 in (0,7T) x €,
D:Vue - n + gua =0 on (0,T) x 99, (1.68)
u:(0,7) = u'(z) in Q..

The system (1.68) of [122] was generalized in [25] by considering a large lower order term in the
bulk equation representing the bulk reactions. So the new model looks like

ou, 1 ) 1 .
a; + gbe . Vug —div (ngug) + 8_205715 =0 in (07T) X Q€7
Devus “n 4+ gul? =0 on (O’T) X 895’ (169)

u:(0, ) = u(z) in Q.

The velocity field in (1.69) is considered to be periodic and no further assumptions are made.
In [25], the following spectral problem associated with (1.69) is considered:

b(y) - Vy¢ — divy (D(y)Vy¢> +ey)p=Xrp inYO
D(y)Vy¢-n+rp =0 on 90, (1.70)
y — d(y) Y -periodic.

The adjoint of (1.70) is

—div, (b(y)9") — divy (D(y) V0" ) + c(y)s" = A" in V°,
D(y)Vy¢™ - n+by) - n¢* + kd* =0 on 9%, (1.71)
y— " (y) Y -periodic.

To perform the upscaling, a slight variant of the asymptotic ansatz (1.48) for the unknown
concentration u. in (1.69) is considered:

ue(t, x) = exp (—At/e?) Ze U (t x— b*t, a:) (1.72)

g €
>0

The homogenization result for (1.69) due to G. Allaire and A.L. Raphael is summarized below.

Proposition 1.10.1. [25] Under the assumption (1.72), the solution for the microscopic model

satisfies
t)w@)) (1.73)

ue(t, ) ~ exp (—At/e?)p < )( <t x——t)—i—f:‘zaxl(

with (X, ¢) being the first eigenpair associated with (1.70). The components (w;)i1<i<a satisfy the
following cell problem.:

*

l;(y) . <Vywi + ei> — divy <]_~) <Vywl- + ei>> = pd*b* -e; in YO,
D(Vywi+e) n=0 on 0%°, (1.74)

Y — w; Y -periodic,
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where the convective field b(y) and the diffusion matriz D(y) are given in terms of the original
velocity field b(y), diffusion matriz D(y) and the eigenfunctions ¢(y) and ¢*(y):

by) = 96"b(y) + $DVyd* — ¢* DV,
D(y) = ¢¢*D(y).
The effective drift in (1.73) is given by

(1.75)

b* = /B(y) dy. (1.76)

Further, the zero order concentration approzimation v(t,x) satisfies the following diffusion equa-

tion: P
6_7; = div(DVu)  in (0,T) x RY,
um(x) 4 (1'77)
v(0,z) = mn R,
9= 5o
where the dispersion matrix D is given in terms of the cell solutions:
Dij = /]_N7<Vywl + 6i> . (Vywj + 6j> dy. (178)

YO

We took a modified asymptotic expansion (1.72) for the unknown concentration. This idea of
performing time renormalization in terms of the first eigenvalue of the spectral problem was
identified in [12, 76]. We can also perform a change of unknowns in the spirit of Factorization
principle:

ue(t, x)
p(x/e)
Writing down the equation satisfied by v. we can perform the asymptotic analysis with “Two-
scale asymptotic expansions with drift”. The Factorization principle has been around in the
theory of homogenization since the 80’s [161]. Section 2.8 of Chapter 2 details the Factorization
principle when applied to the eigenvalue problems and also to the case of convection-diffusion
equations in strong convection regime with a bulk reaction term.

ve(t, ) = exp(\t/e?) (1.79)

The “Two-scale convergence method” was conceived to justify the upscaling results obtained via
the formal method of two-scale asymptotic analysis. Section 2.3 of Chapter 2 explains the “T'wo-
scale convergence” approach in deriving effective Darcy law for the unsteady incompressible
Stokes equations. In the same spirit, a new notion of compactness was developed by Marusic-
Paloka and Piatnitski in [121]. This new conception of [121] is coined as “T'wo-scale convergence
with drift”. As the name suggests, it tries to justify the homogenization results obtained through
“Two-scale asymptotic expansions with drift”. We briefly explain the concepts involved with
“Two-scale convergence with drift” in Section 2.6 of Chapter 2. This notion of compactness is
used in rigorously justifying the result of the above Proposition 1.10.1 in [25].

1.11 Taylor-Aris regime: Adsorption via isotherms

In (1.69), the bulk reaction is modelled by a lower order term, c.u., and the surface reaction
is modelled via kwu. appearing as a Neumann data for the flux. The particular reactions of
adsorption type have been studied exhaustively in the regime of “Diffusion dominated mixing”.
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Very important references being [77, 97, 78, 79, 80, 81, 69, 68, 64]. In all these cited references,
except for [69, 68, 64], in order to study the adsorption models, two concentrations are intro-
duced: one for the concentration in the fluid bulk and the other for the concentration of the
adsorbed solutes on the surface. In [10, 20], coupled convection-diffusion-reaction equations are
considered for the solute concentrations (u,v):

ou

— +b(y) - Vu —div (D(y)Vu) =0 in (0,T) x Qy,
or

o . (1.80)
—D(y)Vu-n = 5= m(u — ?) on (0,7) x Q.

The above model is supplemented with initial data for u© and v. The adsorption is modelled in
(1.80) using the linear isotherm from (1.58). Upon parabolic scaling, (1.80) leads to

1
aaflz;{;‘ + gbs . Vug _ le (DEVU/E) — 0 ln (O’T) X Qg,
1 avs R /UE
_EDEVUE n = W = 6—2 (u€ - ?) on (O’T) X Qg’ (181)
us(O,:E) — uzn(x) T e QE,
0:(0, ) = v"(z) x € 08.

In [10], the formal method of two-scale asymptotic expansions with drift is used to upscale the
microscopic model (1.81). Note that the governing equation for v, in the coupled system (1.81)
is just an ordinary differential equation. Consider the following asymptotic expansions for the
concentrations:

< b*t
ue(t,x) = Zaz U; <t,x -0 g)

1>0

- b*t
ve(t,x) = Zal v; <t,x - g)

i>0

(1.82)

Proposition 1.11.1. [10], [20] Under the assumption (1.82), the solution (u.,v;) of (1.81)

satisfies
b*t b*t x
ue(t,x) ~ug | t,o — — | +euy |ty — —, =
€

b*t b*t x (1.83)
ve(t,x) =~ Kug (t,o — — ) +ev |tz — —, =
€ e ¢€
where b* is the effective drift given by
-1
b = (1v°] + K10x°)) /b(y) dy. (1.84)
Yo
The first order correctors uy and vy in (1.83) satisfy
K2
/Ul(t’x’y) = Kul(t’x,y) + 71)* : V:BUO(tax)
d (1.85)

ul(t’ €Ly y) = Zwi(y)a—xi(t’ x)

i=1
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where w; satisfies, for each 1 <17 <d,
b(y) - Vyw; — divy (D(Vyw; +€;)) = (b* —b) -e; inY?",
—D(Vyw; +e) - n=Kb* e on OV, (1.86)
y — wi(y) Y -periodic.

Further, the zero order concentration approximation ug(t,x) in (1.83) satisfies the following
diffusion equation:

<\Y°\ + K\@E%) Ouo _ div(DVug) in (0,T) x RY,
ot y (1.87)
uo(0, ) = (yYOy + K]820]> (yyo\um(x) + \az%%@) z e RY,
with the dispersion tensor D given by
K2 * 7 %
Dyy = —[Ox"|bib; + /D(y) (Vywi + i) - (Vg + 5) dy. (1.88)
YO

The above result is proved formally in [10] using the two-scale asymptotic expansions with drift.
In [20] the above result is made rigorous in the following sense.

Proposition 1.11.2. [20] The sequence {us,v:} of solutions to (1.81) satisfies

b*t
ue(t, @) = ug <t,x — —> +ri(t,x),
€

*

bt (1.89)
ve(t,z) = Kug <t,x - —> +rl(t,x).
€
where the residual functions r¥ and rY vanish as € — 0 and the limit ug satisfies the effective
diffusion equation (1.87).

The cell problem (1.86) has contributions from convection, diffusion and reaction as we are in
the “Taylor dispersion mediated mixing regime”.

Remark 1.11.3. The contribution from the reaction at the pore scale is via the equilibrium
constant K and not the reaction rate k. In the limit K — 0, we recover the cell problem and the
homogenized limit corresponding to the convection-diffusion equation in the strong convection
regime with homogeneous Neumann boundary condition on the pore boundaries. In the other
limit K — oo, it follows from the expression for the drift velocity (1.84) that b* = 0.

Remark 1.11.4. The reaction rate k does appear in the expression for the dispersion tensor
(1.88). In the limit k — 0, the dispersion D blows up but the limit case k = 0 in (1.81) corre-
sponds to the regime with no chemical reaction i.e., homogeneous Neumann boundary condition
on the pore boundaries. So the homogenization doesn’t commute with the limit as k goes to zero.
On the other hand, when k — oo the first term in the dispersion (1.88) goes to zero and the limit
corresponds to the study of the adsorption phenomena in porous media which are in equilibrium.

1.12 Our contribution: Linear isotherm

The contribution of this thesis is in the context of reactive flows in the strong convection regime.
To begin with, we consider a coupled convection-diffusion equations. The coupling is through



1.12. OUR CONTRIBUTION: LINEAR ISOTHERM 37

a reaction term similar to the one in (1.81). In (1.81), the surface concentration v. is governed
by an ordinary differential equation. As remarked earlier, in [97] surface diffusion is considered
for the adsorbed concentration. We generalize the microscopic model (1.81) by considering both
surface convection and surface diffusion for the adsorbed concentration. Taking b*(y) as a Y-
periodic velocity field on the pore surface and D*(y) as a Y-periodic diffusion matrix associated
with surface diffusion, the model we consider is the following;:

1
8;; + gbe - Vu, — div (D.Vu.) = 0 in (0,7) x Q.,
1 ov. 1 6 ses K v
—EDEVu6 n = 8756 + gbg - Vv, — div® (D2Vi,) = 8—2<u5 — Ee) on (0,T) x Q,
ue(0, ) = u™(z) x € Qe
[ 0:(0,2) = v""(x) x € 09s.

(1.90)

To perform formal upscaling of (1.90), we postulate asymptotic expansions for the bulk and
surface concentrations u. and v, as in (1.82). The homogenization result concerning (1.90) is
given below.

Proposition 1.12.1. Under the assumption (1.82), the solution (us,ve) of (1.90) formally

satisfy
b*t b*t x
ue(t, ) =~ ug <t,x - ?> + cuy (t,x - g>

ve(t, @) = KUO<t~’U—ﬂ>+5U1 (t,x—ﬂ,z>
9 g £

= (I +K|620|>1</b(y) dy + K / b*(y) doy)) (1.91)

Yo )3

with the effective drift

and ug the solution of the homogenized problem

(yyo\ + K]@EO\) 90 _ i, (DVug) = 0 in (0,T) x RY,
at
(1.92)

(1701 + K105 ) uo(0, 2) = Y"1 (&) + |05 (2) @ € R

where the dispersion tensor D is given by

P = /D(y) (Vyxi +ei) - (Vyx; +¢) dy + 5 / (i-%) (6 —3) dotw)
o0 (1.93)
+K! / D*(y) (Ke; + Viw;) - (Kej + Vyw;) do(y)
%0

with (x,w) = (xi,wi)1<i<a being the solution of the cell problem such that

auo d 8UQ
t T y ZX@ ) Ul(t’x’y) = sz(y) oz, (t’x) (1'94)
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and the cell problem is

[ b(y) - Vyxi — divy(D(Vyx; +€)) = (b* —b) - e in YO,
b*(y) - Vywi — divy (D*(Vywi + Ke;)) = K(b" = b%) -e; + & (xi — K 'w;) on 9%°,
—D(Vyxi +e) - n==x (Xz‘ — K_lwi) on 0%9,

[ ¥ — (X, wi) Y — periodic.
(1.95)

The coupling in the microscopic model (1.90) is carried on to the cell problem (1.95). In the
absence of the surface convection and surface diffusion, the first order correctors for the surface
concentration were given in terms of the first order correctors for the bulk concentration as in
(1.85). So, we would like to see if we get back the upscaling result obtained in [10, 20] in the
limit b° — 0, D* — 0. The effective drift velocity (1.91) depends on both the bulk and surface
velocity fields. It is the weighted average of both the velocity fields with the equilibrium constant
K as the weight on the pore surface. In the limit b* — 0, the effective drift (1.91) matches with
the effective drift (1.84). The first order correctors for the concentrations u., v, are given in
terms of solutions (x;,w;) to a coupled steady problem in the unit cell (1.95). In the limit b* — 0
D?® — 0, we recover a decoupled cell problem only for y; as in (1.86) and the surface corrector
is given in terms of the bulk correctors via the following algebraic relation:

K2
w; = KXi - ?b* &) (196)

The above expression (1.96) is nothing but the expression for v; in (1.85). Also the expression
for the dispersion D in (1.93) matches with that of (1.88) in the limit 4* — 0 D® — 0. Thus we
recover the results obtained in [10, 20].

When k — 0, the equations for u. and v. are decoupled, thus making the cell problem (1.95)
ill-posed with the effective drift (1.91). So, we always assume « > 0. Formally, when x tends
to 400, the two concentrations are fully coupled in the sense that v. = Ku.. On the other
hand, when K = 0, it formally yields that v. = 0 and the only remaining unknown u. satisfies a
homogeneous Neumann boundary condition on 9€).. However, if K tends to +oo, then u. and
ve are again decoupled in the limit, with a Fourier-type boundary condition —D,Vu,-n = ku. /e
on 0f).. The governing model in this limit is actually (1.68), the one studied in [122, 25].

So our model generalizes some of the linear adsorption models that were studied in the regime of
strong convection. A formal proof, using the two-scale asymptotic expansions with drift, of the
result announced in the above Proposition 1.12.1 is found in Section 3.7 of Chapter 3. Sections
3.8, 3.9, 3.10 of Chapter 3 are concerned with the rigorous justification of the above formal
result in the sense of Proposition 1.11.2.

In the ansatz (1.82) for the unknown concentrations u. and v., a common drift b* was chosen.
Even if we start off with different drifts , say b7 and b3, for the two unknowns, during the
formal upscaling procedure for (1.90) we deduce that b = b5. In the microscopic model (1.90),
convection-diffusion and reaction are pronounced at the pore scale as is evident from the cell
problem (1.95). Taking cues from some of the works on reactive flows in “Diffusion dominated”
regime [81, 109], we shall consider the following microscopic model where convection and diffusion
are dominant at the pore scale but not the reaction:



1.13. OUR CONTRIBUTION: NONLINEAR ISOTHERMS 39

1
8(;;6 + b Ve — div(D:Vue) =0 in (0,T) x 9,
1 ov 1 :.8 SY7S v
—EDEVu5 ‘n o= a: + gb‘; - Ve — div® (D{V¥v,) = Ii(ug - ?E) on (0,T) x Q, (1.97)
u:(0,7) = u'(z) z € €,
v:(0, ) = v () x € 08

Mathematically speaking, the above model is obtained from (1.90) upon scaling the reaction
rate as k — £2k. The homogenization result concerning (1.97) is very different from the one
announced in Proposition 1.12.1. Consider two constants b}, b3 € R%:

* 1 * 1 s
bl = 7] /b(y) dy and by = 50| / b*(y) do(y). (1.98)
YO0 ax0

Depending upon whether the bulk and surface drifts (1.98) are equal or not, different effective
behaviour for (1.97) is obtained. The results regarding the upscaling are found in Section 3.11 of
Chapter 3. The values of the two drifts play an interesting role in determining whether the ho-
mogenized equation of the coupled system (1.97) stays coupled or not. The two constants b} and
b5 shall be of interest in Chapter 4 where we study the upscaling of a nonlinear adsorption model.

In the linear adsorption models (1.90) and (1.97) that we have considered so far, the velocity
fields are considered incompressible. In Section 3.12 of Chapter 3, we consider a convection-
diffusion equation with homogeneous Neumann boundary conditions and compressible velocity
fields. In the context of homogenization of convection-diffusion equations, the presence of com-
pressible flows manifests as if there were bulk reactions in the fluid. With the consideration
of the compressible flows, we have worked with all possible scenarios for a convection-diffusion-
reaction equations with periodic coefficients that model linear adsorption phenomena on the pore
boundaries. Chapter 3 contains proofs and detailed analysis of the linear adsorption models.
Some of the results from Chapter 3 are published in [17].

1.13 Our contribution: Nonlinear isotherms

In Chapter 4, we generalize our results from Chapter 3 on linear isotherms to nonlinear isotherms.
The nonlinear isotherm that we consider is the one due to Langmuir and is given by

au

= ) 1.99
) = 7 (199
The microscopic model that we consider is the following:
(
1
(98215 + gba - Vue —div (D:Vu:) =0 in (0,7) x £,
1 ove 1 s ss K[ au

—gstue n = 8—; + gbg - Vv, —div® (D{V?u,) = 2 (1 n ﬁeug — v€> on (0,7) x Q,

42(0,) = " (z) req,

v:(0,2) = v""(x) x € 09Q.

(1.100)
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In the previous section while presenting the slow reaction model (1.97), we pointed out the
importance of the bulk and surface drifts:

* 1 * 1 s
Yo Hx0

The presence of the nonlinear term in the microscopic model (1.100) forces to assume that the
bulk and surface drifts in (1.101) are equal i.e.,

ﬁ/b(y) dy = @ / b*(y) do(y) = b". (1.102)
YO

ox0

Such an assumption was not necessary in the linear case [10, 20, 17] but is the price to pay for
extending our previous results to the nonlinear case of the Langmuir isotherm. The upscaling
result regarding the nonlinear model (1.100) is as follows.

Proposition 1.13.1. The solution (ue,v:) of the coupled convection-diffusion-reaction system
(1.100) is approzimatively given by the ansatz

b*t b*t x
ue(t, ) ~ ug t,x—? + euq t,x—?,g ,

ve(t,z) = f(up) <t T — %) +evy <t,x - ﬁ, E) ,

where f is the Langmuir isotherm given in (1.99) and b* is the effective drift given by (1.102).
Further, the zero order approximation ug in (1.103) is the solution of the following macroscopic
nonlinear monotone diffusion equation:

(1.103)

0
[!Yo\ + (Mﬂ} Ouo _ div,(D(ug)Vauo) =0 in (0,T) x RY,

2
O 1;55700)4 . o | | (1.104)
[]Y lup + m} (0,2) = [YOlu™(z) + [0 (z)  in RY,
and the correctors (uy,v1) in (1.103) are defined by
1(t,x,y) = ley,uotxg (t,z)
(1.105)
vl(t’$’y):(1+ﬁuotaz Zwl Y, uo(t, x)) g (t,z)
where (Xi,wi)1<i<d is the solution of the cell problem:
—b* - e; 4+ b(y) - (e; + Vyxi) — divy(D(e; + Vyxi)) =0 in Y,

=b* - e; +6°(y) - (ei + Vyw;) — d1v S(D%(ei + Vyw;)) = K (xi —wi) on X

y— (xi(y),wi(y)) Y-periodic.
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The dispersion tensor D(ug) in (1.104) is given in terms of the cell solutions x;, w; as

(67
D;j (uo) /D Vyxi + ei) : (Vij + ej) dy + m / [Xz‘ - wi] [Xj - Wj] dU(y)
90
N / D*(y) (Vywi +ei) - (Vyw; + ) do(y)
%0

/D VyXj € — VyXi- ej> dy

—{—ma; D*(y) (Vij e; — Vyw - ej> do(y)
+/ <b(y) . vai) X; dy + m / (bs(y) . VZwi)wj do(y).
Yo 930

(1.107)

Note that the cell solution (x;,w;) depends not only on y but also on the value of uy(t, z). Fur-
thermore, the technical assumption (1.102) is precisely the compatibility condition for solving
the cell problem for any value of uy(¢,z). In the linear case, the dispersion tensor we obtain is
always symmetric and constant. But in the above nonlinear case, D(ug) is neither symmetric
nor constant. The proof of the above Proposition 1.13.1 is given in Chapter 4. Observe that
as 8 — 0, we fall back to the linear model and we recover the results from Chapter 4. The
requirement of the effective drift to be independent of the slow variable x results in the technical
assumption (1.102). The method of two-scale asymptotic expansions with drift cannot handle
the homogenization of (1.100) for any purely periodic velocity fields b and b® unless they satisfy
(1.102).

A rigorous justification of the above Proposition 1.13.1 is undertaken in Chapter 4 using “Two-
scale convergence with drift”. The presence of nonlinearity in (1.100) demands some strong
compactness of the sequence of solutions in order to pass to the limit. Following the ideas of
[121, 24], we first show that, in a moving frame of reference, a uniform localization of solutions
holds. Then a time equicontinuity type result allows us to gain compactness. These technical
results are not straightforward extensions of those in [121, 24]. There are a number of additional
difficulties, including the perforated character of the domain, the nonlinearity of the equations
and more importantly the fact that there are two unknowns u. and v..

1.14 Ouwur contribution: Multicomponent reactive flows

Chapter 5 is concerned with the homogenization of multicomponent reactive flows. We consider
the following system of convection-diffusion-reaction equations, for every 1 < a < N,

N
ou;, 1 . 1 .
pga—ta + gba - Vg, — div(DEVaus,) + > ;Haﬁu% =0 in (0,7) x Q.,
=1
1.1
DiVug, -n=0 on (0,7) x 09, (1.108)
us (0,2) = u'™(x) r € RY.

where the coupling matrix II models the chemical reactions between the solutes in the fluid. The
homogenization of parabolic systems with large lower order terms was studied in [12] where the
Factorization principle is employed. We assume that the nondiagonal entries of the coupling ma-
trix IT is not positive. This assumption is borrowed from [152] and from the following references
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where neutronic diffusion problems are studied [11, 53]. We too will be using the Factorization
principle to homogenize our weakly coupled system (1.108). As usual, we pass via the associated
spectral problems. Let us consider the following asymptotic ansatz for the solution uf:

; b*t
ug,(t, ) = exp (=At/e?) Zszuw (t,x - —, E) for every 1 < a < N. (1.109)
= e’ €
The upscaling result linked to (1.108) can be summarized as follows.
Proposition 1.14.1. If the ansatz for the solution (uS,) of (1.108) given in (1.109) is true, then
the solution formally satisfies

*

ug, (t, ) ~ exp (—At/e2)gpa<§> <v<t,x - — > Z oz, < t>w1a<z>), (1.110)

with (A, @a) being the first eigenpair associated with a spectral cell problem. The components
(Wia)1<a<n, for every 1 < i <d, satisfy a so-called cell problem.

( ~

ba(y) - (Vyw@a + el-) — divy <Ea (Vywi,a + ei>>
N
+/321 Happaes (‘”z‘,ﬁ - w@',a> = Qapipab® e in YO, (1.111)
Da(vywi,a +e) - n=0 on 00,
L Y — Wi Y -periodic,

where the drift velocity b* is given by

N
bt = i > /Ea(y) dy, (1.112)

*

where the effective porosity, p*, is given by

N
pr=>" /soasoilpa(y) dy (1.113)
0

with @, the first eigenfunction associated with an adjoinl spectral cell problem. The modified
velocity fields b, and the diffusion matrices Do are given in terms of the velocity fields by and
diffusion matrices Do of (1.108) and the eigenfunctions (pq, ©%).

Further, v in (1.110) satisfies the following scalar homogenized equation:

g— — div(DVv) = in (0,T) x R?,
N (1.114)
0(0,2) = 3wl (x) / i)y in R
a=1 0

where D is defined by

iv: /Da Vywia + ei) : (Vywj@ + ej> dy

a=1

(1.115)

er—l

Yo
/8004()061_[0{5 wl & wlvﬁ) <wj7a - w.]vﬁ) dy
YO

QQ
H
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We have also worked with surface reactions in the context of multicomponent flows. The mi-
croscopic model (1.108) is slightly modified by taking the reaction term due to the coupling
matrix II as a Neumann boundary condition on the pores boundaries. The results regarding
this boundary reaction model are found in Sections 5.7 and 5.8 of Chapter 5. Adsorption phe-
nomena are also incorporated into the multicomponent model in Section 5.9. Homogenization
of this adsorption model is undertaken in Section 5.10.
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Chapter 2

Theory of Periodic Homogenization

2.1 Introduction

In this chapter we prepare the ground work for the homogenization theory that we will be using
in the following chapters where we wish to study the upscaling of the transport equations gov-
erning the spreading of solutes dissolved in a fluid filling a periodic porous medium. More often
than not, multiscale phenomena are encountered in nature. The presence of heterogeneities in a
domain complicates the mathematical modelling of the physical phenomena present in the given
domain. Consider [ to be the heterogeneities’ (microscopic) length scale and L as the observation
(macroscopic) length scale. We make the separation of scales assumption i.e., [/L =& < 1. We
consider two space variables: macroscopic slow variable 2 and microscopic fast variable y = x/e.
The idea of upscaling is to determine an equivalent macroscopic medium, a continuous medium
which behaves “on average” like the heterogeneities that are present. Beginning with the gov-
erning equations at the heterogeneities’s length scale, we want to replace it with a continuum
model posed in an equivalent macroscopic medium.

In the mechanics literature, Representative Elementary Volume (REV) method [165] is a popular
upscaling technique where REV is chosen of O(h) with | < h < L. Another popular approach
is the method of moments [46, 47]. In a periodic setting, the period is of O(eg). A well-known
technique in the periodic setting has been the multiple scale expansions [41, 148]. Heuristic
arguments to this approach were presented in [147, 103]. When the separation of scales assump-
tion isn’t met, there is a continuum of non separated length scales. Percolation Theory has been
used in this context. Percolation theory in the context of fluid mechanics in porous media is
presented by K. M. Golden in Chapter 2 of [96]. All through the thesis we will be working with
periodic porous media and transport equations with periodically oscillating coefficients. So this
chapter is dedicated to refresh some of the known theories in periodic homogenization.

Let us consider a partial differential equation with periodically oscillating coefficients of period
e:
Leu.=f in Q, (2.1)

where f is the source term. The above partial differential equation is supplemented with ap-
propriate boundary conditions and initial data (in case of evolution equations). Using some
upscaling technique, the objective is to find an effective equation:

Lug=f in Q. (2.2)

In a periodic porous medium, the system of equations representing the physical phenomena
usually takes the form (2.1). The principle of asymptotic expansion is to postulate an ansatz

45
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for the solution wu. of (2.1) in terms of the period € and Y-periodic coefficient functions in the
fast variable y:

T x 9 T

ue(x) = u0<x,—) —|—eu1<x,—) +e u2<x,—> +oe

€ € €
A classical result where this method was successfully applied is to obtain the famous Darcy’s
law starting from fluid equations in microscale. Darcy’s law is a filtration law that was em-
pirically obtained by H. Darcy [72]. Darcy’s law states that the flow rate u is proportional to
the balance of forces including the pressure. Starting with steady Stokes equations, Darcy’s law
has been derived using the formal method of asymptotic expansions in [148, 115]. In Section
2.2, we illustrate the method of two-scale asymptotic expansions applying it to the upscaling
of steady Stokes equations to arrive at Darcy’s law. This homogenization result is presented in
Proposition 2.2.2.

The method of two-scale asymptotic expansion is a formal method that can only guess the
effective behavior. To rigorously justify the Homogenization process, L. Tartar proposed the
“method of oscillating test functions” [153]. Tartar’s method is also coined as “Energy Method”
in [41]. In loose terms, Energy method is to prove the convergence of u., the solution of (2.1),
to ug, solution of (2.2), in a proper function space. It goes via choosing of proper test functions
in the variational formulation of the microscopic partial differential equation (2.1) and passing
to the limit as € — 0. The test functions are built using solutions to the so-called cell problems.
Energy method was introduced in a general context of H-convergence [153, 131]. This method
isn’t very specific for the homogenization problems in periodic setting. Nguetseng introduced a
compactness phenomenon suitable for periodic homogenization in [132]. This phenomenon was
coined as “Two-scale convergence” and was further developed by G. Allaire in [5]. Section 2.3
deals with this phenomenon of two-scale convergence. We recall some of the standard results and
apply the same to homogenize unsteady Stokes equations (2.23) in a periodic porous medium.
Theorem 2.3.7 gives the homogenization result related to the Stokes equations in the unsteady
case. The effective equation is shown to be a two-scale equation (2.30). This result was obtained
formally in [115, 148, 104] and later rigorously justified in [155, 4]. In (2.32) the homogenized
equation in only slow variable is given. The homogenized equation (2.32) turns out to be an
integro-differential equation. This generalizes the usual Darcy’s law.

In Section 2.5, we present the notion of “T'wo-scale convergence on periodic surfaces”. This adap-
tation of two-scale convergence to function sequences defined on surfaces was done in [14, 134].
This helps us treat different kinds of boundary data and diffusion phenomena on surfaces as
illustrated in Section 2.5. As we remarked in the general Introduction (Chapter 1), there have
been other approaches to handle the function sequences on the surfaces. In [61], Cioranescu
and Donato homogenize steady state problems in perforated domains with non-homogeneous
boundary data. Loosely speaking, their approach passes via the introduction of an auxiliary
problem which helps transform surface integrals in the variational formulation into volume in-
tegrals. Please refer to [61] for precise details.

The study of convection-diffusion equations governing the movement of dissolved solutes has
been a long-standing question [157, 158, 159, 30, 46, 47, 145]. The interplay between the flow
(fluid equations), the solute transport (convection-diffusion equation) and the geometry of the
porous medium is quite a challenging problem. Let us consider the following convection diffusion
equation for the solute concentration in the fluid part Q2 of the porous medium:

ou

9 +b-Vu— div<DVu) =0.

In Section 1.6 we introduced various scaling techniques. Among them, when global Péclet
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number is of O(e7!), the two-scale asymptotic analysis recalled in Section 2.2 isn’t able to
homogenize the above convection diffusion equation without imposing zero mean condition on
the velocity field as demonstrated in the beginning of the Section 2.6. This handicap of the
two-scale asymptotic method is overcome by the introduction of “two-scale asymptotic analysis
with drift” in (2.44). This variant introduces a drift in the second variable of the coefficient
functions in the ansatz:

* * *

b*  x b* 9 b*
ueltia) = uo(tiw — 0. 2) +ew (o - L0, L)+ ua(tw - L, L) 4o
e € e € € €

This concept of effective drift in the concentration profile was first introduced in [140]. This
notion of effective drift also has appeared in the context of turbulent diffusion as “Ballistic ve-
locity” [162, 94]. Section 2.6 presents the method of two-scale asymptotic expansion with drift
via its application to upscaling the above convection-diffusion equation under the supposition
of global Péclet number being of O(e~!). After an overview of the formal asymptotic method,
we get into the rigorous justification of using “T'wo-scale convergence with drift”, definition of
which is given in Definition 2.6.2. This notion was introduced in [121]. A pedagogical review of
this method is given by G. Allaire in [7] (See also [137]). Compactness results related to drift
are recalled in Section 2.6. Theorem 2.6.9 gives a rigorous justification of the homogenization
of convection-diffusion equation in large global Péclet regime. This justifies the formal homog-
enized equation (2.50) obtained in the beginning of Section 2.6.

In [58, 60, 59], a new upscaling notion of “Periodic Unfolding” has been developed. This method
is briefly recalled in Section 2.4. Taking lead from [14, 134], we generalize the notion of two-scale
convergence to function sequences defined on surfaces in Section 2.5. On same lines, we gener-
alize the notion of two-scale convergence with drift to function sequences defined on surfaces in
Section 2.7. As far as we know, this new notion of convergence in Section 2.7 is introduced for
the first time in this thesis.

In some cases we obtain two-scale homogenized equation i.e., the presence of both fast and slow
variables. This is demonstrated in Theorem 2.3.7 where we obtain a two pressure model (2.30)
as an effective model for the unsteady incompressible Stokes equations. It is of paramount
importance to eliminate the fast variable, if possible, in the homogenized model. This was
addressed by M. Vanninathan in [161] in the context of elliptic eigenvalue problems. Loosely
speaking, the idea is to factor out the oscillations from the solution sequences and then pass
to the limit. Section 2.8 recalls this “Factorization principle”. The results obtained in [161]
are presented followed by the application of the Factorization principle to convection-diffusion-
reaction equation in periodic porous media [25]. This method of factorization is quite popular
in the literature [51, 11, 53, 12, 76]. We will be using this approach in dealing with compressible
flows in Section 3.12 of Chapter 3 and in Chapter 5 in relation to spreading of multiple solutes
in periodic porous media.

2.2 Two-scale asymptotics

This formal method begins with an assumption that the solution u. to the partial differential
equation (2.1) can be written in the form of an asymptotic expansion in terms of the period &:

x x 9 T
9 I3 €

where the coefficient functions u;(z,y) are Y-periodic with respect to the variable y. We plug
the above expansion for u. in the partial differential equation (2.1) keeping in mind the following
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chain rule for differentiation:

T

“fo(en2)] = [ere+ Lo (). =

Upon inserting the proposed ansatz for the solution w. in (2.1), we arrive at a cascade of equa-
tions as coefficients of different powers of €. Usually we integrate the equation for ug over the
unit cell Y to arrive at the homogenized equation (2.2). The form of L is obtained using the
so-called cell problems posed in the unit cell Y. This formal method has been very popular
in the literature regarding the upscaling of partial differential equations. To name a few good
references, among many others, where this method is documented are [41, 148, 62, 6].

To illustrate the method of asymptotic expansions, we will be giving an example of homogenizing
the following incompressible steady Stokes equations:

Vpe — 52ﬂAus =/ inf,
divu:, =0 in Q, (2.4)
u: =0 on 0f2,,

where u. and p. denote the velocity and pressure fields associated with the fluid filling the porous

medium. The positive p is the viscosity. We further assume that the porous medium ), is a
bounded convex domain.

Remark 2.2.1. In (2.4), the viscosity p is scaled by £2. As is well known from [148, 115, 4],
this is the actual scaling which gives a mon zero limit for the velocity u. as € — 0.

We take the forcing term f € L2(92)?. Tt follows, consult [160] if necessary, that the system (2.4)
admits a unique solution

Us € H(%(Qe)da De € L2(Q€)/]R, (2.5)
As explained above, we shall postulate the following ansatz for the unknowns u. and p.:
_ z r 2 Y
ue(x)—u(](x,e)—l—eul(:c,e)—ke u2(x,€>—i— (2.6)
— z z 2 A DI
Pe(ﬂc)—po<w,6>+€p1<w,€>+€ p2(x76)+ (2.7)

Proposition 2.2.2. [148, 115] The homogenized model for the Stokes problem (2.4) is given by

u(e) = LK (f(@) = Vp(@)) inQ,
divu =0 in €, (2.8)
u-n=>0 on 082,
where u(x) is the homogenized velocity given as the average of the first term of the ansatz (2.6)
for u,:
u(@) = [ uo(e.0)d. (2.9)
YO

The homogenized pressure p(x) = po(x,vy), the first term of the ansatz (2.7) for p., independent
of y. The permeability tensor K is symmetric, positive definite and is given by

Kij = /Vywl . Vywj dy (210)
YO
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i terms of the solutions w; € H;E(Yo)d to the following cell problem:

_ 0
Vyai — Ayyw; =€;  inY",

div,w; =0 m YO’

Yy z(y) (2.11)
wi(y) =0 on 0%,
y — wi(y) Y -periodic.

Furthermore, the second term in the ansatz (2.7) is given in terms of the cell pressure g;:

d
0
@) =Y a)(f - 5= ) @) (2.12)
i=1 ¢
Proof. Plugging (2.6)-(2.7) into (2.4) yields
e V,po <x, g) + &0 [Vgcpo + Vyp1 — MAyyuo} (w, g) +0(e) = f(x) (2.13)

et divyug (w, f) + €0 {divxuo + divyul} <x, z) +0()=0 (2.14)
€ €
At order 7!, the corresponding momentum equation is

{ Vypo=0 inY?

2.15
Y — Po Y -periodic, ( )

implying that po(z,y) is independent of y. That is, po(x,y) = p(z).
Now, at order €? for the momentum equation and at order ¢! for the incompressibility condition,

we arrive at
Vyp1 — MAyyUO = f(z) = Vup(x) in YO’

divyug =0 in Y,

(2.16)
up =0 on 0%9,
y — (p1,uo) Y -periodic.

By the linearity of (2.16) we deduce that
d 3}9 d 3}9
wwwzgm@@—%ym mmwzgﬁw@—%yn (2.17)

where w;, the cell velocity, and ¢;, the cell pressure, are solutions to the cell problem (2.11).
At order €%, the incompressibility condition leads to

divyuo(z,y) + divyui (z,y) = 0. (2.18)
Now we shall integrate the above equation over Y:

divw</uo dy) + /divyul dy = 0.

Yo Yo

The term with u; vanishes as it is periodic with respect to the y variable. Taking into consider-
ation the expression for ug(z,y) from (2.17), the above equation leads to the pressure equation:

_div, <K<V$p . f)) —0,
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where
Kij = Kei . 6]' == /wji dy (219)
YO

This expression is equivalent to (2.10). To see that, we multiply the cell problem (2.11) for wj

by the cell solution w:
/quiwj dy — /Ayywiwj dy = /wji dy.

Yo Yo Yo

Integrating by parts, we arrive at

/ Vyw; - Vyw; dy = / wj; dy,
Yo Yo

thus the expression (2.10) for the permeability tensor. The symmetry and positive definiteness
follows. Defining the homogenized velocity as

u(w) = [ (o) d.

YO

we arrive at the homogenized equation (2.8). As for the Neumann boundary condition, it follows
from the definition of u(x) that div,u = 0 in 2. Application of the Stokes theorem leads to the
intended Neumann condition for w on 0f2 as in (2.8). O

Proposition 2.2.2 is a formal result as, a priori, we do not know if the assumed ansatz (2.6) and
(2.7) hold. The effective equation (2.8) is the famous Darcy’s law which was obtained empirically
by Henry Darcy [72].

2.3 Two-scale convergence

This section is about rigorously justifying the homogenization of periodic structures. In the
previous section, we managed to arrive at a homogenized equation (2.8) for the steady incom-
pressible Stokes equations (2.4) via a formal method of two-scale asymptotic expansion. This
formal approach can be made rigorous using the Energy method introduced by Tartar [153]. In
a periodic setting, we can rely on a more robust method of two-scale convergence introduced by
Nguetseng in [132] and further developed by Allaire in [5]. Recently, E. Frénod has published a
very thorough overview of the method of two-scale convergence [86]. In the sequel of chapters to
follow, we intend to work on partial differential equations of evolution type. So, in this section,
we shall be trying to prove the homogenization of unsteady incompressible Stokes equation. The
notion of two-scale convergence can be easily adopted to time dependent functions. We shall
introduce definitions and state propositions that are applicable to the time dependent case.

Definition 2.3.1. [5] A sequence of functions u.(t,z) in L?((0,T) x Q) is said to two-scale
converge to a limit ug(t,z,y) € L2((0,T) x Q x Y) if, for any function ¢(t,z,y) € C>((0,T) x
Q;C(Y)), we have

T

T
iiir(l)o/s)/ug(t,x)qzb(t,x,g) dazdt:/Q/Y/uo(t,x,y)qﬁ(t,x,y) dy dx dt. (2.20)

0

. 2scal
We denote this convergence by u, ———— uy.
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Please note that the time variable ¢ is just a parameter in the above definition as we aren’t
considering any oscillations with respect to time in the test functions. The above definition
makes sense because of the following compactness result.

Proposition 2.3.2. [5] For any bounded sequence of functions u.(x) € L?((0,T) x Q), i.e
satisfying

[uellz2(0,m)x0) < C,
there exists a limit ug(t,z,y) € L*((0,T) x Q x Y) and one can extract a subsequence (still
denoted by ) such that this subsequence two-scale converges to uyg.

In case the sequence {u.} has additional bounds, the above compactness result can be improved.

Proposition 2.3.3. [5] Let u-(t,z) be a bounded sequence in L*((0,T); H'(Q)) that converges
weakly to a limit ug in L*((0,T); H' (). Then,

2scale
Ug uo (ta 1') s
2scale

Vue ——— Vauo(t,z) + Vyui(t, z,y).
for some uy € L*((0,T) x Q,H#(Y))

(2.21)

Remark 2.3.4. Note that the Definition 2.3.1 of two-scale convergence is given for sequences
defined in a fived domain 2. But, when it comes to periodic porous media, the domain 2. varies
with € too. The main challenge with compactness theorems for functions sequences on §2. is to
extend them to the full domain Q) and then apply the standard compactness results of functional
analysis. When X0 is strictly contained in'Y i.e., isolated solid obstacles, Cioranescu and Saint
Jean Paulin in [65] solved this difficulty by giving extension operators. Acerbi et al in [1] further
solved this challenge by coming up with extension operators in general case. Here we recall that
the extension operator E. : H'(Q.) — HY(Q) satisfies the following property: there exists a

constant C, independent of €, such that, for any function u. € H(€.), Egu,g‘Q = u. and

[Eeucll2@) < Clluellzzny,  IVEuel 2@y < Ol Vel r2(@.)- (2.22)

Allaire and Murat in [21] avoided giving any sophisticated extensions. Rather, they gave a
version of Rellich compactness theorem in perforated domains. Two-scale convergence, however,
avoids the use of any sophisticated extensions. It just takes the trivial extension by zero on
the solid part of the porous medium €\ Q.. Proposition 2.3.2 equally applies to a sequence
us(t,z) € L?((0,T) xQ.), merely defined in the perforated domain Q., and satisfying the uniform
bound:
luellz2(0,m)x0.) < C.

Indeed, defining an extended function U:(t,x) = us(t,z) in Q. and U(t,z) = 0 in Q\ Qe, we

obtain that
T
//uetx dmdt // (t,z)¢ >dmdt
0

and the two-scale lzmzt Uo(t,x,y) of U. vanishes in X° so that

hm//uet:c ta: d:vdt ///Uotxy (t,z,y)dy dx dt.

Q Yo

We can also extend Vu. by zero on Q\ Q. when we take u. € H*(Q.). Thus Proposition 2.3.3
can be applied to sequence u. € L?((0,T); H'(Q.)), merely defined in the perforated domain
Q.. Allaire in (Section 2 of [5]) details on how this trivial extension by zero suffices to prove
compactness results on function sequences in perforated domains.
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To appreciate the method of two-scale convergence, we shall apply it to the upscaling of the
unsteady incompressible Stokes equations in a periodic porous medium:

8;: + Vp. —2pAu. = f  in (0,T) x Q.,

divus, =0 in (0,7) x Q, (2.23)
u: =0 on (0,7T) x 09,

ue(0,2) = ul(z) in ..

where u. and p. denote the velocity and pressure fields associated with the fluid filling the porous
medium. The viscosity scaling is the same as in the steady Stokes equations (2.4). The force
term f(t,2) € L?((0,T) x Q)¢ and the initial data u € H}(Q.)?. Furthermore, we denote the
extension of u by zero on /€. as u™. We also assume that the extension satisfies
[l (| L2 (ya + el V|| 2 (yaxa < C,
divu» =0 in Q, (2.24)

uin _Zscale | u™(x,y).

The wellposedness of the unsteady Stokes system (2.23) follows from the standard theory (refer
to [160, 115]). We just state the following proposition.

Proposition 2.3.5. [}/ The unsteady incompressible Stokes system (2.23) admits a unique
solution in the following energy space:

us € L2((0,7); Hy (Q)),  pe € L*((0,T); L*(Q2:)/R). (2.25)
The extension of us by zero on Q/S). satisfies the following a priori estimates:
luell oo 0,1y, 28 + €NV Uell oo (0,7);L2(0))axa < C,

|5
ot

Further, there exists an extension for p. defined in the following way (the extension still denoted
as pe)

(2.26)
<C
L2((0,T)x)

1 .
pe=1pe in Q. and p. = W /p6 in each . (2.27)
£
Y

The extended pressure, p., satisfies the following a priori estimate:

Ipell 22 ((0,7);22(0) /) < C. (2.28)
Now that we have a priori estimates on the velocity and pressure fields, the idea is to use
compactness theorems of the two-scale convergence to extract subsequences that converge. Here
we present a compactness lemma suitable to our a priori estimates (2.26) and (2.28) that helps
us extract convergent subsequences off the velocity and pressure sequences.

Lemma 2.3.6. [/] Let u. be a bounded sequence in L?((0,T) x Q)¢ such that its divergence in
space, div u., is bounded in L*(Q)? and eVu. is also bounded in L*(Q)*?. Then, there exists
ug(t, x,y) € L2((0,T) x Q; H#(Y)d) such that divyug = 0 and

2scale

Ue — uo(t,x,y),

2scale

eV, Vyuo(t, z,y), (2.29)

div u, Zscale | divx(/uo(t,x,y) dy).
\ Yo
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In [115], it was shown using the formal method of asymptotic expansions that the homogenized
equation for the unsteady Stokes system (2.23) is a Darcy’s law with memory which generalizes
the usual Darcy’s law (2.8) obtained in the previous section. Now we state the main result
regarding the homogenization of the unsteady Stokes system (2.23).

Theorem 2.3.7. [4] The solution (u.,p:) of the Stokes system (2.23) two-scale converges to the
unique solution (ug(t,x,y),p(t,x)) of the two-scale homogenized problem:

( Ou
30 FVyp1 4 Vap — phyyuo = fin (0,T) x Q x YO,
divy up =0 in (0,T) x Q x Y9
divm</u0(:ﬂ,y) dy) =0 in (0,7 x €,
yo

up =0 on (0,T) x Q x X9, (2.30)
(/uo(x,y) dy) n=20 on (0,T) x 08,

Yo A
up(t =0) =u"(x,y) in Qx Y9
Y — P1,Uo Y -periodic.

