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Abstract

Numerical simulations and laboratory studies are our main tools to com-
prehend better processes happening in the subsurface. The phenomena
are modeled thanks to systems of partial differential equations (PDEs),
which are extraordinarily complex to solve numerically due to their often
highly nonlinear and tightly coupled character. After decades of research
on new and improved solving algorithms, there is still a need for accurate
and robust schemes. In this work, we investigate linearization schemes and
splitting techniques for fully coupled flow and transport in porous media.

A particular case of multiphase flow in porous media, the study of
water flow in variably saturated porous media, modeled by the Richards
equation, is studied here. An external component, e.g., a surfactant, is
transported by the water phases. The resulting system of equations is
fully coupled and nonlinear.

In this work, we investigate three different linearization schemes, the
classical Newton method, commonly used throughout the industry, the
modified Picard method, and the L-scheme. Even though only linearly
convergent, the latter appears to be the most robust scheme for some
particular cases. The convergence of the L-scheme has also been studied
theoretically. Both the Newton method and modified Picard are faster, in
terms of numbers of iterations, but fail to converge in cases of unsaturated-
saturated porous media or complex phenomena such as hysteresis effects.

The rate of convergence of the L-scheme can be improved by combin-
ing it with the Newton method or by using the Anderson acceleration.
The scheme resulting by combining the L-scheme and the Newton method
appears practically to be both quadratically and globally convergent. It
requires fewer iterations than the L-scheme, it is more robust than the
Newton method, and it also converges for larger time steps. Using larger
time steps can considerably decrease the total number of iterations over the
full simulation. Alternatively, by applying the Anderson acceleration, one
avoids the computation of any derivatives, and thus the implementation
of the algorithm is less invasive. The rate of convergence of the L-scheme
depends on user-defined parameters. Finding the optimal L values can be
tedious. Optimizing the Anderson acceleration is more straightforward,
and the improvements obtained are remarkable.

The equations investigated in this work are not only characterized by
nonlinear terms but are also fully coupled. The external component, dis-
solved into the water phase, directly influences the flow. We investigate
two splitting approaches, the canonical nonlinear splitting, and an alter-
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nate linearized splitting. We compare them in terms of the numbers of
iterations required to achieve the convergence, and the condition numbers
of the systems to be solved within each iteration. After all, the latter ap-
pears to be a better alternative; it requires fewer iterations and achieves
equally accurate results. A monolithic or fully implicit formulation is also
investigated. The solution algorithm is computationally slower than the
splitting ones but appears to be more robust.

Finally, a global random walk approach for solving the coupled nonlin-
ear problem is also studied. The scheme results in being free of numerical
diffusion. Using vast numbers of particles, almost as many as the molecules
involved in the reaction, it produces an intuitive representation of the pro-
cess. The global random walk algorithms are explicit and thus often more
straightforward than the typical finite volume/element schemes.

The models investigated in this work represent a particular case of two-
phase flow in porous media. Still, we are confident that similar results,
concerning the linearization schemes and solving algorithms, can also be
achieved in the case of more canonical models.



ix

List of papers

A TIterative schemes for surfactant transport in porous media
D. Illiano, I. S. Pop, F. A. Radu, Computational Geosciences 2020,
DOI: https://doi.org/10.1007/s10596-020-09949-2

B An efficient numerical scheme for fully coupled flow and
reactive transport in variably saturated porous media in-
cluding dynamic capillary effects
D. Illiano, I. S. Pop, F. A. Radu, accepted author manuscript,
Numerical Mathematics and Advanced Applications ENUMATH 2019,
DOLI: https://doi.orgl0.1007/978-3-030-55874-1_55

C Efficient solvers for nonstandard flow and transport in un-
saturated porous media
D. Illiano, J. W. Both, I. S. Pop, F. A. Radu, submitted manuscript
arXiv:2012.14773

D Random walk methods for flow and transport in unsatu-
rated /saturated porous media
N. Suciu, D. Illiano, A. Prechtel, F. A.Radu submitted manuscript
arXiv:2011.12889






Contents

Preface

Acknowledgments

Abstract

List of papers

1 Introduction

1.1

Main results . . . . . . . . . . ..

Part I: Background

2 Mathematical modeling

21

2.2
2.3
24

2.5
2.6

Porous media . . . . . . . ... ..o oL
2.1.1 Porosity . . . . ... e
2.1.2 Permeability . ... ... ... ... ... .. ...
2.1.3 Heterogeneous porous media . . .. .. ... ....
Mass conservation and Darcy’slaw . . . .. ... ... ...
Initial and boundary conditions . . . . . ... ... ... ..
Two-phase flow . . . . ... ... ... . ... ... ....
2.4.1 Richards equation . ... ... ............
Dynamic capillarity and hysteresis . . . .. ... ... ...
Surfactant transport . . . . .. .. ... ... .. ... ...

xi

iii

vii

ix



xii

Contents

2.7 Fully coupled systems for reactive transport in variably sat-

urated porous media . . . . . ... oL oL 16
Numerical methods 19
3.1 Discretization in space and time . . .. ... .. .. .... 19
3.2 Linearization schemes . . . .. ... ... .......... 21

3.2.1 Newtonmethod. .. .. ... ............. 22

3.2.2 Modified Picard method . . . . . ... ... ..... 23

323 L-scheme . .. ... . ... ... ........... 23
3.3 Solvers for coupled problems . . .. .. ... .. .. .... 24

3.3.1 Monolithicsolver . . . . . ... .. ... ... .... 25

3.3.2  The nonlinear splitting approach (NonLinS) . . . . . 28

3.3.3 The alternate linearized splitting approach (AltLinS) 30
3.4 Anderson acceleration . . . ... ... ... ... .. 32
3.5 Global random walk algorithm . . . . ... ... .. ... .. 34
Implementation in MRST 37
4.1 Richards equation . .. .. ... ... ... .. ... ..., 38

4.1.1 The coupled problem . . . . . .. ... ... ..... 41

4.1.2 Implementation of the monolithic schemes . . . . . . 42

4.1.3 Implementation of the splitting solvers . . . . . . . . 44
4.2 Anderson acceleration . . . ... ... ... ... 46
Summary and outlook 49
5.1 Summary of the papers . . . ... ... ... ........ 49
5.2 Conclusions and outlook . . . . .. ... ... ... ..... 53

Part II: Scientific results

Article A Iterative schemes for surfactant transport in porous
media . 65
Article B An efficient numerical scheme for fully coupled flow
and reactive transport in variably saturated porous media

including dynamic capillary effects 85
Article C Efficient Solvers for Nonstandard Models for Flow
and Transport in Unsaturated Porous Media 95

Article D  Global random walk solvers for fully coupled flow
and transport in saturated /unsaturated porous media 133



Part 1

Background






Chapter 1

Introduction

Modeling flow in porous media is a classic example of a mathematical
approach used to represent complex physical phenomena. Numerous pro-
cesses, which play fundamental roles in our society, are instances of flow in
porous media. Enhanced oil recovery, soil remediation, and medical diffu-
sion in biological tissues are a few examples. The problems span entirely
different fields, from energy production to preservation of natural habitats
to medicine. Later on, we will observe that such porous structures are
present in various materials, both natural and manufactured.

All the aforementioned phenomena are complex physical processes and
are remarkably challenging to model and simulate. In applied mathemat-
ics, engineering, and physics, one aims to simplify the processes as much
as possible to be able to investigate them while at the same time, obtain
accurate simulations. This can be achieved in various ways, e.g., by ne-
glecting some secondary effects, but also by assuming that some quantities
remain constant, and more. The description will then not be completely
accurate, but the problems are otherwise too complex to solve. The er-
rors here obtained are defined as modeling errors due to the simplifications
and assumptions taken into account. Furthermore, one incurs in numerical
errors due to inaccuracies in the numerical computations.

Partial differential equations (PDESs) are one of the mathematical tools
used to study all these processes. Even though these equations have been
investigated for decades, there is still a need for accurate and robust solvers
due to their complexity. We will concentrate mainly on how to treat the
nonlinearities that often characterized such equations. Furthermore, when
investigating systems of PDEs, the equations involved can be coupled to-
gether. We will study different solution algorithms that either solve the
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equations all together or split them.

A central focus of this work is the flow of water in variably saturated
porous media, modeled by the Richards equation [12, 33, 55]. Unsatu-
rated /saturated domains are found, for example, in the section of the soil
closer to the surface. In the upper part of the soil, air and water phases
coexist; thus, the domain is unsaturated. Below the water table, only
the water phase is found, and thus the domain becomes fully saturated.
Furthermore, an external component, e.g., a surfactant, is dissolved and
transported in the water phase. The process is modeled by a reactive
transport equation [3, 21, 35, 43, 47, 49, 65, 70, 80]. Soil remediation
is a classical physical phenomenon that can be studied thanks to this set
of equations. The surfactant is dissolved in the water phase flowing in
the variably saturated porous medium. Of large interest is, for example,
to understand which regions have already been reached by the substance.
Furthermore, it allows us to know if the reservoirs below the water tables
have been contaminated. Surfactants are chemical compounds commonly
used in our everyday life, from detergency to emulsification. Moreover,
they are also used in enhanced oil recovery (EOR) processes. They are fre-
quently used to remove contaminants from underground reservoirs. They
are considered safe at low concentrations [20], but their accumulation in
water reservoirs can results in natural disasters [86]. Thus one needs to
pay particular attention to the transportation of such substances.

The equations used here to describe the flow and transport are fully
coupled, nonlinear, possibly degenerate PDEs. The resulting system is ex-
traordinarily complex to solve numerically. When investigating flow and
transport, the equations are commonly one-way coupled. The flow influ-
ences the transport, but the external component’s effects on the flow are
neglected for ease of the study. In this work, we will include such effects,
and thus the equation will be fully coupled.

To solve numerically the system of PDEs obtained, one needs first to
discretize in time and space the equations involved. We refer to [28] for
a practical review of numerical methods for the Richards equation. Due
to the low regularity of the solution and the need of relatively large time
steps, the backward Euler method is an optimal candidate for the time
discretization. There exist numerous spatial discretization techniques, to
name a few the Galerkin Finite Element Method (FEM) [9, 46, 61, 73], the
Discontinuous Galerkin Method (DGM) [7, 52], the Mixed Finite Element
Method (MFEM) [6, 13, 30, 66, 67, 83, 87|, the Finite Volume Method
(FVM) [16, 25, 26] and the Multi-Point Flux Approximation (MPFA) [1,
8, 10, 45], which is an example of FVM.
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Since the time discretization, given by the backward Euler, is implicit,
the resulting fully discretized problem is a sequence of nonlinear equations.
Nonlinear quantities characterize, in fact, both Richards and transport
equations. Thus, one needs to linearize the resulting discretized nonlin-
ear problems. There exist numerous linearization techniques, each with
its advantages and disadvantages. For example, one can use the classi-
cal Newton method, here presented in Section 3.2.1, which is remarkably
fast but not very robust. The scheme can fail to converge for especially
complex problems. A possible alternative, here thoroughly investigated
and first presented in Section 3.2.3, is the L-scheme [55, 64]. The scheme
is usually slower in terms of the number of iterations than the Newton
method, but it is more robust. Also, there exist various techniques that
can be used to accelerate the scheme. In this work, we test two different
approaches; first, we combined the Newton method and the L-scheme, ob-
taining a so-called mixed scheme. The linearization technique appears to
be both globally and quadratically convergent. Moreover, we implement
the Anderson acceleration (Section 3.4), a powerful post-processing tool
that can drastically improve the rate of convergence of linearly convergent
schemes [5].

Furthermore, either monolithic (Section 3.3.1) or splitting solvers (Sec-
tions 3.3.2 and 3.3.3) are implemented to solve the coupled problem. The
former are often easier to construct and more stable. The latter give more
freedom in the solving process. One can combine different solvers for the
flow and the transport, respectively. We presented two different splitting
schemes, the canonical nonlinear splitting, and an alternate linearized spit-
ting. The latter appears to be a valid alternative to the more commonly
used nonlinear approach.

1.1 Main results

This thesis’s main contributions are novel linearization schemes and solving
algorithms for coupled Richards and transport equations. Four different
papers compose this thesis. In each one of them, we studied different mod-
els, but the conclusions were often similar. The original flow and transport
in variably saturated porous media are extended by adding the dynamic
capillarity effects and later the hysteresis effects. The L-scheme, already
studied in various previous works, e.g., [55, 64], is here extended to this
particular coupled problem. The Anderson acceleration is used to improve
the rate of convergence of the linearly convergent scheme. Moreover, given
the coupled nature of the problem, we investigate different solving algo-
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rithms. We propose a linearized splitting solver as an alternative to the
canonical nonlinear splitting. Finally, we also investigate a global random
walk (GRW) solution algorithm.

1.

To develop solvers for fully coupled Richards and transport
equations. In Papers A and C, we design and numerically assess
three different algorithms’ performance: a monolithic solver and two
splitting ones. The alternate linearized splitting proposed here ap-
pears to be a better alternative to the canonical nonlinear splitting.
It results faster in terms of the number of iterations required to ob-
tain the solution. Furthermore, the two solvers are equally accurate.

Rigorous convergence analysis for the L-scheme applied to
the coupled Richards and transport equations. In Paper A, we
prove the convergence of the L-scheme, in its monolithic formulation,
and discuss the convergence of modified Picard and Newton methods.

To propose an improved linearization scheme. In Paper B, we
observed that a combination of the L-scheme and the Newton method
results in being a globally and quadratically convergent linearization
scheme. The model studied here includes the dynamic capillarity
effects.

To study the Anderson acceleration for the fully coupled
nonstandard problem. In Paper C, we implement the Anderson
acceleration, observing how such a tool can drastically improve lin-
early convergent schemes, e.g., the L-scheme. The model investigated
includes both dynamic capillarity and hysteresis effects.

To develop a global random walk solver. In Paper D, we pro-
pose and investigate a GRW solver for different sets of equations.
The solution algorithm is first built upon a one-dimensional Richards
equation, and it is finally extended to the fully coupled flow and
transport investigated in the other papers. The resulting technique
is free of numerical diffusion and presents considerable improvements
compared to the standard two-point flux approximation.



Chapter 2

Mathematical modeling

Conservation of mass, momentum and energy are examples of conserva-
tion laws, forming the basis for many physical models, including flow in
porous media. The governing equations are then completed by including
constitutive laws. Such are based on experimental observations and often
take into account many simplifications. Darcy’s law is a classic example
of constitutive law. It describes the flow of a single fluid through a porous
medium. It was stated after Henry Darcy performed numerous experi-
ments on columns of sands. To close a model, finally, boundary conditions
have to be stated.

In the following sections, we will present the fundamental elements on
which models for flow in porous media are built. We will start with a
brief discussion regarding what is a porous medium and its properties.
Then, thanks to Darcy’s law and the mass conservation law, we present
the model for single-phase flow in porous media. From there, we extend
the model to two-phase flows including the nonstandard effects, such as
dynamic capillary pressure and hysteresis. A particular case of two-phase
flow, a so called one a-half phase flow, modelled by the Richards equation
is the model mainly investigated in this work. An external component
is dissolved in the water phase and a transport equation is also taken
into account. All in all, this chapter provides a brief introduction of the
mathematical models which have been the basis of this work.
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2.1 Porous media

Porous media are materials presenting pores through which fluid can flow
and be stored. They can be found all around us. We can observe them in
the soil, in biological tissues and also in man-made materials, e.g., cement.
In this work, we mainly concentrate on underground water reservoirs, but
similar models can be used for different media. Two properties are funda-
mental when describing a porous medium: its porosity and its permeability.
The first describes the ability to store fluid and depends on the size and
number of pores. The latter describes the ability to transmit a fluid and
thus depends on the connection between the pores.

When studying flow in porous media one need to establish which mod-
eling scale is most appropriate. One could investigate the individual pores
and pore channels, thus studying the flow on a so called pore-scale. The
domains considered in reservoir simulations extend often for kilometers and
thus it is not convenient to use such scale. One needs to individuate an ap-
propriate representative elementary volume (REV). REVs are the smallest
volumes over which reservoir properties, such as porosity and permeability,
are representative of the whole domain.

2.1.1 Porosity

The porosity is defined as the fraction of pore space within a REV [54, 62],
precisely

A
Vo
where V), is the volume of the pores, and V; is the bulk volume. By its
definition, ¢ is a fraction between 0 and 1. Porosity equal to 0 means
that no pores are included in the domain. In this work, we consider a
rigid or nondefomable domain; thus, ® is a non-changing value that can be
measured in the absence of fluid. In the case of deformable domains, the
porosity depends on the pressure of the fluid and the rock compressibility.

(2.1)

2.1.2 Permeability

As previously stated, the permeability describes the ability to transmit
fluids, [54, 62]. It is commonly indicated with K and it is a proportionality
factor between the flow rate and the applied pressure. The SI-unit is
m?, but it is more often measured in darcy, 1D = 0.987 - 10~'2m?2. The
permeability of reservoirs usually studied ranged from 0.1 mD (millidarcy)
to 20 D [54].
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For ease of presentation, one often assumes that the permeability is a
scalar; more generally, it is a tensor of the form

K= |K,.K,,K,.|. (2.2)
szszKzz

The elements on the diagonal of K represent how the pressure drop in
one direction directly influences the flow rate in the same axial direction.
The remaining terms describe the relationship between flow rate in one
direction and pressure drop in the perpendicular directions.

A parameter, such as the permeability, is defined as anisotropic when
it changes values depending on the direction in which it is considered.
Alternatively, in case of no directional differences, it is defined as isotropic
[62]. Whenever the full tensor K is needed, the porous medium is defined
as anisotropic. Opposite to that, if a diagonal representation is sufficient,
it is called isotropic. Furthermore, the full tensor K is always symmetrical
and positive definite [54].

2.1.3 Heterogeneous porous media

The soil under our feet and many other porous media contain complex
structures and have heterogeneous properties. A property is defined as
homogeneous if its values do not depend on the position in the domain.
Conversely, it is defined as heterogeneous if it is a function of spatial lo-
cation. To describe heterogeneous porous media, one often uses statistical
tools [2, 38]. MRST, the Matlab Reservoir Simulation Toolbox [54], for
example, includes two simplified methods to generate geostatistical rela-
tions, the gaussianField and the logNormLayers functions. Such tools
were briefly used in Paper A, when we investigated a more realistic porous
medium, with a heterogeneous permeability. Furthermore, in Paper D, we
study domains with permeability modeled as a log-normal space random
function with fixed variance and correlation lengths. An example of such
domains is given by Fig. 2.1. The permeability is obtained thanks to a
Kraichnan field generator [79].