Proof. Let us consider the a priori estimates from (2.26). Then, Lemma 2.3.6 implies the
existence of ug € L?((0,T) x §; H#(Y)d) such that the second, third and fourth lines of (2.30)
hold true. Now let us multiply the first line in (2.23) by eé(t, x,x/e) with ¢(t,z,y) = 0 on
(0,7) x © x X9 and integrate by parts in space leading to

T

) T
//padlqu§<t,x, g> dx dt + O(e) =
0 Q

From the a priori estimate (2.28) and the compactness Proposition 2.3.2 we have the existence
of po(t, z,y) such that

T

T
;%//pgdlvy¢<t,x,g> dx dt = ///podlvy(bdydx dt = 0. (2.31)
0 Q

0 QY

We deduce from the above expression that pg is independent of the fast variable y. That is,
pO(t7 T, y) = p(t7 .%')

Next we multiply the first line in (2.23) by ¢(t, z,z/e) with further assumptions of ¢(7") = 0,
d(t,z,y) =0on (0,T) x Q x ¥ and div,¢(t,z,y) =0 on (0,T) x Q x Y. Integrating by parts
lead to

— /T / ue% dx dt — / u™$(0) d — O/T / pediv,¢ dx dt
+a//vu€- V¢ dxdt + O(e) O//f¢dxdt

Taking into account (2.31) and that ¢(t,z,y) = 0 on (0,T) x Q x X9 we pass to the two-scale
limit in the above expression:

T

///uo—dydxdt—// u'™$(0) dy da — ///ptxdlvx(btxy)dydmdt

Q Yo Q Yo 0 Q yo
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T

+/T// Vuolts 2, y) - Vbt @, y) dy de di = ///ft:c (t, 2, y) dy dz dt.
AT

0 Qyo

From [154, 160], we know that the orthogonal of divergence free fields are exactly the gradients.
So, there exists p; € L?((0,T) x §; H#(YO)) such that

0
% + Vap — ulyyuo — f = Vypy in (0,T) x Q x Y°.
Thus we have the first line of (2.30).

The above observation together with Lemma 2.3.6 leads to the homogenized system (2.30). O

The homogenized system (2.30) is called a two-scaled homogenized system as there are both the
slow variable x and the fast variable y present in (2.30). This two-scale homogenized system
(2.30) is sometimes referred to as two pressures Stokes system [115]. The homogenized problem
(2.8) that we obtained in Section 2.3 for the steady Stokes system was just in the slow variable
x. This, we achieved by defining the homogenized velocity as

u(w) = [ uo(e.p)d,

YO

thus eliminating the slow variable y. Even in case of the unsteady Stokes system, we can
arrive at a homogenized equation with only the slow variable. We shall not give the details on
eliminating the fast variable but given below is the homogenized problem that we arrive at after
some analysis:

t
%(t, )+ /A (t—s)(f(s,x)— Vp(s,:c)) ds in (0,7T) x Q,

’ (2.32)
divyu(t,z) =0 in (0,7) x 9,
u(t,ﬁﬂ) s = 0 on (O’T) % aQ,

where the initial data 4™ is just the average of the two-scale limit in (2.24) over Y, that is,

u(@) = [ (ov)dy

YO

and the pressure p(¢,x) is the same as in (2.30). The kernel A(¢) in (2.32) is given in terms of
the solutions to a cell problem. The explicit expression for A(t) and the cell problem can be
found in [115, 4].

2.4 Periodic unfolding

In [29], a dilation operator is utilized to study the homogenization of single phase fluid flow equa-
tions. This operator has been used in [112, 113] in relation to the study of electrical networks.
Using this dilation technique, in [58] a new notion of upscaling technique was announced. In
[58], the dilation operator is coined as the “unfolding operator”. Using this operator and incor-
porating some ideas from finite element approximations to construct scale-splitting operators, a
new kind of homogenization technique is presented in [58, 60, 59].
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Before we go any further, we shall define the unfolding operator borrowed from [58]. But, first
some notations. As usual, let Y =|0, 1[d be the unit cell. For a z € R?, let us take

d
[z]ly = Z k; e; such that z — [2]y €Y, (2.33)

where k; € Z. Denote the difference z — [z]y by {z}y. For any z € R? ¢ > 0, we have
z= €<[z Jely +{z/ €}y>. Now we are equipped to give the definition of the unfolding operator.

Definition 2.4.1. Let u € L?(Q2). The unfolding operator Tz : L*(Q2) — L?>(Q2 x Y') is defined as
Te(u)(z,y) = U(E[.%'/E]y + €y> forz e, yev. (2.34)

Next we state a result from [58, 60] which sheds some light on the relationship between the
unfolding operator 7 and the two-scale convergence described in Section 2.3.

Proposition 2.4.2. Let u. be a bounded sequence in L*(S). The following are equivalent:
o To(us) = uin L2(Q xY)

o u. 2scale u
The proof of the above result can be found in [60]. The essence of this result being, it replaces
two-scale convergence by a weak convergence type notion with the introduction of the unfolding
operator. Another important ingredient of this method is the scale-splitting operators. Every
o € HY(Q) is split as
¢ = Q:(p) + Re(o), (2.35)

where Q. doesn’t capture any micro-oscillations and the reminder R. captures the oscillations.
Q. () is defined similar to interpolation functions in Finite Element Method. For any sequence
{uc} € HY(Q), weak convergence results are proved for the Q. (u.) and E(Re(u€)> in [60]
which help us upscale the equations with periodically oscillating coefficients. This technique has

been further developed to handle periodic porous media and also non-homogeneous boundary
conditions in [59]. Please refer to the cited references for further information on this technique.

2.5 Two-scale convergence on periodic surfaces

In the examples (2.4) and (2.23) cited in the previous sections, we considered zero Dirichlet
conditions for the velocity field on the porous boundary. There are more complex physical
phenomena where we work with different kinds of boundary data. Some such models are studied
n [67, 63]. Let us consider an example of diffusion equation in the porous medium 2. with
Fourier boundary condition on 0f). that is studied in [14]:

—Aus +u. = f in €,
Vue -n+ea(Z)u: =0 on 0, (2.36)
us =0 on 0f),

where f € L?(Q) and a > 0 € L3 (). Let us consider the variational formulation of (2.36) with
¢ as test function:

/Vua V(bdx—i-/ugqﬁdm—i-a/ ( u-do(z /fqﬁdm

Qe Qe
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If we wish to find the two-scale limit problem for (2.36) using the method of two-scale con-
vergence, we need to pass to the limit in the above variational formulation with properly
chosen test function as in the previous section. However, we have a little difficulty posed
by the third term of the left hand side in the above variational formulation. Similar surface
terms arise while studying surface diffusion and surface chemical processes as demonstrated in
[97, 98, 14, 69, 68, 64, 20, 10, 17, 18, 19]. This asks for the development of a notion of two-scale
convergence for function sequences defined on periodic surfaces like 9€).. This task is achieved
in [14, 134]. Now we define the notion of two-scale convergence on periodic surfaces. This is
similar to the Definition 2.3.1.

Definition 2.5.1. [1/] Let u.(z) be a sequence in L*(0S2.) such that

€ / lug ()2 do(z) < C.
o0

The sequence {u.} is said to two-scale converge on surfaces to a limit ug € L?(2 x 0%°) if, for
any function (x,y) € C°(Q; CF(Y)), we have

e—0
0Qe Q 9%0

. x

lim e / ug(x)q§<x, E) do(x) = / / uo(x,y)d(x,y) do(y) dz. (2.37)
. 2Sscale

We denote this convergence by u. —— u

Remark 2.5.2. Since the (d — 1)-dimensional measure of the periodic surface 99 is of O(e71),
a bound of the type /2|2 290,y < C means that the sequence z is bounded on the surface
00

Here we state a proposition that is in the same spirit as Propositions 2.3.2 and 2.3.3 suitable for
sequences on periodic surfaces.

Proposition 2.5.3. [1/] Let u. be a sequence in H'(0).) such that
e / (|u€(:v)|2 + |V8u€(x)|2)d05(x) <C.
00

Then, there exist ug(x) € HY(Q) and ui(z,y) € L*(; H;#(@EO)) such that

2Sscale
- N\

Uge uO(x)7

Vou, 22 Q)Y uo(x) + Vi (2, ),

where V* = G(y)V is the tangential gradient with the projection operator G(y) on the tangent
plane of 0X° at the point y defined as

G(y) = Id—n(y) @ n(y)

where n(y) is the outward unit normal to Y°.

With the above defined notion of two-scale convergence on periodic surfaces, we will be able to
pass to the limit in the third term of the variational formulation of the model problem (2.36).
As this approach is very well illustrated in [14], we refrain from repeating the arguments on
obtaining the homogenized limit for (2.36). The homogenized model for (2.36) turns out to be

{ —div(DVug) + (1 +a)ug = f  in £,

(2.38)
ug =0 on 0f),
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where the diffusion matrix D is given in terms of solutions of a certain cell problem and the
constant a in (2.38) is given by

o= [ aw)da(y).

ox0

2.6 Two-scale convergence with drift

The diffusion system (2.36) that we considered in the previous section models the diffusion of
a solute in a porous medium in presence of bulk and surface reactions. In (2.36), we didn’t
consider the influence of the convective velocity field on the transport of the dissolved solute.
Ignoring the bulk and surface reactions, just for simplicity, the convection-diffusion equation
that governs the transport of a dissolved single solute is given by

0 . .
(9_2; + b(y) - Vyu — divy (D(y)Vyu) =0 in (0,¢) x Qy, (2.39)
D(y)Vyu-n=0 on (0,¢) x 08y,

where the velocity field b(y) is assumed to be given, periodic in space and independent of time.
We also assume that the velocity field is divergence free i.e., divy,b(y) = 0 in Q, and non
penetrating on the pore boundaries i.e., b-n = 0 on 0{2s. The regularity that we assume on
the velocity field is b(y) € L%O(Qf;]Rd). The diffusion matrix D(y) € L;E(Qf;]RdXd) is assumed
to be symmetric positive definite. In the Stokes systems (2.4) and (2.23) that we studied in the
previous sections, the coefficients in the partial differential equations were just constants. The
underlying microstructure, the porous medium, was e-periodic. The model of interest (2.39)
in this section, along with the underlying microstructure, has periodic coefficients b(y) and
D(y). So, the process of homogenization determines the interplay between the periodicity in the
microstructure and that of the partial differential equation. The equation (2.39) is posed at the
level of the fluid part in an unit cell, Y = Y/, We wish to study the transport phenomena
in the e-periodic porous medium. So, we scale the equation (2.39) in space and also in time.
We consider the “parabolic scaling” of the model (2.39). The scaled model that we wish to
homogenize is

e+ () v -an(p(H)7n) <0 mom

(2.40)
D(%)Vu6 n=0 on (0,7) x 0.

One can apply the method of two-scale asymptotics from Section 2.2 to find the homogenized
equation for the above equation. Consider the following ansatz for the solute concentration:

ue(t, ) = g <t,x, f) +eup (t,m, z) + % uy <t,x, f) +oee (2.41)
€ € €
Plug the above ansatz for u. in (2.40). The system that we arrive at the order =2
b(y)Vyug — divy(D(y)Vyuo) =0 in YO,
D(y)Vyug-n=0 on 9%, (2.42)

Y — ug Y -periodic.
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At the order e~ 1:
b(y) (Vyul + Vmuo) — divy (D(y) (Vyul + quo)) =0 inY",
D(y) <vyu1 + quo> =0 on 95, (2.43)
Y — Ul Y -periodic.

The above system is solvable if and only if we assume that the velocity field b(y) is of zero
average. This is nothing but the Fredholm alternative:

/b(y) dy = 0.

YO

Under the assumption of zero mean velocity, the homogenization of (2.40) is very classical
[41, 101, 123]. To include more general velocity fields, a slight variant of the ansatz for wu. is
proposed [137, 76, 25]:

* * *

b b b
ue(t, x) :uo(t,m— —t,f) +cuy (t,x— —t,f) + &2 u2<t,x— —t,z> +oee (2.44)
€ € e € € €

for some constant b* € R?. The above asymptotic, with a drift in the concentration profile, is
called two-scale asymptotic expansion with drift. The case b* = 0 falls back to the classical two-
scale asymptotic method of Section 2.2. As before, we shall plug this variant ansatz (2.44) into
the convection diffusion equation (2.40). We shall use the following chain rule for the derivation
with respect to time and space:

alo(o =50 5)] =[5 - % vl (o= S0 3),

fofun—202)] = [ere Lo - L0 ).

e

(2.45)

Even with this new ansatz, the system at order 2 turns out to be the same as (2.42) which
implies that the first term of the ansatz is independent of the fast variable y. That is ug(t,x) =

Uuo (t7 xz, y) :
At the next order of e~!, we have the following system:

b(y) - Vyuy — div, (D(y) (vyul + quo)) = <b* - b(y)) Vouy in YO,
D(y) (vyul n vxuo) =0 on 9%, (2.46)
Y — uq Y -periodic.

We shall apply Fredholm alternative to find the compatibility condition that guarantees the ex-
istence and uniqueness of the solution u;. (2.46) is a steady state problem. Thus the solvablility
is guaranteed if the source terms are in equilibrium i.e.,

/ (b* - b(y)> dy =0,

YO

thus giving the value of the drift velocity which was unknown to begin with in (2.44):

.1
b* = Wy[ b(y) dy. (2.47)
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The linearity of (2.46) helps us deduce that
ur(t,z,y) = w(y) - Vauo(t, z), (2.48)
where w;(y) satisfy the following cell problem for each 1 < i < d:
b(y) - Vi — divy (D(y) (Tywi + ) ) = (5 = b)) i in ¥,
D(y) <Vywi + el-) n=0 on 9%°, (2.49)
Y — wj Y -periodic.

At the next order, we have the following system:

% —b" - Vaur +b(y) - (Vaur + Vyus) — divy(D(y)(Vauo + Vyur))

—divy (D(y)(Vyur + Vyug)) =0 in YO,
D(y)(Vyuz + Vaur) -n=0 on 9%,

Y — U9 Y -periodic.

Invoking Fredholm alternative for the solvablility of the above model for us leads to the following
compatibility condition:

— [ —dy+ / <b* — b(y)) - Veuy dy + divy / D(y)(Vzuo + Vyur) dy = 0.
Yo YO0 YO0

Using the information that ug is independent of y and the particular form of u; from (2.48), the
above equation is equivalent to

y° % = div(DVu) in (0,T) x RY, (2.50)

where the elements of the dispersion tensor D is given by the following expression:

D;; = /D(y)ei cejdy + /D(y)Vywj -e; dy —i—/ <b;k - bl-(y))wj dy.
yO0 yo yo0

For any symmetric matrix A and any other matrix B, we have the following observation regarding
the inner product between matrices:

B:A:Bt:A:%(B—i-Bt):A. (2.51)

We know that the Hessian matrix VVuy is symmetric. So, in (2.50) only the symmetric part of
D plays a role. Thus, symmetrizing the above expression for D:

1
Dy = [ D esdy+ 5 | [ D)Vyws - eidy+ [ D)V e;dy
YO 0 YO

% /(b:_bi(y)>“’jdy+/(b§—bj(y))widy : (2.52)

0 YO
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To further simplify the expression for the dispersion tensor, we shall use the information from
the cell problem (2.49). Let us multiply the first line in (2.49) for w; by the cell solution w; and
vice versa. Adding the thus obtained expressions lead to

1
/D(y)Vywi - Vyw; dy + 3 /D(y)Vywj ce; dy + /D(y)Vywi e dy
Y0 0 Y0

:% /(b’; —bi(y))wj dy+/(b§ —bj(y)>wz'dy

0 yo
The convective term vanishes in the above equation as the velocity field b(y) is periodic and
assumed to be divergence free with non-penetrating boundary condition on the solid obstacle

0%0:
/ <b(y) . Vywi>wj dy + / (b(y) . Vywj>wi dy = 0.

Yo Yo

Hence the dispersion tensor is given by
Dz’j = /D(y) (Vywi + 61') . (Vywj + ej) dy.
YO

We obtained a homogenized problem for our convection diffusion model (2.40) via the method
of two-scale asymptotic expansion with drift. The next step is to justify the upscaling by a
rigorous mathematical analysis. To begin with, let us derive a priori estimates for the solution
ue of the model (2.40).

Lemma 2.6.1. Let u. be a weak solution for (2.40). There exists a constant C, independent of
g, such that we have the following a priori estimates:

el Lo (0,1);2(00)) T [V Uuel L2 (0,7 %00y < C- (2.53)

The proof of the above lemma goes via energy estimates. This is a very standard approach
where we multiply the first line in (2.40) by u. followed by integration over the porous domain
2. and then integrating over the time domain (0,7).

Let us test if the approach of two-scale convergence that we used in the previous section can
be used to upscale the convection-diffusion equation (2.40) with strong convection. The a priori
estimates (2.53) along with Proposition 2.3.3 guarantees the existence of two-scale limits. Then,
following the approach of Section 2.3, we need to pass to the limit in the variational formulation
of (2.40) with properly chosen test functions. Let us consider the variational formulation of
(2.40):

T T T

1
//a;:¢dxdt+g//be-Vu€¢dxdt+//DeVus'V¢d~’5dt:0- (2.54)
Qe 0 Qe 0 Qe

0

By choosing ¢(t,z) = ¢(t,x,z /), we can try to use the method of two-scale convergence. But
we face the difficulty with the singular term (second term) in the variational formulation (2.54).
We have already noticed in the beginning of this section that we had to modify the usual asymp-
totic expansion (2.41) by the two-scale asymptotic expansion with drift (2.44) to homogenize
the convection-diffusion equation (2.40).
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The method of two-scale convergence takes cues from the two-scale asymptotic expansion. The
asymptotic expansion has coefficients of the type w;(z,x/¢). In the Definition 2.3.1 of the two-
scale convergence, the test functions are chosen to be of similar structure: ¢(z,x/c). Now, let us
consider the modified two-scale asymptotic expansion with drift that helped us formally obtain
the upscaled model for (2.40):

b* x b* x 9 b* «x
wlta) = wo(te - 26, 2) s (e - L. 2) 4 P (o - Lo Z) 4o
g g g g g g

Thus, the possibility of defining a new notion of two-scale convergence called “T'wo-scale conver-
gence with drift”. Here we shall take the test functions in moving coordinates: ¢(t,x—b*t/e,z/c).

Definition 2.6.2. [121] Let b* € R? be a constant. A sequence of functions u.(t,x) in L*((0,T)x

RY) is said to two-scale converge with drift b*, or equivalently in moving coordinates (t,z) —
b*t

<t,x - —), to a limit up(t,z,y) € L*((0,T) x R x Y) if, for any function ¢(t,x,y) €
€

C((0,T) x R, CF(Y)), we have

T
b*
lin(l)//uE (t,z) - —t —> dx dt = ///uo(t,x,y)QS(t,:c,y) dy dx dt. (2.55)
E—
0 Rd 0 RdY
We denote this convergence by u. N UugQ-

Remark 2.6.3. Definition 2.6.2 gives the compactness phenomena with test functions in moving
coordinates. To demonstrate the dependence of the two-scale limit on the chosen drift velocity,
we shall consider the following sequence of functions in C°((0,T) x R?):

ug(t,m):m(t x—% E>—i-u2( x—% g), (2.56)

where b # b3. By density arguments, the below calculations carry on to bounded sequences in
L%((0,T) x RY). The two-scale drift limit of u5 defined as

is indeed uy (t, z,y) by choosing by as the drift velocity in the Definition 2.6.2. Similarly us(t, z,y)
is the two-scale drift limit for the below sequence with bl chosen as drift velocity:

For the sequence u. as in (2.56), let us try to find the two-scale drift limit:

//uet:c x—ﬁg)d dt

0 Rd

T
://ul(t,x—%,g)gb(t,x—? E>d dt

0 Rd

//u2 t x — @ E)qﬁ(t,x—?,g) dz dt. (2.57)

0 Rd
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Let us take V = b in (2.57), we get

[ [on(e— 5 2)o(n )

0 Rd

—i—//uz(t,x—%—i—w,g)qﬁ(t,x b;t x)cl dt. (2.58)

£

When we pass to the limit in (2.58) as € — 0, thanks to the chosen drift velocity, we get
ui(t,x,y) as the two-scale drift limit for u. because the second term goes to zero as by # b. On
the other hand if we choose V = bs in (2.57), we get ua(t,z,y) as a two-scale drift limit for
ue. Also we remark that the only possible choices for the drift velocities is either by or b5. Thus
the dependence of the two-scale drift limits on the choice we make on the drift velocity. This
observation will come in handy when we consider the homogenization of convection diffusion
equation in the regime of compressible fluid flows in Section 3.12.

Our next task is to prove that Definition 2.6.2 does make sense i.e., the goal is to prove that there
does exist some sequences, of which we can extract converging subsequences and the associated
two-scale limits with drift. The following proposition is in the same spirit as the Proposition
2.3.2.

Proposition 2.6.4. [121] Let b* be a constant vector in R, For any bounded sequence of
functions u.(t,z) € L*((0,T) x R?) i.e., satisfying
[uell 20,7y xrey < C,

there exists a limit uo(t,z,y) € L?((0,T) x R, Li(Y)) and one can extract a subsequence, still

denoted by €, such that
2—drift
Ue ———— UQ.

The proof of the above proposition is similar to the proof of the compactness Theorem 1.2 of
[5]. The result on the oscillating test functions (Lemma 1.3 of [5]) plays a crucial role in the
proof of the Theorem 1.2 in [5]. We shall prove a lemma related to the oscillating test functions
in moving coordinates that plays a major role in the proof of Proposition 2.6.4.

Lemma 2.6.5. [7] For ¢(t,z,y) € L?(0,T x R% Cy(Y)), we have

lii%//“ﬁ x——t% d dt — ///‘qﬁt:cy dy da dt. (2.59)

0 Rd 0 R4 Y

Proof. The idea is to approximate ¢ by step functions. Let us introduce a paving of the unit
cell Y made of n? small cells Y; of size 1 /n. Let x; be the characteristic function of Y; extended
by Y-periodicity to RY. Taking y; to be a point in Y;, we approximate ¢(t,z,y) by

tmy qutmyl Xz ) (2'60)

We show that (2.59) holds true for (2.60). Consider

[ [lofee- e () seae

0 Rd
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which upon the change of variable 2’ = z — %t yields

T
[ [t 5o a

0 Rd

For a fixed time ¢, the sequence X?(% + g—;t) is a periodically oscillating function. It follows

from a well known result [39] that the periodically oscillating functions converge weakly to their
average in Y, thus leading to

T T
g%//‘¢<t,x',yi)xi<%/—l—:—;t)rdxdt:///‘(b(t,x',yi)xi(y)rdydxdt.

0 Rd 0 RIY;

Summing the above expression over 1 < i < n? shows that (2.59) holds true for the ap-
proximation ¢, by (2.60). Passing to the limit as n — oo yields (2.59) for all ¢(t,z,y) €
L2(0,T x R% Cx(Y)). The details on this limit can be found in Section 5 of [5]. O

The proof of Proposition 2.6.4 is similar to that of Theorem 1.2 in [5] where Lemma 2.6.5
plays an important role. In Section 2.3, we gave a result on relative compactness of sequences
when we have additional bounds on the sequences. We state a result that is similar in spirit as
Proposition 2.3.3. We avoid giving the proof as the arguments can be adapted to the case of
two-scale convergence with drift by that of Proposition 1.14 in [5].

Proposition 2.6.6. [121, 7] Let b* be a constant vector in R? and let the sequence u. be
uniformly bounded in L*((0,T); H'(R?)). Then, there exists a subsequence, still denoted by e,
and functions ug(t,x) € L2((0,T); H'(RY)) and uy(t,z,y) € L*((0,T) x R H#(Y)) such that

2—drift
Us — U

and
2—drift
—_—\

Vue Vaug + Vyus.

As remarked in [5], the two-scale limit of a sequence contains more information than its weak
L? limit. Here we give a corrector result, a kind of strong convergence, when we have some
supplementary knowledge on the two-scale limit in moving coordinates. This extension to the
two-scale convergence with drift case from the two-scale convergence is borrowed from [7].

Proposition 2.6.7. [7] Let (u:)e>o be a sequence in L2((0,T) x R?) which two-scale converges
with drift to a limit uo(t, z,y) € L*((0,T) x Rd;Li(Y)). It satisfies

Y fJue [l 20,7y xme) 2 llwollz2 (o) xraxy)-

Assume further that
Y fJue [l 20,7y xre) = llwollz2(0)xraxy)- (2.61)

Then, it is said to two-scale converges with drift strongly and it satisfies

] T b* =z
lim ue(t,x) —up | t,x —
e—=0 Jo Rd

2

“65)| dedt=o0, (2.62)
e e

if uo(t, ,y) is smooth, say uo(t,z,y) € L* ((0,T) x RY; Cu(Y)).
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Now we get to the point where prove, with rigor, the upscaling of (2.40) to (2.50). Let us choose
the drift velocity b* to be given by (2.47) i.e.,

. 1
b —W/b(y)dy
yO

The above choice of the drift velocity, as we will remark during the proof of the next Theorem,
guarantees the solvablility of the cell problem (2.49).

Remark 2.6.8. The Definition 2.6.2 of the two-scale convergence with drift is given in the full
domain R%. All through this thesis, we will be working with perforated domains. So, Remark
2.8.4 on the trivial extension by zero of the function sequences defined in porous media extend
to the notion of two-scale convergence with drift too. That is, defining an extended function
Ud(t,z) = uc(t,z) in Qe and U(t,x) = 0 in R\ Q., we obtain that

/T/ug(t,xﬁb(t,x bt d dt = // (t,x)p x—@ E)d dt
0 Q.

0 R4

and the two-scale limit Uy(t,x,y) of U. vanishes in X° so that

T
b*t
lir%//us(t,x)gb T f drdt = ///Uotxy (t,z,y)dy dx dt.
E—r
0 Q¢

0 RdYO

From now on, in all the compactness results that we state, we shall avoid explicitly stating that
ue is extended trivially by zero on to RY.

Theorem 2.6.9. The sequence of concentrations {u.}, solutions of (2.40), two-scale converges
with drift b*, as € — 0, in the following sense

ue 5 ot ),
2— drzft 8u0 (263)
Vue ——— Vyup(t,z) +V <Zwl A(t,x)),
(2
where ug(t,x) is the unique solution of the following homogenized equation:
3UQ
Y0 =—— = div(DVu in (0,T) x RY,
Yoy = dv(PVuo) in (0,T) (2.64)
ug(0, 1) = u'™(x) in RY,
where the elements of the dispersion tensor is given in terms of the cell solutions w; by
'Dij = /D(y) (Vywi + 6,‘) . (Vywj + ej) dy, (2.65)

and the associated cell problem is (2.49).

Proof. We know from the a priori estimates (2.53) that the solutions u. are bounded L? in time
and H' in space. Invoking Proposition 2.6.6, we have the existence of ug € L?((0,T); H'(R%))
and u; € L2((0,T) x R% H;#(YO)) such that

2—drift

2—drift
U ———ug  and  Vug 2odrift,

Vug + Vyul.
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65

Next, we wish to pass to the limit in the variational formulation (2.54) for the convection-
diffusion equation (2.40). The above obtained two-scale limits with drift help us choose the

proper test functions:

Pe(t, ) = ¢<t,w - gt) + ey <t,x - gt, g)

The variational for (2.40) with ¢. as test function:

// 5 S drdt + — //b Vu€¢€dxdt+//D Vue - Ve drdt = 0.

0 Q¢ 0

Upon integrating by parts, we have

o (o= e //ugb* 0.0 (1
0 Qc

) dx dt

//ugb Vb (t x—@ g) d dt — / " (2)é(0, z) dz

0 Q¢ Qe

_é/T/uEba.vm( x——) dxdt+// Vu5<751<
0 Q.

0 Q.

T T
b*t bt
+//D€Vu€ V. <t,x - ?> d:ndt+/ D.Vu. - Vo <t,x - ?,g
0 Q.

) dx dt

(2.66)

) dz dt + O(e) =

(2.67)

Using the two-scale limits obtained, we can pass to the limit in the above expression as ¢ — 0,

except for some singular terms. Let us gather the singular terms:

T

//ueb be -V (t,x—ﬁ> dx dt.
€

0 Q¢

To handle (2.68), we introduce the following auxiliary problem:

—Ayyai(y) =bf —bi(y) in YO,
Va; -n=0 on 99,
y — ai(y) is Y-periodic.
The scaled auxiliary problem, with y = x /e, for af(z) = a;(x/e) is
—e2Agpab(z) = bF — b5 (z) in €,
Vaoi -n=0 on 0f),

T — Qs is e-periodic.

(2.68)

(2.69)

(2.70)
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Using (2.70) in the singular term (2.68), we have

T d

E b¥t
//6;Vozi vi (am <t,x - ?> u€> da dt. (2.71)
0Q =

Taking ¢ = 0 in the variational formulation (2.67), we arrive at the following variational formu-
lation just with ¢ as the test function:

//ueb Vb1 <m—— f) d:cdt+// Vuedy (t:v—ﬂ f) d di

0 Q.
T

—i—//DVua- y¢1<tx be x)dxdt:().

0
Passing to the limit in the above expression leads to

—/T//b*-quo(t,x)gbl(t,x,y)dydxdt

0 RdYO

/// V «uo(t, z) + Vyur (t, y)>¢1(t7$,y)dydxdt

0 RAYO

///D Vauo(t, ) + Vyur (t, x y)) -Vyoi(t,z,y) dy dxdt = 0. (2.72)
0 RaYO
The partial differential equation corresponding to the variational formulation (2.72) is nothing
by the system (2.46) that we had obtained in our formal approach at order e~1. The solvablility
of (2.46) is guaranteed for the particularly chosen drift velocity (2.47). The linearity of (2.46)
helps us deduce that we can separate the slow and fast variables in w; (¢, x,y) as

)
1(t,2,y) = sz uO t,),

where w; solves the cell problem (2.49).
Taking ¢; = 0 in the variational formulation (2.67), we arrive at the following variational
formulation just with ¢ as the test function:

O/Tlueg‘f< b*>d dt+// Zva v(a ¢<m——> €> dz dt

b*t in B
—i—//DEVu6 -V <t,x - ?> dx dt — /u (2)p(0,2) dz = 0.

0 Qe Qe

Making note that eVa5(x) = (Vya;)(x/€), we pass to the limit in the above expression to arrive
at

ou Oai(y) Ow;(y) Oug ¢
0 0 10 z ] gug
|Y |// ¢d dt |Y |/ 0 T dx—i—/// E E 8yl ayl axj 8£Cl dyda: dt

0 Rd ORdYOZj 11=1
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+Z /// axjaxzdyd dt+///zz 8yl ax]axzdyd:cdt_o.

1,j= 10RdY0 0 Rdyo b= 1i=1

The above expression is a variational formulation for the diffusion equation (2.64) with the
entries of the diffusion matrix given by

1
Dij = /D(y)ei e dy + B /Dvywi cejdy + /Dvywj ce;dy
0 0

1
+§ /Vyozi -Vyw; dy +/Vyozj -Vywidy| . (2.73)

The diffusion matrix is symmetrized as was done before because the Hessian matrix VVuyg is
symmetric. Now to arrive at the expression (2.65) for the dispersion matrix, we shall use the
auxiliary problem (2.69). Let us test the auxiliary problem (2.69) for a; by w; and vice versa
leading to

/V a; - Vyw; dy+/V aj - Vyw;dy = / (b* b<(y)>wj dy+/ (b;‘ —bj(y))widy. (2.74)

Yo YO

Using (2.74) in (2.73), we arrive at (2.52). This was the intermediate expression for the dis-
persion matrix that we had obtained in our formal analysis using the two-scale asymptotic
expansion with drift. We had used information from the cell problem (2.49) to further simplify
the expression for the dispersion matrix. As the calculations were presented before, we avoid
repeating the same calculations here. Even though Proposition 2.6.6 that we used to deduce the
existence of two-scale limits such that the sequences are relatively compact, we need to show
that the entire sequence converges to the limit. The dispersion tensor D is positive definite.
So, the homogenized equation (2.64) is wellposed. That is, there exists a unique solution to the
homogenized problem. So the entire sequence converges. U

2.7 Two-scale convergence with drift on periodic surfaces

Section 2.5 was devoted to adapt the notion of two-scale convergence defined in Section 2.3 for
function sequences defined on periodic surfaces. Having defined a variant of two-scale conver-
gence called two-scale convergence with drift in Definition 2.6.2, the objective of this section is
to introduce a new notion of convergence on the sequences defined on periodic surfaces. This
notion of convergence appears for the first time in this thesis.

Definition 2.7.1. Let b* € R? be a constant. A sequence of functions u(t,x) in L>((0,T) x 98)

is said to two-scale converge with drift b*, or equivalently in moving coordinates (t,x) — (t,x —

bt ) to a limit uo(t,z,y) € L?((0,T) x R x 9%0) if, for any function ¢(t,z,y) € C((0,T) x
Rd ;CF(Y)), we have

T T
iiirtl)s//ug(t,x)qb(t,x—gt,g) d:vdt:///uo(t,x,y)¢(t,x,y)dydxdt. (2.75)

0 00 0 Rd 9x0

. 2s—drift
We denote this convergence by . Zsmdnift, UuQ-
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The above definition comes in handy to treat, for example, the convection-diffusion equation
posed on porous skeleton,

8u 1 s S .S Sy7S o
8; + gbe -Viu, — div (Dev uz—:) =0 in(0,T) x 9, (2.76)
U/e(o, x) — uzn(x) ln aQe,

where the velocity field on the porous skeleton b°(y) € L;(@EO; R?) and is of null divergence.
The diffusion matrix D*(y) € Ly (0%0; R9*4) represents the diffusion process on the solid fluid
interface of the porous medium. By definition, b* = G(y)b® and D* = G(y)D*G(y) where G(y)
is the projection matrix on the tangent hyperplane of X°. The diffusion matrix is assumed to be
symmetric and coercive. The initial data u™(z) € H'(R?) (chosen such that the trace exists on
the skeleton 9€2.). V* and div® represent the surface gradient and surface divergence respectively.

The a priori estimates on the solution wu. for (2.76) is given by

Velluell oo o.1y;22002)) + VEI Vel 20,1y x00.) < C. (2.77)
Next compactness result will show that the Definition 2.7.1 does make sense.

Proposition 2.7.2. Let b* be a constant vector in R? and let u. be a sequence in L?((0,T) x 08.)

such that
T

e/ / luc(t, z)|* do.(x) dt < C.

0 09

Then, there exists a subsequence, still denoted by e, and a function ug(t,z,y) € L*((0,T) x R% x

oY) such that
_28—drift

ug(t,x) U/O(taway)'

We wish to use the notion of two-scale convergence with drift on surfaces to upscale the model
(2.76). The a priori estimates (2.77) on the solution u. has H! bounds. So, we state the following
generalization of Proposition 2.7.2.

Proposition 2.7.3. Let u-(t,z) € L?>((0,T); H*(09.)) be such that

T
2 s 2
e/ / (Jue(t,2)|* + |Voue(t,2)|?) doe(a) dt < C.

0 09,
There exist ug(t,z) € L*((0,T); HY(R?)) and uy(t,z,y) € L*((0,T) x R%; H#(@EO)) such that

AN up(t, x),

2s—drift
—_— N\

Viu, G(y)Vauo(t,z) + Vyur (t, ,y).

Proposition 2.6.7 gave a strong convergence (corrector type) result for sequences with respect
to the notion of two-scale convergence with drift. On similar lines, we can blend the notion of
strong two-scale convergence with drift to sequences defined on surfaces.

Proposition 2.7.4. Let (u:)e>0 be a sequence in L*((0,T) x 0S.) which two-scale converges
with drift to a limit ug(t,z,y) € L2((0,T) x R? x 9X9). It satisfies

lim Velluellzzo,mxo0s) = 1uoll L2 (0. 1)xraxos0)- (2.78)
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Assume further that the inequality in (2.78) is an equality. Then, u. is said to two-scale converges
with drift strongly and, if u(t, x,y) is smooth enough, say uo(t,z,y) € L? ((0,T) x R Cu(0%9)),

it satisfies
T bt 2
limg/ / ue(t, ) — ug <t,x— —t,—)
e—0 0 Rd g g

Consider the a priori estimates (2.77) and invoking the above compactness result, we have the
existence of ug and uy as in Proposition 2.7.3. Having known the two-scale limits, our goal is to
pass to the limit in the variational formulation for (2.76):

T
// 8“€¢dedt+//bs Vsudbadxdt—i-a//D‘;V‘Sug-vs@dmdtzo, (2.79)
0 Q

0 00 0 00 <

dx dt = 0.

where the test function ¢, is chosen as in (2.66) and pass to the two-scale limit as ¢ — 0. The
homogenized equation for (2.76) turns out to be the similar to (2.64) only that, in this case, the
diffusion matrix D depends on the solutions of a cell problem posed on the solid surface 9%°
and also it depends on the geometry of 9%°.

2.8 Factorization principle

In Sections 2.2 and 2.3, while working with the upscaling of the Stokes systems (2.4) and (2.23),
we arrived at two-scale homogenized systems (2.8) and (2.30). The two-scale limit of the velocity
field, ug(x,y), had both the slow and fast variables. To eliminate the fast variable y, we averaged
uo(x,y) over the unit cell. Thus obtained average, u(z), had just the slow variable z. In order
to represent the effective behaviour of a given physical system, it is of paramount importance
to eliminate the fast variable from the effective limit and to find the upscaled equation with no
fast variable. Averaging over the unit cell is one such technique to eliminate the fast variable.
Another well known approach to eliminate the fast variable is the “Method of Factorization”.
This approach was introduced by Vanninathan in [161]. We present the essence of this approach
through an application to an example, asymptotics of the Dirichlet eigenvalue problem, the one
studied in [161]. Let us consider the following spectral problem:

Find (ue, A\.) € H'(€2.) x R such that
—Auz = \ue in Qg
us =0 on 09, (2.80)

/|u€(az)|2 dr = 1.
Qe

From the standard Spectral theory, there exist a sequence of eigenvalues {)\é}ieN and a sequence
of corresponding eigenvectors {ul};cn such that

0< A< A2 <A — o0,
AL is of finite multiplicity for each i € N, (2.81)

{ul};en form an orthonormal basis in L2(Q.).
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Let us introduce a spectral problem in the unit cell:
( Find (¢,)\) € HY(Y?) x R such that
—Aygb =\p in YO,
=0 on 9xY, (2.82)

/w 2 do = 1.

We consider only the first eigenpair (A, ¢) associated with (2.82). The objective of this study is
to learn the behaviour of (AL, ut);cn, eigenpairs associated with (2.80), as € — 0.

Here we apply the method of two-scale asymptotics to upscale the spectral problem (2.80). We
propose the following ansatz for (\., uc):

ue(x) = ug <x, g) +euy <:U, g) + &2 uy (:U, g) +oee (2.83)

A= Ao+ IA g+ X+ (2.84)

The above particular form for A, follows from [161]. As usual, we plug (2.83) and (2.84) into
(2.80), identify the powers of e. We give a formal result on the homogenization of our spectral
problem (2.80).

Proposition 2.8.1. [161] Under the assumption (2.83) and (2.84), the eigenpairs for (2.80)
satisfy

d P k
ub(@) ~ ¢( 2 )ut(a) +g;¢i<§)%(x) (2.85)
and
PUEST NP WIS LNy (2.86)

where (X, @) is the first eigenpair of (2.82) and (v;)i<i<a are the solutions to the following cell
problem, for each 1 < i <d,

—Ayyi(y) = Miy) +2Vo(y) -e;  inY?,
Yi(y) =0 on 0%°, (2.87)
Yy — Y Y -periodic,
and uF(x) is the kth eigenvector associated with the following homogenized spectral problem
Find (u, o) € H'(Q) x R such that
—div(AVu) = Au in €, (2.88)
u=0 on 09,

where the homogenized coefficients are given by

Aij = dij +2 / Vytj - eidy (2.89)

with Kronecker delta symbol, 0;;.
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The above formal result, obtained using the two-scale asymptotics, can be made rigorous using
the energy method by Tartar [153] or the two-scale convergence method by Nguetseng [132] and
Allaire [5]. Both the formal method and the energy method are employed in [161] to upscale
spectral problems with different kinds of boundary data.

In (2.85), we remark that the first term can be written as a product of an oscillating function and
an other function depending only on the slow variable x. So, there is a possibility of factoring
out the fast oscillations off ug(z,y). The idea is to redefine the unknown as

_ ue()
ve(z) = YEBE (2.90)

where ¢ is the first eigenvector associated with the spectral cell problem (2.82). Then, the
spectral problem for v, (z) becomes

Find (ve, pe) such that

—div(¢2(z) Ve (2)) = ped?(2)ve(2) in Qe

(2.91)
/qﬁ?(m)v? dr =1,
Qe
where the kth eigenvalue ¥ in (2.91) is related to the kth eigenvalue A¥ of (2.80) as
MNe=e2N 4 pf fork>1. (2.92)

Once we have obtained the spectral problem for v., we shall employ the method of two-scale
asymptotics with the following ansatz:

ve(x) = o (x, g) +evg (x, g) + €2 vy (x, g) +-e (2.93)

fie = o+ epy + Expip + -+ - (2.94)

Upon some calculations, we deduce that vg(z,y) = v(x) i.e., independent of any oscillations in
the first term. Then, we derive the homogenized spectral problem for (g, v(x)). This approach
is called “The method of Factorization” because in the very beginning we factor out the possible
oscillations from u. by (2.90), thus simplifying the analysis. The details can be found in [161]
where the energy method is used to rigorously justify the upscaling. This Factorization princi-
ple is used in the homogenization of neutron diffusion models in steady state regimes [51, 11, 53].

It is interesting to study how the Factorization principle adapts itself in unsteady regimes. This
is demonstrated in the homogenization of a parabolic equation, convection-diffusion-reaction
equation, scaled in the parabolic regime as was done with the convection-diffusion equation
in Section 2.6. The results are documented in [23, 76]. We shall illustrate the Factorization
principle in case of the following convection-diffusion-reaction equation:

e 4 L(2) —aiv(D(2)vue) + Hr(D)u=0 i 0.7) x 0.
D(S)Vu5 n=0 on (0,7) x 0%, (2.95)
u:(0,2) = u(z) in Q..

As in Section 2.6, b. and D, denote the convective velocity field and the diffusion matrix respec-
tively. The new term r. represents the reaction that might take place in the bulk of the porous
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medium. We assume it to be periodic. A generalization of (2.95) is studied in [25] along with an
added complexity of surface reaction. As in the steady state regime, we pass through eigenvalue
problems. The eigenvalue problem associated with the parabolic equation (2.95) is given by

by) - Yy — divy (Dy)Vyo) +r(y)é =76 n Y°,
D(y)Vy¢-n=0 on 90, (2.96)
y — o(y) Y -periodic,
where (7%, ¢(y)) is the first eigenpair associated with (2.96). The adjoint of the above spectral
problem is given by
—divy (b(y)¢*> — divy <D(y)Vy¢*> +r(y)¢* =r'¢* inYO
D(y)Vyo™ -n+b(y) -ng* =0 on 050, (2.97)
y— ¢*(y) Y -periodic,

where (r*, ¢*(y)) is the first eigenpair associated with (2.97). The existence of the first eigenpairs
for both the spectral problems follows from the Krein-Rutman theorem [108, 152]. The common
first eigenvalue happens to be real and simple. The corresponding eigenvectors are chosen
positive.

Because of the presence of strong convection in (2.95), taking ideas from Section 2.6, we need to
postulate an ansatz for u. as a two-scale asymptotic expansion with drift. Because of the large
lower order term in (2.95), we have to modify the ansatz with respect to the time parameter.
Taking cues from [76, 25], we shall postulate the following ansatz for w.:

. b*
ue(t,x) = exp(—rt/e2) Y et (t, T —t, g) (2.98)
>0

We can formally show that wu. is approximated as

ue(t, ) ~ exp(—r*t/g2)¢<§) (UO (t,x - gt) + 62261;%(%) Z—Z(; <t,:c - §t>>’ (2.99)

where ug satisfies a homogenized equation and w; are solutions to a cell problem.

To rigorously justify the upscaling process, we need to pass via a priori estimates. If we start
with the given convection-diffusion-reaction equation (2.95), it is impossible to derive estimates
on u. with bounds independent of € because of the large lower order term. Here we employ the
Factorization principle via the change the unknown:

* u€(t7 1’)
Ve(t,x) = exp(r’t £2 . 2.100
(1) = exp(rt/e) ST (2:100)
Then the partial differential equation satisfied by v, is
¢¢*%+16 Vo, — di (ﬁv )—0 in (0,7) x
=P "o¢ o e Ve v eVUe | = m (Y, =)
D.Vv.-n=0 on (0,7) x 09, (2.101)

%&m:ww/www in Q.
YO
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where the velocity field b(y) and the diffusion matrix D(y) are given in terms of the original
velocity field b(y), diffusion matrix D(y) and the eigenvectors ¢(y) and ¢*(y):

b(y) = ¢¢*b(y) + DV ¢* — ¢* DV,

) (2.102)
D(y) = ¢¢*D(y).
The a priori estimates for the solution v, of (2.101) is given by
vl Lo (0,1);2(00)) + [V Vel L2((0,7)x020) < C- (2.103)

Using the above a priori estimates and invoking the compactness results of two-scale conver-
gence with drift, we extract a convergent subsequence and a two-scale limit ug such that the
subsequence converges to ug. This two-scale limit matches with the ug in the formal approxi-
mation (2.99). This approach by Factorization principle will be employed in Chapter 5 where
we homogenize a system of convection-diffusion-reaction equations modelling the transport of
multiple dissolved solutes in a fluid filling the porous medium.

2.9 Comments

All the averaging (homogenization) methods presented in this chapter are devoted to periodic
structures. In case there aren’t any restrictions on the structure of the heterogeneities, there are
more general approaches: I'-convergence [74, 75]; H-convergence [153, 131]; G-convergence [151].
In case of probabilistic and stochastic heterogeneities there have been proposed approaches to
upscaling [105], Chapter 3 of [41]. The theory of periodic homogenization gets interesting as ex-
plicit expressions for the effective coefficients are obtained in terms of the microscale parameters
as is demonstrated in the expression (2.10) for the permeability tensor, (2.65) for the dispersion
tensor.