2.2 Mass conservation and Darcy’s law

The mass conservation law states that the temporal changes in mass within
a volume must equal the fluxes flowing through its boundary and any
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Conductivity

0
0 0.5 1 1.5 2

X

Figure 2.1: Example of heterogeneous conductivity studied in Paper D.

source and sink within the volume itself. Formally this becomes:

/w An) /8 pu - ndA + / padv, (2:3)

where w is a general volume, contained within the porous media 2, Jw its
boundary, ¢ the porosity of the porous medium, p the density of the fluid,
u the flux, n the outward pointing normal vector and ¢ any source or sink
inside the domain w. The divergence theorem can be applied to the surface
integral, and considering that the volume w is arbitrary one can conclude
that the single-phase fluid must satisfy the continuity equation:

(¢p)+v (pu) = pg,  in Q. (2.4)

As previously stated, constitutive laws are also required to complete
the model. Henry Darcy, in 1856, studied how water flows in a column of
sand. The main result out of his numerous experiments is the Darcy’s law
for single-phase flow:

w=—(Vp—pg). (2.5)

where w is the volumetric flux, K is the permeability introduced in the pre-
vious section, p the dynamic viscosity, p the pressure of the fluid, p its den-
sity, and g the gravitational acceleration. Note that g = (0,0, —9.81)7 =
—9.81Vz

In the case of incompressible fluid and matrix, the porosity and the
density are pressure independent and constant in time. Thus, one can
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simplify the continuity equation (2.4), and combining it with Darcy’s law
(2.5), it results in:

- V- (%(Vp - pg)) =q inQ. (2.6)

2.3 Initial and boundary conditions

To close the system of equations introduced in the previous section, so that
a solution is defined, one needs to define the boundary conditions. They
determine the behavior on the boundary of the domain. Furthermore,
in the case in which the fluid or the rock are compressible, one studies
a parabolic equation and thus needs an initial condition. When study-
ing incompressible fluid and rock, equation (2.6) is elliptic, and no initial
condition is required.

Considering the domain € and the time interval [0, 7], with T the final
time step, one is often interested in describing a closed flow system; no fluid
can flow across the external boundary of the domain. This is achieved by
imposing a homogeneous Neumann condition,

u(z,t)-n=0  forx e dQandte (0,T)] (2.7)

Using the boundary condition (2.7), also called no-flow condition, any pres-
sure solution of (2.6) is defined up to a constant. One must prescribe a
value along the boundary. The reservoir investigated is often connected,
along at least one side, to a more extensive porous medium which can
provide additional pressure support. One fixes the pressure on such a
boundary by imposing a Dirichlet condition

p(z,t) = ppiric(z, 1) forx eI’ C 9Q and ¢ € (0,T). (2.8)

Finally,a non-vanishing normal flux could be prescribed on a part of the
boundary, which is included by a so-called inhomogeneous Neumann con-
dition

w(z,t) N = Uney(,t) forz el C 9Q and ¢ € (0,77. (2.9)

As previously stated, in the case of a parabolic equation, one also needs
to impose an initial condition of the form

p(z,0) = po(x) for x € Q. (2.10)
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2.4 Two-phase flow

We will now extend the formulation previously presented for single-phase
flow to two-phase flow. When studying two-phase flow, two fluids are
transmitted within the reservoir. We can always individuate a wetting
phase and a nonwetting one. The wetting phase is the fluid that is more
easily attracted by the medium (wettability) [54], while the other is the
nonwetting one. A typical example can be water and oil, the first being
the wetting phase, the latter being the nonwetting one. Considering that
two phases are now present in the reservoir, one can define the saturation.
The saturation of the phase «, S,, is the fraction of the pore volume
occupied by the phase a. We always assume that the fluids fill the entire
void space in the porous medium, so that:

> S =1 (2.11)

Given the pressures of the two phases, we define the macroscopic capillary
pressure as the difference between the nonwetting (p,) and the wetting
(pw) pressures:

Pcap = Pn — Pw- (2-12)

The capillary pressure plays a fundamental role in the modeling of two-
phase flows. Thanks to numerous experiments [19, 71, 72|, it has been
observed that the capillary pressure depends on the saturation of the wet-
ting phase, i.e. Peap = Pe(Sw). Such holds true for steady states flow
under static condition. A typical example of the capillary pressure curve is
presented in Fig. 2.2. There, we can observe two curves, the drainage and
the imbibition curves. The former describes the process of a nonwetting
fluid displacing the wetting one. The latter describes the opposite; the
wetting phase displaces the nonwetting one.

When discussing single-phase flows, we defined the permeability. In the
case of two-phase flows, one needs to introduce the effective permeability
K¢, which describes the capacity of the rock to transmit the phase a. K¢
is always smaller than K; the second fluid 8 can be seen as an additional
obstacle. Thus, one can define the relative permeability as

ko = K¢ /K. (2.13)

Relative permeabilities are usually functions of the saturations, in case of
two-phase flow we have

krn = k7n(Sn) and krw = krw(Sw)y (214)
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Figure 2.2: The hysteresis loop, figure inspired by the study done in [57].

where the index n indicates the nonwetting component and w the wetting
one.

Finally, given the relative permeabilities k,, we can write the conser-
vation equations and generalized Darcy’s law for two-phase flows

0
a(d)pasa) + V- (pata) = Pala;
_Kkra

[

(2.15)

Uy = (Vpa - pag)7

for @« = w,n and every domain (2.

2.4.1 Richards equation

The Richards equation is commonly used to study the water flow in vari-
ably saturated porous media, [12, 33, 55]. The vadose or unsaturated
zone extends from the ground surface to the underground water table. In
this region, water and air, classical examples of two immiscible phases,
coexist. Many simplifications are often taken into account, reducing the
two-phase flow to a so called one-a half phase [54]. One central assump-
tion for this is that the inactive phase, the air phase, is connected to the
atmosphere. Thus the air pressure is set equal to the atmospheric one,
due to the fact that air is much less viscous than water. Furthermore,
the atmospheric pressure is set equal to zero, obtaining p, = pgi = 0
and peap = Pn — Pw = —Pw. Based on these assumptions, the equations
commonly used to model two-phase flows can be reduced to the simpler
Richards equation:

90(D)
ot

-V (K(e(\p))w\p + z)) - 1, (2.16)
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where 6 is the water content (S,,), expressed as a function of the pressure
head ¥, K is the conductivity, z denotes the vertical coordinate of x,
opposite to the gravity, and H is an external force or source term involved.
The pressure head VU is defined as: ¥ = p%, with p the pressure of the
water phase. The conductivity K is a quantity that depends from both
the medium and the fluid. Given the permeability K, the conductivity is
K := pgK/u. In the following, if not otherwise specified, K will always
refer to the conductivity, not the permeability. The Richards equation is a
degenerate parabolic PDE, whose solution has typically low regularity [4].

One commonly used set of expressions for § and K is given by the van
Genuchten-Mualem model [82], precisely

o(w) — {z+ (6= 6,) (L+ (—p0)™) ™", VS0
K(6(T)) — K0.(0)3 [1 — (0. (0)7) T | w<o (2.18)
K, v >0,

where 6, and 6, represent the values of the residual and saturated water
content, 6, = (0 — 6,.)/(0s — 0,) is the effective water content, K is the
saturated conductivity and § and m are model parameters dependent on
the soil [33].

2.5 Dynamic capillarity and hysteresis

Previously, we have introduced the concepts of drainage and imbibition.
These processes can repeat themselves, one after the other. For instance,
one can start by injecting water (waterflooding) in a reservoir filled with
oil, until a certain oil saturation is reached (residual saturation). This
value represents the quantity of oil that remains trapped in the pores and
cannot be extracted by merely injecting more water. The process will
create an imbibition curve, like the one presented in Fig. 2.2. If then water
is displaced by injecting oil, the drainage curve and a residual saturation
for the water are obtained. It is evident that the two curves are completely
different, thus the cycle is defined hysteretical [11, 36, 57, 74].

Moreover, a new imbibition process, results in a curve different from the
primary one. The reason for this is a so-called dynamic capillary pressure.
The behavior of the hysteretical system depends not only on its current
state but also on its history. Such dynamic effects have been observed in
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laboratory experiments and have already been studied in many papers, e.g.,
[22, 29, 31, 34, 58, 75, 90]. The complex structure of the pores forming the
medium, and thus the droplets of oil trapped in it, are part of the causes for
this phenomenon. Any point of the area bounded by the primary drainage
and imbibition curves of Fig. 2.2 could represent an equilibrium point.
In Paper A, both hysteresis and dynamic capillary pressure effects were
neglected. This formulation is the easiest and thus the most commonly
used. In Articles B and C, we use the play-type hysteresis and dynamic
capillary effects as introduced in [11]. More precisely,

Pn —DPuw € Pc(Sw) - T(Sw)atsw - 'YSign(atSw) (2'19)

where 7(5,,) > 0 denotes the dynamic capillary coefficient and sign(9;5,,)
is the sign graph

1 for 8tSw >0,
sign(9ySyw) = ¢ [-1,1] for 8;S,, =0, (2.20)
-1 for 0;5,, <0,

used to describe the hysteresis effects, with v the width of the primary
hysteresis cycle. By choosing 7(S,,) = 0, the dynamic effect are neglected.
Similarly, if v = 0, there is no difference between the drainage and im-
bibition curves and thus the hysteresis effects are not taken into account.
The resulting model is investigated in Paper B, only the dynamic capillary
effects are included.

2.6 Surfactant transport

The final model studied in this work is the reactive transport equation. It
describes the movement of an external component, dissolved in one of the
phases. We will consider, e.g., a surfactant transported by the water phase
in a variably saturated domain. Surfactants are substances that can re-
duce the forces occurring between two phases inside a porous medium. For
instance, surfactants can be used to reduce the interfacial tension between
oil and water, enabling them to combine. Thus, they are commonly used in
enhanced oil recovery because they can improve the production, allowing
the extraction of trapped oil [53]. Furthermore, surfactants are commonly
used for remediation of contaminated soil [60]. Water is injected in con-
taminated reservoirs (soil washing or flushing), and the pollutant is thus
removed. The water solubility is the controlling removing mechanism; sur-
factants and other additives can accelerate the process. Moreover, it has
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been observed that pretreatment of contaminated soil with surfactant can
enhance these contaminants’ biodegradation.