Under parabolic scaling the convection diffusion equation (2.39) that we studied in Section 2.6
is

Ou +b-Vu— div(DVu) =0.

or

As mentioned in the introduction G.I. Taylor in [157] derived explicit expression for the disper-
sion. This was an attempt to study the interplay between the fluid mechanics and the transport
experimentally studied. An aspect of paramount interest regarding the effective dispersion has
been to study it’s dependence on the molecular diffusion and the Péclet number. Some inter-
esting experimental results regarding this are documented in [150]. There have been immense
amount of work to study the small D-asymptotics (study of effective dispersion with respect to
the molecular diffusion when molecular diffusion gets smaller and smaller). For a divergence-free
velocity field b(y) with mean zero i.e.,

/ b(y) dy = 0,

Td

the effective diffusivity satisfies the upper and lower bounds:
DIE? <DE-¢ < (D + 9>|g|2 (2.104)
— — D )

where C' > 0 is a constant. The lower bound becomes an equality for all £ only when b(y) =0
i.e., effective dispersion is enhanced for mean zero divergence free flows.
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However, when the fluid velocity is a potential flow i.e., b = VV, where V is called the potential,
the effective diffusivity satisfies

D .
7 <DE-€ < DIE? where Z = /exp(V/D) dy (2.105)
Td
i.e., effective diffusion is always depleted when compared to molecular diffusion. The proofs of
the above two results in case of periodic velocity fields are documented in [138]. Other good
references are [85, 54]. In case of non zero drift b*, the quantitative results similar to (2.104)

and (2.105) are very interesting depending on whether b* is rational or not [93, 119, 42]. Similar
study related to compressible flows are found in [162].

Constant drift velocity b*

In the Definition 2.6.2 of two-scale convergence with drift, we chose the drift velocity b* to be a
constant. It should be noted that in [121], where the concept of two-scale convergence with drift
was introduced, the drift velocity can be time dependent. However, the two-scale convergence
with drift tools don’t work if we choose the drift velocity to be dependent on the slow variable
x. Even the formal two-scale asymptotic analysis with drift doesn’t work when the drift velocity
depends on x. Let us consider a function:
¢5 = ¢<t,x _ M’ E)
€ €

Then the chain rule for differentiation given in (2.45) doesn’t hold true anymore and the for-
mal calculations get more complicated and involved. Two-scale asymptotic analysis with drift
was introduced in Section 2.6 to handle the convection diffusion equation in the strong convec-
tion regime which couldn’t be handled by the usual two-scale asymptotics without zero mean
condition being imposed on the convective velocity field. This above observation of the drift
velocity not being dependent on x highlights the handicap of the two-scale convergence with
drift method. This will be apparent in Chapter 4 where we will try to homogenize a nonlinear
convection-diffusion-reaction model. There, for the drift velocity to be independent of x we shall
be making some assumptions on the velocity fields. This shows the need for the development of
new tools in the theory of homogenization.

Numerical Homogenization

Consider a partial differential equation with highly oscillating coefficients:

L.u.=f in €, (2.106)

where € > 0 stands for small scales. When this scale parameter is too small i.e., ¢ < 1, the
classical finite element methods [57] can result in a good approximation only if the mesh size
h is smaller than the fine scale i.e., h < €. As the CPU time and the memory storage grow
polynomially with ~~!, the numerical computation of the fine scale solution to the microscopic
problem gets costly and in some scenarios even impossible. The theoretical aspects of homoge-
nization methods have been incorporated in the numerical methods that have come to be known
as “Multiscale finite element methods”. Some of the notable references being [99, 82, 9]. The
crux of these approaches is the construction of adapted finite element basis which incorporates
the fine scales of (2.106). A very good pedagogical review of these numerical methods are found
in [83]. In this chapter, we have realized that the classical two-scale asymptotic method has
to be modified in the regime of strong convection. There have been some very recent works to
coalesce the method of “two-scale asymptotic expansions with drift” into the numerical methods
to handle transport problems [15, 136].



Chapter 3

Linear isotherm in porous media

Allaire G, Hutridurga H. Homogenization of reactive flows in porous media and competition
between bulk and surface diffusion, IMA J Appl Math., Vol 77, Issue 6, pp.788-815, (2012).

3.1 Introduction

Our objective with this chapter is to study the transport of a single solute dissolved in a fluid
filling an e-periodic porous domain. The physical phenomena at the pore scale is modelled by a
convection-diffusion-reaction equation (3.11)-(3.13). We work with adsorption, surface reactions
of mass exchange between the fluid and the porous skeleton. As far as this chapter is concerned
we work with non-equilibrium reactions with linear isotherms (3.2). The coupled system is
scaled by “parabolic scaling”. This model is a generalization of that studied in [10, 20]: the
novelty of this work is the presence of convection and diffusion on the pores surfaces too (not
only in the bulk). In particular we study the possible competition between surface and bulk
molecular diffusion. Higher values of the surface diffusion may favor a solute transport along the
pore boundaries rather than in the bulk of the fluid. The goal is to derive the effective equation
for our pore scale model. Our main result says that the homogenized or upscaled limit of both
surface and bulk concentrations is given by the solution (¢, z) of the following macroscopic
convection-diffusion equation:

~&
oy,

K
4ot

1
+ ~b* - Vi — div (DVig) =0,

where K, is the effective porosity, D is the effective diffusion (or dispersion) tensor and b* /e is
the effective velocity. Note that, as usual, € is the small positive parameter which is the ratio
between the heterogeneities length scale and a characteristic macroscopic length scale. The
expression for b* is given by

K b* =/b(y)dy+K / b (y) do(y),

YO 030

where K is a reaction parameter and b, b® are the bulk and surface velocity fields respectively.

The results are obtained formally by a method of two-scale asymptotic expansion with drift
in Proposition 3.7.2. The drift being equal to b*. The same results are obtained rigorously in
Theorem 3.9.1 using two-scale convergence with drift. The relative compactness of solution se-
quences are proved in Theorem 3.8.2. We improve the result regarding compactness by proving
that the convergence is actually strong in Theorem 3.10.1. The same approach has also been

75
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employed to upscale convection-diffusion equations in [10, 20, 25, 76, 121].

A modified model is also considered with rescaled reaction rate (k — 2x). In this new scal-
ing, the effective equation turns out to be a coupled convection-diffusion equation for ug, the
two-scale limit of bulk concentration u., and vy, the two-scale limit of surface concentration v,.
Different effective equations are derived depending on the mean value of the bulk velocity field
b and that of the surface velocity field b°. Also, we study the effect of having divergent flows on
the upscaled equation. This is achieved by the method of Factorization where we factor out the
possible oscillations from the solution sequences as is done in [25].

The contents of this Chapter is the following. Section 3.2 describes the chemistry of adsorption
via a linear isotherm. Section 3.3 is devoted to the mathematical modelling of the transport
phenomenon. Section 3.4 aims at proving that the model (3.11)-(3.13) is wellposed. Section 3.5
is concerned with deriving maximum principles in the sense that the solutions remain positive
and bounded for a positive and bounded initial data. Section 3.6 derives a priori estimates on
the solutions of (3.11)-(3.13). The formal approach of obtaining effective equation is presented
in Section 3.7. The rigorous justification of the formal Proposition 3.7.2 is done through The-
orems 3.8.2, 3.9.1 in Sections 3.8 and 3.9 respectively. An improved convergence theorem (in
the strong norm) is proved in Section 3.10. A slightly modified model (with rescaled reaction
rate) is studied in Section 3.11. The divergence free condition is lifted in Section 3.12 where we
employ the method of factorization in arriving at the effective equation. Eventually, Section 3.13
is concerned with some numerical tests done in two dimensions using the FreeFem+-+ package
[141]. In particular we study the behavior of the cell solutions and of the homogenized dispersion
tensor with respect to variations of various microscopic parameters like the local Péclet number,
the reaction rate and the surface molecular diffusion. Finally, in Section 3.14 we comment on the
results obtained in the present chapter with emphasis on the perspectives and other directions
of study related to the reactive flows in a linear setting.

Most of the results presented in this chapter have appeared in a publication [17] mentioned in
the very beginning of this chapter. However, there are some additional results and remarks
that have been added in this chapter to those that appeared in [17]. The Sections 3.11 and
3.12 are almost entirely new even though a remark was made in [17] about the possibility of
homogenizing the mesoscale model in presence of compressible fluid fields.

3.2 Henry’s Adsorption Isotherm

In 1803, William Henry formulated one of the gas laws: “At a constant temperature, the amount
of a given gas that dissolves in a given type and volume of liquid is directly proportional to the
partial pressure of that gas in equilibrium with that liquid.” In resemblance to Henry’s law, we
have Henry’s adsorption isotherm in surface chemistry. It is stated as “The amount of surface
adsorbate is proportional to the partial pressure of the adsorbative gas” [118]. In case of liquid-
solid interface, we shall replace the partial pressure by concentration of the solute dissolved in
the liquid phase. Let u be the concentration of the dissolved solute and v be the concentration
of that adsorbed on the solid-liquid interface. We have, via linear adsorption isotherm:

v=Ku, (3.1)

where K is the proportionality constant (positive) called “Henry’s Adsorption Constant” which
can be determined experimentally. Isotherms give a relation between the two concentrations at
equilibrium (i.e., when dv/dt = 0). Our goal is to study non-equilibrium reaction kinetics. Thus
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the rate of change of the adsorbed concentration at a time t is proportional to the difference
between the concentration v at time ¢ and the concentration v at equilibrium (3.1):

% = /<;<u - %) , (3.2)

where the proportionality constant x is the reaction rate of the chemical kinetics. The above
linear kinetics is the simplest form of adsorption phenomenon. There are more complicated
adsorption isotherms. Among them, are the Langmuir isotherm:

au
1+ Bu

v= with a, 8 > 0 (3.3)

and the Freundlich isotherm:
v = ~u’ withy > 0and 0 <6 < 1. (3.4)

The analysis of the above two nonlinear isotherms will be the objective of Chapter 4. It should be
noted that the expression (3.1), (3.3) and (3.4) describe adsorption of a single phase component.
When more than one component are dissolved in the fluid and in presence of bulk chemical
reactions, the functional form of Henry’s adsorption no longer holds true. In all these latter
cases, the expressions for the isotherms get more complicated. Also, these expressions aren’t
generally extensible to describe arbitrarily complex surface chemical reaction mechanisms. The
expressions representing reaction phenomena, if they exist, are often very case specific, thus
making the study of reactive flows more and more involved.

3.3 Mathematical Model

Transport of any dissolved solutes in fluid filling a porous domain are subjected to convection,
diffusion and possible reactions, in bulk or on surface, among solutes. Convection is via velocity
field of the fluid in which the solutes are dissolved in. In this chapter, except for the Section
3.11, we shall assume that the porous medium is saturated with an incompressible fluid. The
velocity of the incompressible fluid is assumed to be independent of time, periodic in space and
given. We also suppose that the fluid cannot penetrate the solid obstacles but can slip on their
surface. Therefore, we consider two periodic vector fields: b(y), defined in the bulk Qf, and
b*(y), defined on the surface 9€25 and belonging at each point of 9 to its tangent hyperplane.
As we wish to work in the regime of periodic coefficients, we assume that both the velocity fields
b(y) and b*(y) are Y-periodic. Assuming that the fluid is incompressible and does not penetrate
the obstacles means that

divyb(y) =0 in Qp, b(y) -n(y) =0 on 0Q;,

divyd*(y) =0  on 0Qs,

where n(y) is the exterior unit normal to Q. In truth, b°(y) should be the trace of b(y)
on 0f2; but, since this property is not necessary for our analysis, we shall not make such an
assumption. Of course, some regularity is required for these vector fields and we assume that
b(y) € Ly (Qy; RY), b%(y) € L3 (09s; R?) and b* = Gb*® is always tangential to the surface where
G(y) is the projection matrix on the tangent hyperplane to the surface 92y = 0§ defined as

G(y) = 1d — n(y) @ n(y). (3.5)

The tangential gradient is defined as
Ve =Gy)V (3.6)
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and the tangential divergence for any vector field ¥(y) : Qy — R? is defined as
divi¥ = div(G(y)¥). (3.7

We assume that the molecular diffusion is periodic, possibly anisotropic, varying in space and
different in the bulk and on the surface. In other words, we introduce two periodic symmet-
ric tensors D(y) € L%O(Qf)dXd and D*(y) € L%"(@QS)dXd which are assumed to be uniformly

coercive, namely there exists a constant C' > 0 such that, for any ¢ € R?,
D(y)€- € > C|¢)? ae. in Qp, D¥(y)§-&> Cl€* a.e. on 99,

Without loss of generality, we also assume that D?® acts only on the tangent hyperplane of {2,

i.e., D° = GD*G.

After having introduced the velocity fields and the diffusion matrices, we write down a convection-
diffusion equation for the solute concentration in the fluid bulk:

%—i—b-Vu—div(DVu):O in (0,¢) x Qy. (3.8)
The above partial differential equation in the bulk has to be supplemented by the boundary
conditions on the fluid-solid interface and by an initial datum. We plan to study the surface
reaction of exchange type taking place at the interface. The expression for the non-equilibrium
adsorption given by (3.2) is used to model the reaction process. Thus, we introduce an unknown
v that represents the solute concentration on the porous skeleton. Having assumed the presence
of surface convection and the surface diffusion, we shall replace the ordinary differential equation
(3.2) for v by the following partial differential equation on the porous skeleton:

0

2 b Vi — div® (D*V?v) = /<;<u - 1) on (0,¢) x 0. (3.9)
or K

We are still to impose the boundary conditions for (3.8). Taking into consideration the surface
phenomenon modelled by (3.9), to balance the mass, we impose the right hand side of (3.9) as
the Neumann boundary condition for the solute concentration wu:

—DVu-n= /<;<u - %) on (0,¢) x 09s. (3.10)
We wish to study the transport of the given solute in an e-periodic porous medium. So we
shall have to scale the coupled equation in space. In order to study the long time behavior of
our physical system, taking cues from Section 1.6, we shall employ parabolic scaling (7,y) —
(e7%t,e~'x). The resulting adimensionalized coupled convection-diffusion-reaction equations for
the solute concentrations (ug,v.) is

0 1
au; + <be - Vu. — div (D Vi) = 0 in (0.7) x (3.11)
D ov. 1 6 ses K v
—fVuE n = a—; + gbg - Vv, — div® (DEVoy,) = 2 (ug — é) on (0,7) x 09, (3.12)
u:(0,2) = u'™(z) in Q., v-(0,2) = v (x) on I, (3.13)

for some final time T' = £2¢. As ¢ = O(¢72), the final time T is indeed of O(1). The initial data
are chosen such that u'"(z) € L?(R?%) and v""(x) € H'(R?) (so that its trace is well-defined on
09.). Remark that the coefficients in (3.11)-(3.12) are all e-periodic with the following notations:
D.(z) = D(z/e), D:(z) = D%(x/e), b-(x) = b(x/c) and bi(z) = b*(z/e).
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Remark 3.3.1. We notice also the presence of ' next to the velocity and =2 next to reaction
term. This means that the convection, diffusion and reaction are of same order of magnitude
at the mesoscale. This regime is also referred to as that of strong convection or that of Taylor
Dispersion mediated mizing (refer to the general introduction to this thesis (Chapter 1)) in the
literature. Homogenization of the convection-diffusion models in this regime of strong convection
has been successfully achieved quite recently (To name a few references: [121, 76, 10, 20, 17]).

3.4 Existence and Uniqueness

Proving the existence and uniqueness of the coupled parabolic equations (3.11)-(3.13) is quite
classical. One can either use the argument of Galerkin approximation followed by the a priori
estimates as in [84] or use a variant of the Lax-Milgram lemma due to Lions-Magenes. We shall
employ the latter. For easy reference, we shall state the lemma due to Lions-Magenes. The
proof of which can be found in [116].

Lemma 3.4.1. [116, 50] Let V and H be two Hilbert spaces such that V-.C H C V'. Their
respective norms be || - ||y and || - ||g. For a fized time T > 0, let us consider a bilinear form
a(t;u,v) : VxV — R defined for almost every t € [0,T] verifying the following properties:

t — a(t;u,v) is measurable Yu,v € V,
la(t; u,v)| < Cllullv|[v]lv, (3.14)
a(t;u,u) > al|ullf, — BllullF -

Given a source term f € L*(0,T; V') and an initial data u™ € H, there exists a unique function

u such that
du

dt
<@y > taltiult),v) =< f(t),v> ae te[0,T],VveV,

uwe L0, T;V)nC(0,T); H), e L*0,T; V"),

(3.15)

An application of the above lemma is demonstrated in [50]. We state the wellposedness result.

Proposition 3.4.2. Suppose the initial data (u™,v™) € L*(R?Y) x HY(R?). For a fived € in
the scaled coupled parabolic system (3.11)-(3.13), there exists a unique solution (ue,v:) in the
following energy space:

Ue € LQ((()?T); H' (Q:)) N C([0,T7; Lz(Qe))

and

v- € L*((0,T); H' (99:)) N C([0,T]; L*(99:)).

Remark 3.4.3. In Proposition 3.4.2, € is fived. While applying Lemma 3.4.1, the constants in
(3.14) may depend on . We are not looking for bounds independent of €.

Proof of Proposition 3.4.2: Let us consider the variational formulation for (3.11)-(3.13) by
taking (e, e1).) as test function with ¢. € H* () and . € H'(99.):

0 0
[ (Goe+ 20 Vubt DV Vo) do o [ (G0t 20 Vv + DV 70 ) o (o)
Qe 02
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LK /( %) (62— L2) dou(a) = 0. (3.16)

€
02

Consider V = H'(Q.) x H'(09Q.) and H = L*(Q.) x L*(9€).) in the Lemma 3.4.1. The norms
associated with V' and H are

1w, 0)lv = llull gy + Vellvlla .
and

1w )l = Nlullz2o.) + VeIVl 2 o0.)-
Identifying (3.16) with (3.15), we shall recognize the bilinear form a(t; (ue,ve), (¢e, ¥:)) as

1
6/b Vs + /D Vu, - V¢€dx+/bs Vv,

Qe 02

ve [ v vodo) + [g (e - ><¢_w_>} o, O

00 00

Next task is to verify that the above expression for the bilinear form does satisfy the three
conditions in (3.14). The measurability is straightforward. The third condition in (3.14) can be
shown as follows:

2
a(t; (ue,ve),(ue,vs)):/D€Vu€-Vu€d:U+s/ngsvg-vsvedag(x)—{—g/ (ug——) do.(z).
0Qe

The convection terms in the bilinear form disappear as the velocity field is considered to be
divergence free. By the coercivity of D and D?*, we can bound the above expression from below
as
a(t; (ue, ve), (e, ve)) = QHVUSH%%QE) + CEHVUt?H%Q(aﬂg)
2 2
= Cl[(ue, ve) v — ll(ue, ve) |-

Now, we need to show boundedness of the bilinear form a with respect to || - ||yy. For the
convective terms in (3.17):

1
| / be - Vo, o + | / b2 - Vet do ()| < bl o | Vetell 20 192 20
Q.

1
+gHbSHLOO\/EHVSUEHLQ(QQE)\/E”w.fHLQ(aQE)

Using the boundedness property of the diffusion matrices D and D?, for the diffusive terms in
(3.17), we have:

/D Vu. - Vo da| + | /st%a V4. doe (z)
09

<N Vel 20 IV:ll 20, + Vel Vel r200.VEl Vol 12 (90, -

Except for the reaction term, the bounds regroup as:

< Cull Vel 2 (16220 + 19620

+CeValIV e 2(00.) (VEIY-l p2(00,) + VEIV ell2o0,) )
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= C:||Vue|l 2@ |9l 10y + Covell Vel 2900 VEIYe l 1 90,

Using Cauchy-Schwartz inequality for the reaction term, we have

2] () (o) =

00
< Ce(Velluel 2o + VEllvelzzon.) ) (VEléelrzon.) + Vel 200,
< Ce(Iluellr ) + VEIvellm @n.) ) (19:lm @2y + VEI: 1 00

we‘

K ll200.)

VA

Pe —

K llz2(00.)

2 (uz-:ave) VH(¢€’¢€) v’
thus the boundedness property of the bilinear form. Then, we invoke the Lemma 3.4.1 resulting
in the existence and uniqueness of solutions in the given energy space. U

3.5 Maximum Principles

This section concerns itself with proving maximum principles for (3.11)-(3.13) in the sense that
starting with a non-negative bounded initial data (u,v""), the coupled system always results in
non-negative bounded solute concentrations (u.,v.) at any positive time. We use the standard
notations ht = max(0,h) and h~ = min(0, h).

Proposition 3.5.1. Let (ug,v:) be the weak solution of (3.11)-(3.13) in the space defined by
Proposition 3.4.2. Assume that the initial data (u™,v"™) satisfy 0 < u™ < M, 0 < v < M for
some positive constant M. Then,

0<u(t,x) <M for(t,x) € (0,T) x Q,
{0<v€( x) <M  for (t,z) € (0,T) x 09..

Proof. We use the standard variational approach. To begin with, we prove that the solutions
remain non-negative for non-negative initial data. Let us consider (u_,ev_ ) as test functions in
the variational formulation of (3.11)-(3.13):

/dt/| 5|2d dt+ //b V|ug |2dazdt //le D.Vug)u_ dzdt

0 Q.
/dt / lo= |* do(z) dt + = //bs VelvZ |? do(x) dt
0 0 09,
—6//d1V DSVvs)v do(x dt——// vev do(x)dt = 0.
0 09Q¢ 0 09Q¢

The convective terms in the above expression vanish due to the divergence free property of b, b°
and the boundary condition b-n = 0 on 0f2.. Thus, we get

T

/yu 2 da + < /yv T)|? do(z —i—//DEVuE-VuEdmdt

BQE 0 Q.
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—|—6//DSVS ~ - Vv, do(z)dt + — // —vE —vg)da(az)dt

0 09, 0 09

/yu (O do + £ /]v (0)2 dor(x).

BQE

Since the function h — h~ is monotone, all terms in the above left hand side are non-negative.
The assumption on the non-negative initial data implies that the right hand side vanishes,
therefore proving that u_ (t,2) = 0, vz (t,z) = 0. Thus the solutions u. and v. stay non
negative at all times.

Next, we show that the solutions stay bounded from above if we start with a bounded initial
data. We choose ((ue — M)T,e(v. — M)T) as test functions in the variational formulation of
(3.11)-(3.13):

/|(u5(T) VR ot S /|v€ VP do(z) //Dvug MYV (e (T)— M) da dt
Qe

BQE 0 Q¢
T

+s/ / DV (v(T) — M)" - V¥(ve — M) do(z) dt
0 09,

+g/ / ((ne = 2) — (e = M) (e = M) — (0 — M)*) do(e) di

0 99

_ /((um — M) ) dz+ % /((vi" — M) do(z).
Qe 0

The upper bound on the initial data implies that the right hand side vanishes. The left hand
side is non-negative because h — h't is monotone. Hence, we deduce that u.(t,2) < M and
ve(t,z) < M. O

3.6 A priori estimates

Here, we derive a priori estimates for the solute concentrations (u., v.) based on energy equalities.
These estimates will come in handy to apply the compactness result of the two-scale convergence
in Section 3.8. The following lemma summarizes the result on the estimates.

Lemma 3.6.1. There exists a constant C, which is independent of €, such that the solution of
(8.11)-(3.13) satisfies

el oo (0,1):22 (00 )) + VENVE I Loo (0,12 (02.))

Vel 20,1y 00) + VeIV el 20, x00.) (3.18)
+Vellwe | oo 0,1y, 12 (00.)) < C <HumHL2(Rd) + vaHHl(Rd)>

where w, =1 (ug — K*IUS).
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Proof. We first derive an energy equality for (3.11)-(3.13). We multiply (3.11) by u. and then
integrate over €).:

2dt/|u€|2dzn—|—/D Vue - Vued:r:+—/ ugvg dae(:c) =0, (3.19)

where the integral of the convective term has disappeared since

/ —b. Vugugdm——/dlv (be !ugf /\Ua\ be -ndoc(z) = 0.

Qe 8(25

Multiply the second equality in (3.12) by K ~'ev. and integrate over 9. to get

ER ’U2 UV
/]vgl do(z) +—/DSV%5 Ve dos(2) + / (fg— ;{€>dae(x):0, (3.20)
00 00 00

2K dt

where the integral of the convective term has also disappeared since bf is divergence free. Adding
(3.19) and (3.20) results in the following energy equality:

2dt/]u5]2dm+ﬁa / [v-|? do () /D Vue - Vue dz

Qe
2
+% / D3V, - Voo, do.(z) + ‘Z—’; / <u - %) do.(z) = 0. (3.21)
Qe Qe
Integrating (3.21) over the time interval (0,7") leads to the desired estimate (3.18). O

3.7 Formal asymptotics

This section and the sections to follow concentrate on the process of homogenizing our scaled
coupled equations (3.11)-(3.13). As the title of this section suggests, we shall be employing the
formal method of two-scale asymptotics with drift in arriving at the homogenized model. The
induction of drift in the concentration profiles is due the presence of strong convection. This
method has already been employed in [10, 25, 76, 137], to name a few. This approach helps
us guess the effective behavior of the scaled equations. As explained in Chapter 2, this formal
method can be rigorously justified using the method of two-scale convergence with drift. This
shall be the object of Sections 3.8 and 3.9. As per the method outlined in Section 2.6 of Chap-
ter 2, we will be assuming an asymptotic expansion for the unknowns. Upon substituting the
assumed series expansion into the given model, we identify the cascade of equations at various
powers of g, the scaling parameter. We formulate a Fredholm type result that guarantees the
existence of solutions to the thus obtained cascade of equations under some constraints.

Let us assume that the solute concentrations u. and v, of (3.11)-(3.12) can be written in terms

of an infinite series as
b*t
§ el (t - w) (3.22)
€

and

€

ve(t,z) = i elv; (t, x — ?, f) (3.23)
=0
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where ul(t x,y) and v;(t, z,y) are functions of macroscopic variable x and the microscopic vari-
able y = £ €]0,1[?. The drift b* € R? is unknown to start with. It shall be determined along
the process of homogenization. The idea is to plug (3.22) and (3.23) in (3.11)-(3.12) keeping in
mind the following chain rule differentiation:

9 o2\l |06 b og bt x
7 lo(to- 0| - |5 - T iam| (- 5F)

e
1
0 vt 2] o 100 [, bia
o (= 22)) - [ 2 (- 2)

As the equations are coupled, it shall be interesting to look for any interactions between the
bulk and surface velocity fields and the underlying reaction via the induced drift. Now, we
shall present a lemma of Fredholm type that is very crucial in solving the cascade of equations
posed in the unit cell Y that we are going to obtain upon substitution of (3.22) and (3.23) in
(3.11)-(3.12).

(3.24)

Lemma 3.7.1. For f € L*(YY), g € L?(0X°) and h € L?*(0%Y), the following system of
equations

b(y) - Vyu — div, <D(y)Vyu> =f in Y0,
—D(y)Vyu-n+g = /<;<u - 1) on %0,
K : (3.25)
b(y) - Vv — divy (D) Vo) = h = k(v - }) on 950,
[ Y= <U(y)a v(y)) Y — periodic,

admits a solution (u,v) € H;#(YO) X H#(@EO), unique up to the addition of a constant multiple
of (1, K), if and only if
/fdy+ /(g—l—h)da( ) = 0. (3.26)

9%0

Proof. The variational formulation of (3.25) is

/(b Vyu) (bdy—i-/D )WVyu-Vyody + — / bs Vs wdy—i-—/Ds JU - Vb do(y)

Yo 820 ox0

+,</ (-2 (6- %) do /f¢dy+/ <g¢+%w> do(y).

ox0 930

Taking (¢, ) = (1, K) we find the necessary condition (3.26). Let us define the quotient space
[H}#(Yo) X H#(@EO)]/R(LK) of functions defined in H#(YO) X H#(@EO) up to an additive
constant (C, KC) when C takes values in R. It is easily seen that ||Vul|p2(yoya + |V 12950y
is a norm for this quotient space. To show existence, we shall have to check the assumptions of
the Lax-Milgram Lemma. The left hand side of the variational formulation is coercive on the
quotient space. The right hand side of the variational formulation is a continuous linear form
on the quotient space under the assumption (3.26). U

Now, we state our formal result.
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Proposition 3.7.2. Under the assumption (3.22)-(3.23), the solution (us,v:) of (3.11)-(3.13)

formally satisfy
b*t b*t x
ue(t,x) ~ug [ty — — | +euw | t,x ——,= ],
€ €€

b*t b*t
Us(t7x) ~ Kug <ta$ - ?> +evp <t xr — = g) ,

with the effective drift
/b(y) dy + K / b*(y) do(y)

p =2 020 3.97
VO + K|0%°|4_y (3.27)

and, ug, the solution of the homogenized problem:

ou Uuo . . d
d x D T - ,T R )
T ivy (DVgup) =0 in (0,T) x (3.28)

Kqup(0,2) = [Y°lu"™(2) + |05%|q-10™ (x), @€ R,

Kqg——

where Ky = |Y°| + K|0X°;_1 and the dispersion tensor D is given by

Di; = /D(y) (Vyxi +€) - (Vyx; +ej) dy + 5 / <X¢ — %) (Xj - %) do(y)
om0 (3.29)
+K1 / D?(y) (Kei + VZwi) . (Kej + Vij) do(y),
ox0

with (x,w) = (xi,wi)1<i<a being the solution of the cell problem such that

0 0
((t,z,y) = sz Jgu () alt,y) = sz g (:7) (3.30)

and the cell problem is

( b(y) - Vyxi — divy(D(Vyxi +€)) = (b* —b) - e in YO,
b3 (y) - Viw; — divy (D3 (Viw; + Ke;)) = K(b* — %) -e; + 5 (xi — K 'w;)  on 0%°,
—D(Vyxi +€)-n=r(xi — K 'w;) on 00,

y — (Xi,wi) Y — periodic.
(3.31)

Proof. Inserting the ansatz (3.22) and (3.23) in the equations (3.11) and (3.12) yields the fol-
lowing cascade of equations:

At order ¢72
b(y) - Vyup — divy (D(y)Vyup) =0 in YO,
—DVyug - n = b*(y) - Vi — div; (D*(y)Vivo) = £ (ug — K 'v) on 9%, (3.32)
y = (uo(y),vo(y)) Y — periodic.

From Lemma 3.7.1 we deduce that the solution of (3.32) does not depend on y and satisfy
’Uo(t,CC) = KUO(tax)
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At order ¢!
(—b* - Vaup + b(y) - (Vauo + Vyur) — divy (D(y)(Vauo + Vyur)) =0 in YO,
—b* - Vvo +0°(y) - (Vavo + Vivr) — divy (D*(y)(Vevo + Viur))

(3.33)
= —D(y)(Vauo + Vyu1) -n =k (u1 — K~ 'vy) on 959,

y — (u1(y),v1(y)) Y — periodic.

The compatibility condition (3.26) of Lemma 3.7.1 yields the desired value (3.27) of the drift
velocity b* in order to solve (3.33). By linearity of (3.33) we deduce that its solution is given by

ui(t,z,y) = x(y) - Veup and vy (t,z,y) = w(y) - Vzug,

where (x,w) is the solution of the cell problem (3.31).

At order €°:
(0
S =V Vo +b(y) - (Vous + Vyus)
—divy (D(y)(Vauo + Vyur)) — divy (D(y)(Veur + Vyuz)) =0 in Y9,
avo * s s
—div, (D*(y)(Vyvo + VZvl)) — divy, (D*(y)(Vzv1 + Vi)
= —D(y)(Vyuz + Vour) -n =k (ug — K 'vg) on 9%,
Ly = (u2(y), v2(y)) Y — periodic.

On identifying (3.34) with (3.25) we get the following right hand sides:

0
J = (0" =) Vaur + dive(D(Voug + Vyur)) = L +divy (D(Vour)) in Y0,
g=—DV,ui-n on 950,
0
h= a@to +b" - Va1 — 0% - (Vaur) 4 dive(D* (Voo + Vivr)) + divy (D°V,v1)  on 9%°.
(3.35)

According to Lemma 3.7.1, there exists a solution (ug,vs) provided (3.26) holds true. This
compatibility condition leads to the homogenized problem:

Ky 0yug = div, (DV,ug) in (0,7) x RY,

where K; = |Y9| + K|0X°|;_1 and the entries of the dispersion tensor D are given by

1
Dij:/Dei-ejdy—l—§ /DVij-eidy—{—/DVyXi-ejdy
0 0 yo

—i—K/DeZ ej do(y) —|—— /stsw] eido(y /stswl ejdo(y)
ox0 930

s /(bé‘—bi(y))xj‘(y)der/(b}f—bj(y))xi(y) dy

2
0 YO



3.8. TWO-SCALE COMPACTNESS 87

sy | [ @ v+ [ 6 - 50) @) dot)
0 Hx0

Remark that we have symmetrized the dispersion tensor D since only its contraction with the

(symmetric) Hessian matrix V2ug plays a role in the homogenized equation. In other words

its antisymmetric part (if any) cannot be deduced from the above method of obtaining the

homogenized equation. Testing the cell problem (3.31) for (x;,w;) by (xj,w;) and vice-versa

leads to the following relationship:

1 s R Wi Wi
/Dvai -Vyx; dy + 17 / DV w; - Vyw; do(y) + K / {Xi — ?} [Xj — ?J] do(y)
Yo ox0 ox0

1 1
+3 /DVij ce;dy + /Dvai cejdy| + 3 / D*Vyw; - ejdo(y) + / D*Viw; - ejdo(y)
0 Yo 0 %0

. / (b7 — biw)) x5 () dy + / (07— b;(9) xi(w) dy

2
0 yo

1 * S * S
w3 | [ - nenem )+ [ 6 -50) @it doty)
0 o0
Adding the above equality to the previous expression for D yields the desired formula (3.29).

To obtain the initial condition of the homogenized equation we use a conservation property in
the unit cell which says that

/ uo(0, ) dy + / 00(0,2) dy = / w () dy + / Vi (z) dy,

Yo )3 Yo %0

which leads to the desired initial condition upon recalling that vg = Kuy. O

3.8 Two-scale compactness

Previous section is about formally deriving the the effective equation for our coupled convection-
diffusion-reaction model. This formal method can be justified mathematically using the notion
of “Two-scale convergence with drift”, a variant of “T'wo-scale convergence”. This justification
shall be the objective of the next section. In order to be able to pass to the limit in the vari-
ational formulation, we need to have some compactness results for the solution sequences {u.}
and {v:}. The a priori estimates (3.18) along with the compactness theorems from Chapter 2
shall aid us in proving the existence of limits for the sequences {u.}, {v.} and for the sequence

. 1 v
{w:} with w, = - (ua — ?5)

Eventually we state a technical lemma which will play a key role in the convergence analysis.

Lemma 3.8.1. Let ¢(t,x,y) € L?((0,T) x R x 9%°) be such that

/ o(t,z,y)do(y) =0 Y (t,z) € (0,T) x R%. (3.36)
o0x0
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There exist two vector fields 6(t,xz,y) € L2((0,T) x R? x T and O(t,z,y) € L*((0,T) x R? x
0% such that
div,d =0 in Y",
0-n=¢ on IX°, (3.37)
div,;© =¢ on oxY.

Proof. We choose 0 = V& with £ € H;%(YO) a solution to
Ay =0 in Y0,
! (3.38)

Vy-n=¢ on 820,

which admits a unique solution, up to an additive constant, since the compatibility condition
of (3.38) is satisfied. On similar lines, we choose ©® = V3t where 1 is the unique solution in
H;E (029 /R of Ajp = ¢ on 0%%, the solvability of which is guaranteed by (3.36). O

Theorem 3.8.2. Let {u.} and {v.} be the sequence of bulk and surface concentrations, solutions
of system (3.11)-(3.18). There exist limit functions ug € L*((0,T); H*(R?)), u; € L2((0,T) x
R, H;E(YO)) and vy € L?((0,T) x R% H#((?EO)) such that the sequences two-scale converge with
drift b*, as € — 0, in the following sense:

( 2—drift

ue ———— ug(t, )
2s—drift

ve ———— Kup(t, x)

2—drift
Vu, ——— Vyuo(t, z) + Vyui(t, z,y) (3.39)
vou. 2T KG(y)Vauo(t @) + Viur (L2, y)

1 v 2s—drift
E(%‘?E) —— u(t,2,y) — vi(t,7,y)

Proof. Consider the a priori bound on u. from Lemma 3.6.1. Invoking the compactness re-
sult of two-scale convergence with drift, Proposition 2.6.6, we have the existence of uy(t,z) €
L2((0,T); HY(R?)) and uy(t,z,y) € L2((0,T) x R% H'(T?)) such that

R

Ue uo
and
2—drift
Vus —— V,ug + Vyul,

up to a subsequence. Now for the second and fourth lines in (3.39). We have from the a priori

estimate (3.18):
2
6/ <u€—%> < Ce?,

02

implying that the two-scale limits of {u.} and {v./K} match. For the fourth line, we shall
use the a priori bound for v, from Lemma 3.6.1, thus we have the existence of vy (t,z,y) €
L2((0,T) x R%: HJ, (9%")) such that

2s—drift

Ve

and
2s—drift
—_— N

AVALIR KG(y)Vzug + Vyvr.
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The only limit that deserves some attention is that for w, =

m | =

(ug — Kﬁlve). From Lemma
3.6.1, we know that it satisfies the uniform estimate:

T

a/ / o (t, ) dow () dt < C,

0 00

2s—drift

from which, by virtue of Proposition 2.7.2, we deduce, for a subsequence, that w.
q(t,x,y) for some q(t,z,y) € L*((0,T) x Rd;Li(azo)). Let us choose a test function ¢ as in

Lemma 3.8.1 i.e., / o(t,z,y)do(y) = 0. To pass to the limit in

o0
lime//wstx (tm—ﬁz> do.(x) dt,
e—0 IS

0 09,

we separate w. in a difference of two terms. In view of (3.37), the first one is

T
e//lu€¢<taz—ﬁ E) do(z)dt = //d1v<u6 <tﬂ:—ﬂ E>>d dt
€ €€

0 09

T
2l [ [ 9o+ V) -0+ udiv, 6] dydo e
0 RdYO

:/T//ulﬁ-nda(y)dxdt:/T//ultbda(y)dxdt.

0 Rd9x0 0 R4 %0

Now, the second term is

T T
b*t = 1 s b*t =
8/ / U€¢ < ?, g) dO’E(I') dt = E/ / Ve (ley(")) (t,x — ?, g) dO’E(I') dt
0 0 99
Ve [divs <@ <t,x - ﬂ, E)) —div, (GO) <t,x - ﬂ, E)] do-(x)dt
g £ g £

T

// [ <t x — E,z> - V. — div, (GO) <t,x— E,z> vg] do(x)dt
e’e ee

0

2s—dri 1 s .
it L / / / [~0 - (KG(y)V.uo + Viur) — div, (G(y)O) Kug) do(y) de dt
0 Rd 930

N

Il
= o
o

e}

o

2 |
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:%/T//vldivf/@da(y)d:cdt:%i/ / viédo(y) da dt.

0 R4 9x0 0 Rd 930

Subtracting the two terms, we have shown that

i//q¢da(y)d$df=i// (w1 = 2) pdo(y) dudt.

0 Rd 9x0 0 R4 9x0

for all ¢ such that f ¢ dy = 0. Hence,
ox0

Ul(ta €, y)

% +(t, )

Q(t7 xz, y) - ul(ta €T, y) -
for some function I(¢, x) which does not depend on y. Since, u; and v; are also defined up to the

addition of a function solely dependent on (¢,x), we can get rid of [(¢,2) and we recover indeed
the last line of (3.39). O

3.9 Proof of the homogenization result

Now, the moment to characterize the two-scale limits obtained in Theorem 3.8.2. This result
shall be the rigorous justification of the formal result obtained in Proposition 3.7.2.

Theorem 3.9.1. The two-scale limit uy of Theorem 3.8.2 satisfies the homogenized equation
(3.28) and the limits uy and vy satisfy

0
1tz y) = le ) and vy (t,z,y) = Zwl uo
’l

The functions (i, w;)1<i<d satisfy the cell problem (3.51).

Proof. The idea of the proof is to pass to the limit in the coupled variational formulation of

(3.11)-(3.13):

T
/ / [au6¢€+ b - Vo, + DV, - ngg] da dt (3.40)
0 Q¢

T
178
te / / E[ O 4 1 ~b - Vvt + DIV - vwe} do.(z) dt
0 09

_l’_

o=
;\’ﬂ
n:xo\
VS
<
m
|
=6
N—
7N
-
m
|
=|&
N———
I<H
<)
2
o
QL
~
I
QO

with the test functions
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Here ¢(t,x), ¢1(t,z,y) and 91 (t, z,y) are smooth compactly supported functions which vanish
at t =T. Let us consider the convective terms in (3.40) and perform integrations by parts:

F (s | [ (35w i
_/T/usﬁ_f (tx_ﬂ> dzdt + - //ueb* mqﬁ(t x—i> dz dt
0

Qe

_l’_

* x—@f T dt — T , ) dx €
Q/%b Vain (1= ZH L) dode - [ @)000.2) do + 000

€ QE

T T
bt 4
//ugbg-VJC(b(t,x—?) dxdt—ir//ba Ve (tx—b? g) da dt
0 Q. 0 Q.
a bt .
Ve m—— do.(z dt—l—//vgb Vi x—— do.(z)dt

ml»—l

N

o\

Qe 0 0Q¢
T
€ N b*t x ,
+E/ vb" - Vit <t T g> do.(x)dt — e / 0" (z)p(0,x) do.(x) + O(e)
0 9Qc Qe
b*t =z

/ / vbs - Vo <t T — —) do.(z)dt + —/ / bs - Vi (t r— — —> do.(x) dt.
0 99 0 0Q¢

We cannot directly pass to the two-scale limit since there are terms which apparently are of
order ¢!, We, thus regroup them:

/T/ueb* :v¢< T — —> d;cdt+// b* —b%)- Vo <t,:c— ?) do.(z)dt (3.41)

0 . 0 99:
T
bt . bt
ue VN dx dt + K ue (b* —b%) - Vzo t,x—? do.(x)dt

0 0.

r 1 b

Ve S 1K) . 2
—i—Ka/ / - (ua - ?) (b5 — b*) - Vo) <t,x - > do.(z) dt.
0 09,

We introduce an auxiliary problem:
Aa,(y) = bl(y) — b;k in YO,
Va; -n=K(b —bi(y)) on 9x°, (3.42)

«; is Y — periodic,
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which admits a unique solution (up to an additive constant) since, by definition of b*, the source
terms in (3.42) are in equilibrium. Defining a(x) = a(x/¢), thanks to (3.42), the e 1-order

term (3.41) is equal to
// Zw v<a ¢<t x——> 6) da dt

0 Q¢ -

+K€// —— (B =0") Voo <t,x—?> doc(z) dt,

0 990

for which we can pass to the two-scale limit.
In a first step, we choose ¢ = 0 i.e., we consider only the terms involving ¢; and 1 in the
variational formulation (3.40):

/T/ueb*-vml <m—@ f)d dt+// Vuegbl( >dmdt
0 Q¢
+/T/D6vu5-vy¢1< x—i f)d dt+—//vab vﬂ/}l( x—ﬂ f) do.(z) dt

0 Q. 0 00
T E3 E3
+%/ / b Vouih <t x—ﬂ f) do (2) dt+— //stsvev " (t x—% g) do.(z) dt
0 99, 0 00
+s// ug—— <¢1 wl) do.(z)dt = 0.
0 09

Passing to the two-scale limit with drift, we obtain

//b Vyuo(t,x)p1(t, z,y) dydmdt—i—// (Vauo(t, ) + Vyui(t,z,y)) ¢1(t, z,y) dy de dt

Rd YO R4 YO
— [ [ vy (D) (Tatioft.2) + Pyt .0))) 611, ) dy s
]Rd YO

- / / b* - vaO(t, $)¢1 (t’ xz, y) dO'(y) dz dt

R4 9320

K /82/ b¥(y) - (KGVguo(t,x) + Vi (t,z,y)) ¥1(t,z,y) do(y) dz dt
R4 0

_%/ / divy (D*(y) (KGVzuo(t, x) + Voui(t,z,9))) Y1 (t, x,y) do(y) dx dt

Rd 930
[ r(m-3 <¢1_ﬂ> o(y) o dt = 0

R4 %0
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The above expression is precisely the variational formulation of (3.33). For easy reference, let
us state the coupled partial differential equation for (ui,v;).

—b* - Vaug + b(y) - (Vau + Vyur) — divy (D(y)(Vaup + Vyur)) =0 in YO,
=0 - Vyvo +b°(y) - (Vavo + Vivr) — divy (D*(y) (Ve + V1))
= —D(y)(Vauo + Vyur) -n =k (ug — K 'vy)  on 9%°,

y — (u1(y),v1(y)) Y — periodic.

The linearity of the above coupled system helps us deduce that

9 d 9
wilt,z,y) = Y xily) oo (ta) and oi(tz,y) = Y wily) 5 (¢ ).
' k i=1 !

which leads to the cell problem (3.31).
In a second step we choose ¢ = 0 and ¢, = 0 in (3.40), i.e., we consider only the terms involving

¢
i 0 b*t i b*t
—//uea—(iS (t,x ) d:cdt—i—//DeVuE-qub <t,x—?> dx dt
0 Q¢ 0 Q

€

T

T
—s/ / vs@ (t, bt > do.(x)dt + ¢ /DSVS’UE Vip (t T — ﬁ) do.(x)dt
ot € €

0 80, 0 80,
T d

bt
+//eZVa§ Vv <aml¢ <t,:c — —> u€> dz dt
— 3
0 Q. =

*

+K5/T / é <u5 - %) (b5 — b*) - Vo <t,x - %) do.(x) dt

0 00

—/ui”(x)¢(0,x) dx — e / v (2)$(0, z) do. (z) = 0.
Q. 09

Taking into account formula (3.30) for uy and v1, passing to the two-scale limit with drift yields

(9u 0
0 0
Y |/ gbdmdt—l—// E Dij(y &’Uj oz, dx dt

Rd yo 431
(9)( ) Qug O
_y0 x; ()
|Y|/ Oxd:c—l—//zz o (9x]6xzdxdt
Rd y0 bI= 11=1
ou (9u (9(;5
0 0 Yo
+K|o% ]/—¢dmdt+K// Z ZD (y)Gi;(y amj 7o, do(y) dx dt
Rd §30 1,7=1[=1
d d
Q*w;(y) dug O
_ 0 s J el
|0¥ |/ 0,z dx+/ / Z ZDll(y) y, 0w, O, do(y) dx dt
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[ S (v-%) (3(0) — 17) G 52 o) e

d d

dai(y) 0x;(y) uo 09 -
+ / Z Z o Dy Oz, O, dy dx dt = 0.