All the aforementioned processes, involving the injection, and thus the
transportation of a surfactant in porous media, can be described by the
following equation.

(0(%)c)
ot

where ¢ is the concentration of the external component, D is the diffusion /
dispersion coefficient, assumed to be constant for ease of presentation, uy
is the water flux, R(c) is the reaction term, expressed as a function of the
concentration, and finally Hs is an external force or source term involved
in the process. The effects due to the diffusion and the dispersion of the
component are also taken into account. When studying flow in porous
media, and particularly oil recovery, they are often neglected because the
advection effects dominate the transport.

—V - (DVec—uwc) + R(c) = Ha, (2.21)

2.7 Fully coupled systems for reactive trans-
port in variably saturated porous media

Combining the Richards (2.16) and the transport (2.21) equations defined
in the previous sections, one obtains the coupled system:

90()
ot
a(0(¥)c)
ot

Initial conditions and homogeneous Dirichlet boundary conditions for both
pressure and concentration close the system. The formulation is restricted
to the homogeneous boundary conditions for sake of simplicity. The system
(2.22) is not fully coupled, but only one-way coupled. The concentration of
the external component does not influence the water flow. System (2.22)
represents a simplified formulation which is often valid.

A more precise formulation is obtained by including the effects of the
external component on the water flow. The external component, dissolved
in the water phase, influences the surface tension ¢, which becomes a func-
tion of the concentration, and this results in a rescale of the pressure [78]

1
~ 1—blog(c/a+1)

-V (KO(P)V(T + 2))

H1>
(2.22)

— V- (DVec—uywe)+ R(c) = Ho.

oV, c) == o(q(c)qf), with  ¢(c) (2.23)
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The water content 6 becomes itself a function of both pressure and con-
centration. The parameters a and b depend on the fluid and the medium.
We refer to [37, 77, 78] for details regarding (2.23). The equation above is
used to model the influence of a surfactant on the water tension but simi-
lar equations can be used for different substances. One should not neglect
such effects when studying the transport of surfactants, which are injected
in the reservoir for their abilities to modify the surface tension. Given the
double dependency of 8 on both ¥ and ¢, from (2.23) one naturally obtains
the fully coupled system:

%_v- (K(e(tll,c))v(‘l’“)) = M (2.24)
W_v.(pvc—uwcwrmc) = M

The van Genuchten-Mualem formulation for the water content and the
conductivity becomes:

1—m

1 m m
(W, c) = 9r+(9s—9r)(1+(—5(m)‘1’) ) v <0,
0 v > 0,

m—1

2
Kow.) = A0 1= (1070 | w o,

K, U > 0.

Once more homogeneous boundary conditions and initial conditions for ¥
and ¢ close the system. We will refer to system (2.24) as the standard
fully coupled model. This system is studied in Paper A and Paper D. In
[67], a similar fully coupled problem is studied. The reaction term, in the
transport equation, produces water and thus the problem results being
fully coupled.

A more complete formulation is obtained when dynamic capillary pres-
sure and hysteresis effects are taken into account. The water content is
not expressed as a function of the unknown pressure and concentration,
but it becomes itself an unknown. Including the nonstandard effects into
the coupled system (2.24), we obtain:

80—V - (K(O)V( +2)) = Hy,

U+ peap(0, ¢) — 7(0)010 € v(0)sign(0,0), (2.25)
O0¢(0c) —V - (DVe —uwce) + R(c) = Hs,
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with 6, U and ¢ the three unknowns. The sign graph can be regularized

by using
o [sign(e) it lel =6
E(§) = {5/5 £ el <s (2.26)

setting & = 0,0 and choosing a positive J, the system representing the
nonstandard formulation becomes

00—V - (KO)V(¥+2) = Hp,
U + peap(8, ¢) — 7(0)0:0 = vZ(0,0), (2.27)
Ot(6c) — V- (DVe —uwe) + R(c) = Ho.
We investigated the system (2.27) in Paper C. In Paper B we have studied

the special case v = 0, i.e. a system characterized by dynamic capillary
pressure but no hysteresis.



Chapter 3

Numerical methods

In this chapter, we present different techniques that can be used to nu-
merically solve the equations described in the previous chapter. First, we
introduce time and space discretizations. The discretized equations cannot
directly be solved due to the nonlinearities of the terms involved. We there-
fore investigate different linearization schemes. Finally, we present both
monolithic and splitting schemes to solve the obtained fully coupled, dis-
cretized and linearized systems. For ease of presentation, we consider here
the standard model (2.24) where dynamic capillary pressure and hystere-
sis effects are neglected. The discretization techniques, the linearization
schemes and the solving algorithms can easily be extended to the nonstan-
dard model (2.25), as in Papers B and C.

3.1 Discretization in space and time

Before introducing the discretization, we discuss the weak formulation of
system (2.24), serving as foundation for the following discussion. We start
by presenting some spaces commonly used in functional analysis. We de-
note by L?(9) the space of real valued, squared integrable functions defined
on Q, and H!(f) its subspace, containing the functions having also the first
order weak derivatives in L?(Q2). H}(Q) is the space of functions belonging
to H'(Q2) and having a vanishing trace on 9. Furthermore, we denote
by < -,- > the standard L?(Q) scalar product (and by ||-|| the correspond-
ing norm) and the pairing between H{ () and its dual H—'(Q). Finally,
by L?(0,T; X), for some T' > 0, we mean the Bochner space of functions
taking values in the Banach-space X, the extension to H'(0,T; X) being

19



20 Chapter 3. Numerical methods

straightforward. For a more detailed introduction we refer to the textbook
[23].

We state the weak formulation of the problem related to (2.24), as
presented in Paper A:

Problem P: Find ¥, c € L?(0,T; H}(Q))NH'(0,T; H~(Q)) such that

<90V, c),v>+ < K(0(¥,c))V(V + 2), Vo >=< Hj,v>, (3.1)
and
< 8 (0(¥,c)c),w > + < DVec+ uwe, Vw >=< Hy,w >, (3.2)

hold for all v,w € H}(Q) and for almost every ¢ € (0,7]. For ease of
presentation, we neglected the reaction term R(c).

Due to the low regularity of the solution [4] and the need for relatively
large time steps, the backward Euler method is the best candidate for the
time discretization. The process studied in reservoir simulations can take
place over considerable time intervals, thus the need for large time steps.
We discretize Problem P by combining the backward Euler method with
linear Galerkin finite elements as spatial discretization.

Let N € N be a strictly positive natural number and the time step
At := T/N. Thus, the discrete times are t,, := nAt (n € {0,1,...,N}).
Furthermore, let 7; be a regular decomposition of §2 into d-dimensional

simplices, ) = TgT T, with h denoting the mesh diameter. The finite
h
element space V,, C H}(Q) is defined by

Vi, := {un € Hy(Q) s.t. v € P1(T), for any T € Tp,}, (3.3)

where P1(7) denotes the space of linear polynomials on 7 and vy the
restriction of v, onto T.

For the fully discrete counterpart of Problem P we let n > 1 be fixed
and assume that \112717 c;l“l €V}, are given. The solution pair at time ¢,
solves:

Problem P,: Find ¥}, c; € V}, such that for all vy, w, € Vj, there
holds

<Oy, cp) — 9(\117}:71,0271),0;1 >

3.4
+AL < K(0(Ty, cp)(VIE 4 e,), Vo, >= At < Hy,vp >, 34

and
< O(Uy, e — 0wt e e wy, >

3.5
+At < DVe¢p + uy,cp, Vwy, >= At < Hoywy, >, (3:5)
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where e, denotes the unit vector in the direction opposite to gravity. Note
that Problem P,, is a coupled system of two elliptic, nonlinear equations.
The water content 6 and the conductivity K are both expressed as func-
tions of the unknown pressure ¥} and concentration cj.

The space discretization presented above is based on linear Galerkin
finite elements. Finite element methods are the most common discretiza-
tion techniques used for these sets of equations. The linearization schemes
and solving algorithms, already investigated in previous papers, e.g., [55,
64], are built on them. For this reason, Problem P, will serve as a basis
for the presentation of the linearization schemes and solving algorithms in
the following sections.

Finite elements methods are not the only discretization techniques
available. There exist also a large number of finite-difference and finite-
volume methods. The standard discretization used in MRST and also
throughout the industry is the two-point flux approximation scheme (TPFA).
TPFA is a finite-volume method which is easy and computationally cheap
to implement. We refer to [54] for both a presentation of the method
and description of the implementation in MRST. Different discretization
schemes can be taken into consideration; the linearization schemes do not
depend on them.

3.2 Linearization schemes

The models presented in the previous chapter contain several nonlineari-
ties. In particular, the water content # and the conductivity K, defined
by the van Genuchten formulation, are highly nonlinear. Furthermore, the
reaction term, often included in the transport equation, can be nonlinear.

There exist numerous techniques to linearize nonlinear quantities. In
this work, we investigate mainly the classical Newton method, the L-
scheme, presented as an alternative to the former, and the modified Picard
method. All of them are characterized by the introduction of a lineariza-
tion loop, with iteration index j, starting at j = 1. At the time step n
and iteration j 4+ 1 we will indicate with W} *1 the unknown pressure,
similarly we can define the other unknowns. One needs to specify an ini-
tial guess for j = 1. The most natural choice is setting \IJZ’l = \Ilzfl.
For globally converging schemes, such as the L-scheme, one could use a
different value for the pressure, but such choice is necessary when using
the Newton method. This may induce severe restrictions on the time step
size as observed in [69].

We decided to investigate three linearization schemes because each has
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its advantages and disadvantages; a perfect scheme has not been found
yet. The Newton method is quadratically but only locally convergent.
The L-scheme is generally globally but only linearly convergent. Thus, the
former, when converging, is faster in term of numbers of iterations. The
latter is more robust and often converges when the Newton method fails.
The modified Picard method is only linearly and locally convergent but it
is more robust than the Newton method.

In the following, we introduce the three different linearization schemes
of interest, by defining a single iteration. To illustrate these, we exemplary
utilize Richards equation, part of the coupled Problem P,,.

3.2.1 Newton method

The Newton method is the most commonly used linearization scheme, due
to its potential quadratic convergence. However, it is only locally conver-
gent. Thus, sufficiently small time steps are required to obtain the numer-
ical solution. It is conveniently implemented in numerous programs, e.g.,
it is the standard solver in MRST. The scheme requires the computation
of the Jacobian matrix, which can be challenging and time-consuming. In
MRST, automatic differentiation is implemented. In the following chap-
ter, we will present, through snapshots of the code, how to use the Newton
solver already implemented in MRST.

Taking into consideration the Richards equation, its linearization thanks
to the Newton method for finding ¥}, given ¥}/ and ¥}~ ! is:

<OUPTY — QUL vy > 4 < (U)W W) gy >
+ AL < K0 (VI e,), Vo, >

+ AL < K/ (0(77)0 (W37 ) (VI 4 e,) ()7 — w77, Yy, >
=At < Hhvh > .

(3.6)

We observed in numerous simulations, that the Newton method as here
defined, can fail to converge [40, 41, 39]. For this reason, there is a need
for alternative linearization schemes which, even though only linearly con-
verging, are more robust. In particular, when modeling flows in porous
media, there is a need for large time steps. The phenomena investigated
can take place on considerable intervals of times and thus using a too fined
time step can become computationally unpractical.

It should be stressed that there are several modifications of the Newton
scheme improving the aforementioned aspects as, to name a few, line-
search and trust-region methods, or Anderson acceleration techniques, as
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discussed in [28, 42, 48, 51, 84, 85, 89]. Nevertheless, considering their
complexities, we believe that the modified Picard method and especially
the L-scheme are better alternatives due to their lower computational cost.

3.2.2 Modified Picard method

The modified Picard method, introduced by Celia in 1990 [18], can be
interpreted as a reduced version of the Newton method. Anyhow, the
scheme appears to be more robust. Instead of computing first order Taylor
approximations, particular nonlinearities are merely approximated at the
previous iteration value. The Richards equation, linearized by the modified
Picard method, at iteration j + 1, reads:

<O — (UL, vy > 4 < O/ (U)W W, >

. ) 3.7
+ AL < K (0P (VI te,), Vo, > = At < Hi,up, > . (3)

No derivatives of the conductivity term K are computed. Only the deriva-
tive of the water content 6 is taken into account. The resulting scheme
is linearly convergent and thus, in general, slower, in term of numbers of
iterations than the Newton method, yet more robust in practice. Still, as
for the Newton method, the modified Picard method can fail to converge
for particularly complex problems [41]. Still the results can be improved
by investigating smaller time steps. This can be time-consuming and can
result in overall slow solving algorithms.

3.2.3 L-scheme

The L-scheme is an ever more robust method than the modified Picard
method. It does not require the computation of any derivative and thus
is extremely easy to implement. For the Richards equation, the L-scheme
linearized formulation reads:

< QW) — (), > +L < ORI W gy, >

. | (3.8)
+ At < K(Q(\I/Z’J))(V\I/Z’JH + ez),Vvh >= At < Hy,vp >,

where L is a positive user-defined parameter, on which only mild restriction
are applied [41, 55]. To ensure the converge of the scheme, the quantities in-
volved must satisfy some conditions, e.g., the function 6 must be Lipschitz
continuous and monotonically increasing. The global, linear convergence
of the scheme, for Richards equation, is proved in [55]. In Paper A, we
extended the proof the the coupled problem (2.24).
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In all the numerical examples investigated in this work, the scheme has
appeared to be particularly robust and it ensured the convergence to the
solution even when both the Newton and the modified Picard methods
have failed to converge. Due to its linear order of convergence, the scheme
can result to be slower, in terms of numbers of iterations, than the Newton
method. Anyhow, because it does not require the computation of the Ja-
cobian, it can be overall computationally faster. Furthermore, it converges
also for larger time steps, compared to the Newton method, which can
result in fewer total iterations on the full simulation.

Finally, in Paper B, we propose a scheme obtained by combining the
Newton method and the L-scheme, in the hope to achieve a quadrati-
cally and globally convergent scheme. First, a few iterations are applied
using the L-scheme, until a close enough approximation of the solution is
achieved. Then, the Newton method is applied and thanks to its quadratic
order of convergence, the solution is obtained within a few extra itera-
tions. The scheme had already been investigated, for the Richards equa-
tion, in [55]. In paper B, we test it on the fully coupled problem (2.24),
including the dynamic capillary effects. We have observed that such an L-
scheme /Newton method can converge for larger time steps than the classi-
cal Newton method and in fewer iterations than the L-scheme. The scheme
appears to be a clear improvement compared to both the Newton method
and the L-scheme. The disadvantage is that the user must choose of when
to switch between the methods and must compute the Jacobian.

3.3 Solvers for coupled problems

The systems of equations presented in the previous chapters are charac-
terized not only by their nonlinearities but also by their coupled nature.
Considering the fully coupled Richards and reactive transport formulation,
the water content @ is a function of both unknowns, the pressure ¥ and
the concentration ¢. Among several, there exist two approaches for solving
coupled equations, either a fully implicit solver, also called monolithic, or
a splitting/sequential approach. In this work, we investigate the mono-
lithic solver and two different splitting algorithms. The former is usually
more robust but requires the study of larger matrices and in case of fine
meshes can be computationally expensive. The latter formulation gives
more freedom to the reader. Solving the equation separately, one can
choose different solvers for each of them. The solvers handle matrices half
the size compared to the ones investigated in the monolithic formulation.

In the following, for each approach, we present how the different lin-
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Lin. Flow ) Lin. Flow ) Lin. Flow ) Lin. Flow )

Lin. Transp. Lin. Transp. Lin. Transp. Lin. Transp.

T

j iterations

Figure 3.1: Monolithic scheme.

earization schemes are implemented.

3.3.1 Monolithic solver

We start with the fully implicit or monolithic solver. Given the standard
formulation (2.24), at the time step n and iteration j+1, the two equations
are expressed as functions of both the unknown pressure W} 1 and the

. 1+1
unknown concentration ¢’ 1

F{m (U7 ™) - =0, (3.9)
n n,j+1 n,j+1 .
le (‘I’hj+ ) Cpy " ) =0,

with F} the Richards equation and F5 the transport. Such equations are
characterized by nonlinear quantities and thus, a linearization scheme is
required. We indicate with F'", the linearized formulation of F' obtained
by the Newton method, the modified Picard method, or the L-scheme.
Having two equations and two unknowns, we can solve the system at once.
In Figure 3.1, we report a schematized version of this approach.

We will present now how the different linearization schemes can be
implemented together with the monolithic solver.
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Monolithic Newton method

The Newton method in its monolithic formulation (Mono-Newton) reads:
Let U7 =t W7 7 € Vj, be given, find U7 ¢}/ € Vj, such that

<O Ty — g(ur Tt ey vy, >

+ < 5g (WRT )W — W) v >
80 n,; mn,j n,j+1 n,j
+ < %(\Ilh cep?)(ey —cp’),vn >
+ AL < K (0T, ) (V) +e,), Vo, >
+ A< K'(0(9,7,¢;7)) aqj(qjhd7ch’])(v(\yh 7)
+e,) (TP — W), oy, >
00

+ At < K' (037, e 7))

hCh)) g (‘I’Z’j,CZ’U(V(‘I’Z’j)

C

+ ez)(ch"7 —cp?), Vo >= At < Hy,vp, >,

< 9(\IIZ’j, cZ’j)cZ"Hl — 0T e e wy, >
a0 o ; i\ ng
+ < %(WZ’J,CZ’J)(\I/Z’JH — Uy )ep?  wp, >

o0 - - - - -
+ < %(\PZ’],CZ’J)(CZ’]+1 —cpl)ep? Jwp, >

+ At < DVCZ’]"|r1 + un_lc;“j“, Vuwy >

W
+ At < R(c"’j),wh > +AE < R’(C"’j)(cZ’j+1 - cZ’j),wh >
= At < Hy,wyp, >,

hold true for all vy, wy € Vj,.

Remark 1 Observe that ul™ := —K (07", ¢ )V (U7 +2) appears in
the advection term of the linearized transport equation. This is done for
the ease of presentation. Nevertheless, the calculations carried out in this
work were also performed using w2, = —K (/"7 ¢ )V (U 4 2). The
differences in the results were marginal.

Monolithic modified Picard

The monolithic modified Picard (Mono-Picard) approach for solving (2.24)
reads as:
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Let U7t it \I/Z’j, cZ’j € V,, be given, find \I/Z’jﬂ, cZ’jH € V}, such that

<O Ty —o(urt ety vy, >

69 n,jg n,j n,j+1 n,j
+ < 6—‘IJ(\IJ};J,chﬂ)(xphﬂ+ — U oy >
89 n,j mn,j n,j+1 n,
+ < %(\I/h'j,ch”)(ch’ﬁr chj) vy, >
+ AL < K(0(T77, ) (VW) + ey), Vo, >
=At < Hyi, v, >,
(3.11)
<O, eIt ot e wy >
69 n n n,j+1 n
+ < 6‘7\11(\11}1’]’ P W =W vy >
o0 n,j n.gy\(nj+1 n,J\ n,J
+<87(\Ph e ) (e =)y o >

+At < DV pul eIt Yy, > AL < R(E™),wy, >
= At < Ho,wy, >,

hold true for all vy, wy € V},.