Introducing K4 = |Y°| + K|0X°|;_1, the above equation is just the variational formulation of
the homogenized problem

K4 0yug = div, (DV,ug) in (0,T) x R?
Kiup(0,2) = |YOul(x) + [0%°]4_10%(x), z € R?

with the expression for D given by

1
D;j :/Dei-ejdy—l—§ /DVij-eidy—{—/DVyXi-ejdy
0 0 0

—i—K/DSei-ejda( /DSVSw] ei do(y /stswl ej do(y)
%0 H30

/Vyai -Vyx; dy + /vyO‘j - VyXi dy
0 0

K W N w;j N
w5 | [ (=)o -0 dow + [ (- %) G5l - 8) dotw

0 o0
Now we need to recognize that the above cell average for D coincides with formula (3.29).
To check this point, we shall make the following observation. Let us test the boundary value
problem (3.42) for o; by x; which yields

/ Z&gy DO gy — [ 07—t i)y + K[ 07 =500 ) do )

yo =1 Yo 550

Using the above information, the expression for D is updated as

1
Dij :/Dei-ejdy+§ /DVij-eidy—l-/DVyxi-ejdy
0 0 0

—|—K/D e; - ejdo(y) —|—— /stswj e; do(y /stswz e;jdo(y)
ox0 930

+% /(bé‘—bi(y))xj‘(y)der/(b}f—bj(y))xi(y) dy

0 YO
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1 * S * S
w5 | [ @B+ [ 6 - 50) @) dot) (3.3
0 Hx0
Testing the cell problem (3.31) for (x;,w;) by (xj,w;) and vice-versa leads to the following
relationship

1 sus s Wi wj
/Dvai -Vyx; dy + 7 / DViwi - Vyw; do(y) + K / (Xi - ?> <Xj — ?> do(y)
Yo ox0 ox0

1 1
—{—5 /Dvyxj e dy + /Dvyxi cejdy| + 3 / D*Viwj - e;do(y) + / D*Vw; - ejdo(y)
0 YO >0 ox0

Z% /(b?—bz(y))xg-(y)der/(b;—bj(y))xi(y) dy

0 yo

1 * *
w3 | [0 n) e )+ [ -50) @it doty) (3.49)
30 ox0
Using (3.44) in (3.43), leads to the expression for the dispersion tensor D given in (3.29). Finally,
although we proved convergence only for a subsequence, the uniqueness of the homogenized
solution wug(t, z) to (3.28) implies that the entire sequence {u.,v.} converge. O

3.10 Strong convergence

In the previous section, we proved the (weak) two-scale convergence with drift of (uc,v:) to
(ug, Kug). In this section, we improve Theorem 3.9.1 by proving that the convergence is actually
strong, in a sense which is made precise in the following Theorem.

Theorem 3.10.1. Let (uc,v:) be the solution to (3.11)-(3.13). Then, u(t,z)1q, strongly two-
scale converges with drift towards Lyoug(t,z) and v-(t,x)Lgq. strongly two-scale converges with
drift on surfaces towards Klgsoug(t,x), in the sense that

b*
liH(l) ue(t, ) — up <t,x — —t) =0,
E—r 19 12 T QE
. ((0,7)x€%) (3.45)

lim /2 ||ve (t, ) — Kug <t,x - —t> = 0.

£=0 € L2((0,7)x99)
Proof. To begin with, we treat the case of well-prepared initial data, that is, v*(z) = Ku’(z) €
H'(RY). Later we shall consider more general initial data. The energy equality of (3.11)-(3.13)

for a time interval (0,?) is

t

1 €
3 [l + 0O r0y] + [ [ DVuclsa) - Vuuls,o) dods
0 Q.

¢
—l—%/ / DiVove(s,x) - Viu(s,x)do.(x)ds
0 0.
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2 1 €
0)12 0)2
/ [ (wel.) = Fo5,2)) dota)ds = 5 (1 + 210 o,
0 99
Following the lead of [20] we do not expect a point wise (in time) strong convergence of the
sequence (ue,v:). Thus, we integrate once more with respect to time the above energy equality
to obtain

N | =

T T t

€
/ [lue(t ||L2(Q +?Hv€(t)||%2(aﬂs)] dt+///D Vue(s,x) - Vug(s,z)dx dsdt
0 0 0

E

T ¢
—i—%///sts% s,x) - Vivg(s,x)do(x)dsdt
00

Q.

T t
ER Ve 2 B T o2 e o
5 [ [ (e 5) dorasar = 5 (a + 1 ioon,)
0 0

£

In the previous section, we established that all terms in the above formula have actually (weak)
two-scale limits. Since the corresponding norms are lower semi-continuous with respect to the
(weak) two-scale convergence, we deduce

T

. 2 € 2 1 0 0
llgniélfi/ [Hue(t)HLQ(QE) + ?HUE(t)HLQ(aQE)} dt 5 (|Y | + K|0X |) ||UOHL2 (Réx (0,T))
0

hmmf///D Vue(s,x) - Vug(s, ) dr dsdt

0 Q¢

2/T/t//D(y)!Vmuo(s,x)JrVy(X(y)-quo(s,w))\zdydxdsdt,
0 0

hmlnf—/// —E dae(:c)dsdt
e—0

0 0 09,

> /1//// K 'w(y)) - Vauo(s,z)|* do(y) dv ds dt.

0 R4 930
On the other hand we have

|05
— v

. g
tim (601220, + 210200 ) = V0012 g 112 gy
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Summing up those limits and recognizing the formula for D yields the inequality

1
3 (JY°] + K[ox°)) Hu0||L2(Rd>< 0.17)) ///Dvxuo(s x) - Vyup(s,z)dx dsdt
0 Rd

T 05|
< 5 (V1121 oy + TP ey ) (3.46)

However, if we write the same type of time integral of the energy equality for the homogenized
equation (3.28), we get an equality with the same left hand side but a different right hand side

1
3 (YO + K[0x°] HuOHLQ(RdX o) + ///DVUO s, ) - Vug(s,z) dedsdt
0 Rd

T
2(]Y9] 4 K[0x9))
It is easy to check that the two right hand sides in (3.46) and (3.47) coincide if and only if

Y Ja® + [05°[0°|[7 2 ay (3.47)

lu® = K~0% 22 gay = 0,

which is precisely our assumption of well prepared initial data. Therefore, under this assumption
we deduce that (3.46) is not an inequality but rather an equality, which in turn implies that all
the previous lower semi-continuity of norm sequences are actually exact convergence. We can
thus apply Proposition 2.6.7 and conclude to the strong convergence (see Section 2.6 of Chapter
2 for details if necessary).

We now turn to the case of general initial data (u’,v°) € L?(R%) x H'(R%). Let us consider
a small 9 > 0, to be chosen precisely at the end of the proof. Due to Lemma 3.6.1 on a
priori estimates, by a contradiction argument, it follows that there exists a time sequence {J. },
80/2 < 8. < dp, converging to some limit &, §p/2 < & < &, and a positive constant C, which
does not depend on &y or on € (but only on the initial data), such that

Hue(-,&s)nfql(gs) < 0/50, 5””6(-a56)”%{1(395) < 0/50,
(3.48)
el| Kue(.,0:) — ve(.,éa)H%g(aﬂg) < Ce?/&.

We now follow an idea of [20] which amounts to consider system (3.11)-(3.13) on a smaller time
interval (dz,7") where 0. > dp/2 > 0 is such that the initial data at this time should be almost
well-prepared because of parabolic dissipation on the earlier time interval (0,.). We decompose
the solution (ue,v.) of (3.11)-(3.13) as

us(t,x) =ue(t,z) +uge(t,z) and vt x) =vi(t,z) + vac(t, x),

in such way that the initial data are well prepared for the first problem while the solution of the
second one will converge strongly to zero

0 1

% + <be - Vure = div (DoVur o) = 0 in (6., T) x Q.
De v 16 s s SY7S

——Vuj.-n= + b -V —div? (DEVPv.)  on (6,T) x 09,
5 ot (3.49)
D K _

—?EVULE n = 2 (ul,E - K 1v17€> on (0:,T) x 08y,

ul,e(ésax) = u€(5€,x), 1)1,5(55,:6) = Ku€(6€,x),
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and
(O 1

gj‘f + <be - Vg — div (DoVuz) = 0 in (6.,7) x Q.
D

—ZVuy. -n= Ova.c + = bs Vivg e —div? (DiViua,.) on (6,T) x 0,

c ot (3.50)

D K _

—fVuz,E n = 2 <u27€ - K 1v27€) on (0:,T) x 08,

U (0z,2) =0,  v2.(0e,x) = Ve(de, ) — Kug(0s, ).

Since (3.50) is similar in structure to (3.11)-(3.13), the standard a priori estimate of Lemma
3.6.1, together with estimate (3.48) for the initial data at time d, yields for any ¢ > d.

[uze (- )72 (. + Ellvac( D720, < Ce?/d.

Thus, the sequence (ug ¢, v2 - ) strongly converges to 0. The initial data in (3.49) are well prepared
but we cannot apply directly our previous results because the initial time 0. # 0 is varying with
. The new difficulty is to prove that the initial data of (3.49) strongly two-scale converge with
drift to some limit.

Let us recall the existence of a uniformly bounded extension operator [1] from H!(f2.) into
H'(RY). Thus, the sequence u.(d.,z) can be thought of being defined in the whole space R?
and, by virtue of (3.48) it satisfies the bound ||us(de, z) < C/6y. Shifting the sequence

does not change its bound, so we have

[ e (e, 2 + (0% /€)02) |31 may < C/0. (3.51)

HHI ]Rd

Together with Lemma 3.10.2 which says that the L?-norm of u. (6., z + (b* /¢)d.) does not escape
at infinity, we deduce from (3.51) that this sequence is (pre-)compact in L2(R?). Therefore, up
to a subsequence, u. (6., z + (b*/)d.) converges strongly to some limit @°(z) in L?(R?).

Thus we can use the same arguments as in the case of well-prepared initial data to conclude that
u1,. and vy . strongly two-scale converge with drift to @(¢,z) and Ku(t, z) respectively where 4
satisfies the following limit equation of (3.49)

Kg 0vt = divy (DV,a) in (5,T) x RY
{ a0 ( ) in (6,7) (3.52)

Kqu(s,z) = [YO)a(z) + 0%°|g-1a°(x), =€ R
where K = |Y°| + K[0X°|4_1 and D is given by (3.29). In particular,

: 2 0
i [lun el 726 myxe) = 1YV M2 () eeay

and

. 2 2 0
;I_I)I(l)auvl,a”LQ(((Sg,T)xan = K*|o% ’”u”L2(6T xRd)’

Of course, since u. was converging weakly to ug, we deduce that (¢, z) = ug(t,x) for t >, and

gi_{%HueH%%((sE,T)XQ |YO|HUOHL2(5T)XRUZ)

(3.53)
3%5“”6”%2((657 T)x00:) — K2’820’”2’LOHL2 (5 T)xRd)"
Now, let us assume that there is a lack of strong two-scale convergence for (u.,v.), namely that
the L2mnorm of this sequence is not continuous (as required by (??) in Proposition 2.6.7). In
other words, either

: 2 0 2
il_r)%HUEHLQ((O,T)XQE) > Y ’”uOHLQ(Rdx(QT)) (3.54)
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or
: 2 219320 2
il_{%gHUEHB( 0,7)x09.) =~ K7|0% ‘HUOHH(Rdx(o,T))- (3.55)

Lemma 3.6.1 implies that |luc(t)]|%, @) T ellve (8)[|2. (90, < C uniformly in time. So, we can
find a small g > 0 such that, the same strict mequahtles hold true on a smaller time interval,
namely, either

lilgl_)i(l)rlf Hu5||%2((5,T)><QE) > |Y0|Hu0”%2((0,T)de) for any 0 < 0 < do, (3.56)
or
hgglf5””6”%2((5,T)x895) > K2|620|Hu0||%2((07T)XRd) for any 0 < 0 < do. (3.57)

Obviously, (3.56) or (3.57) contradicts (3.53). Therefore, there must be continuity of the L2-
norm of (u.,v:) and both (3.54) and (3.55) must be equalities. Thus, we have proved the strong
two-scale convergence with drift in case of a general initial data. U

Lemma 3.10.2. Let u.(t,z) be the solution of (3.11)-(3.13). For any 6 > 0 there is R(5) > 0
such that, for any t € [0,T],

b*
e (2 + zt)‘

Proof. We again follow an idea of [20]. Let ¢ € C*°(R) be a cut—off function such that 0 <
p(r) <1, ¢ =0forr <1, ¢ =1 for r > 2. For z € R denote ¢pp(r) = ¢(|z|/R) and
¢R(t,x) = ¢r(x — b*t/e). In the variational formulation (3.40) of system (3.11)-(3.12) we
take the test function {u.(t,z)d%(t, x), v:(t,2)¢%(t,z)} and we integrate by parts the time and
convective derivatives (calculations are shown one term at a time)

<é.
L2(Qen{z=R(d)})

t

[ [

0

(s,2)pR(s,x)dsdx = //— Vo5 (s, z) (us(s, x))? ds dx

+ [ Gttn) et do — [ onla) (@) d,
Qe Qe

t t
be & bE (3
2//; : vu€(87x)u6(saw)¢R(s7x) dsdx = _//; : V(bR(Sax)(uS(S?x))Q ds dz,

0 Qe 0 Q.

?j &%W@W :j/? 5 (v.)2 ds do(z)
0 0 09

e [ Grdo) - = [ or)*@)P doo),

09 Q.

¢
K//bs Vivev. 9% dsdo(x) = //(v€)2b§-vs¢%d8da(x).
0 09,

0 09

This yields

/&tx%@@)m+//DW%V%%MM

0 Q.
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oK / P5(t, 2)(ve(t,2))* do(x K//DSVSU€ V0.5, ds do(x)

0 0 09,

5 [ e wn s

t t
—//ueDf.;VuE -Vo¢Rdsdr — %/ / veDEVP0, - VoG dsdo(x)

0 Q. 0 Q.
// (b — b*) - Vo5 (u:)?ds dx + = /qﬁR (x))” dx
0 Q.

+/ / % (b —b*) - Vo5 (ve)?ds do(x / or(x )2 do(z) (3.58)

0 09,
Due to the a priori estimate of Lemma 3.6.1 and the deﬁnltlon of ¢pr, the first and second
integrals on the right hand side of (3.58) are uniformly bounded by C'/R. The terms involving
the initial data (u°(z),v°(x)) do not depend on ¢ and tend to zero as R tends to co. To get a
bound on the remaining (convective) terms on the right hand side of (3.58), we rely again on the
auxiliary problem (3.42) which allows us to remove the e~! singularity of the convective terms

// (be — b*) - Vo5 (ue) dsdx—l—// bE — b*) - VEp% (ve)?ds do () (3.59)

0 99

t

:sZ//Voz V ()20, ¢€)dsd:v+K/ / Vg - (b* —b) ((u )Q—K_Q(UE)Q) dsdo(x).
=10 0. 0 90,

Since (u? — K~2v?) = (u: + K ') (u. — K1) and eVai(z) = (Vya;) (z/€), the a priori
estimates of Lemma 3.6.1 imply that (3.59) is uniformly bounded by C'/R too, which yields the
desired statement. O

3.11 Slow reaction

We shall consider a different scaling for the reaction as is done in [81], [109]. It should be noted,
however, that the scaling considered in [81] and [109] isn’t in the strong convection regime. We
shall only be scaling the reaction parameter by x — 2x in (3.11)-(3.13). In other words, the
reaction is considered to be small. As far as this section is considered, we shall be working with
the following coupled parabolic equations in the e-periodic porous domain.

0
;E + b Vu — div(D.Vu) = 0 in (0,T) x O, (3.60)
D dv 1 s s i 8 Sy7S X
—?VuE n = a—; + gbe -V, —div® (DIViv,) = m(ue - é) on (0,7) x 09,  (3.61)
ue(0,2) = u'™(z) in Q,  v-(0,2) = v (z) on .. (3.62)

Under this scaling, the homogenization result is very different from the one obtained in the
previous sections.
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Lemma 3.11.1. There exists a constant C, independent of €, such that
[we |l oo (0,1):02(020)) + \/EHUEHLOO((O,T);L?(aQE))

Vel 2(0.1yx00) + VeIV el 20,1 x00.) (3.63)

K llLe=((0,1); L2(8QE)) <HumHL2 Rrey T [ HHI(Rd)) ,

Proof. As usual, the approach we shall take to derive the a priori estimates is via energy esti-
mates. Let us multiply (3.60) by u. and integrate over .

2dt/|u€|2d:n—i—/D Vu, - Vue dz + ke / (ue — ve) us do(x) = 0.
00

Then, let us multiply the second part of (3.61) by ev. and integrate over 02,

2dt / |v:|? do(x) + € / DiViv. - Viv.do(x) — ke / (ue — ve) ve do(x) = 0.
00 00 Qe

Adding the above two equations results in the energy equality

2dt/|u€|2daz—|—/D Vg - Vuedx—{— /|v€|2da

+e / DiViv, - Vv do(x) + ke / (ue — ve)? do(z) =0
Qe Qe
Integrating the above energy equality with respect to time on the time interval (0,7") yields the
a priori estimates as in (3.63). O

In the homogenization result regarding (3.11)-(3.13) given by the Proposition 3.7.2, the induced
drift b* in the concentration profiles was given by (3.27). Both the bulk velocity field b and the
surface velocity field b° contributed to the drift b* as suggested by the expression (3.27). Also,
the drift velocity happened to be the same for both the bulk and surface concentrations. The
two-scale limits for both {u.} and {v.} were given by uy which is characterized by the single
effective diffusion equation (3.28). Here the situations is different. We consider different drift
velocities for the two concentrations.

bit
Ze U <t x — a:) (3.64)
€
and

= bit x
ve(t, ) = E el <t,x -2 —> (3.65)
€€
i=0

Proposition 3.11.2. Define two constants b}, b5 € R? by

* 1 * 1 s
by = W/b(y) dy and b5 = 0] / b (y) do(y). (3.66)
YO

)3

Then the solution (ue,v:) for (3.60)-(3.62), under the assumption (3.64)-(3.65), formally satisfy

bit bit x
ue(t, ) ~ ug t,x—? + cuy t,x—?,g
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bit bit x
ve(t, ) ~ vo (t,x - L) +evy (tx -z, —> .
g

In case the drift velocities by = b5 = b* (say), the zero order approximations ug, vy satisfy the
following coupled effective equations

v 240 4 ioxo) (uo - @) = div(A*Vaue) in R? x (0,7),
%tv ff} (3.67)
0,9%% 0 _ V0N _ qio(R* - Td
|0%"] 5 K|0% \(uo K> div(B*Vzvg) in R* x (0,T)
with the dispersion tensors A* and B* given by
A= [ D) T+ e (Vs +6,) dy (3.09
YO
B} = / D*(y) (Vywi +€:) - (Viw; + €5) do(y) (3.69)
o0
with (x,w) = (xi,wi)1<i<d being the solution of the cell problem such that
d 8UO d 31)0
wltey) =S 6w 0 wley) =S w9, (370)
i=1 ! i=1 !
and the cell problem satisfied by (xi,w;), for every 1 <i <d, is
b(y) - VyXi — diVy(D(vai +e))=(0b"—b)-¢e in Yo,
—D(Vyxi+e) n=0 on 0%, (3.71)
y — xi(y) Y — periodic.
and the surface cell problem satisfied by w; is
b(y) - Viw; — divi (D (Viw; + Ke;)) = (b* —b%) - e;  on 9%,
(3.72)
y — wi(y) Y — periodic.

In case the drift velocities by # b3, the zero order approximations uy and vy satisfy the following
homogenized equations.

{ ’Yol% + H‘@EO‘UO = diV(A*VJ;UQ) mn Rd X (O,T) (3.73)
{ \320\% - %\320\1)0 = div(B*V,vo) in R x (0,T) (3.74)

The dispersion tensors A* and B* are given by (3.68) and (3.69) respectively which are in terms
of the solutions (x;,w;) for the cell problems

b(y) - Vyxi — divy (D(Vyxi + €)= (b5 —b) -e; in YO,
—D(Vyxi+e€) -n=0 on 99, (3.75)
v — xi(y) Y -periodic.
{ b*(y) - Viw; — divi (D*(Viw; + Ke;)) = (b5 — b%) - e; on 0X°, (576)

y — wi(y) Y -periodic.
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Proof. Case I. b] = b5 = b*

Plugging the expressions for u. and v, from (3.64)-(3.65) into the coupled equations (3.60)-(3.62),
we identify the cascade of equations as the coefficients of various powers of e.
At order e

b(y) - Vyug — divy(D(y)Vyup) =0  in YO,

—DVyup-n=0 on 030,
(3.77)
b*(y) - Vyvo — divy (D*(y)Vyv0) =0 on 0x°,

y — (uo(y), vo(y)) Y — periodic.

From (3.78), it follows that (ug,vo) are independent of the fast variable y. Note that there is no
contribution from the reaction in (3.77) because of the chosen scaling for the reaction rate.
At order e~

—b* - Vyuo + b(y) - (Vyuo + Vyur) — divy(D(y)(Vyug + Vyur)) =0 in YO,
—D(y)(Vyug +Vyur) -n=0 on 9%°,

(3.78)
—b* - Vv + 0 (y) - (Vevo + Vivr) — divy (D*(y)(Vavo + Viv1)) =0 on o0,

y — (u1(y),v1(y)) Y — periodic.
By linearity of (3.78) we deduce that
ui(t,z,y) = x(y) - Veup and vi(t,z,y) = w(y) - Vavg

where x; and w; are the solutions of the cell problems (3.71) and (3.72) respectively. The
compatibility condition for the well-posedness of the cell problems give the expressions for the
common drift velocity b* given by (3.66).

At order £°:
(0
b Vaun +b(y) - (Vawr + Vyu2)
—div,(D(y)(Vzug + Vyur)) — divy (D(y)(Vyur + Vyuz)) =0 in Y0,
—D(y)(Vyus + Vaur) -n =k <u0 - U—O) on 0X°,
5 K (3.79)
S = Ve +5(y) - (Vour + Vyuz) = dive(D* () (Vavo + Vior))
1S S S U
—divy (D*(y)(Vev1 + Vyv2)) = & <u0 — ?O) on 0%V,
y — (u2(y),v2(y)) Y — periodic.

The compatibility conditions for the well-posedness of (3.79) for (ug,vs) results in the coupled
homogenized equation (3.67).

Case II: b] # b3

Now let us analyse the case where the bulk drift and the surface drift don’t match. Upon
plugging in (3.64)-(3.65) into the coupled equations (3.60)-(3.62), we find the same system as
(3.77) at order e~2. Also at order ¢!, we find a system similar to (3.78) except for the different
drifts in the bulk and on the surface of the pore. The system we get is the following.
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(b} - Vauo + b(y) - (Vaug + Vyui) — divy (D(y)(Vauo + Vyui)) =0 in YO,

—D(y)(Vaug+ Vyur) -n=0 on 0X°,
(3.80)
—b5 - Vvo + b°(y) - (Vv + Vivr) — divy (D3 (y)(Vavo + Vivr)) =0 on 9%,

y — (u1(y),v1(y)) Y -periodic.

The values of bf and b3 from (3.66) guarantee the well-posedness of the above system. By
invoking linearity of (3.80), we deduce that the first order correctors u; and v; can be decomposed
in terms of the cell solutions and the gradient of the zero order approximation as in (3.70). The
cell problems corresponding to this case of different bulk and surface drift velocities are (3.75)
and (3.75).

Next, at the order €° we recognize the following equations for us and vs.

0
% — b Vaur + b(y) - (Vaur + Vyus)
—div, (D(y)(Vyuo + Vyur)) — divy (D(y)(Vaus + Vyus)) =0 in YO, (3.81)
—D(y)(Vyua + Vaur) -n = Kug on %Y,
y — u2(y) Y -periodic.
8?}0 * S s . s S
> b* - Vaur +0°(y) - (Veur + Vyug) — dive (D*(y)(Vevo + Vyvr))
.S S S K
—divy (D*(y) (Va1 + Vyvg)) = — Vo0 on 9%°, (3.82)
y — va(y) Y -periodic.

Notice that the coupling terms haven’t appeared in the above two equations (3.81) and (3.82).
The compatibility condition for the well-posedness of (3.81) for ug results in the homogenized
equation (3.73) and the compatibility condition for the well-posedness of (3.82) for v results in
the homogenized equation (3.73). O

Now, we state a result that justifies the upscaling done formally in Proposition 3.11.2.
Proposition 3.11.3. Assume that
* 1 1 S >k >k
by = il b(y) dy = [9%9] b*(y) do(y) = by = b"(say).
Yo a0

There exists ug,vo € L*((0,T); H'(R?)), uy € L*((0,T) x ]Rd;H#(YO)) and v; € L?((0,T) x
RY; H#(@EO)) such that the solution sequences {uc} and {v;}, two-scale converge with drift b*,
in the following sense.

/ o
Ug 2odrift, uo(t, x)
Vs Zszdrijt, vo(t, )
2—drift
Vue ——— Vyuo(t, z) + Vyui (t, z,y) (3.83)
Vv, Zsmdrift, Vvt x) + Vzvl(t,x,y)

<u€ — ?> 2s—drift uo(t,x) — %O(t,m)
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The two-scale limits ug and vy satisfy the following coupled effective equations.

’Yolauo + K05 (Uo - —) =div(A*V,ug) in R x (0,T),
ov " (3.84)
0 0 0 _ Yoy _ s « . d
|0¥ w — K|0% |(u0 K) div(B*V,v9) in R* x (0,7)

The dispersion tensors A* and B* are given by (3.68) and (3.69) respectively which are in terms
of the solutions (x;,w;) for the cell problem

[ b(y) - Vyxi — divy(D(Vyx; +€) = (b* = b) - e in YO,
—D(Vyxi+e) n=0 on 0%°,

(3.85)
b*(y) - Vyw; — divy (D*(Vywi + Ke;)) = (b" = b°) - e; on oY

[ ¥ — (i(y),wi(y)) Y — periodic.
In case the drift velocities b # b, the two-scale limits as given in (3.83) hold except for the last

line. The homogenized equations satisfied by ug and vy are decoupled.

{ yYO\ +nyazoyu0 div(A*Vug) in R x (0,T) (3.86)

{ yazolavo %\32%0 = div(B*V,vo) in R% x (0,7) (3.87)

The dispersion tensors A* and B* are given by (3.68) and (3.69) respectively which are in terms
of the solutions (x;,w;) for the cell problems

b(y) - Vyxi — divy(D(Vyxi +€;)) = (bf —b)-e; in YO,
—D(Vyxi+e) n=0 on 0%°, (3.88)
y — xi(y) Y — periodic.
{ b*(y) - Viw; — divy (D*(Viw; + Ke;)) = (b5 — b%) - e; on 0%°, (3.8
y — wi(y) Y — periodic.

Proof. Suppose b] = b5 = b* € R?. The compactness of the sequences in (3.83) follow di-
rectly from the a priori estimates (3.63) and the compactness results of Propositions 2.3.3, 2.7.3
from Chapter 2. let us consider the variational formulation for (3.60)-(3.62) by test functions

(Qbsa 5K_17;Z)€)3

e (t, z) :¢<t z— @> +a¢1<t z— % g)
and " #
be(t, ) :zp(t z— ﬂ) +szp1(t z— %g)

T
//[au€¢€+ “b. - Vet + DV, - Vd»:} dz dt
0

8

)
+= / / [ Oe e 4 2 ~b2 - Vvt + DIV - vng] do.(z) dt
0 90
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+s/<// <¢€ w€> do.(z) dt = 0.

0 09

We shall use the auxiliary problem (3.42) to take care of the singular terms in the above vari-
ational formulation as is done in Section 3.9. Taking (¢,1) = 0, we shall pass to the limit in
the above variational formulation taking into account (3.83) resulting in the cell problem (3.85).
Then we take (¢1,11) = 0 in the variational formulation followed by passing to limit in arriving
at a variational formulation for the coupled effective equations (3.84).

Now for the case b} # b5. Taking the test functions with different drifts as

oo (t,7) = ¢<t - %) +s¢1(t - %g)
and N *
be(t, ) ¢<t, —E>+8¢1(t,x—%,§>

T
o [ (o) olon—E) - on ) i

0 99,
T
2s—drift
é/{// / uo(t, z)p(t, x) do(y d:vdt—l——/// (t,z)(t, z) do(y) dx dt
0 Rd 930 0 Rd Hx0

as the two-scale limit for u. vanishes for the test functions with drift b5 and the two-scale limit
for v, vanishes for the test functions with the drift b]. Taking into consideration the above
two-scale limit and redoing the calculations as in the proof of the homogenization process of
Section 3.9, we arrive at the homogenized equations (3.86) and (3.87) for uy and vy respectively.
Also, the cell problem isn’t coupled anymore. ]

3.12 Compressible flows

Until now, we have had the assumption of null divergence on the velocity fields b and b°. In
this section, we shall be ignoring this assumption. We shall, however, leave the assumption of
periodicity. We present the analysis for a convection-diffusion equation of a single solute in the
absence of reactions. The model we wish to analyze is the following.

Oug

T + b -Vue —div (DeVue) =0 in (0,7) x Qg, (3.90)
—D.Vu.-n=0 on (0,7) x 09, (3.91)
ue (0, ) = u'™(z) in Q. (3.92)

We make the regularity assumption b € L%O(Q 3 R?) on the velocity field. Also, we assume that
div(b) € L (Qy;R) although this regularity can be slightly weakened. We also assume that
b(y) -n € L;;O((?Qs; R). Let us derive energy estimates for our model. Multiplying (3.90) by the
solution wu,

2dt/|u€|2daz—|——/b V|u€|2daz—i—/D Vue - Vusdr =0
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After an integration by parts

2dt/]u5]2dﬂv——/dlv )| ue |2 dac——/b nlue|? do(x /D Vu. - Vusdz =0
Qe

which implies

thHugHLg—i—/D Va. - Vu, de = —/dw \ug\zdaﬂ—i—— / b nludo(m)  (3.93)
Qe 00

We have the following Poincaré type inequality (proved in [67])

/ e | dor(z) < . /]Vug\zdx—i——/]uE]Qdm (3.94)

02

for some positive constant depending on e. Using (3.94), we can bound the right hand side of

(3.93) by

2 2

2 1
+_b5

1,
= 2—Hd1v(b€) 2 9,

+ e

Vu,

Ug

L2 L2

[,o©

.

1d 1
— 5 aluela < o (1o + 5o ) el

Thus by Gronwall’s inequality
/ 1
el < " P exp ([ (Zldiv(eolum + 56l ds)
&€
0

tlbellLooN | inyj2

1)
€0¢

So, it is not possible to derive a priori estimates for u. with constant independent of . However,

for a fixed ¢, we have the following estimates.

t, ..
— ||u€||2 < exp (g”le(be)HLoo +

el 20,y (02.)) < Ce (3.95)

To upscale the model at hand, we tend to employ the method of two-scale convergence. As
Propositions 2.6.4 and 2.6.6 suggest, we need uniform estimates independent of €. But the
constant C: in (3.95) isn’t independent of £. So we cannot straightaway apply the compactness
results of Chapter 2. Here we shall take cues from [25] where a method of Factorization is
employed in arriving at a homogenized equation for a convection-diffusion-reaction equation
with a divergent velocity flow.

The principle of the Factorization method is quite simple as explained in Section 2.8 of Chapter
2. In the formal analysis of Section 3.7, we deduced that the first term in the ansatz for the
solute concentration u. is independent of the fast variable y. In case of some partial differential
equations, however, the oscillations are present even in the first term of the ansatz. There
are examples where one can factor out the oscillations from the solutions. This method was
introduced in [161]. The oscillations that we factor out comes off as a eigenfunction for a
spectral problem.

b(y) - Vo — div, (D(y)Vng) — \p in YO,
—D(y)Vyp -n=0 on 9%, (3.96)

y— o(y) Y -periodic.
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The adjoint of the above spectral problem.
—div, (b(y)e*) — div, (D(y)Vng*> = A" in YO,
D(y)Vye™ - n+b(y) - ng* =0 on 0%, (3.97)
Yy — ¢"(y) Y -periodic.

The existence of the first simple eigenvalue A > 0 and the first eigenfunctions ¢ > 0 and ¢* > 0
for the spectral and the adjoint spectral problem (3.96)-(3.97) follows from the Krein-Rutman
Theorem [108], [152]. The uniqueness follows from the chosen normalization.

/ e(y)e"(y)dy = 1. (3.98)

Using the eigenfunction associated with both the direct and the adjoint spectral cell problems
(3.96) and (3.97), we define modified velocity field and diffusion matrix as

b(y) = e b(y) + DY) Vyp" — " D(y)Vyp (3.99)
and )
D(y) = ¢¢*D(y) (3.100)
We consider the following ansatz for u.
4 b*t x
_ _ 2 Ty, - =
ue(t,x) = exp(—At/e )Za u; <t,x = 6). (3.101)

1>0

Proposition 3.12.1. If the ansatz for the solution u. of (3.90)-(3.92) in (3.101) is true, then
the solution formally satisfies

() ~ st/ oo = L0) 43 2 (1o - L) (D)) )

9
i=1

where w;(y), for every 1 <1i <d, satisfy a so called cell problem.

b(y) - <Vywi + ei> — divy, <l~?(y) <Vywi + ei>) = pp*b*-e; inY",

—D(y)(Vywi +€)-n=0 on %0, (3.103)
Y — wi(y) Y -periodic
and the effective drift is given by
b* = / b(y) dy. (3.104)
YO

Further, v in (3.102) satisfies the following homogenized equation:

% —div(DVv) =0 in (0,T) x Rd,
A (3.105)
o0.2) = ") [ ) dy in R
YO
where D is defined by
D;j = /D(y)<Vywi + ei) . (Vywj + ej) dy. (3.106)
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We refrain from proving the above formal result as the needed arguments shall be given in the
Chapter 5 on upscaling multicomponent flows where we will be employing again the method of
factorization. Now we shall present the rigorous approach. Let us make the following change of
unknown.

ue(t,x) = exp(—)\t/eQ)g0<£)v€(t,x) (3.107)
5
Using (3.107) in the (3.90)-(3.92), we write down the partial differential equation for v..

Lemma 3.12.2. The unknown v. from (3.107) satisfy

LOve 1= (T ;
ate 4 gba - Vo — div (DEV’U€> =0 in (0,T) x Q.
| * | (3.108)
w0.0) = w (@) [ o) dy in Q..
YO

Proof. Definition of the change of unknown (3.107) makes sense due to the positivity of ¢, the
eigenfunction for the spectral problem (3.96). In order to plug the expressions (3.107) in (3.90),
we shall use the following chain rule formulae

%(t, x) = ;—2)\ eXp(—)\t/EQ)‘P(g)Ue(ta z) + exp(—At/aQ)tp(§> %U; (t,x),

V(ue(t,x)) = éexp(—)\t/e2)v€(t,x) <Vyg0) <§> + exp(—At/sQ)go(§>va€(t,3:).

Upon substitution, we shall multiply the thus obtained system by the adjoint eigenfunction ¢*
to arrive at (3.108). O

We remarked earlier in (3.95) that the estimates on ue weren’t uniform in e. The divergence
of b being non zero prevented us from having uniform estimates. The modified velocity field b
appearing in (3.108) is however of divergence zero.

—divy <5(y)) = —divy (W*b(y)> — divy (wD(y)Vytp*) + divy (w*D(y)Vw)

= —* (b(y) -V, — div, (D(y)vyg0>) + go( — div,, (go*b(y)) — div,, <Dvy¢*>> ~0. (3.109)

where we used information from the spectral cell problem (3.96) and its adjoint spectral cell
problem (3.97).

Lemma 3.12.3. Let v, be a weak solution of (3.108). There exists a constant C, independent
of €, such that

[0l oo ((0.m):22(00)) + Vel 20,1y x00) < Clv™ | L2 (ra) (3.110)

Proof. To derive the a priori estimates, we shall multiply (3.108) by v. and integrate over Q. to
arrive at the following energy estimate.

1d
2dt

oo™ v |2 dx + /f)ers - Vs dr = 0.
Qe Qe

We shall now integrate over (0, 7). The positivity of the eigenfunctions ¢ and ¢* and the
coercivity of D leads to the a priori estimate (3.110). O
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Theorem 3.12.4. There exists v € L?((0,T); H'(RY)) and v; € L*((0,T) x ]Rd;H#(YO)) such
that the sequence of concentrations {v.} € L*((0,T); H'(.)), solutions of (3.108), two-scale
converge with drift b*, up to a subsequence, as € — 0, in the following sense

2—drift

2—drift
Vg ——— v, Vy, ———

Vv + Vyvr. (3.111)

The two-scale limit v solves the homogenized diffusion equation (3.105) with the expression for
the dispersion tensor given by (3.106) in terms of the solutions w; of the cell problem (3.103).
Also the two-scale limit vy is written in terms of the cell solutions as

d
v

or(t,z,y) = D wily) 5 (3.112)
i=1 g

The existence of two-scale limits follow from the compactness results of two-scale convergence
with drift. The arguments to show that the limits satisfy the homogenized equation and the cell
problem are similar to the ones done in the proof of Theorem 3.9.1. We shall not be repeating
them here.

3.13 Numerical study

This section is devoted to the numerical computation of the cell problems and of the homoge-
nized coefficients, given by Proposition 3.7.2, and to the study of their variations according to
various parameters in the microscopic model. We have used the Freefem++ package [141] to
perform some numerical tests in two dimensions. We have used Lagrange P1 finite elements
with 33586 vertices (degrees of freedom) with characteristic Galerkin method for the convective
term. The periodicity cell is the unit square and the solid obstacle is a disk. Table 3.1 gives the
adimensionalized values of the parameters utilized in our simulations.

Parameters Values

Radius of the obstacle r 0.2

Equilibrium constant K 1

Porosity : [Y? =1 —r?x 0.874357

Tortuosity : |0%°] = 277 1.25664

K, factor : YY) + K|0XV| 2.13099

Surface velocity b° 0

Mean velocity /b(y) dy (0.0385, —2.67 x 107?)
YO

Adsorption rate kg 1

Bulk molecular diffusion D 1

Surface molecular diffusion D | 1

Table 3.1: Parameter values

The velocity profile b(y) is generated by solving the following Stokes problem in the fluid part
Y0 of the unit cell.
Vyp—Ayb=re; in Y",
divyb =0 in YO,
b=0 on 90X,
p,b Y -periodic.

(3.113)
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where e; is the unit vector (1,0). The drift velocity b* is then calculated using (3.27): we found

b* = (0.0180, —1.25 + 107°). (3.114)

In a first experiment we study the behavior of the longitudinal dispersion with respect to the
local Péclet number Pej,. (we simply multiply the velocity field b(y) by an increasing factor) for
various values of D? (see Figure 3.1). As can be expected the dispersion increases with Pej,..

800

600 F "‘,*v//,/"’, |
500 | ,x""“////v |
400 |
sof T T

200

Longitudinal Dispersion

100

0 100 200 300 400 0 00 700 800 900 1000

Pecler Number
Figure 3.1: Behavior of the longitudinal dispersion with respect to Pej,. for various values of
the surface molecular diffusion DS,

Clearly the dispersion increases with D?® too. However, as shown by Figure 3.2, the dispersion
reaches a limit as D? goes to infinity. This can be explained formally by the fact that, in such a
case, the cell solution satisfies in the limit that (w; + Ky;) is constant on the pore surface 9%°.
In this limit, the bulk correctors y; satisfy the following limit problem

( b(y) - Vyxi — divy(D(Vyx; +e;)) = (b* —b) -e; in YO,

—D(Vyxi +e) -n+ Kb =

(3.115)

K (Xi + Yy — |(9EO|_1 / (xi + yﬁda(y)) on 9XY,
ox0

y — xi(y) Y -periodic.
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Figure 3.2: Behavior of the effective dispersion with respect to D?: longitudinal dispersion (left),
transverse dispersion (right).

In a second experiment we study the behavior of the longitudinal dispersion with respect to
the reaction rate k. Interestingly enough, we observe an inversion phenomenon on the bulk
corrector y1 (see Figures 3.3 and 3.4 where the grey scale goes from smaller values in white
to larger values in black). A similar inversion is exhibited by x2 too. However, this inversion
phenomenon doesn’t appear in the absence of surface molecular diffusion, i.e., when D* = 0.
For a given positive value of D?, increasing x implies that it may be more favorable for the
solute to “travel” close to the pore surface by using the surface diffusion. Therefore, the solid
pores may be seen as obstacles for small k or attractors for large . It is probably easier to
interpret this inversion phenomenon on the “reconstructed” solution (xi(y) + y1) rather than
on just on the cell solution x1(y) (see Figures 3.5 and 3.6). Indeed, (x1(y) + y1) corresponds
to a local linearization of the two first terms of the ansatz of u. as given in Proposition 3.7.2.
As the reaction rate increases, the isolines of this reconstructed concentration start to grace
off the obstacle, which implies that the orthogonal current lines of the concentration flux are
more and more attracted by the obstacle. It should be remarked here that this is a handicap
of performing only 2D numerical simulations. Indeed, it is only in 3D that both the fluid phase
and the solid structure can be connected, which only permits a fair comparison between surface
and bulk molecular diffusions.

Figure 3.3: The cell solution x;: Left, reference value x = x"; Right, x = 5xY.
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Figure 3.5: The reconstructed solution x1(y) +v1: Left, Reference value x = x°; Right, x = 6x°.

Figure 3.6: The reconstructed solution x1(y) + y1: Left, x = 12x%; Right, x = 19x°.

In Figures 3.7 and 3.8 we plot the dispersion in two asymptotic regimes: £ — 0 and x — oc.
Once again when K — 0o we get an asymptote for the dispersion, corresponding to a limit cell
problem where Ky; = w;. In this limit, the corresponding system satisfied by the bulk corrector
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Xi 18
[ b(y) - Vyxi — divy (D(Vyx; +€;)) = (b"—b)-e; in Yo,

~K'D(Vyxi+e) n+ (b —0b°) e =
(3.116)
b (y) - Vixi — divi(D*(Vixi +e;)) on 9%°,

y— xi(y) Y -periodic.

Of course, the transverse dispersion is always smaller than the longitudinal dispersion. Figures
3.7 and 3.8 show the blow-up behavior of both longitudinal and transverse dispersions when
x — 0. This is due to the ill-posedness of the cell problem (3.31) in the limit x — 0.
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Figure 3.7: Behavior of the longitudinal dispersion with respect to x: when k goes to 0 (left),
when x goes to infinity (right).
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Figure 3.8: Behavior of the transverse dispersion with respect to x: when k goes to 0 (left),
when x goes to infinity (right).

3.14 Comments

Locally periodic coefficients

In this chapter we have analysed the reactive transport of a single solute in presence of adsorp-
tion reaction on the pore boundaries. Bulk and solute concentrations were governed by coupled
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partial differential equations (3.11)-(3.13) with purely periodic coefficients i.e., b-(x) = b(z/e),
D.(z) = D(x/e). The obvious question would be:

Is it possible to relax the pure periodicity assumption on the coefficients in (3.11)-(3.13) and
still homogenize the microscopic model 7

We can give a partial answer to this question. As far as the diffusion matrices D and D?® go, we
can consider them to be locally periodic i.e., D.(z) = D(z,x/¢e), Di(z) = D*(z,x/c) and still
the homogenization techniques used in this chapter to arrive at the effective equations apply.
The dispersion D that we found in Section 3.7 is symmetric and constant. We symmetrized
the expression for the dispersion during the process of upscaling as the Hessian matrix V?uq is
symmetric. In case of locally periodic diffusion matrices, however, we shouldn’t symmetrize the
expression for D.

So there is a possibility of relaxing the pure periodicity assumption on the diffusion coefficients
in (3.11)-(3.13). This doesn’t extend to the velocity fields in (3.11)-(3.13). We are working in the
strong convection regime. As we explained in Section 2.6 of Chapter 2, the classical two-scale
asymptotic expansion method had to be modified by taking large drift in the slow variable. This
method of two-scale asymptotic expansions with drift considers only constant values for drift.
In the expression for the effective drift (3.27), if we blindly relax the pure periodicity conditions
on the velocity fields then the drift velocity b* isn’t a constant and this is not admissible. This is
one of the main technical reasons. Also the chain rule differentiation formulae (3.24) that we use
while performing the formal calculations do not hold true anymore if b* weren’t a constant. It
is to be noted that under special assumptions on the coefficients, G. Allaire and R. Orive in [22]
have shown that a new localization phenomenon can occur which is completely different from
the asymptotic behaviour proved in this Chapter. This highlights the need for the developments
of new tools in the theory of periodic homogenization.

Quantitative analysis

Quantification of the dispersion tensor is of crucial importance. In the regime of “strong con-
vection”, some of the results on deriving upper and lower bounds for the dispersion tensor can
be found in [138]. In this Chapter we have found expressions for different effective parameters
in terms of the local parameters. Even though in Section 3.13, we have attempted to study the
behaviour of those effective parameters with respect to local ones, it can be of value to pursue
the analysis to find optimal bounds on the effective parameters. There have been some astonish-
ing works in this regard in the absence of chemical reactions [93], [119]. In the cited references,
for example, it is proved that the dispersion increases or diminishes depending on whether the
mean value of the velocity field is rational or irrational. We could try to analyze if we arrive
at those results in the limit of reaction rate going to zero. In the general introduction to this
thesis (Chapter 1), we gathered some results on the upscaling of reactive flows in “Diffusion
dominated regime” [77], [97], [78], [79], [80], [81], [69], [68]. We could compare the effective
parameters obtained in that regime with those obtained in this Chapter.