We note that no derivative of the nonlinear conductivity K and the
reaction term R have been computed. Instead, the quantities are linearized
by simply using the values of pressure and concentration obtained from the
previous iteration j.

Monolithic L-scheme

The monohthlc L-scheme (Mono-LS) approach for solving (2.24) reads as:
Let Wy~ Loen—t \IJZ],ch’j € Vi, be given, Ly and L, are free to be chosen
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parameters, find \I/Z’jﬂ, c"’jJr1 € V,, such that

<O Ty —o(ur Tt e vy, >
+ < LTt \Ilh’]),vh >
+ At < K(e(\p;;vaCZ’J))(V(W;;’J“) +e,), Vup, >
= At < Hl,’Uh >,
(3.12)
< 0T, cp e = oW e e wn >
+ < Ly ( UAR —Ch’J) Vp >
+At < DV pul eIt Yy, > +AE < R(E™),wy, >
= At < Hg,wh >,

hold true for all vy, wy, € V. Ly and Lg should be large enough in order
to ensure the convergence of the scheme [41].

The L-scheme does not involve the computations of any derivatives,
the linear systems to be solved within each iteration are better conditioned
compared to the ones given by Newton or Picard methods [40, 41, 39, 55]
and it is globally (linearly) convergent.

3.3.2 The nonlinear splitting approach (NonLinS)

An iterative splitting approach involves successively solving the flow and
the transport equations separately, iterating between the two. The main
advantage of such an algorithm is that two matrices just half the size of the
one used in the monolithic formulation have to be handled. Furthermore,
solving the problem sequentially allows for combining tailored different
solvers for each equation.

We investigate two splitting schemes: the nonlinear splitting (NonLinS)
and the alternate linearized splitting (AltLinS), presented in Fig. 3.2 and
Fig. 3.3, respectively. The former reads:

Let ¢}/ € V, be given, find ¥}’ such that

R (Wit ey =0, (3.13)
and then find cZ’jH € V4, such that
Fy(Wp 7t ity = o. (3.14)

Multiple iterations are required to solve the nonlinear equations. The pres-

sure \I/Z’j+1 computed is incorporated in the transport FQ(\IIZ’]H, CZ’j+1),
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Nonlin. Flow —>> Nonlin. Flow —>{ Nonlin. Flow —>| Nonlin. Flow > e
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 terations

Figure 3.2: Nonlinear splitting scheme (NonLinS).

which becomes a function of only the unknown concentration cZ’j *1. The
resulting F} and F5, being nonlinear, are linearised using the Newton
method, the modified Picard method or the L-scheme.
The nonlinear splitting approach for solving (2.24) reads as:
Let U0 1 =1 W7 ¢/ € V, be given, find ¥/ € V, such that
<O Ty — 0(Wr ety vy >
AL < K(\I/Z’J-‘rl, CZJ)(V\IJZ,J"Fl + ez)’ Yoy, > (315)
= At< Hy, v, >
hold true for all vy, € V},, and next
find cZ’]H € V4, such that
< 0(\IIZ’j+1,cZ’j+l)cZ’j+l — 0T e e wy, >
+At < DV 4B It Yy, > (3.16)
+At < R(cZ’jH),wh > = At < Ho,wp >

hold true for all wy, € V3. In Fig. 3.2, we illustrate the schematized version
of the nonlinear splitting scheme.
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Lin. Flow Lin. Flow Lin. Flow
Lin. Transp. Lin. Transp. Lin. Transp.

.
j iterations

Figure 3.3: Alternate linearised splitting scheme (AltLinS).

3.3.3 The alternate linearized splitting approach (Al-
tLinS)

Finally, the alternate linearized splitting scheme performs only one lineari-
sation step per iteration, see Fig. 3.3. The alternate splitting scheme can
be written as: '

Let ¢}/ € V, be given, find /™' € V}, such that

Fim@pd* end) = o, (3.17)
and then cZ’jH such that
Fim(@pd+ bty = . (3.18)

Depending on which linearisation is used, we refer to alternate splitting
Newton (AltLinS-Newton), alternate splitting Picard (AltLinS-Picard) or
alternate splitting L-scheme (AltLinS-LS). All of the schemes are presented
in details below.

The alternate linearized Newton method (AltLinS-Newton)

The alternate Newton method applied to (2.24) reads as
Let U cp=t Wi/ i/ € V, be given, find U7/ € Vj, such that

<O ) — 0T ), oy >

00 n,j n,j n,j+1 n,j
+< ﬁ(qjh]7chj)(qjh W), o >
+ AL < K(0(T7, ) (VW) + ey), Vo, > (3.19)

20

ov
+e,) (U — U, Yy, >= At < Hy,vp, >

+ AL < K (077, 7)) 2= (U3, ep? ) (Vg
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hold true for all v, € Vj,. Next,
find CZJH € V4, such that

< 0( nj+1’cz,j)cz,j+1 _ 9(\I’n 1 n 1)02—1’wh >
00 1 . i1 . 1 .
+ < =2 \I,nu-i- n,J \I/""H' 7Cnu Cn,ﬁ- o L >
de ( )( h )( h ) h (3.20)

+ At < DV 4 uBd I Gy, > 4 AE < R(E™),wp, >
+ At < R'(c), (e h’]+1 ey N wp >= At < Ho,wy, >

hold true for all wy, € V},.

The alternate linearized Picard (AltLinS-Picard)

The alternate Picard method applied to (2.24) is formulated as follows:
Let W)t cp~! \IIZJ, ") ¢V, be given, find vy T ¢ v, such that

<O Ty — (TR Yy >
+ < %(\p”] nj)(\I,nJJrl \I,n’j) v >
au b he? (3.21)
+AL < K (0977 ) (VI +e,), Vi, >
= At < Hl,’l)h >
hold true for all vy, € Vj,. Next
find ¢’ 1 €V, such that
<O(TT T e =0T e wn >
a0 n,j+1 n,j n,j+1 n,j\ n,Jj
4 < %(\I/h’ﬁ_ ’ch;])(chd-‘r _ Ch’J)Ch’J,wh > (3.22)
+At < DV w1t Ty, > At < R(e)), wy, >
= At< Ho,wp > .
hold true for all wy, € V},.
The alternate linearized L-scheme (AltLinS-L)
The alternate L-scheme for solving (3.1-3.2) reads as
Let U0~ 1 =1 W7 7 € V, be given, find ¥/ € Vj, such that
<0(V;7, cz% = O(U ey on > Ly < W= W0 > (3.23)

At < K077, ) (VTR + e,), Vo, > = At < Hy, vy >
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hold true for all vy € Vj,. Next
find cZ’JH € V4, such that
<O T o e >
F Lo < T — G wy, >+ At < DV 4 ait It v, >
+At < R(cZ’j),wh >= At < Hy,wy >
(3.24)
hold true for all wy, € V},.

Remark 2 (Stopping criterion) For both monolithic and splitting schemes,
one stops the iterations when

|wprtt = < e (3.25)
cZ’j'H —cZ’j ) < eq, (3.26)

where, in our numerical studies, we choose €1 = e = 1075,

Remark 3 We have presented here the linearization schemes and the solv-
ing algorithms for the standard model, we have neglected the dynamic cap-
illarity and the hysteresis effects. Similarly, one can apply the schemes to
the nonstandard formulation including these effects. The resulting solving
algorithms are presented in Paper C.

3.4 Anderson acceleration

The Anderson acceleration (AA) is a powerful post-processing tool which
can drastically improve linearly convergent fixed point schemes. The L-
scheme is clearly a perfect candidate. In previous studies [55, 59, 64, 76,
88], it has been observed that the scheme is more robust than the Newton
method and can be considered a valid alternative. The L-scheme is only
linearly convergent, and the rate of convergence depends on the linearizing
parameters. Tuning the parameters to obtain optimal results, in terms of
numbers of iterations, and thus computational times, can be tedious and
time-consuming. The AA can drastically reduce the numbers of iterations,
especially in case of non-optimal L parameters. In Paper C we observed
how simpler it is to tune the AA instead of finding the optimal L.

D. G. Anderson introduced the acceleration tool in 1965 [5], and since
then it has been investigated in multiple works, to list a few [15, 24, 84].
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We recall here the definition of AA, presented in [84], formulated for a
general fixed point problem, of the form: given g : R® — R"™, solve the
system x = g(z),

Algorithm 1 Classical Fixed-Point iteration

1: Given x

2: for k£ =0,1,... until convergence do
3 wpp1 = g(wp)

4: end for

In the AA one utilizes previously computed iterates and combines their
contribution to obtain a new iterate. In the following, we denote with
AA(m) the Anderson acceleration, where m + 1 previously computed it-
erates are taken into account. AA(0) correspond to the nonaccelerated
formulation.

Algorithm 2 Anderson Acceleration(m)

1: Given xg

2: for k= 1,2... until convergence do

3: Set my, = min{m, k — 1}

4 Define the matrix F, = (fx—my—1," - » fx—1), where f; = g(x;) —x;
5 Find o € R™**! that solves

my
min . |Fre| s.t. Zai =1.
i=0

a=(a0y sy,

@

Define z, := > 1% a;g(Tk—my+i—1)
7: end for

The original formulation presented in [5] allows a more general step,

mi miy
xp = P Z i g(Th—my+i—1) + (1 — Br) Z OGT ) —ymy+i—1,
i=0 =0

for a user-defined relaxation parameter 8 € (0,1]. We considered the
simplified formulation, obtained with gy = 1, because we achieved no
improvements in the numerical results when using the extended one.
Summarizing observations from Paper C, large values for the depth m
can result in an instability of the solution algorithm. When implementing
the Anderson acceleration, one has to tune such parameter properly. A
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small m could produce only a small reduction in the numbers of iterations,
too large m could result in a non-converging algorithm, as also previously
reported in [27].

The definition of the nonlinear splitting solvers allows for different ways
to apply the AA. We study three different loops, the coupling one and
two linearizing ones, one for each equation. We can apply the Anderson
acceleration to each of them. Two different parameters, m and my;,, are
defined. The former is used for the AA on the coupling loop, the latter
for the implementation on the linearisation ones. For simplicity, the same
myin will be used for the loop regarding the flow equation and for the one
regarding the transport.

3.5 Global random walk algorithm

In Paper D, a global random walk (GRW) solution algorithm [14, 50, 63,
81], for solving flow and transport in variably saturated porous media,
is presented. The solution is approximated by moving large numbers of
computational particles on regular lattices, according to a specific random
walk rule. The GRW can use vast numbers of particles, almost as many as
the molecules involved in the reaction, resulting in an intuitive represen-
tation of the process. GRW algorithms are explicit and thus often more
straightforward than typical finite volume/element schemes. Finally, the
resulting scheme is practically free of numerical diffusion.

We investigated the GRW for different sets of equations, from one-
dimensional Richards equation to fully coupled two-dimensional flow and
transport in variably saturated porous media. For illustration, we will
present here the GRW solver for the one-dimensional Richards equation in
the space-time domain [0, 1] x [0,77], for a through investigation of global
random walk solvers we refer to the aforementioned papers.

We start by implementing the staggered finite difference scheme and
the backward Euler method, which approximate (2.16) at the position
z; =1Az,i=1,--- ;1/Az and time t = nAt, n=1,--- ,T/AL, as

BP) — O07™Y) = S (K (T ) (U0 — 47)
z (3.27)

KWy )7 = V)] (K 0) = K611 2)) Azh,

with Az the mesh diameter and At the time step. Once more, we use the
L-scheme to linearize the water content # and the conductivity K. The
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resulting equation is

T/JZL’jH = [1 —(r z+1/2 o 1/2)} (2 o 7‘?-51/2%#%
+r” 1/2¢ (14’-1/2 T 1/2)AZ (3.28)
= (60) 0w /L,

where ‘
r?:l;jl/Q = K(wzjﬂ/z)At/(LAZ )- (3.29)

The solution ¢, is further represented by the distribution of A
computational particles at the sites of the one-dimensional lattice, i.e.
" =~ n;"’a/N, with a being a constant equal to a unit length, and the
L-scheme (3.28) becomes

J+1 j n,J )
ng” [1 - ( z+1/2 + 7}‘7]1/2)} P enih

(3.30)
+rz 1/2”@ 1 + I_NfsAtJ ’
where the source term is defined as
[P = (Tgijlm ZL’J1/2> Az — [Q(N?’j) - 9(71?_1} /L, (3.31)

and |-] denotes the floor function.

Remark 4 One can extend the GRW solver presented above to solve the
fully coupled flow and transport problem investigated in this work. The
scheme is presented, in its detail, in Paper D.
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Chapter 4

Implementation in MRST

In this chapter, through snapshots of the code, we will explain how to
implement in MRST [54] the equations from Chapter 2, as well as the lin-
earization schemes and solving techniques from Chapter 3. MRST, Matlab
Reservoir Simulation Toolbox, is a comprehensive collection of functions
used to investigate different flow problems in porous media. Two pow-
erful utilities are the ad-core, which is a collection of all the functions
necessary to solve systems of equations using automatic differentiation,
and ad-blackoil. The latter is used to study black oil problems with auto-
matic differentiation. The flow problem, coupled with reactive transport,
investigated in this work, is a special case of the more complete black-oil
problem.

We will illustrate how the functions and tools available in ad-blackoil
can be used to numerically model the Richards equations and to apply
the different linearization schemes for the numerical solution. Many of the
functions and tool already implemented in MRST will be considered as
known to the reader. For a more through guide and basic use of MRST
we refer to the book [54].

First, we present how the Richards equation and its linearized formu-
lations are defined. We then move our attention to the coupled problem
studying the monolithic solvers. Finally, we briefly introduce how the given
formulation can be used to obtain a splitting algorithm.

37
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4.1 Richards equation

At the start of this thesis, the Richards equation (2.16) was not explic-
itly implemented in any official distribution of MRST. We present here
how to define the quantities involved, and then how to solve the equation
obtained. Precisely, the equation is solved employing to the simulateSched-
uleAD function.

[states, report] = simulateScheduleAD(state0, model, schedule);

The argument state0 represents the initial pressure, the equation is de-
fined inside model and finally schedule includes the boundary conditions
and the time step. The outputs of the simulateScheduleAD function are
the pressures at all discrete times, saved in states, and in report, among
many other useful information, the residuals and the numbers of iterations
required to obtain the solution are stored.

Equation (2.16), involves the two nonlinear quantities, 8(¥) and K (),
the water content and the conductivity. We define them by:

theta = Q@(p) getTheta(psi, theta_res, theta_sat, alpha, n);
% theta(p) is a function of the pressure

3 function theta = getTheta(p,theta_R,theta_S,alpha,n)

theta_neg = theta_res + (theta_sat - theta_res).*(1./(1 + alphaxabs(
p)."n)) .~ ((n-1)/n);
theta_pos = theta_sat;
neg = p <= 0;
theta = theta_neg.*neg + theta_pos.*"neg;
end

and

K =@(p, theta(p)) getConductivity (p, theta, theta_res, theta_sat, n) ;

> % K(p,theta(p)) is a function of both pressure and water content
3 function K = getConductivity(p, theta, theta_res, theta_sat, K_sat, n)

theta_e = (theta - theta_res)/(theta_sat - theta_res) %
effective water content

K_pos = K_satxtheta_e."(1/2).*(1 - (1 - theta_e."(n./(n-1))).~((n-1)
./n))."2;

K_neg = K_sat;

neg = p <= 0;

K = K_neg.*neg + K_pos.*"neg;

9 end

Both functions are based on the van Genuchten formulation (2.17)—(2.18).
The conductivity K will be later treated as a multiplier of the transmissi-
bility matrix T, already defined within MRST.

Next we move our attention to the Richards equation itself. Its im-
plementation is based on the TwoPhaseOilWaterModel, already available
in MRST, inside ReservoirModel. Here, we report a few snapshots to
present how the code has been implemented. The Richards equation can
be seen as a special case of a two phase flow in which, one of the phases
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is air. Here, the air phase is assumed to be constant, and thus only the
water phase is investigated.

1 classdef RichardsEquationFixedPointSchemes < ReservoirModel

2 properties % new defined properties

3 Newton

4 LScheme

5 end

6

7 methods

8 function model = RichardsEquationFixedPointSchemes (G, rock,

fluid, varargin)
model = model@ReservoirModel (G, rock, fluid);

10 model.water = true; % only water phase

11 model.oil = false;

12 model.gas = false;

13

14 model = merge_options(model,varargin{:});

15 end

16

17 function [problem, state] = getEquations(model, state0O, state,

dt, drivingForces, varargin)

if model.Newton % if using the classical Newton method
[problem, state] = equationsRichardsNewton(stateO, state,
model, dt, drivingForces, varargin{:});
2 end
if model.LScheme % if using the L-Scheme
[problem, state]l] = equationsRichardsLScheme (stateO,
state, model, dt, drivingForces, varargin{:});
end

end
26 end

We observe that each linearization scheme corresponds to one equation.
We will now proceed in presenting both of them, starting with the Newton
method.

Richards equation linearized by the Newton method

Thanks to the automatic differentiation techniques already implemented
within ad-core, one only needs to define the Richards equation. The
Jacobian and the residuals are computed with the SimulateScheduleAD
function.
Here ,we report some snapshots from the equationsRichardsNewton func-
tion. The pressure is the only unknown in this equation.

1 % Properties at current timestep

2 [p] = model.getProps(state, ’pressure’);

% Properties at previous timestep

[p0] = model.getProps(state0, ’pressure’);

% Initialize independent variables.

6 [p] = initVariablesADI(p);
primaryVars = {’pressure’};
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The water content is expressed as a function of the unknown pressure, and
the conductivity K is a multiplier, also function of p, for the transmissi-
bility matrix T. In addition the water flux vW is defined.

% Compute transmissibility
theta = fluid.theta;
Kmult = fluid.Kmult(p, theta(p)); % K is a function of p and theta

% Compute pressure gradient

gdz = model.getGravityGradient (); % gravitational contribution
dp = s.Grad(p) - gdz;
upc = (double(dp)<=0); % for upwind discretizations

0 T = s.T.xs.faceUpstr (upc, Kmult);

% transmissibility matrix multiplied by the conductivity K
% Finally the water flux is
v = -T.xdp;

Then the nonlinear equation (previously presented as (3.6)) is here defined.

% Conservation of mass for water

V = model.G.cells.volumes;

richards = (V./dt).*( theta(p) - theta(p0)) + s.Div(vW); YRichards
equation

The Newton method is implemented in the framework of ad-core.