Random porous media

All through this Chapter we have worked with only periodic porous medium and periodic co-
efficients. A. Bourgeat, A. Mikeli¢ and S. Wright in [45] adapted the “two-scale convergence
method” of periodic regime to random regimes under some suitable stationarity assumptions. In
the large Péclet regime, we have learnt the need to modify the method of two-scale convergence
by the introduction of large drift in the slow variable. We can try to adapt this new notion of
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“two-scale convergence with drift” to random regimes in the spirit of [45]. If successful, we will
be able to find effective dispersion in large Péclet regime in random porous media. J. L. Auriault
in [32] argues that the random and periodic media present similar macroscopic description, when
it exists. So, the analysis of the system with randomly oscillating coefficients gets interesting.

Conclusions

Finally, this Chapter has analyzed all possible scenarios for the reactive transport of single solute
in periodic regime in presence of linear reaction terms. We have also seen that we recover the
previous results in this regime of “strong convection” in various asymptotic regimes. In the next
Chapter we move on to the homogenization problem related to a nonlinear adsorption isotherm.



Chapter 4

Langmuir isotherm in porous media

4.1 Introduction

As in Chapter 3, this chapter is devoted to the study of an adsorption process occurring at the
solid-fluid interface in an e-periodic rigid porous medium. The novelty of the mesoscale model
considered in this chapter is the presence of nonlinear terms modelling the adsorption process as
opposed to the linear case studied in Chapter 3. We will be working with a convection diffusion
equation for the solute concentration in the bulk and a convection diffusion equation for the
adsorbed concentration on the pores surface, both being coupled by a nonlinear reaction term
modeling the adsorption phenomena at the solid fluid interface. We shall get into the modelling
and scaling aspects of the governing equations in Section 4.3. The presence of nonlinear terms
always gets interesting in the homogenization process. Starting with a linear coupled convec-
tion diffusion reaction equations in Chapter 3, we arrived at a scalar linear diffusion equation
in moving coordinates. In this chapter too, we shall be employing the method for two-scale
convergence with drift [121] (recalled in Section 2.6) to derive the effective equation. It would
be of interest to study how the nonlinearities are going to affect the homogenization result. The
drift velocity b* associated with the linear model (3.11)-(3.13) was shown to be equal to (3.27):

/ b(y)dy + K / b*(y) do(y)
b* _ Yo 030
YO+ K|0%°|4-1

The nonlinear isotherm (4.2) with which we will be working all through this chapter is that given
by Langmuir. An interesting exercise would be to derive an expression for the drift velocity
associated with the convection diffusion adsorption equations with the nonlinear isotherm (4.2).
In Section 2.9, we remarked that the drift velocity b* in the method of two-scale convergence
with drift has to be independent of the slow variable x. This handicap of the method necessitates
a technical assumption, in the current case of Langmuir adsorption, on the velocity fields which
amounts to say that the bulk and surface drifts are equal (their common value being called b*
in the sequel)

ﬁ/b(y) dy = @ / b*(y)do(y) = b", (4.1)
Yo %0

where b(y) is a Y-periodic velocity field in the bulk Q2 and b°(y) is a Y-periodic velocity field on
the pores surface 0€2s. Such an assumption was not necessary in the linear case [10], [20], [17]
but is the price to pay for extending our previous results to the nonlinear case of the Langmuir
isotherm.

117
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Our main result (Theorem 4.8.1) says that the solution (ue, ve) of the coupled convection diffusion
reaction system (4.12)-(4.14) is approximatively given by the ansatz

b*t b*t x
ue(t, ) = ug t,x—? + euy t,ﬂ:—?,g ,

/Ue(t?x) ~ f(u(]) <t,CC - %) +€/U1 <t,$ - ﬁa E) )

g €

where f is the Langmuir isotherm given in (4.2) and wg is the solution of the following macro-
scopic nonlinear monotone diffusion equation

0 C¥|820| % BT . . d
[|Y | + 7(1 T Buol2| i div, (D(ug)Vaug) =0 in (0,7) x RY,
|00 a g

y?o ug +
[‘ ‘ 1+ ,BUQ

} (0,2) = [YOlui (@) + |05 i () in RY,

and the correctors (uy,v1) are defined by

d

ur(t,z,y) =Y xi(y uolt, x)) ZZ? (t, )

i=1

and
« Oug

d
(1 + Bug(t, x))? izlm (y,uo(t, z)) B2, (t,z)

U1 (ta €, y) =
where (x;,w;)1<i<q is the solution of the cell problem
(—b"-ei +b(y) - (e; + Vyxi) — divy(D(e; + Vyxi)) = 0 in Y,
oK
—D(e; +Vyxi) n=———=(x; —wj oy
(el + sz) n (1 +5u0)2 (XZ wl) on bl
—b* - e; + b5 (y) - (€5 + Viw;) — divy (D*(e; + Viw;)) = £ (xi —w;i) on 9%°,

y — (xi(y),wi(y)) Y — periodic.

Note that the cell solution (y,w) depends not only on y but also on the value of wuy(¢,x).
Furthermore, the technical assumption (4.1) is precisely the compatibility condition for solving
the cell problem for any value of ug(t,z). In Chapter 3, the effective dispersion that we obtained
was a constant and our upscaling method could only capture the symmetric part of the dispersion
matrix. In the nonlinear case, however, the effective diffusion (or dispersion) tensor D(ug) is
given by

Di;j(uo) /D Vyxi +é€i) - (Vyx; +e5) dy + ﬁ / [Xi — wi] [xj — wj] do(y)
00

e /D (V3wite) - (V35 + ¢5) doy)
/D Vyx; - el—VyXi-ej) dy

*m/ D) (Vs e = Vi ;) do(y)

+/ (b(y) : VyXi) X; dy + m / (bs(y) . VZwi>wj do(y)

Yo ox0
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which is neither symmetric nor constant. The presence of nonlinear terms in the mesoscopic
equation has led to an effective behavior where the cell problem and the homogenized equation
are explicitly coupled as shown by the above given expressions.

This chapter is outlined as follows. Section 4.2 introduces the Langmuir isotherm extensively
used in surface chemistry and also recalls Freundlich isotherm. Having introduced the relevant
isotherm that governs the chemical phenomena, in Section 4.3 we take up the task of mathe-
matical modeling. The equations that govern the coupled phenomena of interest are rescaled to
arrive at the mesoscopic system (4.12)-(4.14). Section 4.4 deals with the maximum principles
(see Proposition 4.4.1) and a priori estimates for (4.12)-(4.14) which are obtained via energy
estimates (see Lemma 4.4.2). Section 4.5 concerns itself with the wellposedness nature of the
system (4.12)-(4.14). Finite dimensional Galerkin approximation method is employed in show-
ing the existence of the solutions (ue,v.) for (4.12)-(4.14). The main result of Section 4.5 is
Proposition 4.5.1, the proof of which goes via various lemmata that are proved in Section 4.5
and relies on the monotone character of the nonlinear Langmuir isotherm. After the qualitative
analysis of Sections 4.4 and 4.5, we shall get into the crux of the objective i.e., the homoge-
nization of the mesoscopic model (4.12)-(4.14). The nonlinearity of (4.12)-(4.14) requires some
strong compactness of the sequence of solutions in order to pass to the limit. This shall be the
goal of Section 4.6. The needed strong compactness result is obtained in Corollary 4.6.7 which is
the most technical result of the present chapter. Following the ideas of [121], [24], we first show
that, in a moving frame of reference, a uniform localization of solutions holds (Lemma 4.6.1).
Then a time equicontinuity type result (Lemma 4.6.2) allows us to gain compactness. These
technical results are not straightforward extensions of those in [121], [24]. There are a number
of additional difficulties, including the perforated character of the domain, the nonlinearity of
the equations and more importantly the fact that there are two unknowns u. and v.. Section
4.7 is dedicated to the extraction of converging subsequences of the solution sequences. In this
section, we intensely use the relative compactness results of Sections 2.6 and 2.7 from Chapter
2. The derivation of the homogenized equation is left to Section 4.8 (Theorem 4.8.1) using the
method of two-scale convergence with drift [121], [7]. Theorems 4.7.2 and 4.8.1 give a result of
weak convergence of the sequence (uc,v:) to the homogenized limit (ug,vg = f(ug)). Although
the previous Corollary 4.6.7 gives some strong compactness in the L?-norm, there is still room
to improve the strong convergence, notably for the gradients of u. and v.. This is the purpose
of Section 4.9 where we establish a strong convergence result (Theorem 4.9.1) for well prepared
initial data. Eventually, Section 4.10 is devoted to some 2D numerical simulations using the
FreeFem++ package [141]. In the 2D setting, assumption (4.1) implies that the homogenized
drift vanishes, i.e., b* = 0. We study the behaviour of the homogenized dispersion tensor with
respect to variations of the magnitude of wug, the reaction rate x and the surface molecular
diffusion D*. We also plot the homogenized solution ug and the reconstructed solution

8u0

d
fe(t, ) = wo(t, ) +€ > xi( 2 w0) 2 1)

to see the importance of the corrector term. Finally, in Section 4.11, we make some observations

on the calculations done along this chapter and compare the results obtained in this chapter
with those of Chapter 3 in the linear setting.

4.2 Langmuir’s adsorption isotherm

Upon presenting the Henry’s adsorption isotherm (linear) in Section 3.2, we did give expressions
for a couple of known nonlinear isotherms (3.3) and (3.4). One among them is the following
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Langmuir isotherm.

flu) = with o, 5 > 0 (4.2)

The primitive of the Langmuir isotherm (4.2) is given by

F(u:) = — |u: — %log(l + Bue) (4.3)

™I Q

The primitive (4.3) vanishes at zero. In [111], Langmuir gave a description of the equilibrium
between a single component gas and the adsorbed species at a surface. He gave a relationship
between the fraction of the surface covered by adsorbed species, ¢, , and the partial pressure of
the single component gas exposed to the surface, p,.

77 1+ Bp,

(4.4)

The above expression can be obtained by the mass-action kinetics as demonstrated in Chapter
11 of [102]. In case of liquid-solid interface, we shall replace the partial pressure by concentration
of the solute dissolved in the liquid phase and the surface fraction by the concentration of the
adsorbed solute. Let uw be the concentration of the dissolved solute in the bulk and v be the
concentration of the same solute in the adsorbed state in the interface. Then, at chemical
equilibrium we have

v = f(u). (4.5)

As the interest is to study the non equilibrium reactions, we consider the following ordinary
differential equation for the adsorbed concentration.

d
d—;} = k(f(u) —v) with k a positive constant. (4.6)

Another popular adsorption isotherm considered in the chemistry literature is due to Freundlich
[88].
f(u) =au’ with & > 0 and 0< 8 < 1. (4.7)

The expressions (4.2) and (4.7) for the two isotherms have been used quite extensively in the
literature. However, the determination of the reaction coeflicients is quite tedious and very case
specific. In order to simplify the mathematical analysis, there was an attempt made in [78] to
justify these two isotherms and generalize their notions. According to the cited reference, there
are two kinds of concave isotherms : Langmuir and Freundlich. A function f(u) is said to be of
“Langmuir type” if it is strictly concave near v = 0 and f’(0+) < +o00. The isotherm expression
given in (4.2) indeed falls into this category. On the other hand, f(u) is said to be of “Freundlich
type” if it is strictly concave near u = 0 and f’(0+) = +00. An example of one such isotherm
is (4.7).

4.3 Mathematical model

Let us consider an e-periodic porous medium saturated with an incompressible fluid. Solutes
of a kind are assumed to be dissolved in the fluid. The objective is to study the transport of
the dissolved solutes. As in Chapter 3, we shall be considering transport both in the bulk of
the fluid and on the porous skeleton.So we introduce two velocity fields: b(y) in the bulk of the
fluid Q; and b°(y) on the surface of the pores 9€2s. We shall not be analyzing any governing
equations for these two velocity fields. Our hypothesis on these incompressible velocity fields
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is that they are given, independent of time and Y -periodic. The incompressibility condition on
both the velocity fields means

divy b(y) = 0 and divyb*(y) = 0. (4.8)

We make the following regularity assumption on both velocity fields: b(y) € L3 (€y; R%), b*(y) €
Ly (094;RY) and b® = G b* is always tangential to the surface where G(y) is the projection matrix
on the tangent hyperplane to the surface 92y = 9€,. The molecular diffusion associated with
the dissolved solute is assumed to be periodic and different in bulk and on the surface. So, two
periodic symmetric tensors D(y) € L%O(Qf)dXd and D*(y) € L%"(@QS)dXd which are assumed to
be uniformly coercive, namely there exists a constant C' > 0 such that, for any ¢ € R¢,

D(y)¢ - € > C|€)? ae. in Qp, D¥(y)§-&> C|€|? a.e. on 9.

are introduced. The solutes in the bulk of the fluid are subjected to transport via the convective
field b(y) and they diffuse in the bulk, thanks to the associated diffusion matrix D(y). The
equation that models this combined phenomena is the following convection diffusion equation
for u, the solute concentration in the fluid bulk.

ou . .

a——kb-Vu—le(DVU)zO in (0,¢) x Qy (4.9)

-
As recalled in the introduction, we wish to study the transport of the adsorbed concentration
too as in Chapter 3. Let v to the concentration of the adsorbed solutes in the interface. In
Section 4.2, we have introduced an ordinary differential equation (4.6) that represents the non
equilibrium chemical phenomena in terms of an isotherm. The presence of surface convective
field b* and the surface diffusion D* associated with the solute modify (4.6) into the following
partial differential equation.
ov

§+b -Viv —div (DV’U):K(

au

1+8u

- v) on (0,¢) x 9. (4.10)

To balance the mass of the system, we shall impose the right hand side of (4.10) as Neumann
boundary data for u on the skeleton 0€).

au

1+8u

The above system (4.9)-(4.11) is also supplemented with initial data. Our goal is to study the
homogenization problem in the strong convection regime. So, we shall parabolically scale the
system (4.9)-(4.11) i.e., by making the following change of variables: (7,y) — (¢72t,e~'x). The
resulting adimensionalized coupled convection diffusion reaction equations for the new unknowns
ue(t,z) = u(r,y) and ve(t,x) = v(7,y) are given by

—DVu-n= /<;< - v) on (0,¢) x 08 (4.11)

1
8;: + <be - Vu — div (D Vi) = 0 in (0,7) x (4.12)
D ove 1., . 6 ss K ([ oau
—?EVUE n = (9256 + gbe - Vv, —div® (DIVPu,) = 6—2<1 +I§u€ - ve) on (0,7) x 09 (4.13)
ue(0,2) = u'™(z) in Q, v-(0,2) = v"(z) on IN, (4.14)

for some final time T' = €2¢. As ¢ = O(¢72), the final time T is indeed of O(1). The initial data
are chosen such that u'(z) € L?(R?%) and v™(x) € H'(R?) (so that its trace is well-defined on
0f).). Remark that the coefficients in (4.12)-(4.13) are all e-periodic with the following notations:
D.(x) = D(x/e), D(x) = D*(x/e), be(x) = b(z/e) and bS(x) = b%(x/e).
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4.4 Maximum principles and a priori estimates

We use the standard notations ht = max(0,h) and h~ = min(0,h). Recall that the function
f(u) = au/(1 + Bu) is one to one and increasing from RT to [0, /B]. Although the function
f(u) is not defined for u = —1/3, and since we are interested only in non negative values of
u, we can modify and mollify f(u) as we wish for u < 0 so that it is an increasing function
on R and all computations below make sense for negative values of u. Next, we give a result
in the spirit of proving some maximum principles for (4.12)-(4.14). This result is analogous to
Proposition 3.5.1 of Chapter 3. The objective of the next result is to assert that the solution

(ue,ve) to (4.12)-(4.13) remains non negative and bounded if one prescribes non negative and
bounded initial data (u®™,v™) in (4.14).

Proposition 4.4.1. Let (ue,v:) be a weak solution of (4.12)-(4.14). Assume that the initial
data (u in vi”) satisfy 0 < v < M,, 0 < v < M, for some positive constants M, and M,
(without loss of generality consider f(M,) < M,).

If M, < /3, then

0 <wu(t,z) <my = f"YM,) for(t,z) e (0,T) x Q., (4.15)

0 <wv(t,z) < M, for (t,x) € (0,T) x 0f.. '
If M, > a/, then there exist three positive constants T, M(7) and M, < a/B, independent of
g, such that

0 <wuc(t,z) < M(7) for (t,z) € (0,27) x Q, 416
{ 0 <wve(t,x) < M, for (t,x) € (0,€%7) x 09, (4.16)
and
{ 0 <wuc(t,z) <my, = f_l(]\;_fv) for (t,z) € (27,T) x Q., (4.17)
0 < w.(t,z) < M, for (t,x) € (27, T) x 9. ’

Proof. As was done in the proof of Proposition 3.5.1, we shall be using a variational approach.
To begin with, we prove that the solutions remain non negative for non negative initial data.
Let us consider (f(u:)",ev7 ) as test functions in the variational formulation of (4.12)-(4.14).

T T
/dt/F ) dx dt + — //b -VF(u_)dxdt — //le D.Vu.) f(u:)” dxdt
0 0 Q.

T ; T

9 — € s S|y —
+§/E / vz y2da(m)dt+§/ / b - Voo 2 do(x) dt
0 9. 0 09Q.
T
—6/ / div® (DVive) v; do(x) dt — g/ / [f(ug) —ve] vz do(x)dt =0 (4.18)
0 00 0 00

where f and its primitive F' are defined by (4.2) and (4.3) respectively. The divergence free
assumption on the velocity fields b, b° and the non-penetrating boundary conditions for b on the
porous skeleton result in the vanishing of the convective terms in the variational formulation
(4.18). Thus, we get

/F(ue )Ydx + = /yv T)* do(z) //f 2)D-Vu; - Vu_ drdt
Qe
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+e//sts VST do(z)dt + - // (1) — v (f(ue) —vg)da(x)dt

0 09, 0 99,
:1/}%u;ﬂ0ﬁh%+%‘/\u;®ﬂ2damﬁ (4.19)
Qe 00

The function h — h~ is monotone and we know that f/(u) > 0. So, each one of the terms on
the left hand side of (4.19) are positive. The assumption of the non negative initial data implies
that the right hand side of (4.19) vanishes thus resulting in

uz (t,x) =0 and v, (t,z) =0  for all times ¢ € (0, 7. (4.20)

Next, we show that the solutions stay bounded from above if we start with a bounded initial
data. The boundedness property of f adds an additional difficulty prompting us to consider two
cases as below.

Case I. Assume M, < o/ so we can define m, = f~1(M,) > M,.

We choose ((f(us)—M,)", e(ve—M,)") as test functions in the variational formulation of (4.12)-
(4.14). Introducing the primitive function F such that F'(u) = (f(u) — M,)" and F(0) = 0, we
get

/]:uE )dx + = /| )2 do () //f u) DV (ue — my) T - V(ue —my)t dodt

0 Q¢

T
—|—6/ / DiVE(ve — M)t - V3 (ve — M,,) " do () dt

0 09,

:/mem+%/mw—wawm, (4.21)

Qe 00

because V(f(us) — My)" = f'(u:)V(ue — my)*. The upper bound on the initial data implies
that the right hand side in (4.21) vanishes. The left hand side is non-negative because h — h™ is
monotone and f’(u:) > 0. Since F(u) = 0 if and only if u < m,,, we deduce (4.16) that u. < m,,
and v, < M,,.

Case II. Assume M, > o/f.

The argument in Case I fails here because f~1(M,,) is not well defined. The idea is to first prove
that there exists 7 > 0 such that, after a short time 27, the solution v. reduces in magnitude
and is uniformly smaller than /3. Then by taking 27 as a new initial time we can repeat the
analysis of Case I. Whatever the value of u., equation (4.13) implies the following inequality on

the boundary 052,

ov s s ses K (o
8—; + Eb - Vv, — div® (D{V?u,) < 5—2(3 - v€>. (4.22)

Choosing ¢. = (va — %) exp(tr/e?) we get

0q-

v + ebs Veq. — div® (DiV?®q) <0
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with the initial data o

QE(O) =" — E

Then, the maximum principle implies (see [143] for details)

«
q=(t) < max q=(0) < M, — 5
which yields the following upper bound
Ve (t) < exp(—tr/2) M, + (1 - exp(—m/&)) %. (4.23)

Unfortunately (4.23) is too crude a bound which cannot reduce the initial bound M, to a number
smaller than «/f. At least, (4.23) yields v:(t) < M,. We are going to use this upper bound in
the equation for u. in order to improve (4.23).

Equations (4.12) and (4.13) give the following equation for w.

1
(9(;;5 + —b. - Vu, — div (D-Vu:) =0 in Q,,
c (4.24)
—%Vu-nzi( atle —v)zi on 0f)
- € 22 1+ Bu. e 8295 =)

with g. satisfying, thanks to (4.23), the bound |g.| < M,. Let us introduce an auxiliary problem
in the unit cell

b(y) - VU — divy(D(y)V,¥) = kM,|0%°/|Y°| in YO,
—D(y)V, ¥ - n = kM, on 9%°, (4.25)
y— U(y) is Y-periodic,

where the compatibility condition for the existence and uniqueness (up to an additive constant)
of WU is satisfied. The scaled function V. (z) = ¥(z/e) satisfies

1 M
b, - VU, — div(D.VV,) = 2[00/ in €.,
c : Y c (4.26)
——D.VV,.-n= r 2” on 0f2..
5 5
Let us define a function \
K
pe =W, +ue — ( s yazOy/yyo\)t (4.27)
Then, p. satisfies
0 1
515 + <be - Vpe —div (D.Vp.) =0 in (0,7) x O,
(4.28)

1
~—D:Vpe-n= E%(ga +M,)>0 on (0,T) x 09.,
pe(0,7) = U (x) + u™(x) in Q..
Then, the maximum principle yields (again see [143] if necessary)

pe(t) < max(We + ") < My + | 9]y, (4.29)

£
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From the definition (4.27) of p. we deduce

kM,
ue(t) < My + 2/ W] oo (vo) + —5 0%°|/IY°1t, (4.30)
which implies that, for any 7 > 0, we have
max  u:(t) < M(7) = My + 2[| ¥ oo (yoy + kM, |0%°] /YO, (4.31)

o<t<er

where M (1) does not depend on ¢ and is an affine function of 7. Hence

max f(ue(t) < f(M(r)) = —220)

a
0<t<elr T 1t BM(T) < 8 (4.32)

and (4.22) can be improved as

ov 1 . K
e 265 V50— aiv® D5V < 5 (fM() =) for0<it<er

The same argument leading to (4.23) now gives that, for any 7 > 0 and 0 < t < £27,
vo(t) < exp(—rr) M, + (1 = exp(—n) ) F(M(r)), (4.33)

where f(M(1)) < % — g for some positive constant C' > 0. Thus, choosing 7 large enough, we

deduce that there exists M, (equal to the right hand side of (4.33)) which does not depend on
¢ such that

~ et
max v:(t) < M, < —=. 4.34
0<t<e?r () < My B ( )
Choosing M, = M(7), we obviously have f(M,) < M, and we can repeat the argument of Case
I with the new initial time £27. O

Proposition 4.4.1 implied that the solutions to (4.12)-(4.14) are bounded in the L*°-norm. This
information shall come in handy while deriving a priori estimates on the solution (u.,v.). Next,
we state a lemma that gives the a priori estimates on the solution to our mesoscopic model.

Lemma 4.4.2. Let (u.,v.) be a weak solution of (4.12)-(4.14) and the initial data (u'™,v'™) be
such that 0 < u™ < M, 0 < v'™ < M,. There exists a constant C' that depends on M, and M,
but not on € such that

l[tte || oo ((0,7):22(00.)) + VENVE | oo (0,712 (02.))

Vel z2(0,m)x00) + VEIVvell 120, x09.) (4.35)

+Vellwell Lo 0,1y, 12 960.y) < C <Hui"|!L2(Rd) + HUmHHl(]Rd)> :

where w, = ¢ ate ve |-
1+ Bu,

Proof. To obtain an energy equality we multiply (4.12) by f(u.) and integrate over 2.

d

& [ Pyt / /(u:) DoV - Ve de + / (F(ue) — v.) F(u) do(z) = 0,
Qe 00

S
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where F' is the primitive of f, defined by (4.3), which satisfies F'(u) > 0 for u > 0. We next
multiply (4.13) by ev. and integrate over 0€).

K

2dt / [vel” do(z) +€/DSVS% Vv do(z) — = / (f(ue) —ve) ve do(z) = 0.

€
00, 00, 09

Adding the above two expressions leads to the following energy equality

d
7 F(ue) dx—l—ga / lv:|? do () /f ue)D:Vu - Vue dz
Qe

+e / D:Viv, - Vv do(z) + g / (f(ue) — ve)? do(z) = 0. (4.36)
00 e
Recalling that, because of the maximum principle of Proposition 4.4.1, F(u.) > 0 and f’(u:) > 0,
and integrating over time yields

1 2

- (f(ue) — ve)

[ F(ue) || o0 i tElv 12 oo g2 +e
el Lo ((0,1);L1 () cllLoe ((0,7):L2(662.)) [

+H\/f'—u€

+ el Vo 0ellZ2 0. < 0.y < C (HF(UM)HLl(Rd) + ||Ui"\|?{1(Rd)>

(4.37)
A second-order Taylor expansion at 0 yields F(u) = 1u®f'(c) for some ¢ € (0,u). By the
maximum principle we have 0 < u. < M so that

L2(Q:x(0,T))

«

0 <
ST11pM S

"(us) < a, (4.38)

and HF(u < C

m HiQ(Rd) while

M 1 gy

1 (e o oy 0y |V ) Ve

2 2
<HUEHL°°((O,T);L2(QE)) + Hvue\\p(mx(o,:r)))
(4.39)
from which we deduce (4.35). O

L2(Q2:%x(0,T))

4.5 Existence and uniqueness

Establishing the wellposedness of the coupled system (4.12)-(4.14) follows by the arguments
of the finite dimensional Galerkin approximations [110], [114], [115], [84]. We shall be taking
some cues from [127] where an adsorption/desorption model is studied in a different geometric
and chemical setting. The method of finite Galerkin approximations, as the name suggests,
is to construct finite dimensional approximations to the solution. After constructing the finite
dimensional approximations, we shall tend the dimensions of the approximation spaces to infinity
hoping to find a limit. The next step shall be to show that the limit does exist. The final step
would be to prove that the limit is, indeed, the solution that we are looking for. The presence
of the nonlinear terms in (4.12)-(4.14) dictate the need for strong compactness type results in
order to pass to the limit. Additional difficulty arises due to the unbounded nature of our porous
domain (). as the Rellich’s theorem doesn’t apply. So we shall construct a sequence {uéV’A} of
finite dimensional approximations to the solution where A is the size of a bounded cube in
R? and N is the dimension of the finite dimensional approximation space. As a first step, we
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shall keep A fixed and prove that uév A attains a limit u? as N — oo. To this effect, we shall
derive a priori estimates on the time derivative of the approximate solutions in order to apply
Aubin’s lemma [31], [114]. Our next step would be to consider the sequence {u2} and prove
that it is relatively compact in L?((0,7T) x Q). As the e-periodic porous medium Q. that we
are considering is unbounded, we need to prove a localization result in the following sense: for
a given § > 0, we can find a cube Qg =] — R(6), +R(6)[*C R? such that the L?-norm of uZ
is inferior to § outside the cube Qgs) for every A > R(6). After obtaining the compactness
of the sequence of approximate solutions, we pass to the limit in the variational formulation as
A — oco. Thus, we will be able to prove the wellposedness result for (4.12)-(4.14). Proposition
4.5.1 states this result on existence and uniqueness of the solution.

The limits considered in this section are N — oo and A — oo where N is the dimension of the
finite dimensional approximation space and A is the size of a bounded cube in R%. In the present
section the scale parameter ¢ is fixed. The compactness is obtained in a fixed frame of reference.
Section 4.6 is concerned with the study of the limit € — 0 where we obtain compactness result
in a moving frame of reference. It is to be noted that the results in this section and the next
section may look similar at a passing glance. But both are, in essence, quite different.

Proposition 4.5.1. Assume that the initial data (u'™,v"™) belong to the space L?(RY)NL>(R?) x
HY(RY) N L>®(RY) and are non negative. For any given € > 0, there exists a unique solution
(ue,ve) of (4.12)-(4.14) in the energy space, namely

Us € LOO((OaT)§L2(Q€))a Vu, € LQ((OaT) X Qz—:)a

and

ve € L®((0,T); L?(052.)), Viu. € L*((0,T) x 99s.).

Before we give the proof for the Proposition 4.5.1, we shall prepare the ground work for the
proof. To begin with, we shall adopt an approach from (Chapter 1, Section 6 of [114]) in the
context of proving existence of solutions for unsteady Navier-Stokes equations. Let us consider
the following spectral problem

—Ap+e=Ap nQNQa
(4.40)
—Vp-n=0 on 092 N Q4
with periodic boundary conditions on 0Q4 where Q4 =] — A, +A[?C R? is a cube. Associ-

ated with (4.40) we have a sequence of eigenfunctions {¢5};en corresponding to a sequence of
eigenvalues {\;}jen:

/ (Vgp? -Vo + @?9) dr = \j / @;0dr  for 0 € H?IQE(Q€ NQa), Aj > 0. (4.41)
Q:NQa Q:NQa

We shall be using {gp?}jeN as basis functions to construct finite dimensional approximation
spaces for the bulk concentration u.. As done in (4.40) and (4.41), we shall be introducing
another set of basis eigenfunctions with the help of Laplace Beltrami operator to approximate
the surface concentration v.. Consider the sequence of eigenfunctions {¢§ }jen corresponding to
a sequence of eigenvalues {v;};en obtained via

/ (v%pj V0O + q,z)j@) do(z) = v; / VOdo(z)  for © € HY(00. NQa), v; > 0.
00:NQ A 02:NQ A
(4.42)
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Let us consider the following finite dimensional subspaces of H' (€. N Q)

DY = span{yf, 45, , o} (4.43)
and that of H'(02: N Q)

BY = span{¢f, v5, -+, ¥ }. (4.44)
Consider the L? projection Py from H*(Q. N Q4) to DY i.e.,

N
Pew=3( [ weide)ei forweH'@nQu). (4.45)
=l 0.nQa

Similarly consider the L? projection Py from H'(9Q. N Q4) to BY i.e.,

N
Pyw=Y" (e / wis dx) YE for we HY QN Q). (4.46)

= 90.nQa
Thanks to the orthonormal property of gp? in L?, the operator norm of the projection Py

P
IPvwllzz g (4.47)

P :.f
| NHE(Hl,Dé\’) J,I;go l|w]| g1

We define (ul?(t),v24(t)) € DY x BY an approximate solution of order N to (4.12)-(4.14)
posed in (0,7) x Q- N Q4 as

N N
N,A N,A
utt At x) =Y e () (@), v At ) =) d) (5 (@), (4.48)
=1 j=1
dul 1 N,A N.A
5 udx + - be - Vu"“udr + D.Vu. " - Vudx
Q:NQ 4 Q:NQa Q:NQ 4
(%é\CA s s, N,A
+e pra do(x) + b - Vi o do(z)
99:NQa 0Q:NQ 4
+e / DEVEuNA Vi do(z) + g / (f(uéVA) — véV’A> <u - v) do(x) =0  (4.49)
90:NQ 4 09:NQ

for every (u,v) € DY x BYN. The Fourier coefficients c;-V’A and d;-V’A in (4.48) do depend on
the scaling parameter €. As far as the purpose of the wellposedness result (Proposition 4.5.1)
is concerned, we have a fixed € > 0. Not to complicate the notation for the Fourier coefficients,
we shall not mention explicitly their dependence on € but shall admit that they do. The above
Cauchy problem (4.49) is supplemented with initial data that are nothing but the projections
of the initial data (u,v"™) on to the finite dimensional space:

uMA(0) = Pyu'™ and v¥4(0) = Pyo™. (4.50)
Upon applying the classical Cauchy-Lipschitz-Picard theorem [66], the existence of a continu-
ously differentiable solution (C;Y’A(t),djy’A(t)) on [0,T},] for the Cauchy problem (4.49) follows.
The interval of existence [0,7},] as given by the Cauchy-Lipschitz-Picard theorem forces us to
show that 7;, is indeed T'. The maximum principles that we obtained on the weak solutions
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of (4.12)-(4.14) in Proposition 4.4.1 carry on to the approximate solutions (uéVA véVA) as well.

Next, we shall state a lemma giving a priori estimates on the finite dimensional approximations
(uéV’A, vév ’A). The proof follows line to line the same arguments as in Lemma 4.4.2 where we ob-
tained the a priori estimates on the solution (u.,v.). As usual variational approach is employed
and the proof goes via the derivation of the energy estimate. So, we will simply state the result

giving the a priori estimates on the approximations with no proof.

Lemma 4.5.2. Let {(uéV’A,véV’A)}NeN be the finite dimensional approximations to the solution
(ue,v:) for (4.12)-(4.14) posed in (0,T) x Q- N Q4. Let us choose the initial data (u™™,v"™) to
be non negative and bounded. Then, there exists a constant C' depending on the bounds of the
initial data but not on N such that

A A
A oo (0.1):22(02n@a)) + VEIVE A Lo ((0.1):22(09.00.0))

HIVU A 20,1 %0.n0.0) + VEIVEUY A 12(0.1)x09.00 1) (4.51)

+\/5HwéV’AHLOO((O,T);L?(anQA)) <C (HumHLz(Rd) + HvinHHl(Rd)) ;

auN A
where wNA =7t [ —=—— — N4,

1+ Bue N.A

The a priori estimates (4.51) imply that the energy associated with (4.49) is bounded and any
possibility of a blow up of the solutions at time T}, doesn’t arise. Thus the existence of solution
(cj»V’A(t), dj.V’A (t)) on [0, 7] for any time 7" < co. As explained in the beginning of this section the
idea here is to tend N towards infinity in order to arrive at a solution (ug,v.) of (4.12)-(4.14).
The estimates from (4.51) helps us extract convergent subsequences off {uéV’A} and {vl ’A}. But
the presence of the nonlinear term f in (4.49) demands strong compactness for wu. A, So, in
addition to the a priori estimates (4.51), we shall look for an a priori estimate on the time
derivative of {uéV’A}. As only u2* appears as an argument in the nonlinear term of (4.49), we
shall try to obtain a strong compactness result for {uéV’A} NeNn- So let us take the test function v
to be zero in (4.49). Then using the projection Py, the Cauchy problem (4.49) can be rewritten
as

/ Bua PNudx+— / bs-VuéV’APNudx

Q:NQ A QsﬁQA

+ / D.Vul 4. VPyudr + g / (f(ui.VA) - véV’A) Pyudo(z) =0
QeNQa 0Q:NQ 4
for u € H*(Q.) which implies

P* N,A
/ aNiugudac _ 1 / b - VullAPyu dx
€

ot
Q:NQa QeNQa
- / D.VuMNA .V Pyuds — £ / (f(uéV’A) - véV’A> Pnudo(z) (4.52)
€
QeNQa 00:eNQ 4

Let us integrate (4.52) over the time interval (0,7") leading to

T
P*
//aN dx:—é/ / b - VulAPyu dx

0 Q:NQa 0 Q:NQa
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T

T
—/ / D.Vul4 . VPyudz — g / / (f(uéV’A) - véV’A) Pyudo(z) (4.53)
0 9:.NQa 0 09.NQ4

Using the hypothesis that b,0° € L* and that the nonlinear term has at most a linear growth
Le., f(uéV’A) < auéV’A, the projection Py has bounded norm (4.47) and invoking the Trace
theorem for the coupled term we can bound the right hand side of (4.53) as follows

T T
1
‘g/ / be.VuéV7APNudx‘+‘/ / D.VuNA .V Pyude

0 Q-NQAa 0 QcNQa

+|2 /T [ (s =) Py

0 90:NQ

A A
< Cebll o= IVul M 2ol @.ng .. + CIVUY A 2000 lullm @.ng .

K
+3 (HUéV’AHHl(QEmQA) + \/EHUéV’AHm(aQEmQA)) [ull i1 (@.n@a) (4.54)
From (4.54) we have shown that, for every u € H'(Q. N Q4),
T
OPGul"
‘ / / 9Nve dx‘ <c. (4.55)
ot
0 Q-NQAa

From (4.55), we deduce that

k2
ot
Now, we consider the a priori estimates from (4.51) and the estimate obtained on the first order

time derivative (4.56). It follows from Aubin’s lemma [31], [114] that {u}"} ey is relatively
compact in L2((0,T) x (2 NQ4)). That is, there exists a u € L2((0,T) x (2 NQ4)) such that

T

lim /
N—o0

0 Q:NQAa

<C. (4.56)
LQ((O7T);H_1 (Q2:NQA))

N,A A
Ug — Ug

2
dx dt = 0. (4.57)

Similarly we have the existence of v € L2((0,T) x (92 N Q4)) such that

T
lim 6/ /
N—o0

0 90:NQ 2

N,A A
Ve — Vg

2
dzdt = 0. (4.58)

So far we have shown the compactness of {uéV’A} Nen in a cube Q4. Next we shall prove a

A A

localization result for (uZ',vZ'). This result is essential to prove compactness of the solution

N,A . .
sequence {ugz "} as our domain 2. is unbounded.

Lemma 4.5.3. Let {(u?,v2)} be the limit of the approzimate solutions {(uéV’A, véV’A)} of (4.12)-

(4.14) in the cube Q4. Fixz a final time T < +oo. Then, for any 6 > 0, there exists R(4) > 0
such that, for all A > R(6) and for any t € [0,T],

Hu?(t’x)HLQ(QEﬂQC(R(é))) S 6 (459)

Ve H%A(tax)Hp(mstc(R((s))) <9 (4.60)
where Qs is the complementary of the cube Qpys) =] — R(8), +R(0)[*c R<.
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Proof. The proof will take into consideration the structure of (4.12)-(4.14) of which (u. NA N A)

is supposed to be a finite dimensional approximation of the solution. As the goal is to derive a
localization result, let ¢ € C°°(R) be a smooth cut-off function such that

0<o¢(r)<1l,¢p=0forr<1,¢=1forr>2.

For z € RY, denote ¢p(x) = ¢(|z|/R) with R << A. Consider the variational formulation
of (4.49) in the full domain with (f(u?)¢r,cv2¢r) as test functions. The choice of the test
functions suggest that the cut-off function ¢r(x) appear as weight.

/ % / F(u)(s, 2)on(r) dsdr + - / / be - VE(uZ)(s, 2)0 (w) d ds
0 QeNQa 0 2:nQs

//devu( ))f(u?)(s,x)¢3()dxds+ /di / |02 (s,2)|*$r() ds do(x)

0 ne

Qs A 0 aQE mQA

¢
—i—%/ / b - Vo wA(s, )| 2br(x) ds do(z)
0 09.NQ4
t
—6/ div*® (ngsv?(s,x))vf(s,x)qﬁlg(m) do(z)ds
0 0Q2:NQa
f 2
2 [ [ ()=o) (s 0)on(e) doto) ds =0
0

02:NQ A

Upon integration by parts, we arrive at

/ F(u)(t, 2)pp(x) dx +/ / F(ud)(s,2)DVul(s, x) - Vul(s, z)pp(x) dz ds
0

Q:NQ A Q2:NQ 4

+2 / ¢R(x)|v§(t,x)|2da(x)+e/ / DV (s, z) - Vol (s, ) or(x) do(x) ds
0

2
00:NQ A 02:NQ A

_l’_

o=

/ / (f(u?) - U?)Q(s, 2)or(z) do(x)ds
0

0Q:NQ 4

= [ rumon@ar+5 [ or@le @) doo

QeNQa 09:NQa

%/t / be - Vor(z)F(ul)(s, ) d:cds+%/t / (s,2)[b2 - V°¢R(2) ds do ()
0 0 nQa

Qe
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t
— / fud)(s,2)D.Vul(s, x) - Vop(x) dx ds
0 fenea (4.61)
—6/ vA (s, 2) DV (s, x) - Vir(z) do(z) ds
0 90:NQ 4

To arrive at the result, we need to bound the right hand side terms in the relation (4.61). The
first two terms in (4.61), involving the initial data (u®™,v™), tend to zero as R tends to co. Now
let us turn our attention to the last two terms in (4.61). Recall that f(u2) < auZ. By definition
of ¢ we have [|[Vor||=@q.) < C/R, so last two terms in (4.61) are bounded by

C
= (HU?HLQ((O,T)XQEOQA) VUl 12 (0.1 %@ 0)

(4.62)
A s A C
+ellvl L2 (0,1 x00.0Q.) I V702 ||L2((0,T)xaQEmQA)) <z

by virtue of Lemma 4.5.2. Finally, the second and the third terms in (4.61). The primitive F'
has quadratic growth for a bounded u? which is guaranteed by the maximum principles. Next
we invoke the a priori estimates from Lemma 4.5.2 which result in a bound similar to (4.62) for
the second and third terms in (4.61).So, for any given § > 0, we can always choose a R(J) € R,
large enough, such that we have, for any ¢ € [0,7] and for all A > R(d),

A A
iz “L2(QEOQ§(5)) < ¢ and Ve[[v] HL2(BQEHQ%(6)) <9,

This observation is nothing but the assertions (4.59) and (4.60). O

We have laid out enough ground work through Lemmata 4.5.2, 4.5.3 to prove that the compact-
ness of the sequence {u}.

Proposition 4.5.4. There exists a subsequence, still denoted by A, such that

T
lim
A—o0
0 Q¢

Proof. As a consequence of the localization lemma 4.5.3, for a given 0 > 0, there exists a R(J)
such that, for all A > R(), we have

From (4.51) we have that {uZ'} is relatively compact in L?((0,7) x Q. NQ4). Thus, by choosing
big enough R(4), if necessary, we have

Telescoping through the inequalities (4.64)-(4.65), we indeed arrive at (4.63). O

u(t,z) — ue(t,x)| dzdt =0 (4.63)

1)
ul (t,z) — u?(t,x)XQ(R(é))‘ <3 (4.64)

L2((0,T)x )

5
< — .
<3 (4.65)

A
ug (t7x)XQ(R(6)) — Ua(t,w)‘ L2((0 T)XQE)

Let us denote the limit of v by v. obtained by the a priori estimates (4.51). It turns out that
the solutions envisaged in Proposition 4.5.1 turn out to be the two limits (u., v.). Now, we shall
give the proof of the Proposition 4.5.1.
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Proof of Proposition 4.5.1. We have the strong compactness result for the sequence uéV’A from
Proposition 4.5.4. Let us consider (4.49) and integrate it over time interval (0,7 to arrive at

T N A T T
/ / 8“5; udmdt+§/ / bg-VuéV’Audxdt—i-/ / D.VuNA . Vudz dt
0 Q:NQA 0 Q2:NQa 0 Q2:NQa
T
—i—a/ / vda dt+/ / b - Vol Ay do(x) di+
0 9Q:NQ 0 9Q9:NQ 4
T T
6/ / DV N A Ty do(z +§/ <f(uéV’A)—véV’A) (u—v) do(x)dt =0 (4.66)
0 902:NQa 0 0Q2:NQa

Now we need to tend N and A towards infinity. Thanks to our compactness result, Proposition
4.5.4, we can pass to the limit in the variational formulation (4.66) as N — co and A — oco. The
limit variational formulation that we arrive at shall be a variational formulation for (4.12)-(4.14)
with the limit (u,v.) as the solution. Thus the existence of the solutions.

We are still left to prove the uniqueness of the solution. On the contrary, let us suppose that
there are at least two solutions to our coupled convection diffusion reaction equations (4.12)-
(4.14), say uj e, uz . two bulk concentrations and vy ., va. two surface concentrations. Let us
denote the differences by U, and V. respectively for bulk and surface concentrations. We shall
write down the coupled equations satisfied by the differences (U, V).

oU, 1

5t —div(D:VU:) =0 in (0,T) x £, (4.67)
PG = e L L gy divs (Drve)
€ Ka (4.68)
= 5_2 <<f(u1,e) - Ul,e) - <f(u2,€) - U2,€)> on (O’T) X aQs
Us(0,2) =0 1in g, V-(0,2) = 0 on 9, (4.69)

The initial data are zero by construction. This approach is very classical. The idea is to derive
the energy estimate for the above system. To that effect, let us multiply (4.67) by U, followed
by an integration over €2, and multiply the second part of 4.68 by V. followed by an integration
over 0f).. The resulting expression is

/|U|2daz+/D VU, - VU. d:n+—e/|V|2da +5/DSVSV VeV, do(x)+
0Qe

g / <(f(u1,e) - 01,5) - <f(u2,a) - U2,5>> <U6 — V5> do(z) =0 (4.70)

00

The term of interest in (4.70) is the coupled term.

. / ((Flun=vie) = (Fluze)=vs) ) (Ue=Ve) dor(a) = = / (r@)0.~V2) (0.~ V2) dor(a)

00 0
(4.71)
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for some uy . (t,x) < U(t,z) < use(t,z). As the first derivative of f is bounded, the coupled
term (4.71) in the variational formulation (4.70) is can be bounded from above as

‘g / ((f(ule) —0175) - (f(u2,a) —0275>> <Ug _Vs) da(x)‘ < g / (]Uel + ]V;])Q do(x) (4.72)
ot 0.

Now let us integrate (4.70) over (0,7). Considering the inequality (4.72) for the coupled term
and a simple application of Young’s inequality leads to

T T
/yU T,z)* do+e / \Vo(T, )| do(z) //D VU.-VU. dmdt—i—s/ / DEVAV.-V*V. do(x) dt
0Qe 0 Q¢ 0 0Q¢
2—“//U2mda()dt+—//v2tx)da()d (4.73)
0 99 0 90

Thanks to the inequality (4.73). We can apply Gronwall’s lemma to deduce that U.(¢t,xz) = 0
and V(t,z) = 0 for almost every (¢,x). Hence the unicity follows. O

4.6 Localization in moving coordinates and compactness

Our objective is to find the effective behavior of our convection diffusion reaction model (4.12)-
(4.14). This can be achieved, as explained in Chapter 2, by tending the heterogeneities’ length
scale € to zero. As we are in the strong convection regime, we take cues from Section 2.6 to employ
the method of two-scale convergence with drift. The a priori estimates of Lemma 4.4.2 allow us
to extract weakly converging subsequences but they do not give any strong compactness for the
sequence (ug, v ) since a priori estimates on their time derivatives are lacking. Passing to the limit
in system (4.12)-(4.14), which is nonlinear, requires some strong compactness. Furthermore,
since €). is unbounded, Rellich theorem does not hold in €. and a localization result is thus
required to get compactness. This is the goal of the results to follow for the rest of this section
which culminate in Corollary 4.6.7. Their proof rely on the use of the equations (4.12)-(4.14).
Similar results were obtained for a sequence of approximate solutions in Section 4.5 where we
wished to pass to the limit when the dimension of the approximation spaces tends to infinity.
In the regime ¢ — 0, there is however one additional hurdle which is the large convective terms
of order ¢~!. In order to compensate this large drift, following the lead of [121], we shall prove
these compactness and localization results, not for the original sequence (uc,v.), but for its
counterpart defined in a moving frame of reference. For o.(t, ), let us define its counterpart in
moving coordinates as

*

N b*t . b*t

Pe(t, ) = ¢ <t,x + ?> and @ (t, ) = ¢ <t,x - ?> , (4.74)
where b* is the effective drift defined by (4.1). Of course, definition (4.74) is consistent with the
notion of two-scale convergence with drift which is briefly recalled in Section 2.6 of Chapter 2.
As we consider functions in moving coordinates, the underlying porous domain 2. does move
with the same velocity. Let us define

*

O.(1) = {H% ;erE}. (4.75)

The following first lemma of this section gives the localization in space for the solution sequences
in moving coordinates.
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Lemma 4.6.1. Let (uz,v:) be the solution of (4.12)-(4.14). Fiz a final time T < +o00. Then,
for any 6 > 0, there exists R(5) > 0 such that, for any t € [0,T],

( ﬁg(t,x)‘

where Q) is the complementary of the cube Qp(s) =] — R(8), +R(0)[* in RL.

<9

R < )
L2 (Qe()NQ%5))

La(aﬁg(t)n%( 5

) )

b1, m)‘

Proof. We rely on an idea of [121], [24]. The proof runs almost similar to the proof of Lemma
4.5.3 except for the construction of the test functions. Attributing to the inevitable large drift,
we shall take the test functions in the moving coordinates as defined in (4.74). Let ¢ € C*°(R)
be a smooth cut-off function such that

0<o¢(r)<1l,¢p=0forr<1,¢=1forr>2

For x € R? denote ¢r(x) = ¢(|z|/R). Let us consider the variational formulation of (4.12)-
(4.14) with test functions (f(uc)¢r,cve¢r) where the -notation is defined by (4.74). Upon
integration by parts in time, the first bulk term is

// 6u€ ue) (s, x)dr(s, z) drds = é/t/F (5,2)b* - Vor(s,x) dr ds
0

Qe

+ [ Pt o)dn(t)ds - [ Fu)@)on) do
Q. Qe

while, by integration by parts in space, the convective term is

t t
1 . 1
g//be-Vuef(ue)qSRd:cds:—g//F ue)b. - Vor dx ds,
0 Q¢ 0

Qe

and the diffusive term is

t t
//le (D.Vu.) f(ue)or d ds //f'(uE)DEVue -Vu.0pdzds
0 Q 0 Q

€ €

+/t/f(u€)D€Vu€-V¢33dxds+

0 Q.

o=

/t /(f(us) —ve) f(us) g dx ds.
0 09

On the other hand, the surface terms are

25/ ds do(x //b - Voér|ve|* ds do(x)

0 00 0 00

te / Br(t, 2)[oa(t, 2) 2 do(z) — ¢ / br(@) 0™ (@) do (),

00 Q.

t
2//bs Vi.0.¢p ds do(x //]vgl b - Vippdsdo(x),

0 99 0 99
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and

t t
— / / div(DEV4v. )v.dr do(x) ds = € / / DV, - Viu.¢pdo(z) ds

0 99 0 99
—i—a//ngSV v - Viprdo(x s——// (ue) — ve)vegr do(z) ds
0 90 0 90

Adding these terms together yields

t

/F(ue)(t,m)&R(t,x)der//f’(ug)DEVug-vuaéRdmds

Qe 0 Qe

t

+% / \Ue(taw)P(ZgR(t,w)dU(x)+€//Djvsvg-vsvgégda(x)ds

00 0 09

0 00
//f (1) D. V. - VqﬁRdxds—a/ / 0DV, - Vidpdo(z)ds  (4.76)
0 00
1 t t

—i—g//Fua ) (b — b*) V(dexds—ir//\va\ (b — ") - Voo dor(z) ds (@.77)

0 Q. 0 0.
/F ) (2)bp(x) d + = /¢R o™ (@) 2 dor(z). (4.78)

395

To arrive at the result, we need to bound the right hand side terms. Recall that f(u.) < au..
By definition of ¢ we have [|[Vog|[1~q.) < C/R, so that the first and second terms in (4.76)
are bounded by

c . c
E(HUEHL?((O,T)XQE)HVUEHLQ((O,T)XQE) + ellvel L2 0,7y x000) IV U€||L2((O,T)><8§25)> <3 (4.79)

by virtue of Lemma 4.4.2. The two last terms in (4.78), involving the initial data (u™,v""), do
not depend on ¢ and tend to zero as R tends to oo. In the proof of Lemma 4.5.3, we bounded
the terms similar to (4.77) just by using the regularity hypothesis on the velocity fields and the
a priori estimates (4.51) as the ¢ factor in (4.61) was a constant. In (4.77), however, we cannot
argue the same way. To cope with the terms in (4.77), we introduce two auxiliary problems

—A¢&i(y) =bf —bi(y) in Yo,
V& -n=0 on 9%°, (4.80)
y— &i(y) is Y-periodic,
—A°Ei(y) = bf — bi(y) on 9%,

{ (4.81)

y — Zi(y) is Y-periodic,
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which both admit a unique solution (up to an additive constant) since, by definition (4.1) of
b*, the source terms in (4.80) and (4.81) are in equilibrium. Substitution of the above auxiliary
functions in (4.77) and integration by parts yields

t
VEE -V ( F(ug)dy, dr ) do + VOES - Vo ( [0:[* 0,0 ) do(z) | ds.
z/(j (Flaain) s+ [ 9% (i) dote) )

=1 Q.

Since eV (x) = (Vy&i) (x/e) and eVSE; (x) = (V5E;) (z/e), using again the fact that F(u.)
has quadratic growth for bounded u,, the a priori estimates from Lemma 4.4.2 imply that (4.77)
is bounded by a term similar to (4.79). A final change of frame of reference and letting R go to
infinity leads to the desired result. O

We now prepare the ground for the final compactness result by proving some type of equicon-
tinuity in time. The next result tries to obtain some type of equicontinuity in time in order
to prove relative compactness in L? for the Fourier coefficients. Again, the following lemma
considers the concentration sequences in moving coordinates as opposed to the fixed frame of
reference in Section 4.5. Let us introduce an orthonormal basis {e;}jen € L*((0,1)¢) such
that {e;} € C§°([0,1]4). Then the functions {€jk}jen kezd, where ejp(z) = ej(z — k), form an
orthonormal basis in L?(R%).

Lemma 4.6.2. Let h > 0 be a small parameter representing time translation. There exists a
positive constant Cjj independent of € and h such that

T—h
[ ] (@rnr@)eshaen@dn— [ (5+nf@) e do} dr
0 )

Q. (t+h Qe (t)

< Cyp(Vh+e) (4.82)
where n = |0%°|/|Y].

Proof. We compute the difference

(aa(t n h,x),ejk(w))p - (aa(t,m),ejk(x)>L2

(Qe(t+h)) (Q:())

+e (@}(t + h,x), ejk(x)) — 5(@\5(15, x), ejk(ac)>

L2(00 (t+h)) L2(09c (1))

t+h

:/%{ / us(s,x)ejp(x)de + ¢ / i}}(s,x)ejk(x)da(x)}ds
t Qe (s) 90 (s)

t+h
d

_ / E{/ua(s,x)éjk(x)dx—i-a/va(s,x)éjk(m) do(z) } ds

t Qe Qe
t+h

= / /{a;; (s,x)éjp(x) — ", Véjk(:n)ug(s,x)} dx ds
t Qe

e

+ / € / {881: (s,z)ép(x) — a Véjk(x)vg(s,m)} do(x)ds

9
t 00



138 CHAPTER 4. LANGMUIR ISOTHERM IN POROUS MEDIA

t+h
- é / / {<b€ B b*> ' Véjk(x)ue(s’x) o Df'?qu(Sax) ’ Véjk(x)} dz ds
t Qe
t+h
- / m/ {é (b? - b*> - Vei(x)oe(s, @) — DIV (s, ) - VSéjm)} do(z) ds (4.83)

In (4.83), we have terms similar to (4.77). We handled those singular terms in (4.77) with the
introduction of two auxiliary problems (4.80) and (4.81). We shall use the auxiliary problems
to handle the problematic terms in (4.83) too. Then (4.83) becomes

t+h

/ / {6A£§(m)amiéjk(x)u€(s,:c) — D.Vu.(s,z) - Véjk(x)} dx ds
t Qe
t+h
+ / / {sQASEf(x)ﬁxiéjk(x)vg(s,x)—eDSste(s,:c)-Vséjk(x)}da(x)ds
t 00,

t+h

= _ / / {Vyff(x) . V(amiéjk(x)ue(s,x)> + D.Vuc(s,z) - Véjk(x)} d ds
t Qe

t+h
—€ / / {V;Ef(x) VA (Bxiéjk(x)vg(s,x)) + DiViu.(s,x) - Vséjk(x)} do(x)ds < Cjk\/ﬁ.
t 00

The above bound follows from the a priori estimates (4.35). By the definition of w., we have
Ue = f(ue) — ew.. Substituting for v, in the above inequality yields

‘(@a(t +h ), ejk(m)) + a(f(ﬁg)(t +h ), ejk(m))

L2(Qe (t+h)) L2(0Q: (t+h))

(Bt a)en@) o o~ (PG, en()

LQ(aﬁs(t))‘
‘ + ‘52 (ﬁg(t, x), ejk(x))

We now replace the boundary integrals involving the nonlinear term with volume integrals. We
achieve this with the help of an auxiliary problem.

(Qe())

< Cppvh+ (52 (@-(t + 1, 2), eju(2))

L2(8Q (t+h)) L2(0(t)) ‘ ’

div,Y(y) =n=10x%/Y% in Y9,
T-n=1 on 99, (4.84)
y— Y(y) is Y — periodic,

which admits a smooth Y-periodic vector solution Y. Then,

o [ D) dota) =< [ fu)t0)e@) doo)
o0

9. (t)

—= [ st 0e@) (@) n) dota)

Qe



4.6. LOCALIZATION IN MOVING COORDINATES AND COMPACTNESS 139

—c / div( f(ug)(t,x)éjk(m)Ts(m)) de = ¢ / Fu) (b, 2)Vue(t, ) - Y (2)éju(x) do+

B Qe
a/Véjk(x) <Y () f(ue)(t, x) de + n/éjk(x)f(ug)(t,x) dzx.
Q Qe
The above calculation leads to
t+h
‘ / / U +nf ug))(s x)eji(x) dx ds‘ < C]k\/—
Qg(s)
—i—‘a? / we(t + h, x)ej (x - @) da(w)‘ + ‘52 / we(t, x)ej (x - %) do(x )‘

00e 002

+‘6/f/(u€)(t,:v)Vu€(t,x) Y (@)esn <x - %) dm‘ + ‘s/vejk@ - %) YR (@) fu) (@) dm‘
Qe

e

—|—‘6/f/ ue)(t, ) Vue(t,z) - T (x)ejp (x -

+( /Ve]k t+h)) ,TE(x)f(ue)(t,x)dx“

We integrate the above inequality over (0,7 — h). As 0 < f(u.) < au. and 0 < f'(u.) < a, the
a priori estimates in (4.35) lead to (with a possibly different constant Cjy)

Qe (

T—h| t+h
/ / / Us + nf(%)) (s,x)ejp(x) drds|dt < Cjk<\/ﬁ + 5)
0 |t

which is nothing but (4.82). O

To prove the compactness of u., an intermediate result is to prove the compactness of the
sequence z. defined by

ze(t,z) = ue(t, ) + nf(us)(t,x)  for (t,z) € (0,T) x Q. (4.85)

In view of the a priori estimates (4.35), z. satisfies the following estimates

/|z€|2daz < /(1+77a)2|u5|2dx <C Vte(0,7),

7 / 'V%'Qd; - /T Jasns vl a < c

0 Q. 0 Q.

(4.86)

We recall that the extension operator E. : H'(Q.) — H'(R?) of [1] satisfies the following
property: there exists a constant C, independent of ¢, such that, for any function ¢. € H'(€2.),

E.¢. o = ¢, and

€

B0zl r2may < Clid:=llrz@.),  IVEQellr2@ay < ClIVEe12.)- (4.87)
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—

As we are proving compactness in moving coordinates, we consider the sequences z. and F.z.
where the “-operator is defined by (4.74). The decomposition of these two functions in terms of
the orthonormal basis {e;} of L2(R?) yields

=3 wptejr(z)  with S, (1) = / 2 (t, x)ejp(x) d, (4.88)

1N k Zd —~
J S Qo ()

=3 3 vaWem()  with w5 (t) = / Boz(t,x)ejp(x) d, (4.89)
jEN kezd Rd

where /i3 (1) and yj-k(t) are the time dependent Fourier coefficients.

Lemma 4.6.3. Let {115, }- be the Fourier coefficients defined in (4.88). There exists a subse-
quence, still denoted by ¢, such that

151 = ik in L2(0,T) VjeNkezd

for some pjx € L?(0,T). Further, the function

=33 wik(t)ejn(x) (4.90)

JEN kezd
is an element of L2((0,T) x R%).
Proof. From Lemma 4.6.2, we have
T—h
/ 1t + h) ujk(t)( dt < Oy (\/E+ a). (4.91)
0

Inequality (4.91) is a variant of the Riesz-Fréchet-Kolmogorov criterion for (strong) compactness
in L1(0,T) (see e.g. [50], page 72, Theorem IV.25), the variant being caused by the additional
e-term in the right hand side. It is not difficult to check that the proof of compactness is still
valid with this additional term. Therefore, for any j € N, k € Z%, there is a subsequence €jk — 0
and a limit u;, € L'(0,T) such that

pik =gk in L0 D).

A diagonalization procedure yields another subsequence £ such that the above convergence in
L' holds for all indices j, k. The a priori estimates (4.35) on u. in turn implies that the Fourier
coefficients are bounded in L>°(0,7T) too. Thus, the above strong compactness property is true
in every LP, 1 < p < +o00, and, in particular, in L?(0, 7). The assertion that zg € L2((0,T) x R%)
follows from the observation that

|

T
? / dt
L2((0T)xRY) k(0

0

2

_ < 00.
20,1 %0 (1)

<Z Z 111r1111r1f/|,u]k|2

JEN kezd
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The next result states that there is not much difference between the time Fourier coefficients of
Z. (defined in the perforated domain €. (¢)) and of its extension E.z.

Lemma 4.6.4. Let § = [Y°|/|Y| € (0,1). There exists a constant Cjj, independent of € such
that
154(8) = 054 (8)] < Cie. (4.92)

Proof. By definition of the Fourier coefficients (4.88)-(4.89), we have
w5 (t) — 0V (t) = / Ze(t,x)ejp(x) do — H/Ez\g(t,x)ejk(x) dx
(1 R (4.93)
— [ Bt o)esto) (x(o/e) ~ 0) da
R4

where y(z/e) is the characteristic function of )., or equivalently x(y) is the characteristic
function of Y. Let us introduce the following auxiliary problem

—divy(Vy@(y)) = x(y) —¢ inY,
y — D(y) is Y-periodic.

(4.94)

Using (4.94) in (4.93) leads to

e(t) — Hyj.k(t)‘ < 5/ ‘Vyfb(x/s) . (E ze(t, x)ejp (v >‘dm

Rd

The properties (4.87) of the extension operator E. and the estimates (4.86) lead to (4.92). O

A last technical result is the possibility of truncating the modal series (with respect to j) of a
sequence which is bounded in L2(0, T; H*(R%)). This result has also appeared in [121], [27], [28].
Here we give a proof of the same as it hasn’t been fully done in the references cited.

Lemma 4.6.5. Let ¢.(t,x) be a bounded sequence in L*(0,T; H'(R?)). For any § > 0, there
exists a J(0) such that for all e

‘%XQR( Z Z Ng(t)ejk(x ‘

[k|ISR(S) |71<T(0)
where Qp(s) is the cube defined in Lemma 4.6.1 and A;k(t) are the time dependent Fourier
coefficients of ¢. defined as

<4, (4.95)
L2((0,T)xR<)

t) = /qSe(t,x)ejk(x) dx. (4.96)
R

Proof. As Qp(s) is a bounded domain, the expansion of PXQps) 10 the basis {ejr} can be
truncated in k with |k| < R(0) and is still exact. Let us consider the unit ball

B={ve Hl(QR(&)) : HUHHI(QR(é)) <1}

We know that H'(Qp(s)) is pre-compact in L?(Qpg(s)) [50]. Hence for a given ¢ > 0 and for all
v € B, there exists J(d) such that

Z Z Us k) L2(Qrs)) € ‘

|k|<R(5) j>J(6)

L2(Qres))
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Now, given ¢. € L?(0,T; Hl(QR((g))), we have ¢.(t) € Hl(QR((g)) for almost every t € (0,7).
Thus for a given § > 0, there exists a J(J) such that

H Z Z (et €]k L2(QR6))e]k‘2

2
|k|<R(8) j>J(5) L2 (Qr(s))

< 5H¢5(t)H%ﬂ(QR<a)>

for almost every ¢ € (0,7). Integrating the above expression over (0,7), we arrive at

H Z Z (0e(t), ejk) L2((0,T)*xQp(s)) € Jk“ :

|k|<R(8) 5>J(6) L2(Qr(s))

< 5H¢5 (t) H%%QT;Hl(QR(é)))’

which implies the result (4.95). O

We are now ready to state the compactness of the sequence z.. Note that the limit is not z
but zp/6 since zy was the limit of the sequence z. extended by zero outside the porous domain
Q. ().

Theorem 4.6.6. There exists a subsequence € such that

T
lim/ /
e—0

08t

where z¢ is defined in (4.85).

2
Z(t,x) — 0 a(t, x)| dedt =0 (4.97)

Proof. The estimates (4.86) for {Z.}, being similar to (4.35), imply that the localization principle,
Lemma 4.6.1, holds true for the sequence {z.} too. Thus, for a given § > 0, there exists a
R(5) > 0 big enough such that

Ut >

(4.98)

Ze = ZeXQR(s) L2((0,T)x Qe (t)) —

Applying Lemma 4.6.5 to @XQR@, for any 0 > 0, there exists J(d) such that, for any small

e >0,
—_— 5
HEEZ&XQR( Z Z Dejil@ ‘ L2((0T)xRd) — 5 (4.99)
|k|ISR(S) |71<T(0) ’
As E//}Z is an extension of z., we deduce from (4.99) that
BXans — DL D Ve ( o S g. (4.100)
k| <R(3) \JISJ(5) ’ :
From Lemma 4.6.4, for a given § > 0 and ¢ small enough, we have
! £ < 0 4.101
> Y e~ X e, o<z @0

[k|<R(6) |51<J(5) [k|<R(8), |71<J(9)

Lemma 4.6.3 asserted that the Fourier coefficients are relatively compact in L?(0,7). Thus, for
¢ small enough, we have

H Yo > e > Mjk(t)ejk(w)‘

< eg. (4.102)
[KI<R() 151<7(6) [KI<R(6), |11<J ()

L2((0,T)xQ: (1)
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By Lemma 4.6.3 we know that zg € L%((0,7) x R?) so, by choosing a large enough J(J), we

have 5
Yo D mwDem(@) — zo(t,l’)( < - (4.103)
| IK<R() 151<J(0) LHOD)xQn) — 5
Thus summing up (4.98), (4.100), (4.101), (4.102) and (4.103) we arrive at
Ze(t,2) — 0 z(t ‘ <6 4.104
) OO ooy < (4.104)
which is (4.97). O

Eventually, we deduce the desired compactness of the sequence u,. from that of z..

Corollary 4.6.7. There exists a subsequence € and a limit ug € L*((0,T) x RY) such that
T
lim/ / [t (t, ) — ug(t, z)|? dz dt = 0. (4.105)
e—0
0 Q.0

Proof. Since the nonlinear isotherm f is bounded and monotone, the application (I + nf) is
globally invertible with linear growth. We have u.(t,z) = (I+nf) '2(t,x) and the compactness
property of {z.}, as stated in Theorem 4.6.6, immediately translates to {u.} by a standard
application of the Lebesgue dominated convergence theorem. U

Compactness results are crucial in nonlinear parabolic equations. Another approach sharing
some similarities with us can be found in [28]. A standard approach in proving compactness
for sequences defined in porous domains is to make use of the extension operators of [1]. This
approach has been employed, for example, in [28] with regard to homogenization of nonlinear
degenerate parabolic convection diffusion equation for the water saturation in the study of two-
phase flows. Our approach deviates from this standard approach.

4.7 Two-scale compactness

This section is concerned with obtaining the two-scale limits for the the solutions sequences {u.},
1

{ve} and the coupled sequence {w.} with w. = — <f(u€) - v€> where f is given by (4.2). The
€

two-scale convergence with drift is a weak type of convergence for the sequences since it relies

on the use of test functions. However, by virtue of Corollary 4.6.7 the convergence is strong for

ue in the sense that
b*
ue(t, ) — ug (t,x - —t> =0.

lim
e—0 L2((0,T)x Q%)

€

We still have to find the two-scale with drift limits of {v.} and {w.}. In Section 3.8 of Chapter
3 we managed to find the two-scale with drift of a coupled sequence, thanks to the auxiliary
problem (3.36) introduced in Lemma 3.8.1. We shall be using the same lemma here to find the
limit of the coupled sequence {w.}. For easy reference we shall restate the Lemma 3.8.1, the
proof of which can be found in Section 3.8.

Lemma 4.7.1. Let ¢(t,x,y) € L2((0,T) x R? x 05°) be such that [ ¢(t,z,y)do(y) = 0 for
o320
a.e. (t,x) € (0,T) x R%. There exist two periodic vector fields 0(t,z,y) € L*((0,T) x R? x Y4
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and O(t,z,y) € L2((0,T) x R? x 92 such that

div,d =0 in YO,
O-n=¢ on 0¥, (4.106)
div,;© =¢ on 030,

We now apply the compactness results on two-scale convergence with drift from Chapter 2 to
the homogenization of (4.12)-(4.14) to deduce our main result.

Theorem 4.7.2. Under assumption (4.1) which defines a common average value b* for the
bulk and surface velocities, the sequence of bulk and surface concentrations (ue,ve), solutions of
system (4.12)-(4.14), two-scale converge with drift b*, as € — 0, in the following sense
( g 2—drift 0(t,$)

2s—drift

Ve —_— f(UQ)(t,m')

Vue 22N gt ) + Vyun(t 2, y) (4.107)
Voo, 22T f0)Gy) Voot 2) + Vior(t 2, y)

2% f/(u())ul (t7 T, y) — U1 (ta €, y)

\ %(f(ue) _Ue) -

where f is the Langmuir isotherm defined in (4.2), the two-scale limit ug € L?((0,T); H*(R%))
and the corrector terms uy € L2((0,T) x Rd;H#(YO)) and v € L*((0,T) x Rd;H#((?EO)).

Proof. Lemma 4.4.2 furnishes a priori estimates so that, up to a subsequence, all sequences
in (4.107) have two-scale limits with drift, thanks to the Propositions 2.6.6, 2.7.2 and 2.7.3 in
Chapter 2. The first task is to identify those limits. Similar computations were performed in
the proof of Theorem 3.8.2 in Chapter 3 and in [20], so we content ourselves in explaining how
to derive the limit of the most delicate term, that is w. = % (f(u.) — v.), assuming that the
other limits are already characterized. As opposed to the proof of Theorem 3.8.2 in Chapter
3 and the calculations in [20], where only linear terms were involved, we have to identify the
weak two-scale drift limit of f(u.). In view of Corollary 4.6.7 which states the compactness of
U (t,x), and since f(u) < au, it is easily deduced that f(u.) two-scale converges with drift to
[ (uo).

Let us denote by ¢(t,x,y) the two-scale drift limit of w. and let us choose a test function ¢ as

in Lemma 4.7.1, i.e., / ¢(t,z,y)do(y) = 0. By Definition 2.7.1

ox0
T
. b*t x
llnée//wg(t,x)gb( T —> do(z)dt = ///q¢d0 ) dx dt.
E—r
0 99 0 R4 ox0

Replacing w, by the difference between f(u.) and v. we get a different two-scale limit which
will allows us to characterize ¢(t,z,y). In view of (4.106), we first have

E/ir/éf(ug)(ﬁ(tx—ﬂ f) do(z) dt = //dw< ue) (m—%f)) dz dt,

0 09,

- /T/ [f/(ue)Vue 0 (t - % g) + f(ue) (divg) (t - % g)} dz dt,

0 Q.
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which, using again the compactness of Corollary 4.6.7, converges, as € goes to 0, to

///f (uo) V 2o + Vyuy) - 9+f(uo)d1vx9] dy dz dt

RAY

_ /T / / F o) us0 - n do(y) da dt = /T / / F(uo)uré do(y) da dt. (4.108)

0 Rd 90 0 RdHx0

On the other hand, the second term is

ei/évwﬁ(taz—ﬂ f)da )dt = // chv@<m—ﬂ f)da()d

0 09
i b b
:g/ / ve [divs (@ <t,x— —t,f>> — div, (GO) <t P f)] do(z) dt
g g g €
0 90Q¢
i b* b*
= —s/ / [@ (t,:c - —t, E) - Ve 4 div, (GO) <t,x - —t, E) ve] do(x)dt
g € g €
0 90Q:

which converges, as € goes to 0, to

/ / / YV F (o) + V301) + dive (G(1)O) f(uo)] do(y) da dt

0 Rd9x0

T
///mdlv ©do(y)dzdt = 0///vl¢da y) dx dt. (4.109)

0 Rd 9x0 d §x0

Subtracting the two limit terms (4.108) and (4.109), we have shown that

/T//q(bda(y)dxdt:/T//(f/(uo)ul—m)qﬁda(y)dxdt,

0 Rd 90 0 R4 9x0
for all ¢ such that / ¢dy = 0. Thus,
ox0
q(t, z,y) = f'(uo)(t, 2)ur (t, z,y) — vi(t,2,y) +1(t,2)

for some function [(t, ) which does not depend on y. Since, u; and vy are also defined up to the
addition of a function solely dependent on (¢,x), we can get rid of [(¢,2) and we recover indeed
the last line of (4.107). O
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4.8 Proof of the homogenization result

This section tries to characterize the two-scale limits obtained in Theorem 4.7.2. Chapter 3 had
a separate section, Section 3.7, dedicated to the formal derivation of the homogenized equation
using the method of two-scale asymptotic expansions with drift. In the present chapter, we
shall avoid the details on the formal derivation. The calculations are almost similar to the ones
found in Section 3.7. Our mesoscopic equation (4.12)-(4.14) has got a zero order nonlinear term.
As usual in the two-scale asymptotic analysis with drift, consult Section 2.6 and Section 2.7 if
necessary, we start with an assumption that the solutions can be written as an ansatz

ue(t,z) = Zaiui <t,x - @, E) (4.110)

i>0
As u,. enters as an argument of the nonlinear term, the formal idea would be to approximate
the nonlinear term by it’s Taylor expansion.
2

fue) = fluo) + ef(ug)uy + & (qu/(uo) + %f’/(uo)> + O(e) (4.111)

We shall use the proposed ansatz (4.110) for u. (a similar ansatz for the surface concentration
ve) and use (4.111) in place of the nonlinear term and perform the asymptotic analysis as in
Section 3.7. Now we shall state a result that gives the effective behavior of the mesoscopic model
(4.12)-(4.14) in terms of the two-scale limits (4.107).

Theorem 4.8.1. The two-scale drift limit ug of Theorem 4.7.2 satisfies the following nonlinear
effective diffusion equation

ou

VO 41050 £ (u0)] =2 — diva (D (ug)Vaug) = 0 in (0,T) x R?,
(Y2 + [0%° ' (uo)] 5 (D(uo)Vauo) (0,7) (4.112)
[[Y%ug + [0Z°| f (u)] (0,2) = Y |u"(z) + |0Z° v () in RY,
where the dispersion tensor D is given by its entries
ak
D; D(y ite)- itej) dy+ —F—5 i —wil [xj —wjl d
(o) / Vyxi +ei) - (Vyx; +ej) dy + (1 + Bug)? / [Xi — wi] [xj — wj] do(y)
ox0
* (1 —i—ﬁuo / D*(y) (Vywi +ei) - (Vyw; +¢;) do(y)
/D Vyxj e — VyXi- ej) dy
+(1 + ﬁuo)2 / DS(y)(Vij e Ve ej) do(y)
o0
@ S Sy, .
"’/ (b(y) : Vsz‘)Xj dy + 0+ fug)? / (b (y) Vywl>wj do(y)
Yo ox0
(4.113)
with (x,w) = (xi,wi)1<i<d being the solution of the cell problem
(—b* . €; + b(y) . (6,‘ + vai) — diVy(D(ei + vai)) =0 m YO,
—D(y) (ei + Vyxi) - n = & f'(uo) (xi — wi) on 9%,
(4.114)

—b* e +b(y) - (e; + Viw;) — divy(D*(e; + Viwy)) = £ (x; —w;) on 957,

y — (xi(y), wi(y)) Y -periodic.



4.8. PROOF OF THE HOMOGENIZATION RESULT 147
Before proving Theorem 4.8.1 we establish the well-posed character of the homogenized equation
(4.112) and cell problems (4.114).

Lemma 4.8.2. For any given value of ug(t,z) > 0, the cell problem (4.114) admits a unique
solution (x;,w;) € H;%(YO) X H#(@EO), up to the addition of a constant vector (C,C) if and
only if the drift velocity is chosen from (4.1)

The homogenized problem (4.112) admits a unique solution

ug € C([0,T]; LA(RY)) and Vug € L*((0,T) x R%)4,

Proof. The variational formulation of (4.114) is

/<b(y)-Vyxz')cpder/D(ei+Vyxi)-Vy<pdy+f’(uO) / <bs(y)-V§wi>wda(y)

Yo Yo ox0

() [ D+ Vi) Vo) + s (wo) [ (i = )l — ) doty)

o0x0 o0x0
= / (v = b(w)) - eipdy + (o) / (v = v®) - et dor(y). (4.115)
Yo ox0

Given the drift velocity b* is (4.1), the Lax-Milgram lemma can be easily applied.
Upon symmetrization, the dispersion tensor D takes the following form

D™ (u /D Vyxi +ei) - (Vyx; +ej) dy
() [ D) (Tgwi+e) - (Vs +¢) doty) (.116)
00
rf (uo) / (i —wi) (xj — w;) do(y)
ox0

Since f’(up) > 0, (4.116) implies that D(ug) > / D(y)dy and thus the dispersion tensor is
0

Y
uniformly coercive. On the other hand, since f’(ug) < a, D(up) is uniformly bounded from
above. Then, it is a standard process to prove existence and uniqueness of (4.112) (see [110] if
necessary). O

Proof of Theorem 4.8.1. The proof is to show that ug (¢, x) is the solution of the homogenized

equation (4.112). For that goal, we shall pass to the limit in the coupled variational formulation
of (4.12)-(4.14),

1
/ / {aua gba-Vugqﬁg—l-DgVug-Vqﬁg} da dt (4.117)

0 Q.

. / / [avweJr ZbE - V0. + DEVA, - v¢€] o(x)dt

0 09

-t /T / (f(ue) = v2) (6 — 2) do(a)dt =0,

0 99
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with the test functions

b*t b*t
¢€:¢<t,x_ >+6¢1 (t,:ﬂ— ’§>’
IS g €

b*t b*t
T/Ja:¢<t7x——>+€¢1 <t7x__7£>
IS g €

Here ¢(t,x), ¢1(t,x,y) and ¥ (t,z,y) are smooth compactly supported functions which vanish
at t = T. Let us consider the convective terms in (3.40) and perform integrations by parts:

> ¢e dx dt + e/ / ((%5 + %bg . st€> e do(x) dt
0 Qe

O/T/ 22 (102 aran L //ueb* 9.0 (1020 asa

0 Q.

T
b*t x
+ ub* - Vo <t r—— —) dx dt — "(x)p(0,x) dz + O(e)
O/fZ /

T

g
—é/T/uebe-quS <t,x—%> d:cdt+/T/b€ Ve (m-%%) da dt
0 Q. 0 Qc
i 8¢ b*t
_g//vga<tx——> do(x dt—l—//vgb xqﬁ(tw——)da()d
0 90 0 99
+s//v€b vm¢1< x—@ f) do(x )dt—s/ "(2)¢(0, ) do(z) + O(e)
0 00 0Qe
b*t x
vebl - Vo <t :U——> do(x)dt +¢ bs - Vi (t T — —> do(x)dt.
/) /]

We cannot directly pass to the two-scale limit since there are terms which apparently are of
order e~!. We thus regroup them and, recalling definition (4.74) of the transported function ¢
and using the two auxiliary problems (4.80) and (4.81), we deduce

n T
b i o
O//Ug Vﬂ?dwdt—i—//vs (b* = b2) - Vaddo(z)dt

Qe 0 09,

a T a T
= : :vrv 2 e —y ml
520/Q/UEA§81¢dl"dt+5 Z//v AZSD,, ¢ do(x) dt

i=1 . i=1 0 00,
a T a T
- —EZ//vgf-v@eaxi&) dmdt—aQZ/ / vag.v@eaﬁé) do(z) dt,
=10 q. =10 a0,
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for which we can pass to the two-scale limit. The above simplification of the singular terms
already appeared in the proof of the localization result, Lemma 4.6.1, in Section 4.6 where the
auxiliary problems (4.80) and (4.81) were introduced.

In a first step towards obtaining the homogenized result, we choose ¢ = 0 and we pass to the
two-scale limit with drift in (4.117). It yields

/T//uo(t’x)b*'Vm¢1(f,ﬂf,y)dyd:cdt

0 RdYO

/ [ [ 40) - (Vaualtsn) + 9t .9)) 61 (0, dyd

0 R4 YO

T
+ / / / D(y) (Vauo(t,z) + Vyui(t,z,y)) - Vyoi(t, z,y) dy de dt

0 R4 YO
T
+///f(uo)b*-Vgcwl(t,x,y)da(y)dxdt

0 Rd %0
T
—|—// / b*(y "(ug) GV pug(t, z) + VZvl(t,x,y)) P1(t,x,y)do(y) dz dt
0 R4 %0
T
+// / ug) GV pug(t, z) + Viui(t, z,y)) - Vi (t, z,y) do(y) da dt
0 R4 %0

r / / / (F/(wo)ur — v1) (61 — 1) do(y) dadt =0,
0 R4 90

which is nothing but the variational formulation of

—b* - Vyug + b (Vyug + Vyur) — divy(D(Viug + Vyur)) =0 in YO,

—D (Vyug+ Vyur) - n auy — (1 + Bug)vy) on 9%°,

K
- (1 + ,B’LLO)Q (
—b* - aVaug + b°(y) - (aVguo + (1 + ﬁu0)2VZu1) (4.118)

—divy (D*(aVzup + (1 + ﬁuo)QV‘;vl)) = (aug — (1+ Bug)?v1) on %0,

y = (ui(y), v1(y)) Y -periodic,
which implies that

d
() = sz 00,1, 2) and o1 = ['(u0) i) 20 (1,

i=1

where (xi,wi)1<i<q is the solution of the cell problem (4.114).
In a second step, we choose ¢1 = 0, /3 = 0 and we pass to the two-scale limit with drift in

(4.117). It yields
ou 8u 0
0 0 vuo
Y |/ ¢ dx dt + § //DU 92, dz dt

i,5=1 Rd YO
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d d
Ix;j(y) Oug 9¢
_|Y0|/ #(0, dm+// Z Zpll(y) j gt
fd yo =1 1=1 oy Oxj Ox;
' i) 22 -y / s Oug 09
R Rd g50 LI=1I1=1 3 i
oy Oug O°w;(y) ¢
_\320\/ (0, ) dx—i—// Z Zf/(uo) (y)a 0 aj 3 do(y) da di
Rd gx0 Li=1I=1 Lj 2 X

0&(y) Ox;(y 8u0 ¢
Z Z oy, Oy (9:6] ox; dy dx dt

Rd YO i,=11=1
3 3 Pl LT 000 06 gy,
S S Oy, Oxj Ox;

which is precisely the variational formulation of the homogenized problem (4.112) where the
elements of D are given by

U—/DeZ ejdy—{—/DVyX] e; dy + f'(uo) /Del ejdo(y) + f'(uo) /stsw] e;do(y)
o0 o0

/Vy&- uXG dy + f'(uo) /v Ei - Vyw; do(y) (4.119)
030

It remains to prove that formula (4.119) is equivalent to that announced in (4.113). Note that we
haven’t symmetrized the expression for the dispersion tensor. In Section 3.7 we did symmetrize
the homogenized matrix as the dispersion matrix (3.29) was a constant matrix. Our upscaling
method could recognize the role played only by the symmetric part of the dispersion matrix. In
the current case, however, the dispersion matrix depends on the homogenized solution uy and
the observation (2.51) we made in Chapter 2 is no longer valid. So, the non-symmetric nature of
the dispersion matrix in (4.113). In (4.119) we recognize the solutions to the auxiliary problems
(4.80) and (4.81) that we used to take care of the singular terms in the variational formulation
(4.117). So the two auxiliary problems (4.80) and (4.81) have to be used for transforming (4.119)
into (4.113). Let us test (4.80) for & by the cell solution x; followed by testing (4.81) for =; by
J'(up)wj. Adding the thus obtained expressions leads to

/ V6V dy -+ (o) / V3, Vi, do(y) = / (b7 — b)) x; dy + f'(uo) / (bF — ) w; do(y)

o0 Yo ox0
(4.120)

Next, in the variational formulation (4.115) for (x;,w;), we shall replace the test functions by
(xj,w;) leading to

[ 0= b)) o+ 5w) [ 0= y(0) doty)

Yo 530

/D Vyxi - VyX; dy + f'(uo) /DS sz, Ve yWi do(y /DVyX] e; dy
YO 530
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+f(uo) / D*Viw; - e;do(y) + k. f'(uo) / (Xi —wi) (xj —wj) do(y). (4.121)
ox0 ox0

Finally, using (4.120) and (4.121) in (4.119) shows that both formulas (4.119) and (4.113) for the
dispersion tensor D are equivalent. Therefore, we have indeed obtained the variational formula-
tion of the homogenized problem (4.112) which, by Lemma 4.8.2, admits a uniqueness solution.
As a consequence of uniqueness, the entire sequence converges, not merely a subsequence. [J

4.9 Strong convergence

Theorem 4.7.2 gives a weak type convergence result for the sequences u. and v, in the sense of
two-scale convergence with drift. Thanks to the strong compactness of Corollary 4.6.7 it was
immediately improved as a strong convergence result for u, in the L?-norm.

b*
ue(t, ) — ug <t,x - —t>

=0.

lim
=0 L2((0,T)x2.)

e

In the present section, we recover this result and additionally prove the strong convergence of
ve and of their gradients, up to the addition of some corrector terms. The main idea is to show
that the energy associated with (4.12)-(4.14) converges to that of the homogenized equation
(4.112). This is shown to work under a specific constraint on the initial data (u™,v") which
must be well prepared (see below). Then, our argument relies on the notion of strong two-scale
convergence which is recalled in Proposition 2.6.7 of Chapter 2. Theorem 4.9.1 is the main result
of the section. Following ideas of [20], [17], its proof relies on the lower semicontinuity property
of the norms with respect to the (weak) two-scale convergence. The additional difficulty is the
nonlinear terms which arise in the energy equality (4.36). Lemma 4.9.3 is a technical result of
strong two-scale convergence adapted to our nonlinear setting.
Let us explain the assumption on the well prepared character of the initial data and its origin.
We denote by u(x) the initial data of the homogenized problem (4.112), which is defined on R?
by

VO +10%° £ (ud) = [YO u™ + |0%°]v™. (4.122)
Since f is non negative and increasing, (4.122) uniquely defines u{) as a nonlinear function of
(u™,v™). Tt will turn out that, passing to the limit in the energy equality, and thus deducing
strong convergence, requires another constraint for u8 which is

YOIP() + 5100 W) = VO F@™) + 3|05 (™), (4123)

where F' is the primitive of f. In general, (4.122) and (4.123) are not compatible, except if the
initial data (u'™,v™) satisfies a compatibility condition which, for the moment, we admittedly
write as a nonlinear relationship

H(u™, v'™) = 0. (4.124)

Typically, if ™ is known, (4.124) prescribes a given value for v"". Lemma 4.9.4 will investigate
the existence and uniqueness of a solution v in terms of given u*. In the linear case, namely
f(u) = au, (4.124) reduces to the explicit relationship v = au™ which was indeed the object
of Theorem 3.10.1 of Section 3.10 in Chapter 3.
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Theorem 4.9.1. Let the initial data (u™,v"™) satisfy the nonlinear equation (4.124). Then the
sequences uc(t,z) and vs(t,z) strongly two-scale converge with drift in the sense that

lin(l) ue(t, ) — ug (t,x — b—t> =0,
e— 19 2
Z*((O’T)XQE) (4.125)
lim /2 ||ve(t, ) — f(ug) (t,x - —t) = 0.
&0 € JllL2(0,1)x090)
Similarly, the gradients of uc(t,z) and ve(t,z) strongly two-scale converge with drift in the sense
that
) b* b* x
lim |Vu(t,z) —Vug | t,x — —t ) = Vyui | t,x — —t, — =0, (4.126)
=0 € € &/l 0,1)x)
with uy (t,z,y) = x(y) - Vyuo(t,z), and
; S T s b* =«
lim e || V2 (t, ) — G<—)Vf(uo) =V |t o — —t,— = 0. (4.127)
e—0 € € &/ 1MlL2(0,1)x0%.)

with v (t,z,y) = w(y) - Vi f(uo)(t,x).

Remark 4.9.2. If the well prepared assumption (4.124) is not satisfied we believe that strong
convergence, in the sense of Theorem 4.9.1, still holds true. This was indeed proved for the linear
case in [20], [17] (details of which can be found in Theorem 3.10.1 of Section 3.10 in Chapter
3). The mechanism is that, after a time ty as small as we wish, diffusion relaxes any initial
data to an almost well prepared solution (ug(-,tg),v:(-,to)) which can serve as a well prepared
iitial data starting at time to. There are technical difficulties for proving such a result in the
nonlinear case which we are unable to overcome.

To prove Theorem 4.9.1 we need the notion of strong two-scale convergence which was originally
introduced in Theorem 1.8 in [5]. It was further extended to the case of sequences on periodic
surfaces in [14] and to the case of two-scale convergence with drift in [7] (Proposition 2.6.7).
Of course, we can blend these two ingredients and extend the notion of strong convergence to
sequences defined on periodic surfaces. This was done in 2.7.4.

We now prove a technical result which amounts to say that the L?-norm can be replaced by a
convex functional in the criterion of strong two-scale convergence (2.61) of Proposition 2.6.7.

Lemma 4.9.3. Let A: R — R be a strongly convex function in the sense that there exists a
constant a > 0 such that, for any u,v € R and any 0 € [0, 1], it satisfies

ABu+ (1 -0)) < 0A®) + (1 - 60)A(v) — 39(1 —0) lu— .

Let {U.(t,x)} be a sequence that two-scale converges with drift to Uy(t,z,y). If

ig%HA(UE)(tax)HLl((O,T)XQE) = [l A(Uo) (2, Y)l 1((0,1) xR x v 0) (4.128)
then
. b*
lim [|Us(t,x) = Uy | t,x — —t, — =0. (4.129)
e—0 e €

L2((0,T) %)

Proof. Since A is convex and proper (finite), it is continuous and thus, up to an additive constant
which plays no role, non negative. The strong convexity of A yields

*t x

A <9U€(t,x) (-0, (t,x - b? g)) < OAUL)(t, @)
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+(1 - 0)A(T0) <t,m _ot f) 200 0)|U.(t,2) ~ U (t,x ot f)

Taking 6 = 1 and integrating over Q. x (0,7, we get

O/T/ ( tx)+U02( )

Qe

(¢, z) U0< x—@ f)
g%/T/A(UE)( //A Uo) (t m—ﬂ g) (4.130)
0 Q¢

Because of the lower semi-continuity property of convex functions with respect to the weak
two-scale convergence with drift, we have

///AUOtazy // < tm+U02( %%))

0 Rd YO

Upon passing to the limit, as ¢ — 0, the right hand side of (4.130) is exactly equal to the left
hand side of the above inequality because of our hypothesis (4.128) on A(U.), which yields the
desired result (4.129). O

The criterion (4.128) is that in the context of convex functional to (2.61) in the L? setting
(Proposition 2.6.7). This adoption to convex functional is called for as we encounter nonlinear
terms in the energy estimate (4.36) of (4.12)-(4.14). We now are ready to prove the main result
of this section.

Proof of Theorem 4.9.1. Following an idea from [17], [20], we prove that the energy associated
with (4.12)-(4.14) converges to the that of the homogenized equation (4.112) under assumption
(4.124). Integrating the energy equality (4.36) over (0,¢) yields

/F(ue)()dx+ /|v€ ()| do(z) //f u:) DV, - Vu, dx ds

Qe Qe

—i—e’;‘//DSVSUE Vo, do(x ds—l—ms// (we)? do(x ds—/F Y dr + = /W"\Qd(f

0 9. 0 0. 895

with w, = (f(u.) — v.)/e. Since two-scale convergence with drift holds only in a time-space
product interval, we integrate again the above expression over (0,7) to get

T t
// (ue)(t) dx dt + = //|vE (t)]? do () dt+/// (ue)DeVug - Vue dx ds dt
0 0

0 Q. 0 09, Qe

T t T t
+e // / DV, - Vv do(z) ds dt + ke // / (we)? do(x)ds dt
0 0 e 0 0

o0 0

:T/F(ui”)dm—i— 76 / "2 do(z). (4.131)

Qe 02
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We pass to the two-scale limit in all terms of the left hand side of (4.131) by using the lower
semi-continuity property of norms and of the convex function F'. The only delicate term is the
third one, involving the nonlinear term f’(u.), where we use again the compactness of Corollary
4.6.7. Passing to the limit yields the following inequality

|Y0|/T/F(u0)d:ndt+%|620|/T/(f(u0))2dxdt

0 Rd 0 Rd

- /T / | [ 16 =) Vattuo)s.0) doty) dods
0 0

R4 9%0

T t
4 / / £ (u0) D) [Vauo(s, ) + Vy (x(y) - Vatio(s, 2)) > dy der ds dt.
0 0 d yO

=

T t
[ [ [ [ D wIcw as)se) + ;) Vot [ doty) dedsds
0 0

‘ T ‘
< T|Y0|/F(um)dx+ §|620|/|vm|2daz.
R4 Rd

Recognizing formula (4.116) for D% leads to

T T T t
1
|YO|//F(u0)da:dt+§|620|//(f(uo))dedt+///Dsym(uo)vxuo-Vm(f(uo))d:cdsdt
0 Rd 0 R4 0 0 R4
0 n T 0 n|2
<T|Y \/F(u )dx—l—Elaz \/!v |“ du. (4.132)
R4 R4

As we are dealing with the energy estimates, the non symmetric part of D doesn’t play any role
in the left hand side of the inequality (4.132). So we can replace D*¥" in the third term of the
left hand side of (4.132). This leads to

T T T t
|Y0|//F(u0)dxdt+%|820|//(f(u0))2dxdt+///D(uo)vxuo-Vm(f(uo))d:cdsdt
0 R4 0 R4 0 0 Rd
gT|Y0|/F(ui")dx+%|620|/|vm|2dx. (4.133)
R4 R4

We now compare inequality (4.133) with the (time integral of the) energy equality for the
homogenized equation (4.112) with f(ug) as a test function

YO/T/F(uo)dxdt—i-;ailo/T/(f(uo))dedt—i-O/TO/t/D(uO)quo-Vx(f(uo))dmdsdt

0 Rd 0 Rd R4

=T|Y"| /F(ug)(:n) dx + §|620| /(f(u8))2(:c) dz. (4.134)

R4 R4
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The right hand side in (4.133) and (4.134) are equal precisely when (4.123) holds true. Together
with the definition (4.122) of the initial condition of the homogenized problem (4.112), it is
equivalent to our assumption (4.124). In such a case, the inequality (4.133) is actually an
equality, meaning that the lower semi continuous convergences leading to (4.133) were exact
convergences. Then, applying Lemma 4.9.3 for the convex functionals and Proposition 2.7.4 for
the sequences on periodic surfaces gives the result (4.125). ]

Next, we prove a result giving the solvability of the nonlinear relation (4.124).

Lemma 4.9.4. For any given u'™ > 0 there always exists a unique solution v'™™ > 0 of the

nonlinear equation (4.124), H(u init m“) =0.

Proof. Define n = |0%°]/|Y?|. Since 0 < f(u) < au, the function u — u + nf(u) is monotone
and invertible on R*. Therefore, (4.122) uniquely defines the homogenized initial data as

u) = (I +nf)"" (um + nvi”) . (4.135)

To satisfy the additional relation (4.123) is equivalent to solve the nonlinear equation (4.124)
where H is defined by

MO o) = P + 0w = (P Jar?) () (1136)

where u8 is defined by (4.135). For a given u™ > 0, let us differentiate H with respect to v

avm?l(um, vi”) = '™ — (f(ug) + nf(ug)f/(ug))ﬁvmug. (4.137)

Differentiating (4.122) with respect to v leads to

(1+ nf"(ug))Dyinug =, (4.138)

implying that dmuf > 0. Using (4.138) in (4.137) simplifies the derivative of H with respect to
V'™ as
Dyin H(u'™, 0™) = nu™ — nf(ul). (4.139)
Since f > 0, we have '
Dyin H(u'™,0) = —nf(u)) < 0.
Also since f < /3, we have
hm 8vzn7'[( ) = +00.

vin =400
Let us differentiate (4.139) with respect to v
02 M (U™, v™) = 1 = 0 f' (ug)Dyinuf. (4.140)
Using (4.138) in (4.140) leads to
(93¢n7-[(um, v™) = Dyinuh > 0.

Thus, for a fixed u™, v — 9,m H(u"™,v'™) is continuous monotone increasing function so there
exists a unique v" such that OinH(u™,vi") = 0. By (4.139) we have v" = f(u)) and from
(4.122) we deduce u™ = u. Plugging these values in (4.135) implies that H(u in, m) = 0. Since
the function v — H(u™,v™) is decreasing from 0 to v and then 1ncreasmg, vi" is the only

possible root for H. O
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4.10 Numerical study

This section is devoted to the numerical computations of the cell problem and the effective
dispersion, given in Theorem 4.8.1. All our numerical tests are done in two dimensions. The
unit periodicity cell is the unit square |0,1[x]0, 1] and the solid obstacle is a disk of radius 0.2
centered at (0.5,0.5). The periodic porous medium that we have considered is again ]0, 1[x]0, 1|
with periodically arranged circular disks of radius 0.05 with period € = 0.25. The periodic
porous medium is just the unit periodicity cell scaled by 0.25 and repeated in |0, 1[x]0, 1[ with
period 0.25. FreeFem++ package [141] is used to perform all the numerical simulations. We
have used Lagrange P1 finite elements with 21416 vertices (degrees of freedom). We have taken
the reaction parameters «, [ to be unity.

In all our computations, we have taken a zero drift velocity

b* = 0. (4.141)

This is actually a necessary condition for the present geometrical setting of isolated solid obsta-
cles. Indeed, recall our assumption (4.1) on the velocity fields b, b*:

X 1 S 1 S
b* = Wy[b(y)dy— o] /b (y) do(y).

o%0

Since the surface velocity field b° is divergence free, an integration by parts shows that

/ er - b(y)do(y) = — / ypdiv®b®(y) do(y) = 0.

)3 )3

(It is only in the case of a connected solid part, which can happen only in dimension d > 3, that
one can have b* # 0.) For simplicity we have taken b* = 0 on 9%°. We have computed the mean
zero velocity field b in YO by taking b = curl o) = (—0,,1, 0z, %), with

—div(M(y)Vy) =1 in YO,
=0 on 9%°, (4.142)
P Y — periodic.

where M is a 2 x 2 matrix. We can choose the velocity field b to be either symmetric or non-
symmetric. For example, taking M to be an identity matrix we obtain a symmetric matrix. On

the other hand, taking M to be a variable diagonal matrix with the following diagonal elements
we obtain a non-symmetric velocity field.

Moo {001+ 055y iy < 05
70026 + (y1 — 0.5)  otherwise

Mg = cos(y1)

Thus obtained velocity fields are shown in Figure 4.1.
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55
m2.11675

Figure 4.1: Left: Symmetric velocity field in the unit cell, Right: Non-symmetric velocity field
in the unit cell.

The expression for the dispersion matrix given in (4.113) implies that the dispersion tensor
depends on the homogenized solution. In a first experiment, we study the behaviour of D11 and
Doy with respect to the magnitude of ug when the velocity field b is symmetric. Figure 4.2 shows
the results obtained

2.2 T T T

"Horizontal di'sp. syr'nmetrié vi o
Vertical disp. symmetric vf o

18 1

16 f k

Dispersion

14 F

12 f

LY LI cenae

0.8 N N N L feescsepeeswssmacsa
0 1 2 3 4 5 6 7 8 9 10
Magnitude homogenized solution

Figure 4.2: Dispersion w.r.t the magnitude of ug.

In our second experiment, we take the velocity field b to be non-symmetric and study the
behaviour of Dy; and Dyy with respect to the magnitude of ug. Figure 4.3 shows the results
obtained.
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2.2

Horizontal dis'p. asyr'nmetriE: vf
Vertical disp. asymmetric vf =

Dispersion
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Figure 4.3: Dispersion w.r.t the magnitude of wuy.

As seen in Figures 4.2 and 4.3, in the limit ug — oo, both horizontal and vertical dispersions
attain a limit. In this limit, the cell problem (4.114) gets decoupled. The equation for y; is
given by

—b* - e; + b(y) . (6@ + vai) - divy(D(ei + vai)) =0 in YO,
—D(e; +Vyxi) - n=0 on 9%°, (4.143)

y — xi(y) Y-periodic.

The cell solution y; from (4.143) acts as a source term for the cell solution on the surface
governed by the following equation.

=b" - e; + b°(y) - (i + Vyw;) — divy (D*(e; + Vyw;)) + kw; = Kx; on ox°

In our case, we have taken the velocity field ° to be zero and also the drift b* is zero. Thus, the
above equation for w; is a simple elliptic equation.

In Figure 4.4 we plot the horizontal dispersion with respect to D?.
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Figure 4.4: Horizontal Dispersion w.r.t surface molecular diffusion.

Clearly the dispersion increases with D®. However, as shown by Figure 4.4, the dispersion
reaches a limit as D? goes to infinity. This can be explained formally by the fact that, in such
a case, the cell solution satisfies in the limit that (w; + ;) is constant on the pore surface 9%°.
In this limit, the bulk correctors y; satisfy the following limit problem

b(y) - Vyxi — divy (D(Vyxi +€;)) = (b* = b) - e; in Y9,

—D(Vyxi +e;)-n+bf =
(Vi + i) (4.144)

Qak B
(1 + Bug)? <Xi +y; — 02071 /E)ZO(Xz‘ + yi)da(y)> on 920,
y— xi(y) Y -periodic.

In Figure 4.5 we plot the horizontal dispersion with respect to k.
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Figure 4.5: Horizontal Dispersion w.r.t reaction rate.

In the limit kK — oo, we get an asymptote for the dispersion, corresponding to a limit cell problem
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where x; = w;. In this limit, the corresponding system satisfied by the bulk correctors y; is
b(y) - Vyxi — divy(D(Vyxi +€;)) = (b* —=b) -e;  in Y7,

~D(Vyxi+e) n+ 0 —b%) e =
b5(y) - V§Xi - divg(DS(Vgxl' +e€;)) on 9X9
y = Xi(y) Y -periodic.

(4.145)

Unlike (4.144), the limit cell problem corresponding to the infinite reaction limit is no longer
dependent on the homogenized solution uy.

In the final experiment, we wish to compare the homogenized solution ug(t,z) and the recon-

structed solution (¢, x) in the periodic porous medium of period ¢ = 0.25 where the recon-
structed solution . (¢, x) is given by

Ge(t, ) = ug(t, ) + 6(X1(3:/6)(9x1u0(t, ) + X2 (/) D uo (¢, x)) (4.146)

The solutions to the cell problem (x1,x2) are computed in the unit cell. Figure 4.6 depicts the

cell solutions y; and yo. Then, they are copied to each cell in the periodic domain where the
cells are of size (0.25)2.

fonction cellule-1 fonction cellule-2

120729
134928

Figure 4.6: Left: Cell solution y; in the unit cell, Right: Cell solution y2 in the unit cell.

The next task is to compute the homogenized solution to the effective equation (4.112). We
have taken the initial data, (u*,v"), such that the initial data to the homogenized equation

has a compact support in the periodic domain. The well-prepared initial data that we have
considered are

u'™ = 10% * max (0.0, 2y — 0.2) * (— min(0.0, 21 — 0.8)) * max(0.0, x5 — 0.2) * (— min(0.0, x5 — 0.8))
and v = aqu™.

We employ Rothe’s method where we discretize the time derivative in the effective diffusion
equation followed by Newton’s method to solve the resulting elliptic equation. Since we are
working with bounded domain, we need to provide boundary conditions on the exterior boundary
of ]0,1[x]0, 1[. As working with Dirichlet boundary data may lead to boundary layers, we have
taken periodic boundary conditions. Once we have computed the homogenized solution, we can

calculate the reconstructed solution using (4.146). Figures 4.7, 4.8, 4.9 refer to the evolution of

the exact solution, homogenized solution and reconstructed solution respectively in the periodic
porous domain.
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Figure 4.7: Exact Solutions: Left, Time instant 0.001; Middle, Time instant 0.005; Right, Time
instant 0.01.
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Figure 4.8: Homogenized Solutions: Left, Time instant 0.001; Middle, Time instant 0.005; Right,
Time instant 0.01.
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Figure 4.9: Reconstructed Solutions: Left, Time instant 0.001; Middle, Time instant 0.005;
Right, Time instant 0.01.

We remark that there isn’t a very good agreement between the exact solution (Figure 4.7) and
with the reconstructed solution (4.9). We believe it is due to the fact that we have taken the
periodicity to be 0.25 which might be too big to appreciate the homogenization results.
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4.11 Comments

The comments on the locally periodic coefficients in Section 3.14 of Chapter 3 do hold true for
the nonlinear model considered in this chapter.

Constraints on the velocity fields

The presence of the nonlinear term in (4.12)-(4.14) forced us to impose a constraint that the
bulk and surface drifts are the same i.e.,

|y—10| / b(y) dy = @ / b (y) do(y) = b". (4.147)
Yo o%0

We are unable to upscale, even formally, the microscopic equations (4.12)-(4.14) unless the
constraint (4.147) holds true. The main reason for imposing this equal drift constraint is the
inability of the method of two-scale convergence with drift to handle non constant drifts. We
remarked in Section 4.10 that, in two dimensions, the constraint (4.147) translates as b* = 0.
Only for d > 3 we can have a non zero drift under the assumption (4.147). This difficulty in
handling, at least purely periodic velocity fields, in presence of nonlinear isotherms emphasize
the need for generalizing the method of two-scale convergence with drift to non constant drift
scenarios.

Let us consider the following two-scale asymptotic expansions with drift.
; b*t
ue(t,x) = Z e'u; <t, r——, f) (4.148)
i>0
The above ansatz (4.148) can be rewritten in the following manner
w(tz) =Y ey (t, X (-7, ), f) (4.149)
i>0 c

where X (7,z) with 7 = et is the solution of

X
dr (4.150)
X(0) ==z.

In [87], the following singularly perturbed convection equation is studied.

Ou,

ot
There are no fast oscillating coefficients in (4.151) i.e., a = a(t,x) and b = b(t, z). It is shown in
[87] that u. admits the following asymptotic expansion.

1
+a-Vu, + gb- Vu, = 0. (4.151)

ue(t,x) = Z el (t, T, x) (4.152)

i>0
where u;(t, 7, z) are 27 periodic in 7 = e~ 't. The authors of [87] consider

ax _ b(t, X)
dr (4.153)

X(0) = =.



4.11. COMMENTS 163

An assumption is made on the velocity b such that 7 — X(7;¢,x) is 27 periodic in 7. Denote
the Jacobian matrix of © — X (7;t,2) by VX(7;t,2). It is proved in [87] that the first term of
(4.152) is given by

uo(t, 7, z) = vo(t, X (—7;t,x)) (4.154)
where vy satisfies
vy o P d
o T Vg =0 in (0,7) x R% (4.155)
and ug satisfies
% +a’ Vug =0 in (0,T) x R% (4.156)

with a® and @° given by the following expressions

2

a(t,z) = QL/VX(T;t,x)la(t,X(T;t,Cﬂ))dT, (4.157)
0
0
1 2m

-0 _

a (t,x) = 5 /a(t,T,:U) dr, (4.158)
0
with

alt,7,2) = VX(r;t, )" <a(t,X(T; t,x)) — %—f(T; t,x)). (4.159)

Remark the similarities between (4.149) and (4.154). Once again, it should be noted that the
problem studied in [87] has no fast oscillating coefficients in (4.151). We hope that a careful
adaptation of some of the results from [87] can result in a generalization of the method of two-
scale asymptotic with drift by replacing the constant drift b* in (4.150) by a variable. Of course,
the approach of [87] makes certain assumptions on the velocity field b (please refer to [87] for
details) in order to guarantee 27 periodic solutions for (4.153). Asymptotic expansions similar
to the ones used in [87] had appeared earlier in [123] in the context of Euler equations with
rapidly varying initial data.

Conclusions

This Chapter considered the upscaling of reactive flow equations with Langmuir isotherm in
periodic porous media. The lack of technical tools in the theory of homogenization has restricted
the analysis as can be gathered by the equal drifts assumption (4.147). In Section 3.12 of
Chapter 3, we considered compressible flows. We had used Factorization principle to homogenize
the model. The presence of the nonlinear term in the present chapter has restricted us from
relaxing the incompressibility condition on the velocity fields as is not clear as to the approach
of the principle of Factorization adapted to the nonlinear setting. So, there is a lot of room
for improvement with regard to the homogenization of the current nonlinear adsorption model.
Even though we have demonstrated the calculations for the Langmuir isotherm, the result of
homogenization holds to in case of Freundlich isotherm too. However, the technical details get
more involved in the latter case. In the previous and the current chapters, we studied single
component flows. The next Chapter aims at generalizing the results to the multicomponent
flows.
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Chapter 5

Multicomponent flows

5.1 Introduction

Chapters 3 and 4 were dedicated to the study of reactive transport of a single dissolved solute in a
fluid filling the porous medium, the type of reaction considered being the adsorption/desorption
type. In Section 3.12 of Chapter 3, we even remarked that the presence of a compressible
fluid is equivalent to the study of convection diffusion reaction equation in the fluid bulk. This
Chapter tries to generalize the results obtained previously to the transport of multiple solutes
in porous media. In presence of multiple components, one approach would be to consider
transport equations for each of the scalar quantities with no coupling terms. The approach
of decoupled system is simple. In the present work, we study a system of convection-diffusion
equations coupled through a zero order term. As in all homogenization problems, we scale the
adimensionalized system. The scaling considered is parabolic i.e., (,y) — (¢2t,e 'x). Homog-
enization of parabolically scaled scalar parabolic equation with a zero order term was studied
in [76] where they showed the induction of a large drift in the concentration profiles of the ho-
mogenized solution. In [25] the results of [76] are adopted in the case of transport phenomena
in porous media. In [25], reactions are considered both in the bulk (zero order term) and on the
surface of the porous skeleton (non-homogeneous Neumann boundary condition). This Chapter
generalizes the results in [76] to a multicomponent flow in porous media. The reaction among
multiple solutes can be modelled mathematically via a coupling matrix (linear model). In [98], a
coupled system of convection-diffusion-reaction systems are considered. The problem addressed
in [98] is in a porous medium with semi-permeable porous skeleton using the double-porosity
model [29]. The system they study, however, is under different scaling (Diffusion dominated
regime) which avoids the phenomena of drift in the concentration profiles.

The motivation for the choice of scaling to be parabolic is to study the long term behaviour of
the system. It is to be noted that there are other scaling techniques available. One such among
them is the hyperbolic scaling where the space variable is scaled as in the parabolic scaling
whereas the time variable is scaled as 7 — e~ 't. In other words, for shorter times. In [139] and
[128] hyperbolic scaling is considered in connection to the study of motor proteins.

Starting with a Cauchy problem for a coupled convection-diffusion-reaction system of which uZ,
are solutions, we show in Proposition 5.4.1 that they admit a representation, for 1 < a < N,

« d

u, (t,7) ~ exp (—)\t/€2)90a<§) <U<t’x - %t) + ‘EZ 08; (t,x a bg;kt)wi’a (g))

i=1

where (A, ¢4 ) is the first eigenpair associated with an eigen cell problem. The drift velocity b* is

165
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given in term of the microscopic velocity fields, diffusion matrices and the eigenfunctions of the
same eigen cell problem and its adjoint. v is the solution of the following scalar homogenized

diffusion equation.
ov

p*a — div(DVv) = 0.
Making the change of functions: ¥(t,z) = exp (—At/e?)v(t,z — %t), we remark that ¢ indeed
satisfies the following scalar convection-diffusion-reaction equation.
p*% + p*% -V — div(DVd) + p*eiz@ =0.
Proposition 5.4.1 has close resemblance with the results obtained in [139], [128]. Their approach
is to use the classical exponential transformation uf, = exp(—R,/¢) and to study an averaged
Hamilton-Jacobi equation satisfied by the common limit R of R, in the Crandall-Lions viscosity

sense. The result of the non-stationary problem studied in [128] is that

WE(t,x) ~ %(g)a(m —b*t)

where a Dirac mass appears instead of our homogenized solution v. The drift velocity b* =
VH(0) with H being the effective Hamiltonian. The absence of the exponential term in their
results is because 0 happens to be the first eigenvalue of the associated cell eigen problem.
Proposition 5.4.1 uses a formal approach to upscale the system. We use two-scale asymptotic
expansions with drift where we assume that uf, has an the asymptotic expansion in £ where
we insert the large drift b* /e only in the macroscopic variable of the coefficients. This formal
method of two-scale asymptotics with drift has been recalled in Section 2.6 of Chapter 2. Also,
we multiply the asymptotic expression with exp (—At/e?) to get rid of any exponential growth.
This method of Factorization is detailed in Section 2.8 of Chapter 2. This formal method of
obtaining the homogenized equation will be made rigorous in Sections 5.5 and 5.6 where we
derive compactness of the solution sequences (uf,)i<q<n in the moving coordinates x + b?*t.
Then, using the compactness results of Chapter 2, we can pass to the limit in the variational
formulation of the original problem to arrive at the homogenization result. This concept of drift
has been used in the asymptotic analysis literature for some time now. In case of a stationary
elliptic eigenvalue problem, the concept of drift was used in [51], [53] via #-exponential eigenvalue
problems. This approach via f-exponential eigenvalue problems has also been applied in the
context of multigroup neutronic diffusion models of evolution type in [52]. The drift in the non
stationary parabolic equations was used in [76].

In Section 5.7, we consider a multicomponent flow model where the zero order coupling term
appears as a Neumann condition on the pore boundaries. The homogenization result concerning
this boundary reaction model is given in Section 5.8. Adsorption isotherm that we studied
in Chapter 3 is also incorporated into a multicomponent flow model in Section 5.9 where each
component is allowed to adsorb/desorb on to the porous skeleton followed by a diffusive reaction
among the adsorbed quantities on the boundary.

5.2 Mathematical model

Let us consider N components dissolved in a fluid filling a porous medium. Denote by u,, the
concentration of the ath component. Consider a system of weakly coupled linear convection
diffusion reaction equations. The weak coupling is in the sense that the coupling is via zero
order terms.
N
U, . .
Pag + by, - Vug, — div(DoVu,) + ZHQBUB =0in (0,¢) xQy foreach 1 <a <N, (5.1)
-
B=1
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where p,, is the porosity, b, is the fluid velocity, D, for each 1 < o < N are the diffusion matrices
associated with the solutes and the coupling matrix II models the possible bulk reactions. In
reality there is only one velocity field, b, = b present in (5.1) as part of a convection term. As
our analysis works for NV velocity fields, one for each of the components, we have considered N
velocity fields (bq)1<a<n. To complete (5.1), we have to supplement it with initial and boundary
data. The boundary data we consider is of Neumann type, i.e., zero flux condition on the surface
of the pores.

DyVuy-n=0 on (0,¢) x 0925 for each 1 < a < N. (5.2)

We assume that the coefficients in (5.1) are all Y-periodic. The porosity coefficients p,(y), for
every 1 < a < N, are assumed to be strictly positive. The velocity fields are assumed to be
independent of time and given. We don’t impose any constraint of incompressibility. In the
linear single solute case studied in Chapter 3 we observed, in Section 3.12, that the condition
of incompressibility on the fluid field can be relaxed. However, this wasn’t the case in Chapter
4 where a convection diffusion reaction equation was studied with a zero order nonlinear term.
Of course, some regularity is required for the fluid velocity and we assume that

ba(y) € LYY, RY). (5.3)

Associated with N solutes, we have N diffusion matrices D, (y), each of which are assumed to
be in L>®(Y?), symmetric and uniformly coercive. That is, there exists a positive constant C
such that, for any ¢ € R,

Do ()€ - €> ClE)* ace. in YO, (5.4)

Now, the assumptions on the constant coupling matrix (II,3)1<q,s<n. For the wellposedness of
the system (5.1)-(5.2), we make the following assumption on the coupling matrix:

s <0 for o # 3, (5.5)
we also assume that the coupling matrix II is irreducible i.e.,
{1,--- N} #BUB', BNB' =0 such that I, =0 for « € B, B € B. (5.6)

The hypothesis (5.5)-(5.6) are borrowed from [152], [11], [53] where systems of elliptic and
parabolic equations are studied. A matrix satisfying (5.5) is sometimes referred to as “cooper-
ative matrix” or “essentially positive matrix”.

In order to study the system (5.1)-(5.2) in an e-periodic porous medium, we need to scale it on
to the underlying microstructure. As the system under consideration is of evolution type, we
need to scale the time variable too. The scaling that we employ shall be “parabolic scaling” in
order to study the long time behavior of the considered transport phenomena. Upon parabolic
scaling (7,y) — (e 2t,e71z), (5.1)-(5.2) yields, for each 1 < a < N,

N
ous, 1 . 1 :
o gta + 0% - Vug, — div(DIVug) + — D Tapuf = 0in (0,7) x 9, (5.7)
B=1
DiVug, -n=0 on (0,T) x 09, (5.8)
ul, (0, ) = u'™(z) z € R% (5.9)

As usual upon rescaling, the Y-periodic coefficients of the adimensionalized system turn out to be
e-periodic in the dimensionalized system. So, pf (z) = ,oa(f), b (x) = b<%>, Di(z) = Da<£)

&€
are all e-periodic coefficients.
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5.3 Qualitative analysis

The microscopic model (5.7)-(5.9) models the transport of dissolved solutes in presence of con-
vection diffusion and reaction. In Section 2.8 of Chapter 2, while recapping the Factorization
principle, we illustrated the method via a parabolically scaled scalar convection diffusion reaction
equation (2.95). The present model (5.7)-(5.9) is a generalization to the transport of N solutes.
The assumption (5.5) on the coefficients Il,z in the zero order term doesn’t help us obtain a
priori estimates on (uf)i<a<n. In the absence of a priori estimates, it would be impossible to
apply the compactness results from Homogenization theory of Chapter 2. This difficulty with
partial differential equations with large lower order terms has been long recognized [100], [106],
[76], [25]. The idea is to pass through spectral cell problems associated with (5.7)-(5.8).

N
baly) - Vypa = divy <D°‘VW&) +> Tlasps = Apapa i YO,

p=1
DoVypa -n=0 on 00, (5.10)
Y — va(y) Y — periodic.

In general we have no maximum principles for systems, thus making Krein-Rutman theorem
[108] inapplicable. However in [152] it is shown that the first eigenvalue X for systems similar
in structure to (5.10) is positive, real and simple. And the first eigenfunction can be chosen
positive. Let us denote the first eigenpair for (5.10) by (A, ¢o). The first eigenvalue A measures
the balance between convection-diffusion and reaction. The spectral cell problem (5.10) isn’t
self-adjoint. The associated adjoint problem is

N

—divy (bay},) — div, <Davygoz;) + Z IT, 505 = Apapy in YO,

p=1 11
DoV k- n+ba(y) - nyl, =0 on 9X°, (5.11)
y — o5 (y) Y -periodic,

where IT* is the transpose of II. Again by [152] it follows that the first eigenvalue A for (5.11) is
the same as that for (5.10). And the first eigenfunction for (5.11) can be chosen positive. The
uniqueness of the eigenfunction of (5.11) is up to a chosen normalization. The normalization
that we consider is the following

N
> /soacpii dy =1, (5.12)
a=1 10

Let us denote the first eigenpair for (5.11) by (A, ¢}). As explained in [12, 76, 25] the first
eigenvalue of the spectral cell problem A governs the time decay of the solution u;,. So, as is
done in the references cited, we perform time renormalization in the spirit of the factorization
principle. Also the first eigenfunction ¢, is factored out of uf,. The idea is to make the following

change of unknowns
ug (t, )

eal2)

With the above change of unknowns, we will be able to overcome the inability we had with the
derivation of a priori estimates. Now we state a result that gives the system satisfied by the new

vE (t, ) = exp (A\t/e?) (5.13)

unknown (v )1<a<n-
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Lemma 5.3.1. The system (5.7)-(5.9) is equivalent to

&
v,

N
1- ~ 1
PaPali 5 T gbfx-va —div (DfXva) +3 E Mappnes(vg —vg) = 0in (0,T) x Qe, (5.14)
=1

DEVYE -n =0 on (0,T) x 09, (5.15)

U ()

20

for each 1 < o < N, where the components of (v,)1<a<n are defined by (5.13). The convective
velocity, b, (z) = l;a<§>, in (5.14) is given by

ve(0,2) = z e RY, (5.16)

ba(Y) = a@iba + ©aDaVyps — 0nDaVypa  for every 1 <a < N (5.17)

and the diffusion matriz, DS (z) = Dq (%), in (5.14)-(5.15) is given by

Do (y) = 0api Do for every 1 < a < N. (5.18)

Proof. We shall plug the expression (5.13) in (5.7)-(5.9) while keeping in mind the following
chain rule formulae

ous, A 9 T\ . 9 x\ OV,
S (1,2) = 5 exp (—M /) pa (2 ) Uit ) + exp (—M/e)pa (T ) SR (1),

1
\Y (ufx(t, ac)) = —exp (=At/e2)v (t, ) <Vycpa) <§> + exp (—At/eH) g, (g) Vi (t, x).
(5.19)
Using the spectral cell problem (5.10) and its adjoint (5.11) and identifying the expressions (5.17)
and (5.18), the calculations simplify to yield the system of equations (5.14)-(5.16) satisfied by
(v8)1<a<N- O

Lemma 5.3.2. The divergence of the convective fields by satisfy
) N N
divyba = Y Miseavh — > Maspheps (5.20)
=1 =1

Proof. Let us take the divergence of the convective fields b, given in (5.17), we arrive at

divyba = ¢a (divy(bago:;) + divy(DaVyQDZ)) + ot <ba Vo — divy(DaVygpa)) (5.21)

Using information from the spectral cell problem (5.10) and its adjoint (5.11), we have

N N

divyba = —Apah + ¥ Iig0a®h + Apagh — Y Tas@his
B=1 p=1

Thus we arrive at the result (5.20). O

From the expression for the divergence derived in (5.20), it follows that
N ~
> divyby = 0. (5.22)
a=1

By the definition (5.17) of by, it follows that
be - =0 on 9%°. (5.23)
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Lemma 5.3.3. Let (v5) be a weak solution of (5.14)-(5.16). There exists a constant C, inde-
pendent of €, such that

—~ Yorl| Lo (0.1 L2 (920)) Z H L2(0T x€2)
| NN (5.24)
€ € mn
+Ea§1 /;1 Vo~ T LQ((O,T)XQE)SCO; Ioe a2 ey

Proof. To derive the a priori estimates, we shall multiply (5.14) by v¢, and add the thus obtained
expressions followed by integrating over €)..

1d
§d_z /Qpasoapa|va|2 dx — Z /le be |Ua|2d£l7
a=1 ¢

ale

N N
1 *
+ E /DSVU - Vi, do + + E E /Hagcpagog(v% —vo)v, =0 (5.25)

alg

To derive the energy estimate for (5.14)-(5.16), the spectral cell problem (5.10) and its adjoint
(5.11) come in handy. Let us consider the bulk equation in (5.10) and multiply it by ¢} (v5)?
followed by integration over the fluid part Y.

/ ba-Vypaph(vG)? dy— / divy, <D Vycpa)% v, dy+z / 0B Paps(vs) dy— / Noaaps(V5)? dy

yo yo B=ly0 Yo
(5.26)
/dlvy(ba%)%( o) dy — /%@Zba-vy(vi)zdw PoDaVypa - Vy(v3)* dy
YO YO YO
+/( 5)?Da Vy@a-vysoaderZ/ Masehpp(vs)” dy — /Apasoasoa( 5)7 dy
YO0 B=1y-o
= = [ aivy et )eali s — [ papibar 9y o+ [ 6iDaVoga V05 dy
Yo Yo Yo

©aDaVypy - Vy(vg)2 dy+ | ¢aDaVyps, - Vy(vgz)2 dy
Yo Yo

+ / (v >Dvy¢a-vy¢ady+z / M50 05(vE)? dy — / Npapaty(v5)? dy
Y0 B=1y-o Y0

/dlvy(ba%)%( ) dy — /dlvy(D V@) pa(vs)? dy — /ApawawZ(vi)Qdy (5.27)
YO YO YO

- / @atpzba : Vy(vgz)2 dy + (PZ{DozvaOoz : Vy(?)g)2 dy - ‘PozDozvaOZ ' vy(vg{)2 dy (5'28)
Yo Yo Yo

+Z / apPaps(va)’ dy = 0. (5.29)

5 1Y()
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In the above simplified form, we recognize the adjoint cell problem (5.11) in (5.27). We also
recognize the expression for b, in (5.28). Taking all these contributions into account, (5.27)-
(5.28)-(5.29) result in

—Z/ 5 805%a(vs)? do(y) — /b dy+Z/ apPnpp(ve)?do(y) =0 (5.30)

ﬁ 1y0 YO ﬁ 1y0

Summing (5.30) over « leads to

N
Z /dlvy (vE)? dy = 0. (5.31)

Using the above observation (5.31) in the expression (5.25) results in the following energy esti-
mate.

1d N N ~ 1 N N
D / LTI [ Dave Vo + =230) [ appipsles, — u5l? =
= Qe a=l ¢ a=1 g=1 ¢_

(5.32)
Integrating the energy estimate (5.32) over (0,7") yields the a priori estimates (5.24). O

In the above Lemma 5.3.3, we have derived a priori estimates for the solution sequences of
(5.14)-(5.16) obtained upon performing a change of unknowns (5.13). Now we state a result
asserting the well-posedness of the system of equations (5.7)-(5.9).

Proposition 5.3.4. Assume that the initial data u'™ belongs to L*(R?) N L¥(RY) for every
1 < o < N. For any given € > 0, there exists a unique solution u, of (5.7)-(5.9) in the
following energy space

uf, € L®((0,T); L?(0)); Vus, € L*((0,T) x Q.) for every 1 < a < N. (5.33)
Further if the initial data u™ > 0 in Q., then the solution ug,(t,z) > 0 in (0,T) x Q..

We avoid the proof of the Proposition 5.3.4. The arguments of the proof are similar to the
existence results and maximum principles proved in [152], [129], [43].

5.4 Formal asymptotics

This section is concerned with finding the effective behaviour of (5.7)-(5.9). We shall be employ-
ing a formal method of asymptotic expansions. We consider the following time renormalized
asymptotic ansatz for the solution u,.

b*t
ug,(t, ) = exp (=\t/e?) Ze ula<t r— — f) for every 1 < a < N. (5.34)

g €
>0

Proposition 5.4.1. If the ansatz for the solution (ug) of (5.7)-(5.9) given in (5.34) is true,
then the solution formally satisfies

*

ul,(t, x) ~ exp (—)\t/sQ)gpa(g) <v (t T — > i

<t z— Et)wi,a<§>), (5.35)
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with (X, ¢q) being the first eigenpair associated with (5.10). The components (wia)i1<a<n, for
every 1 <1i < d, satisfy a so called cell problem.

baly) - (vywi,a + ei) — div, <Da (Vywi,a + €i>>

N
+ Z apenes (wi,g — wi,a> = QaPapPab” - € in YO,

(5.36)
ﬁa(vywi,a +e) n=0 on 09,

L Y = Wia Y -periodic,

where the drift velocity b* is given by
1L [
= / ba(y) dy (5.37)
where p* is the effective porosity given by

N
-3 [ eatioaty (5.38)
a=lyo

with ¥, the first eigenfunction associated with the adjoint spectral cell problem (5.11).
Further, v in (5.85) satisfies the following scalar homogenized equation:

L O0v
E —div(DVv) =0 in (0,T) x R4,
N (5.39)
Z / (y)dy in R
a—=1 Jo
where D is defined by
N
— Z / o ywm+ei) . (Vija+€j> dy
a=1
ye (5.40)
1
—5 > | eavellas <wz o« = Wi B) <WJ o« =W B) dy.
a,f=1

YO

In the expression (5.37) for the effective drift, remark the possibility of having a non zero drift
even in the absence of microscopic convective velocity field. This is sometimes referred to as
“Reaction induced convection” in the literature. Before we give the proof of Proposition 5.4.1,
we shall state and prove some results that fill in the calculations for the formal asymptotic
analysis with the assumed ansatz (5.34).

Lemma 5.4.2. Each of the zero-order terms in the postulated ansatz (5.34), uoo(t,x,y), can be
expressed as a product of a purely periodic function and a macroscopic function not depending on
the fast variable y. The purely periodic function turns out to be the first eigenfunction associated
with the spectral cell problem (5.10).
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Proof. Upon plugging (5.34) into (5.7)-(5.9), we identify the system at order =2, for each
1<a<N,

N
ba(y) - Vytio.a — div, (Davyuo,a) + 3 Masug s = Apatioe in Y2,

A=l 41
Do Vyupa -n =0 on O%9, (5:41)

Y — Uo,a Y -periodic.

The above system is a spectral problem same as (5.10) of which A is the first eigenvalue and ¢,
is the first positive eigenfunction. Thus, we deduce that there exists a function v independent
of y such that

uoa(t, z,y) = pa(y)v(t,z) forevery 1 <a < N. (5.42)

O

Lemma 5.4.3. The first order correctors in the postulated ansatz (5.34), uiq(t,z,y), can be
decomposed as a product of the derivatives of the zero order term and periodic functions satisfying
a system of stationary convection-diffusion-reaction equations in a unit cell which we call the
cell problem.

Ba(y) : <Vywz‘,a + ei) — div, (f)a <Vywi,a + ei))
N
“‘;11_[«16%*1@6 <wi,6 - wm) = PaPipab’ e in YO, (5.43)
ﬁa(vywi7a +e) n=0 on 0%9,
Y — Wia Y -periodic,

for every 1 < i < d and for every 1 < o < N. The unknown drift velocity b* in the ansatz (5.34)
is given by (5.37).

Proof. As with the analysis of asymptotic analysis, we identify the coefficients at different orders

of € upon substituting (5.34) in (5.7)-(5.9). In the proof of Lemma 5.4.2, we identified the system

at order e~2. In the current proof, we shall identify the system that we obtain at order e~!.

N
ba - Vyui o — divy <Davyu1,a) + Z [Iogu1,8 — Apatil,a
a=1
— (pab" = ba) - Vartga + divy (DaVatoa ) +dive (DaVyuoa) in Y, (5.44)
Do (Vyuia + Vauga) -n =0 on 99,
Y — Ul Y -periodic.

Since we know the form of ug o from (5.42), the linearity of (5.44) help us deduce that
d

0
walt,2,y) = Y 5= (t0)pay)wialy) forevery 1<a < N. (5.45)
i=1 7t

By taking ¢, (y)wia(y) = Gia(y), for every 1 < a < N, we shall write the following system for
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(Gia)1<i<d:

(

N
ba(y) . vyCi,a - diVy (DavyCi,oz> + Z HaﬁCi,B - )\paCi,oz
=1
= SOOC <pab* - ba) : ei + ley (goaDaei) + DQVySOOé ° ei ln Y07 (546)
Da(vygi,a + Spaei) -n=20 on 620,
Y — Gia Y -periodic.

Invoking Fredholm alternative we know that the compatibility condition for the existence of first
eigenpair for the above system is that the right hand side of (5.46) is orthogonal to (¢} )1<a<n,
ie.,

i ( /sOZsoa <Po¢b* - boz) “e; dy+/divy (%Daei><p2 dy
a=1 Y0 vo

+/ap(’;DaVygpa ce; dy — / orvaDge; - nda(y)) =0
Yo ax0

which is nothing but

N (/gpa@a(pab —b ) e dy+/d1vy<goagpaD ez) dy — | ©aDaVyel - e dy

a=l yo Yo Yo

+ [ ©aDaVypa - e;dy — / orvaDgei - nda(y)> =0
Y0 %0

Using the divergence theorem and identifying the expression for b, from (5.17), we have
LS [
== y)ay
p — (0%
=1 o

Thus the expression for the drift velocity coincides with (5.37). Now to derive the cell problem
(5.43), we shall substitute for ((; o) in (5.46) in terms of the eigenfunction (y,) and the cell
solutions (wj q).

N
Spocba : vywi,a - divy (SOaDavywi,a> - Davygpa ' vywi,a + Z HaﬁSOﬁ (wi,ﬁ - wi,a)
B=1
= Pa <Po¢b* - ba) “e + diVy (‘PozDaei> + Davywa T € in Y°
YaDa (Vywi,a + ei> -n=20 on 0XY,
Y — Wia Y -periodic.

(5.47)
The simplifications to arrive at (5.47) are possible because of the spectral problem (5.10). Now,
let us multiply (5.47) by (%) both in the fluid and on the solid part. A little algebra will thus
yield (5.43). O



5.4. FORMAL ASYMPTOTICS 175

Before we proceed with the proof of Proposition 5.4.1 let us consider the variational formulation
for the cell problem (5.36) with (¢n)1<a<n as test functions.

Z / ywza ¢ady+z /D vwza+ez)'vy¢ady

N N N
+> 0> / MapPaes (wm - Wi,a) Gady =) / (soasoiipab* - Ba) ceidady.  (5.48)
a=1 =1 yo a=1 v

Proof of Proposition 5.4.1. From Lemma 5.4.2 we have found the structure (5.42) of the zero
order term in (5.34) and from Lemma 5.4.3 we have the structure of the cell problem (5.43).
Continuing the identification of the coefficients, the system corresponding to the coefficients of

€0 among the cascade is

N
. ou
be - vyu2,a — ley (Davyuz(l) + Z Haﬁulﬁ — )\pauza = —pa a(;,a
B=1
+ (pab* - ba) - Vaul,q + divy (Da <qu0,a + VyuLa)) + divy <Davxu1,a) in YO,

D, (Vyug,a + Va;ul@) n=0 on 0X9,

L ¥ — U2,a Y -periodic.

(5.49)
The solvability of the above eigenvalue problem follows from the Fredholm alternative. The
compatibility condition being that the right hand side of (5.44) is orthogonal to (¢} )1<a<n. We
shall compute term by term.

N . Ou LOv
Oa
30 [ o Ty - Z [ ¢asimaty =53 (5.50)
a=1 Yo yO

N N
* ov
Z /gp (pab™ —bq) - Vaur o dy = Z /goagpawja(pab —ba) - € dy}%j, (5.51)

a=1 0 a=1

Z divy [ ©nDaVaug o dy =
a=1 Yo

(933@ Z /Dae] ezdy}gvj (5.52)

al 0 [ 0
> dive | 95 DaVyuiedy = {Z / DoVyWja - € dy}_”
=1 a=1

ox; Ox;
YO
8 ov
axz Z /wjagpaD Vypa - eldy}axj (5.53)
YO
N
Z /divy(Davxul,a)goz dy = — /D Va1 - Vyey, dy—l—z /LpaD Vati,a -ndo(y)

=l yo L 550
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— 9 S . D.V.F d v -
__axi{azly/wj’atpa aVyPa " Ci y}a—x] ( )

The boundary integrals disappear in (5.54) as they cancel off with the terms due to the Neumann
condition in (5.49). Adding the terms (5.50) through (5.54), we arrive at an equation of the
form

0
P — div(DVY) =0 (5.55)
with the elements of D given by
N ) LN ] )
DZ] - Z /Daej © € dy + 5{ Z / <Davywi,a . ej + Davywj,a . ei) dy}
a=1 yo a=1 30
1 i i
+§{ D / (“iva(%%”zpab* —ba) - €j + wja(PaPapab” —ba) - e@-) dy} (5.56)
a=1 0

In the expression (5.56) for D, the dispersion tensor is symmetrized. The observation (2.51) that
we made in Chapter 2 implies that the non symmetric part of the dispersion matrix D doesn’t
contribute to the homogenized equation (5.55) as the Hessian matrix VVv is symmetric. The
expression (5.56) for D is given in terms of the cell solutions (wja)i<i<d:i<a<n. To obtain
the expression for the elements of D given in (5.40), we shall use information from the cell
problem (5.36). Let us consider the variational formulation (5.48) for (w;q) in (5.36) with
test function (¢q)i<a<n = (Wja)i<a<n. Then the one for (wj,) in (5.36) with test function
(¢Q)1SGSN == (wi@)lgag]\[. This leads to

%{ f: / (wia(PaPapab™ = ba) - € + wia(Pahpab™ = ba) - e:) dy}
yo

a=1

N N
~ 1 ~ ~
= E /Davywi,a . Vywj@ dy + 5{ E / <Davywi,a -e; + Davywj,oz : ei) dy}
a=1 YO0

a=1 0

1 .
_5{ Z /wi@wj@diVyba dy}
a=1 0

N N
1 * *
3 { Zl /; / <Haﬁ%%(wi,ﬁ — Wia)wja +appaps(wis — Wj,a)wz,a) dy}- (5.57)
o= = Yo

Lemma 5.3.2 gives an expression for the divergence of the convective field b, in (5.20) which
will lead us to conclude that the right hand side of (5.57) is same as

N N
- 1 - -
g /Davywi,a - Vywj o dy + 5{ E / <Davywi,a cej + Do Vywja - ei> dy}
% a=1 {7q

a=1 {7,

DN | =

N N
> > / Prpallas (wia —wis ) (wia = wis) dy (5.58)
YO

a=1 p=1
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Using information from (5.57) and (5.58) in the expression for D in (5.56) leads to a compact
expression for the dispersion matrix.

N
D;j = Z /f)a <Vywl-7a + el-) . <Vywj7a + ej> dy
a=1 Y0

M) =

>

a=1

N |

/ Papllap <w@',a - ww) (%ya - %‘,/3) dy
YO

ki
I

Lemma 5.4.4. The dispersion matriz D given by (5.40) is symmetric positive definite.
Proof. The symmetric part is obvious because of the way we derived the expression for D. By the
hypothesis on the coupling matrix and the positivity of the first eigenvector functions, the factor

II,p¥} s is always negative. We have also chosen the diffusion matrices D, to be coercive. For
¢ € R?, we shall define

d
Wat = Zwi,agi
i=1
Then,

2
Wae — w5§‘ dy > 0.

N 5 N N
NBEDY ca/(vywas+£( dy+y > Caﬁ/
a=1 0 a=1 p=1 Y0
Now, we need to show that D¢ - & > 0 for all £ # 0. Suppose that DE - € = 0 which in turn
implies that
Wa§+f'y50a, Wae — Wpae ECaﬁ

for some constants Cy, Cag. As the cell solutions (w; ) are Y —periodic, it cannot be affine.
Thus the above equalities are possible only when & = 0. Thus implying the positive definiteness

of D. O

5.5 Two-scale compactness

This section is devoted to finding two-scale limits with drift for the sequence of solutions for the
microscopic model (5.7)-(5.9). We prove a theorem which is in the same spirit as Theorem 3.8.2
of Chapter 3 and Theorem 4.7.2 of Chapter 4. As before, the a priori estimates on the solutions
come in handy.

Theorem 5.5.1. Let b* € RY be given by (5.37). There exists v € L*((0,T); H'(R?)) and
(v1.0) € L2((0,T) x R HY(Y?)), for each 1 < a < N, such that the sequence of concentrations
(v3)1<a<n € L2((0,7); H ()N, solutions of system (5.14)-(5.16), two-scale converge with
drift b*, up to a subsequence, as € — 0, in the following sense

o o 1 o
Ug 2 dndt v, Vg _2 it va +vyvl,aa _<U5 o U%) _2 ek V1, — V1,8,

[e% c (63
(5.59)
for every 1 < a,B < N.



178 CHAPTER 5. MULTICOMPONENT FLOWS

Proof. Consider the a priori bounds (5.24) on v¢ obtained in Lemma 5.3.3. It follows from
Proposition 2.6.4 of Chapter 2 that there exist two-scale limits, say v, € L?(0,T; L?(R?)) such

that
N _Z—drift

v . 5.60
o (

for every 1 < a < N. Also from the a priori estimates (5.24) we have

a=1 p=1

iv: iv: /T/ <v3 —v%)Qdmdt < Ce2. (5.61)
0

€

The estimate (5.61) implies that the limits obtained in (5.60) do match i.e., v, = v for every
1 <a < N. The H' a priori estimate in space as in (5.24) does imply that v € L2(0,T; H'(R%))
and that there exist limits vy , € L2(0,7 x R%; HY(Y?)) such that

VUE 2— drzft

— V0 4+ Vyv1 4 (5.62)

for every 1 < a < N. However, the limit of the coupled term isn’t straightforward. Since

1
g(vg —v3) is bounded in L*((0,T) x €2.), we have the existence of q(t,z,y) € L*((0,T) xR%xY0)

such that

T T

) 1 . . b* =z B

ig%//g(va - vﬁ)qS(t,:c - zt, g) dx dt = ///q(t,x,y)gb(t,x,y) dy dx dt (5.63)
0 Q¢

0 RdYO

Taking W € L?((0,T) x R? x Y°)4 let us consider

T
Vi, — Vg ) - ¥ t,ﬂ:—gt,f dx dt =
p £ €

0 Q.

T
b* b*
// v —vB div, ¥ <tx —t — d dt— // (0 —vB div, ¥ (t,x—?t,g) drdt (5.64)
0

0 Q. Qe

Upon passing to the limit in (5.64) as € — 0, the first term on the right hand side vanishes as the
limits of v¢, and v§ match and the second term on the right hand side as in (5.63). Considering
the limit (5.62), upon passing to the limit as ¢ — 0 in (5.64) we have

T
///Vy<v1,a—v1,5>-\ll(txydydxdt /// (t,z,y)div,V(t,z,y)dy dxdt (5.65)

0 RdYO 0 RAYO

From (5.65) we deduce that (vi,o —v1g) and ¢(t,z,y) differ by a function of (¢,x), say I(t,z).
As v1 4 and vy g are also defined up to the addition of a function solely dependent on (¢, ), we
can get rid of I(t,z) and we recover indeed the following limit

1 2—drift
€ 15
g <’Ua — U6> _— V1,00 — ’Ul’ﬁ.
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5.6 Proof of homogenization result

This section is dedicated to the rigorous justification of the formal result, Proposition 5.4.1, that
we have obtained in Section 5.4. The following theorem characterizes the two-scale limits found
in Theorem 5.5.1.

Theorem 5.6.1. Let v € L2((0,T); HY(R?)) and v1 o € L*((0,T) x REG HY(Y?)) for every 1 <
a < N be the limits obtained in (5.59). The two-scale limits vy o admit an explicit representation
given by

vt z,y) = ZB (t,x)wialy)  foreveryl <a <N (5.66)

where (w; o )1<i<a satisfy the cell problem (5.36). Further, the two-scale limit v(t, x) is the unique
solution of the homogenized problem (5.39) with the elements of the dispersion matriz D given

by (5.40).
Proof. The idea is to test the bulk equation (5.14) in the factorized system (5.14)-(5.16) with

Po=0¢ (t,:c = %) +€¢1,a (t,:c - ﬂ, f) : (5.67)

g £

Here ¢(t,z) and ¢1 (¢, z,y) are smooth compactly supported functions which vanish at the final
time T'.
T

N T
> //%%pa 5" G da dt + — Z //b vva¢€dmdt+z //D€W Ve, da di
0

a=1 0. 0

=z

| NN T
—22 > // aBPas(U — v5)Pa = 0. (5.68)
a=1 0

p=1

8

Substituting for ¢Z, from (5.67) in the variational formulation (5.68) and integrating by parts
lead to

*

N T . N T
-3 //soasoi;pivé% <t,x - %t) d dt + é 3 //gpago:;p;v; m(t . b_t> doe dt
0 Q 0

a=1

_éi /T/dlv(b€> a¢<m——t>dmdt—§§: /T/v 206 Vao( tm—5t>dmdt
0 Q¢ 0

)

Nop b* P X b*
+Z //DEVU Vi t x—?t> dwdt—i——QZ Z//Ha[g(p}pg(vf;—v;)(ﬁ(t,x—?t) dx dt
0 0 Q

a & a=1 g=1
/ (BZVUZ) 1,0 <t, r— b;*t, g) dx dt
Q

€

N T ‘
+3° //[)gw ygbla(t:ﬂ—b—t E)d;ndt
0

a=1 Q.

Il
-

* N
/soasoi;,oivéb* qula(t,x Zt%) dedi+3"
Q

€

Q

Il

—
O\’ﬂ

+
WE
St~
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ml»—\

T
iv: iv: //Haﬁ@a@ﬁ vg — vy )¢1a<t T — b—t —) dxdt 4+ O(e) = (5.69)
a=l f=1 7 @

£

Taking ¢ = 0 in (5.69), we arrive at a variational formulation involving only ¢1 4.

N T N N T .
3 //goagpz gpgb*-wl,a(t,x—%t,g) dxdt+z_:1 //<5§-va)¢1,a<t,x—bzt,§) da dt
0 =L 0 Q.

a=1 0.
N T b*
~ X
DEVeE -V a( ——t,—)d dt
£ [ [ 5ivia-Vioa(ta - S L) a
0 Q

N n~N T
1 b* «x
- I, 50" 05 (05 — vF a(t, ——t,—)d dt = 0. 5.70
DD Dl | R (R R P (5.10)
0 Q

N N
+ Z Z // Iapeses <vl75(t, z,y) — vt x, y)) 1,0(t,x,y) dy dzdt = 0. (5.71)
0

Re YO
The above expression (5.71) is the variational formulation for

(

e - (vyvl,a + vggv) — div, (Da (vyvm + vggv))
N
+ > Tlagphes(vi,s — Vi) = Pa@ipab” Vev  in YO, (5.72)
p=1 '
D, (Vyvlﬂ + va) n=0 on 0X9,
[ ¥ = V1 Y -periodic.

for every 1 < a < N. By Fredholm alternative we have the existence and uniqueness of
V1.0 € L2(0,T x R%G HY(Y?)/R) if and only if the drift velocity b* satisfies (5.37) which is indeed
the value we chose for the drift velocity in Theorem 5.5.1. Also by linearity of (5.72), we deduce
that we can separate the slow and fast variables in vy, as in (5.66) with w;  satisfying the
coupled cell problem (5.36).
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As a next step, we shall choose ¢, = (0,0) in the variational expression (5.69). This gives us
a variational formulation involving only ¢.

al 7 b* 1 N
- //%soiipiéat( ﬂf—zt>dazdt+gz
0

a=1 a=

T
[ [ ewsuioir - vuo(t - o) ava
0

€

—

E

1 X b* 1 7 b*
=y //div(g(i)vgqﬁ(t,x—?t>dmdt—gz // vl - Voo (o — =t) da dt
0 0 Q

a=1
€ £

HMZ

T

b*
// Maspnpp(vg—u )¢<t :c——t) dz dt = 0.
O

N T b L
+Z// W mqﬁtm——t)d:vdt —22
a=17 0. a=1 0.
(5.73)

Thanks to the expressions for the divergence of b in (5.20) as they help us get rid of the terms
of order £72 in the variational formulation (5.73). There are still some problematic terms of
order e ! in the variational formulation (5.73). To simplify them we shall introduce an auxiliary

problem which is well-posed, thanks to the expression for the drift velocity b* from (5.37).

N
—AZ = Z Paprpab’ — by in YO
a=1
—-V=Z-n=0 on 9X°, (5.74)
y— Z(y) is Y-periodic.

The scaled auxiliary problem associated with (5.74) shall be

N
—e?AE(z/e) = Z CapipS bt — b5, in Q.
CVE (/) e on 99, (5.75)
r— =f is € — periodic.

Now, let us regroup the problematic terms from (5.73) as we are equipped to handle them.

| N
22

a=1

T
//Wp;pgvgb* x(b(tm——t)dxdt——Z//v b - Vao( tm—b—t)dxdt
0 Q

=17 .

€

1 &7
EZ //goggpﬁpﬁ vg — vy )b" - Vypdrdt
=1y

0O B Q.

T

~ b*
//(vg — )b - vm(t,x - zt) da dt
0 Q

T
(gi)vgdxdwe//vag-v (gi)dxdt
0

Qe

I
)
O\H
<
1
<
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N N T
1 * € ()€ ISAYAS l E b_
+€Z//gp5¢ﬁpﬁ(vﬁ—%)b Vm¢dxdt+62// VS —v5)b5- xgb(t o t) dz dt (5.76)
0 A=10 q.

Using (5.76) in (5.73) we write down the final variational formulation where we can pass to the
limit as we know the two-scale limits of all the sequences involved.

N T 96 N
_ * .6 21 B .
Z //goagpapavaa ( d dt—l—z //D Vg, xgb(t T t) dx dt
a=1 3 ¢ o=l 9 o
f s f 29
—e 15 —e
+e//v_l v(axz)vadxdwe//v_l Vo (axz)d:cdt
0 Qc 0 Qc
N T N T
lz wppispz (v — v )b* - Vb dr dt + 12 (v5, —v5)b5 - V ¢<t x—gt)dxdt:O
E 6¥8P3(Vs z o~ Up)b5 Vad(t, 2 — — :
B=17 q. B=17 q.
(5.77)
Passing to the limit as ¢ — 0 in (5.77) we have
i 0
//p a—:qﬁdacdt—i—///vy:l vyvla dydxdt—i—Z///D W+vyv1a>. Voo da dt
0 Rd 0 Rd YO a=1 0 Rd YO
N T
—|—Z///gpﬁgoﬁp5 V13— vla)b -V gbdydxdt—i—Z/// V1,a—V1,3 bﬁv ¢ dydxdt = 0.
B=10 Rd yo B=170 Rpdyo
(5.78)

We know the representations for vj o, from (5.66) in terms of the cell solutions. We shall substi-
tute them in the limit equation (5.78).

// ¢ dx dt — Z//aa;j . (8081w dy da dt

O Rd 2,7

N T
ov 0 [ =
a=1 i, 0 Rrd vo

N T
T Z Z / 86 / ‘PB‘PEP& <wj,5 — wj@) b* -V, dy dx dt
B=1 ij |

R4 yO

HMZ

ov 0o ~ B
ZJ: // oz 63:2 (wj,a - wjﬁ) bg - Vy;dydx dt = 0. (5.79)
0 Rd

The expression (5.79) is a variational formulation of the homogenized equation (5.39). Using
the auxiliary problem (5.74) we shall give the elements of D

N N N
Di; = Z/DO‘ (Vyj—l—vywj,a)-Vyi dy—l—Z/waaprawjﬂb*-ei dy—Z/wjﬂba-ei dy. (5.80)
a=ly, a=lyo a=lyo
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The non symmetric part of D doesn’t play the role in the homogenized equation (5.39) as
explained in Section 5.4. The dispersion matrix D in (5.80) upon symmetrizing leads to

N N
- 1 - -
D;; = g /Daej ce;dy + 5{ E / (Davywiva cej + Do Vywj o - ei) dy}
Yo o=l yo

a=1
2]
2
The symmetric expression in (5.81) is the same as the one obtained in (5.56) via the formal

method in Section 5.4. We can redo the calculations that followed (5.56) using the cell problem
(5.36) to arrive at

M) =

/ (Wi,a(@awzpab* - Ba) cej+ Wj,a(@awzpab* - Ba) : ei) dy}. (5.81)

1 10

«

N
D=, / Da <Vywzya + 6z’> : <Vywj,a + 61) dy
v
N N
>N / Papsllap <wz,a - Wiﬁ) (%ya - Wjﬂ) dy.
YO

a=1 p=1

[N

O

Remark 5.6.2. The irreducibility assumption (5.6) on the coupling matriz 11 ensures micro-
scopic equilibrium among solutes resulting in a single homogenized concentration v(t,z) i.e., if
the coupling matriz IL =0 (say), we get N different homogenized concentrations.

5.7 Boundary reaction: Model and qualitative analysis

In this Chapter, so far we have studied a system of convection diffusion reaction equations
(5.7)-(5.9) where the bulk reactions are considered and the reaction terms appear as a zero
order term in (5.7). Now, we shall slightly modify the reaction model. Let us consider surface
reaction terms, similar to the bulk reaction term in (5.7). This model is very close to (5.7)-(5.9)
except for the reactions on the boundary and absence of bulk reactions, for each 1 < a < N,

O .
paa—“T 4 ba(y) - Vitg — div(DaVua) = 0in (0,¢) x (5.82)
N
Do Vo -n=> Tapug on (0,¢) x Q. (5.83)
B=1

We will be working with the same hypothesis on all the coefficients as before. Upon parabolic
scaling, (5.82)-(5.83) yields

ous, 1
o 8“; + 205 Vg, — div(DEVug) = 0in (0,7) x O, (5.84)
N
1
—DiVug - n = - > Tapus on (0,T) x 99, (5.85)
B=1
ul, (0, 2) = u™(z) z e R4, (5.86)

In Section 5.3 we remarked that the difficulty in arriving at the a priori estimates for (5.7)-(5.9)
could be overcome by spectral cell problems associated with (5.7)-(5.9) followed by a factorization
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principle. We shall employ the same approach to treat the current model too. Let us consider
the spectral and its adjoint cell problems, for each 1 < a < N,

ba(y) - Vypa — divy <Davy%) = Mapa In YO,
N
—DoVypa -n = Z opes on 0X°, (5.87)
B=1
Yy — valy) Y -periodic.
—divy (bapy,) — divy (Davygpz> = Mo, in YO
. 0 (5.88)
—D Vi -n— SN = Znaﬁ@ﬁ on 03,
y = o) Y-periodic.
Proposition 5.7.1. The system (5.84)-(5.86) is equivalent to
8U€ (3 € : NE € ;
PaPhri gt + b Ve, — div (Dawa) —0in (0,T) x O, (5.89)
- 1
—DVE, -n = B Z Mappnps(vs —vg) on (0,T) x 09k, (5.90)
m
V0, 2) = <:) x € Q. (5.91)
ea(2)
for each 1 < a < N. The components of (V,)1<a<n are defined by
W (t,2) = exp (—At/2)a (g)vg(t, ) (5.92)
The convective velocity, b,(z) = by (%), in (5.89) is given by
ba(Y) = Papiba + PaDaVypl — i DV ypa  for every 1 <a < N (5.93)
and the diffusion matriz, D (z) = Da<§>, in (5.89)-(5.90) is given by
Da(y) = papiDa  for every 1 < a < N, (5.94)

where (X, pq) is the first eigenpair for the spectral cell problem (5.87) and (A, ¢}) is the first
eigenpair for the adjoint spectral cell problem (5.88).

The proof of Proposition 5.7.1 is straightforward upon using the chain rule for differentiation

(5.19).

Lemma 5.7.2. Let (v5) be a weak solution of (5.89)-(5.91). There exists a constant C such

that
Loo((0,T);L2( Z H L2((0,T)xQ.)
v (5.95)

+Z POIRG LCA] - <CZ o7 2y

a=1 p=1
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Proof. To derive the a priori estimates, as is done with parabolic equations, we shall multiply
(5.89) by v% and add the thus obtained expressions followed by integrating over €.

N
> / AL |2d:c——§j / div(F,) o, da

DO | —
Q“|Q~

N N N
- 1
+Zl / Ve Ve 13 Y / Mo ptp(v5 — vE)0S, = 0
o= QE

a=1 p=1 9.
which is the same as
1d al * e,€12 1 al s (1E 12
§d_ Z (Pa(papa‘va’ dx — 2_6 Z dlv(ba)lva‘ dx
a=1 Q0. a=1 Q0.
N N 1
+Z /Dew VS da — Z d e / €—2Ha5g02g05(v3—v%)2:0 (5.96)
a=1 QE a=1 6:1 aQE

To arrive at the energy estimate, we shall make use of the spectral cell problem (5.87) and its
adjoint (5.88). To begin with, let us test the bulk equation in (5.87) by ¢ (v5)? and integrate
over Y. We shall compute term by term.

/ba'VysoaSOZ(vé)Qdy /dlvy(basoa)soa( )P dy — /%@Zba-vy(vé)Qdy, (5.97)
Yo Yo 10

—/divy(DaVy%)sDZ(vé)zdy: sDZDaVysoa-Vy(vi)zdy+/(v2)2DaVys0a-Vysoz dy
Yo Yo Yo

N
Y / T, 5005 (v5)? dor(y)
B=1

ox0

= /QOZDavaPa : vy(UZ)Q dy - QOaDavy(PZ : vy(UZ)Q dy + QOaDavy(PZ ' vy(vg)Q dy
Yo Yo Yo

N
+/(v2)2DaVy<pa-Vy<pZdy+Z / Wasphps(v)? do(y)
Yo 6_1320

which implies

- /divy (Davy‘Poz)(P;(vg)z dy = <P2Davy%0a : vy(vé)z dy — <PozDavy<P:; : vy(vé)z dy
Y0 Yo Yo

/dlvy(D Vy@a)ﬁpa dy Z /Hﬁoﬁpoﬁpﬁ dU +Z / aB‘pa(PB ) dO'(y),

Y0 =1 550 =1 550

/ Ao pa(ts)? dy, (5.99)
YO
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Adding (5.97), (5.98) and (5.99) we arrive at

~ [ iy (butpaos) dy — [ divy(DaVyei)on(ei) du — [ Agtpapalo)? dy
Yo Yo Yo

- / <(Pa<PZba + 9aDaVyps — ‘PzDavy‘Pa) : Vy(vg)Q dy

yO
—Z / Mgapawh(vs)? do(y +Z / s Papp(v5)? do(y) =0 (5.100)
ﬁ 1820 ﬁ 1320

Identifying the expression for b, from (5.93) in (5.100) and the information from the adjoint
spectral cell problem (5.88), we simplify (5.100) as

- / be 2 dy — Z / Mg} (05)? doly +Z / w5 Php(vE)2 do(y) = 0 (5.101)

YO0 =1 550 =1 550

Summing (5.101) over « leads to

N ~

> divyba(vg)? dy = 0. (5.102)
Scaling (5.102) and using it in (5.96) results in

N N
%diz /soasoapalv |2d~’ﬂ+z /Daw Vogdr—) Z / Masgips (v~ v5)* =0

a=1 Q. a=1 g 9.
(5.103)
which is the needed energy equality for (5.89)-(5.91) as II,3 < 0 for o # 3. Integrating (5.103)
over (0,7) will lead to the a priori estimates (5.95). O

Now we shall state a result on the well-posedness of the system . This result is similar to
Proposition 5.3.4 of Section 5.3.

Proposition 5.7.3. Assume that the initial data u™ belongs to L*(R?) N L=(RY) for every
1 < a < N. For any given € > 0, there exists a unique solution ui, of (5.84)-(5.86) in the
following energy space

ug, € L°((0,7); L*(Q.)); Vus, € L*((0,T) x Q.) for every 1 < a < N. (5.104)
Further if the initial data u™ > 0 in Q., then the solution ug,(t,x) > 0 in (0,T) x Q..
Here too we shall avoid the proof of the Proposition 5.7.3. The arguments of the proof can be
adapted from the existence results and maximum principles proved in [152], [129], [43].
5.8 Boundary reaction: Homogenization

Let us define drift velocity b* € R? as

b* =

N ~
Z / ba(y) dy (5.105)

yO

1
P
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where the convective velocity b, is given by (5.93) in terms of the first eigenfunctions associated
with the spectral cell problem (5.87) and its adjoint (5.88). In Chapters 3 and 4 we had a priori
estimates on the boundary similar to the ones in (5.95). The two-scale limits of the coupled
term

Theorem 5.8.1. Let b* € R? be given by (5.105). There exists v € L*((0,T); H'(R?)) and
Wia € H#(YO)), for each 1 < o < N and for each 1 < i < d, such that the sequence of
concentrations (vE)1<a<n € L2((0,T); HY(Q:))N, solutions of system (5.89)-(5.91), two-scale
converge with drift b*, up to a subsequence, as € — 0, in the following sense

2idriﬂ v,
2—drift_ d ov
5 T

Vv, ——V U—i-vy(sz,a xi)y (5.106)
d

1 2s—drift ov

2o —vp) = 2 (v s g
1=

for every1 < a, 5 < N. The two-scale limit v(t,x) in (5.106) satisfies the following homogenized
equation

p g— — div(DVv) = in (0,T) x R?,

N (5.107)
o(0,2) = 3 it (2) / Gy dy in B,

a=1 o0

where the dispersion tensor D is given by

D;; = i /Da <Vywi,a + ei) . (Vywjva + ej> dy

(5.108)
5 Z / SDQSDBHOCB (wl « wz B) <w_] fe% Wj B) d
aﬁ 1 950
and the components (wia)i1<a<n, for every 1 <i < d, satisfy a so called cell problem.

ba(y) - (Vywm + ei> — div,, (ﬁa (vywi,a n ei>> gt pud e in YO,
~ N
Da(Vywia +e) n = Muspies (ww - ww) on 950, (5.109)

p=1
Y7 Wia Y -periodic.

Further the effective porosity in (5.107) is given by

Z/ Pasphpaly (5.110)
a=lyo

Proof. The relative compactness results from Section 2.6 of Chapter 2 are of importance in
arriving at the two-scale limits (5.106). Let us consider the a priori estimates (5.95). It fol-
lows from Proposition 2.6.4 of Chapter 2 that there exist two-scale limits, say (vq)i<a<n €
L%(0,T; L*(R))N such that
e 2—drift
v, ——

Vo (5.111)
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for every 1 < a < N. For w € H'((.), consider the following Poincaré type inequality derived
in [67].

iz, < C(2IV0lEa,) + ellwl 2o, ) (5.112)

1
Taking w = — <v§ — v%), we deduce from (5.112) and a priori estimates (5.95) that
€

d d
Z Z lve, = v3ll 20,1y x0.) < Ce. (5.113)
a=1 =1

The estimate (5.113) implies that the limits obtained in (5.111) do match i.e., v, = v for every
1 <a < N. The H! a priori estimate in space as in (5.95) does imply that v € L2(0,T; H(R%))
and that there exist limits vy o, € L2(0,7 x R%; HY(Y?)) such that

2—drift

Vg, —— Vv + V14 (5.114)

for every 1 < a < N.

To handle the two-scale limit of the coupled term in (5.106), we shall be using the technical
Lemma 3.8.1 that we used in Section 3.8 of Chapter 3. Lemma 3.8.1 states that for a function
o(t,x,y) € L*((0,T) x R? x 9%°) be such that

/ btz y)doly) =0 V(L)€ (0,T) x RY. (5.115)
030
There exists a vector field 8(t,z,y) € L?((0,T) x R? x T%)? such that
div, =0 in Y©,
0-n=¢ on I’ (5.116)
y—0 Y -periodic.

Taking ¢ from (5.115) as the test function, consider the following expression with the coupled

term.
T T
Ly e bt = _ . - c b*t x
5/ / g(va—v5>¢<t,x— ?,g> dae(x)dt—//dlv ((va—vﬁ)ﬁ t,x — s dx dt
0 99, 0 Qe

b*t x b*t x
e e . _ & e _ & : _ il
// [(Vva Vvﬁ) 0 (t,:c = 6) + (va vﬁ) (div,0) <t,x - 6)] dx dt

0 Q.
T
M/// (vyvl,a—vym,ﬁ) -0 dy dx dt
0 RdYO
T T
:/// <v1,a—v175>9-nd0(y)dxdt:/// <U1,a—v1,ﬁ>¢d0(y)dxdt,
0 RO 0 Rd 930

The idea is to test the bulk equation (5.89) in the factorized system (5.89)-(5.91) with

Po =09 (t,x - %) + ed1,a <t,x - @, f) : (5.117)
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Here ¢(t,z) and ¢1 (¢, z,y) are smooth compactly supported functions which vanish at the final
time 7'.

N T
> //soasoa,oa a“¢€d:cdt+ Z //lf Vva¢€dxdt+z //DEVU V¢S, dx dt
0

a=1 Q. a=1 0 Q.

1N N
= aBPas(vp — va)dg = 0. (5.118)
LPIDY // 302305

As the rest of the proof proceeds as in Theorem 5.6.1 using the two-scale limits found in the
beginning of this proof, we shall avoid the details on passing to the limit as ¢ — 0 in the
variational formulation (5.118). O

5.9 Adsorption: Model and qualitative analysis

In this section we would like to incorporate the adsorption models that we studied in Chapters 3
and 4 into the multiple component models that we have been working on in this chapter. Let u,,

be the bulk concentration of the ath component and v, be its adsorbed surface concentration.
Qug, . .
a— + b Vua — dlv(DaVua) =0in (0, C) X Qf, (5119)
ava . N
—DyVuy, -n= o div(DoVue) + Zﬂagvﬁ = Kq (ua - va) on (0,¢) x Q5. (5.120)

B=1
As we wish to work in the strong convection regime, we shall perform parabolic scaling. That
leads to

°o1
%@‘ + 208 - Vil — div(DEVEE) = 0in (0,T) x ., (5.121)
£
—lD6 Vui,n = Ova = —div(Dg, V) E I v = —(u —ve) on (0,7)x09;. (5.122)
R’ o ot 82 aBYs ’ e :

m 2

For simplicity, let us work with two component model. Let us”’, us’ denote the bulk concen-

(1 @2

trations of the solutes and vs’, vg ) denote the adsorbed surface concentrations.

O
32‘; + 260 vl — div (POVu®) =0 i (0.7) x O (5.123)
@)
M+ 1@ v —div (DOVuP) =0 n (0.7) x O (5.124)
ol 1 (1) @) L Do, K1) (1)
5 +€_2 (mnvg — myauf ) — _ED6 vull) .p = 8—2<u5 — v, ) on (0,7) x 0 (5.125)
w1 @) ) I e, @ K2 ( (2) (2
o +6_2 (m22ve — magp vl ) — _EDE Vul? -n = 6—2<u€ —vg ) on (0,7) x 02 (5.126)
uD(0,2) = ufpy(2), P (0,2) = uil,(x) z € Q.. (5.127)
o0, 2) =0 (), v@(0,2) =0, (x) z € 09.. (5.128)
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where bg), b,§2) are e-periodic velocity fields. In the previous sections we remarked that there
is no need to make any further assumptions on the velocity fields (like incompressibility or no

)

penetration conditions on the obstacles). Dél , D£2) are g-periodic symmetric coercive diffusion

matrices. The coupling matrix
mir . —Mmi2
—Mma21  M22

is such that m;; > 0 for i # j. This assumption on the coupling matrix m;; is the same as the
one on II that we have been using all through this chapter. In order to obtain a priori estimates,
we need to factorize possible oscillations from the solutions of (5.123)-(5.128) as suggested by
the Factorization principle. So, we shall introduce the following spectral cell problem associated
with (5.123)-(5.128).

bV (y) - v,V — div, ( D(l)Vyw(1)> — A in YO,

—D(l)Vgﬂ/J(l) n = /<;1(¢(l) - ¢(1)) = mnoM —mip® — A on X,

b (y) - v, — div, ( D(?)vy¢<2>> — 2@ in YO, (5.129)
—D(2)Vy1/1(2) n = n2(¢(2) - ¢(2)) = maad® —ma1pM) —Ap®  on X,

Ly (¢<1>7¢(2>,¢<1>7¢<2>> Y-periodic.

The adjoint of the eigenvalue problem (5.129) is the following

[ —div, (6 pM*) — div, < Du)ku)*) — Ap(D in v,
—DOT,pM* .y — b - papD* = oy (pO* — %) = gD* — gy = — AgM*  on IX0,
—div, (0@ ¢p®*) — div, < DOV, ") = Ap®r in v,
—DAV, @ — b2 @ = gy (hP* — 9*) = g pP* — mypeM*F — Ap(P* on IR,
y— ($00,62) and y (607, 62) ¥ -periodic.

(5.130)

The existence of the first simple positive eigenvalue A for (5.129) and (5.130) follow from the
results in [152]. Using the first eigenfunctions ™), ), ¢ ¢ we shall make the following
change of unknowns

ul (ta) = YO (DU o) u@ (k) =D (2P (ka) (5131

_ 2 x _ 2 X
v (t,z) = e M p1) <g>V€(1)(t,x); @ (t,x) = e N ) <g>V€(2) (t,x), (5.132)
Now we state a result that gives the system of equations satisfied by < él), é@, V}.;(l), 5(2))

Lemma 5.9.1. Upon making the change of unknowns as in (5.131) and (5.132), we arrive at

the following coupled system for (Ug(l), 5(2), 5(1), V;(Q)>.

10U 1 M _ giv (AU — :
POy 4 SH) . VU —d1v<D€ VU )_0 in (0,T) x Q. (5.133)
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2
@@ 90 | Lio) Coey g (h@op@) - :
P 5 + Ebe VU; div ( DVU;¥ ) =0 in (0,7) x Q¢ (5.134)
—2[9( IWUW . gy = pD* D) ”—2( —v® ) on (0,T) x O, (5.135)
—éf)( WUP 0= gD 2 (UR V@) on (0,7) x 09 (5.136)

GV( 1 . K
#Mg0) 66 + (% 5(2) (Ve(l) _ 1/5(2)) = 40 w(l)e_;(Ue(l) - V€(1)> on (0,T) x 9,
(5.137)

¢ ) 8?( ) + ! —Mm21¢ W) (2= (V(z) V(l)) = ¢(2)*¢(2)% (Ug(Q) - Ve(2)> on (0,T) x 09,
(5.138)
where b is given by an expression similar to that of by in (5.17) in terms of the bulk eigen-
function vV, the velocity field bV and the diffusion matriz DV . Similar expression for b2
too. The D) is given by an expression similar to that of Da in (5.18) in terms of the bulk
eigenfunction vV and the diffusion matriz DY . Similar expression for D@ too.

The proof of Lemma 5.9.1 is straightforward upon using the chain rule for differentiation (5.19).
Our next task is to derive a priori estimates for the solutions of (5.133)-(5.138).

Lemma 5.9.2. Let (Ug(l), @ v, 5(2)) be a weak solution of (5.133)-(5.138). Then we have
the following a priori estimates.
( ‘ "

£

U7

£

HLOO( (0,7);L2(99.))

2)‘

HLOO((O T):L2(9.))

1)‘

HLOO((O,T);LQ(QE)) + ‘

+Ve |V

L2((0,T)x Q) H

G HCRE)]

HLOO((O,T);LQ(aﬂg)) H

A )

L2((0,T)x€2.)
(5.139)

L2((0,T)x09.) L2((0,T)x09.)

A )

L2((0,T)x00:)

Proof. We shall follow the standard approach of deriving a priori estimates for parabolic systems.
Let us multiply (5.133) by Us(l) and (5.134) by UéZ) followed by integration over .. Let us then

multiply (5.137) by v and (5.138) by V2 followed by integration over 99.. Adding the thus
obtained expressions lead to

2dt/w DI e 2 /b(1 vt !2dw+/D(1 vu® . vu® da

€

+55/w(2 Y@ U2 2 dx—i— /b(2 VU2 2 dm+/D2>VU<2> VU dx

€ E

+——e/¢<1 SO VP doe) +m€/¢(z SV dox)

K
a2y (¢<1>*¢<1>U§1> _ ¢<1>*¢<1>v€<1>) (U§1> _ Vg(l)) do(z)
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K . X
—i—f <1/1(2) AU _ 4@ 1/,(2){/6(2)> <Ua(2) — {/’6(2)> do(x)
0.

1
_,_g / <m12¢(1)*¢(2)ve(1) _ m21¢(1)¢(2)*{/€(2)> <V€(1) _ Ve(2)) do(z) = 0. (5.140)

02
To obtain energy estimates, we need to first show that the terms on the left hand side of (5.140)

are positive. Here the cell eigenvalue problems (5.129) and (5.130) come to our rescue. To better
understand the difficulties at hand, let us regroup the problematic terms from (5.140).

—%g/dw< >\U )2 x—%—/dlv(b@)]Ue@)\de (5.141)
Qe
+_ / <¢<1>*¢<1>U§1> _¢<1>*¢<1>‘/€<1>><U§1> _ Vg(l)) do(z) (5.142)
00¢
/ <¢<2)*¢<2>U€<2> _ ¢<2)*¢<2>V€<2>> <U€<2> _ Vg(z)) do () (5.143)
c’mg
41 / (m12¢<1>*¢<2>va<1>—m21¢<1>¢<2>*v;<2>)(v;1>—V;”)da(:c) (5.144)
g
0Qe

2 2
Let us test the bulk equations in the spectral cell problem (5.129) by (1/)(1)* ( é1)> L2 <U€(2))
and integrate over Y?. Then, test the surface equations in the spectral problem (5.129) by
2 2
pD* (Vg(l)) , o) (V5(2)> > and integrate over 93°.

/ b0 . v, ) w”*( (1>> dy — / divy<D(1)Vy1/z(1))zp(1)* (U§1>> / A1) (D% <U<1) dy

Y0 Yo Yo
+ / b(2)-Vy1/1(2)1/1(2)*<U€(2))2dy— / divy(D(z)Vyzp )1/1(2 <U<2> / AP p(D* <U<2) dy
Yo Yo Yo
+ / (mud® = m1zp® 260 — s (WO — 60)) 0 (V) dor(y)
ox0
+ / (m226® —mang® — 26 — (6 — 6))6* (V) doly) =0 (5.145)
ox0

After integration by parts and using information from the spectral cell problem (5.129) and its
adjoint (5.130), the above equation (5.145) is equivalent to

Yo
) / 0.9, (U€(1)>2 dy+ e / <U§1)>2<¢(1)¢(1)* _ 1/}(1)*(75(1)) do(y)
o o520

+ / { — div, (5@ %) — div, (D@)vyw(?)*) - )\zp(Q)*}w(Q) <U§2>)2 dy

YO
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= [50-9,(U2) dyr s [ (U2) (0262 = 4262 doty)
Yo ox0

+ / {m11¢(1)* — ma1p!P* — )\¢(1)*}¢(1) <V5(1)>2 + m21¢(1)¢(2)*{ <Va(1)>2 - (‘/6(2))2} do(y)

)3

+ / {m22¢(2)* — mpp* — )\¢(2)*}¢(2) <V€(2)> +magV* {(V(2)> (‘/;(1))2} do(y)

ox0

—K1 /(¢(1) _ ¢(1))¢(1)* (Ve(l))Q do(y) — ko /(¢(2) _ ¢(2))¢(2)* (VE(Z)>2 do(y) =0. (5.146)
030 H20

In (5.146), we recognize the adjoint spectral cell problem (5.130). Upon using information from
(5.130), we deduce that (5.146) is equivalent to the following.

=[O0 e [ (U0) (6000 w6 ) doty)

Yo ox0

- / b . vy<Ug2>)2 dy + iy / (U§2>)2(w<2>¢<2>* — @) do(y)

Yo )3

+5q / (T,Z)(l)*qﬁ(l) _ ¢(1)¢(1)*> <V€(1)>2d0(y) + kg / <¢(2)*¢(2) _ ¢(2)¢(2)*> (‘/;(2)>2d0(y)

%0 H30

n / m21¢(1>¢<2>*{(v€(1>)2_<V€(2>>2}dg(y)+ / mw(l)*(p(z){(vg(z))z_<V€(1>)2}dg(y) _o

ox0 H20
(5.147)

Rescaling the above equation (5.147) onto 2. and using them in the problematic terms (5.141)-
(5.142)-(5.143)-(5.144), we can show that the problematic terms (5.141) through (5.144) con-

tribute as . )
Iil * *
n / (600" g0 (U —v0)

00

2 [ (s ) )
Q.

11 2
I / (mw d* 62 L g D) ¢(2>*> <V€<1> _ Véz)) (5.148)
00

Using (5.148) for the problematic terms in (5.140), we arrive at the following energy estimate.

9T / YDy UM 2 dg + / DWVUW . vl da
Qe Qe

th /W P @* U2 |2da:+/D Avu® . vu® da

1d

1

- (1) g (D% 1712 -4 @4 )2

+2dt/¢¢\‘é!d()+2dt/¢ VARIRC)
0. Q.
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+ﬂl / (60" 16 (U - V€(1)>2

aﬂ
Ko 1 " % 2
TR / (626" 1 262) (U V)
00
L1l <m12¢<1>*¢<2> n m21¢(1>¢(2>*) (Vu) a v<2>)2 _o. (5.149)
€2 c c
00
Integrating (5.149) over time interval (0,7") leads to the a priori estimates (5.139). O

5.10 Adsorption: Homogenization

In this section, we shall give the homogenization result concerning the microscopic model (5.123)-
(5.128). Consider the following asymptotic expansions for the solutions of (5.123)-(5.128).

b*t , b*t
WM (b, z) = e ZEZ 1) ( ; 7?) W@ (t,z) = e N ZgzuZ@) <t, _ ?’9
i>0 >0
(5.150)

b* b*
()(t z) = exp (—\t/e?) ;el e <t,x—?t,§> vg)( x) = exp (—At/e?) gev (t x—?t,g)

(5.151)

Proposition 5.10.1. If the asymptotic expansions for the solutions of (5.123)-(5.128) as given
in (5.150) and (5.151) hold true, then the solutions can be approzimated as

o s () o 1) 13 - S0 ()]

9 9

u?) (t,x) ~ exp (—At/€2)¢(2) <§> :v <t,x — ?t) + Eg 58;@ (t,x — b;*t)wf) (g)} (5.153)

oW (¢, ) ~ exp (=Xt /e2)pV) (g) :v (t,x — b;t) + az g;) <t,x - Et)xgl) (g)} (5.154)

_ * d %
v (t,x) = exp (~At/e?)p? (g) v (t,x - b;t) + az g—;@ <t,x — %t)XZ(Q) (g)} (5.155)
with the effective drift b* given by

b = / (B(U + B<2>) dy, (5.156)
YO

A > 0 is the first eigenvalue of the spectral cell problems (5.129) and (5.130) with (), h(2))
and (gb(l), ¢(2)) are the associated first eigenvector functions.
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The (%( ), (2 ),XE ),XZ(Q)) in the above approximations satisfy the following coupled cell problem.
bO(y) - (V! + 1) = div, (DO (Vyw§1) fer)) =u®Ob e in YO,
—DO(Vyl + €)= (PO — D0y on 0%,

e ¢<1>*<w§ x(”) — WM e 4 myge® g < (1) xi”) on 90,

b (y) - (Vo + i) = div, (DO (Vwa) rer)) =u@w@b e in YO,

(

DOyl i) m = a (¥ — 61y on 955,

527/1(2)¢(2)* <w§2) _ X(Q)) ¢(2 ¢(2 b e + m21¢(2 *¢(1 < 2) _ X£1)> on 820,

Yy — (wgl),wi(?), Xgl), XZ@)) Y — periodic.
(5.157)

Further, the zero order non-oscillating term v(t,x) in the above approzimations satisfy the fol-
lowing scalar diffusion equation.

ov

o7 = dv(DVe) in (0,T) x R4, (5.158)

The expression for the effective dispersion D in (5.158) is given in terms of the solutions to the
cell problem (5.157) as follows

Djj = Z /D yw '+ 62) : (Vy%(‘l) +ej)
+ Z / ¢<”w<”* + g0 ) (wzm - xﬁ”) (wj(-l) - xy)) do(y) (5.159)
azo
+ Z Z / mlk¢(l)¢(k)* (Xgl) - X§k)) (Xg»l) — ng)) do(y).
I=1 k=1 55

We shall avoid the proof of Proposition 5.10.1 as the details of the proof are almost similar to the
ones found in Section 5.4 where we formally obtained the effective equation using Factorization
principle and two-scale asymptotic expansions with drift. We can also justify the above formal
result using the notion of two-scale convergence with drift. This approach has been applied to
two different models in this chapter alone (Sections 5.5, 5.6, 5.8). Using the a priori estimates
from Lemma 5.9.2, we will be able to prove relative compactness property of the solution se-
quences. These compactness results shall be helpful while passing to the limit as ¢ — 0 in the
variational formulation. This being the recipe for all homogenization problems via two-scale
convergence, we shall skip the proof.

Conclusions

All the multicomponent models studied in this chapter are linear models. There is a work
underway to model nonlinear reactions in multicomponent flows. We are taking cues from [92]
to incorporate the aspects of thermodynamics into the reactive transport models. The analysis
at this moment are quite formal. We hope to come up with a framework to handle more complex
systems and means to upscale them.
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Abstract

Our work is a contribution to the understanding of transport of solutes in a porous medium.
It has applications in groundwater contaminant transport, CO2 sequestration, underground
storage of nuclear waste, oil reservoir simulations. We derive expressions for the effective Tay-
lor dispersion taking into account convection, diffusion, heterogeneous geometry of the porous
medium and reaction phenomena. Microscopic phenomena at the pore scale are upscaled to
obtain effective behaviour at the observation scale. Method of two-scale convergence with drift
from the theory of homogenization is employed as an upscaling technique. In the first part of
our work, we consider reactions of mass exchange type, adsorption/desorption, at the fluid-solid
interface of the porous medium. Starting with coupled convection-diffusion equations for bulk
and surface concentrations of a single solute, coupled via adsorption isotherms, at a microscopic
scale we derive effective equations at the macroscopic scale. We consider the microscopic system
with highly oscillating coefficients in a strong convection regime i.e., large Péclet regime. The
presence of strong convection in the microscopic model leads to the induction of a large drift in
the concentration profiles. Both linear and nonlinear adsorption isotherms are considered and
the results are compared. In the second part of our work we generalize our results on single
component flow to multicomponent flow in a linear setting. In the latter case, the effective pa-
rameters are obtained using Factorization principle and two-scale convergence with drift. The
behaviour of effective parameters with respect to Péclet number and Damkdchler number are
numerically studied. Freefem++ is used to perform numerical tests in two dimensions.

Keywords: Homogenization, Porous media, Periodic structures, Two-scale convergence, Dis-
persion Tensor, Reactive flows, Adsorption isotherms, Multicomponent flow.

Résumé

Ce travail est une contribution pour mieux comprendre le transport de solutés dans un milieu
poreux. Ce phénomene se rencontre dans de nombreux domaines: transport de contaminants
dans les eaux souterraines, séquestration du COZ2, stockage souterrain des déchets nucléaires,
simulations de réservoirs pétroliers. On obtient la dispersion effective de Taylor en tenant compte
de la convection, de la diffusion, de la géométrie du milieu poreux et des réactions chimiques.
Le but de la théorie d’homogénéisation est, a partir d’équations microscopiques, de dériver un
modele effectif a ’échelle macroscopique. Ici, on applique la méthode de convergence a deux
échelles avec dérive pour arriver au comportement effectif. Dans un premier temps, on considere
les réactions de type adsorption a la surface des pores. A Déchelle microscopique, le phénomene
de transport est modélisé par des équations couplées de type advection-diffusion, une pour la
concentration dans le fluide et I’autre pour la concentration a la surface de milieu poreux. Le
couplage est fait par les isothermes d’adsorption. Le systéme microscopique avec des coefficients
fortement oscillants est étudié dans un régime de forte convection i.e., dans un régime de grand
nombre de Péclet. La présence de forte convection dans le modele microscopique se traduit
par 'apparition d’'une large dérive dans les profils de concentrations. On considere a la fois
I’isotherme linéaire et I'isotherme non linéaire et les résultats ainsi obtenus sont comparés. Dans
la deuxieme partie, on généralise nos résultats concernant le transport réactif d’un seul soluté
a ceux de plusieurs solutés dans un cadre linéaire. Dans ce cas, les parametres effectifs sont
obtenus en utilisant le principe de Factorisation et la convergence a deux échelles avec dérive.
On étudie numériquement le comportement des parametres effectifs par rapport au nombre de
Péclet et au nombre de Damkdohler. On utilise Freefem++ pour effectuer des tests numériques
en dimension deux.

Mots clefs: Homogénéisation, Milieux poreux, Structures périodiques, Convergence a deux
échelles, Tenseur de dispersion, Ecoulements réactifs, Isothermes d’adsorption.