Richards equation linearized by the L-scheme

We now present how to implement the L-Scheme from equation (3.8) into
MRST. We use the same automatic differentiation techniques used for the

Newton method but the equation solved at each iteration are linearized by
the L-Scheme.
The pressure p is the only unknown

% Properties at current timestep
[p_prev] = model.getProps(state, ’pressure’);
% Properties at previous timestep
[p0O] = model.getProps(state0, ’pressure’);
P = p.prev;
% Initialize independent variables.
[p] = initVariablesADI(p);
primaryVars = {’pressure’};

The value of pressure obtained at the previous iteration (¥™ in the nota-
tion from Section 3.2) is here used to compute the water content and the
conductivity.

theta = fluid.theta;
Kmult = fluid.Kmult(p_prev, theta(p_prev)); % given quantities
T = s.T.*#s.faceUpstr (upc, Kmult);

gdz = model.getGravityGradient (); % gravitational contribution
dp = s.Grad(p) - gdz;
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upc = (double(dp)<=0); % for upwind discretizations

o T = s.T.xs.faceUpstr (upc, Kmult);
0 % transmissibility matrix multiplied by the conductivity K

vil = -T.*xdp;

The linearized Richards equation becomes

richards = (V./dt).*( theta(p_prev) - theta(p0) + model.L.*(p - p_prev))
+ s.Div(vW);

The equation above is linear, the unknown pressure ¥™7+! appears only in
the multiplication with the constant L and the water flux. The solution is
obtained with an artificial Newton method within the ad-core framework,
being the equation linear, only one iteration is necessary.

Remark 5 The modified Picard linearization can be easily obtained from
the formulation employing the L-scheme. Instead of using the constant
model.L, one defines the water content 6 at the previous pressure. The AD
framework then compute the necessary derivative.

Remark 6 The differences between the Richards equation linearized by
the L-scheme and the Newton method are minimal, in their MRST imple-
mentation. We decided to construct two separate functions for the ease of
presentation. Anyhow, everything can be incorporated in a more compre-
hensive structure.

4.1.1 The coupled problem

In case of the coupled problem (2.24), a set of two equations is combined.
We present here how to implement such a system into MRST, extending
the formulation given above for the Richards equation.
We start by defining the new expression for the water content, which
becomes now a function of both pressure and concentration, 6(V, c).
theta = @(p,c) getThetaCoupled(p, c, theta_R, theta_S, alpha, n,a,b)
function theta = getThetaCoupled(p, c, theta_R, theta_S, alpha, n,a,b)
theta_neg = theta_R + (theta_S - theta_R) .x(1./(1 + abs (alpha
x(1./(1-b.xlog(c./(a) +1))).~(1).*p))."n).~((n-1)/n);
theta_pos = theta_§;
neg = p <= 0;
theta = theta_neg.*neg + theta_pos.*7"neg;
end

The function presented above is just an example, commonly used for the
study of surfactants, but different expressions can be easily defined. For

the conductivity K, we use the same function, already implemented for
the Richards equation, .
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The model used for the coupled, Richards and reactive transport equa-
tions, is based on the blackoil model already implemented in MRST, typ-
ically used to study the transportation of an external component, e.g., a
polymer within a oil-water model.

An external component is now included in our study.

classdef RichardsTransportEquationFixedPointSchemes < ReservoirModel
properties
% External component present (polymer)
polymer
Newton
LScheme
end
methods
function model = RichardsTransportEquationFixedPointSchemes (G, rock,
fluid, varargin)
model = model@ReservoirModel (G, rock, fluid);
model .water = true;
model.oil = false;
model.gas = false;
model.polymer = true; % any external component
model = merge_options(model,varargin{:});
end

Once more we will define two different functions, one nonlinear, for the
linearization by the Newton method, and one customized for the linearized
equations obtained thanks to the L-scheme.

function [problem, state]l] = getEquations(model, stateO, state, dt,
drivingForces, varargin)
if model.Newton

[problem, state] = equationsRichardsTransport(state0, state,
model, dt, drivingForces, varargin{:});

end

if model.LScheme
[problem, state] = equationsRichardsTransportLScheme (stateO,...
state, model, dt, drivingForces, varargin{:});

end

end

4.1.2 Implementation of the monolithic schemes

We are now going to present how to solve the coupled problem monolithi-
cally. We need to express the equations as functions of both the unknown
pressure and concentration.

The monolithic Newton method
First, both pressure and concentration are imposed as unknowns of the

problem.

% Properties at current timestep
[p, ¢l = model.getProps(state, ’pressure’, ’concentration’?)
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% Properties at previous timestep
[pO, c0] = model.getProps(state0, ’pressure’,’concentration’);
% Initialize independent variables.
[p, ¢] = initVariablesADI(p, c);
primaryVars = {’pressure’, ’concentration’};

Furthermore, the water content # and the conductivity K are defined as
functions of both unknowns and the flux is computed.

% Compute transmissibility

theta = fluid.theta;

Kmult = fluid.Kmult(p, theta(p,c));

upc = (double(dp)<=0); % for upwind discretizations
T = s.T.*s.faceUpstr (upc, Kmult);

dp = s.Grad(p) + gdz;
vW = -T.xdp;

VcW = s.faceUpstr(upc,c).*vW; % upwind of cell values to face
VecD = -model.D.*s.Grad(c); % D is the diffusion/dispersion coef.

3 Ve = VcW + VeD;

The Richards and transport equations (3.10) are then obtained as follow

R = c./(1+c); % example of reaction term as function of c¢

richards = (V./dt).*(theta(p,c) - theta(p0,c0)) + s.Div(vW);

transport = (V./dt).*(theta(p,c).*c - theta(p0,c0).*xcO ) + s.Div(Vc)

+ V .x R;

both of them are nonlinear and thanks to ad-solver, the Newton method
is automatically applied to them.

The monolithic L-scheme

Similarly, we can present how to define the linear equations obtained thanks
to the L-Scheme (3.12). We start by defining the unknowns

[p_prev,c_prev] = model.getProps(state, ’pressure’, ’concentration?’);
> % Properties at previous timestep

[p0, cO0] = model.getProps(state0, ’pressure’, ’concentration’);

P = P_pPrev;

c = c_prev;

% Initialize independent variables.
[p, ¢] = initVariablesADI(p, ¢);
primaryVars = {’pressure’,’concentration’};

We need the previous values of both pressure and concentration (¥™/ and
¢™7), to compute the water content, the conductivity and the reaction
term. Also we define the flux.

% Compute transmissibility

theta = fluid.theta;

rock = model.rock;

Kmult = fluid.Kmult(p_prev, theta(p_prev,c_prev));
T = s.T.*s.faceUpstr (upc, Kmult);
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Finally, we can present the linearized equations

R = ¢c./(1+c_prev) % linearized reaction term

richards = (V./dt).*(theta(p_prev,c_prev) - theta(p0,cO)
+ model.L_p.*(p - p_prev)) + s.Div(bWvW);

transport = ((V./dt).*(theta(p_prev,c_prev).*c - theta(p0,c0).*cO
+ model.L_c.*(c - c_prev)) + s.Div(Vc) + V .x R;

The equations richards and transport, defined above, are linear and the
solution is obtained after only one iteration.

4.1.3 Implementation of the splitting solvers

The splitting solvers investigated in this work are based on the blackoil-
sequential module implemented in MRST. The idea is to define the two
equations separately and then solve them iteratively. Two separate models
are defined and then combined together.

Richardsmodel = RichardsEquationModelSequential (G, rock, fluid);

Transportmodel = SequentialTransportEquationModel (G, rock, fluid);

seqmodel = SequentialRichardsTransportModel (Richardsmodel,
Transportmodel); % splitting model

Inside the seqgmodel one finds the stepFunction, commonly used in
MRST to solve each time step. In our formulation it looks something
like this: one solves first the Richards equation and then the transport.

function [state, report] = stepFunction(model, state, stateO, dt,...
drivingForces, linsolve, nonlinsolve,...
iteration, varargin)
% Solve pressure and transport sequentially
psolver = model.RichardsNonLinearSolver;
csolver = model.TransportNonLinearSolver;

% first solve pressure

[state, pressureReport] =

psolver.solveTimestep(state0, dt, model.RichardsEquationModel,...

initialGuess’, state, forceArg{:});

pressure_ok = pressureReport.Converged

if pressure_ok % then solve transport
[state, transportReport] =
csolver.solveTimestep(state0, dt, model.TransportEquationModel, ...
initialGuess’, state, forceArg{:});

end

end

Remark 7 In this work, we have investigated two different splitting solvers,
the nonlinear splitting and the linearized alternate splitting. The former is
the one automatically implemented in MRST. The latter can be obtained by
setting the stepfunction as linear in the solver associated with the model.
This forces the solver to use only one iteration on each equation, before to
move to the next one.
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model.stepFunctionIsLinear = true;

We will now present the equations for the L-scheme splitting solvers.
As stated above, the only difference between the two splitting solvers is
the step function, not their formulation. The linearization of the equations
using the Newton method can be similarly implemented.

The splitting L-scheme

In the splitting formulation, the two equations are defined separately and
are expressed as function of only one of the unknowns. We start with the
Richards equation, linearized with the L-scheme (3.23)

We take in consideration both pressure and concentration from the initial
time step and from the previous iteration but only the pressure p is the
primary variable and thus the unknown.

% Properties at current timestep

[p_prev, c_prev] = model.getProps(state, ’pressure’, ’concentration’);
% Properties at previous timestep

[p0, cO0] = model.getProps(state0, ’pressure’, ’concentration’);

P = p_prev;

¢ = c_prev;

% Initialize independent variables.
[p] = initVariablesADI(p, wellVars{:});
primaryVars = {’pressure’};
The rest of the equation is identical to the L-scheme formulation presented
for the Richards equation at the beginning of the chapter.
The transport equation (3.24) is expressed as function of only the un-
known concentration.

% Properties at current timestep

[p_prev, c_prev] = model.getProps(state, ’pressure’, ’concentration’);
% Properties at previous timestep

[p0O, cO0] = model.getProps(state0, ’pressure’,’concentration’);

P = p_prev;

c = c_prev;

% Initialize independent variables.

[c, wellVars{:}] = initVariablesADI( c, wellVars{:});

primaryVars = { ’concentration’, wellVarNames<{:}};
The remaining of the function can be easily obtained from the previous
section where we presented the monolithic L-scheme for the Richards equa-
tion. In the splitting formulation only the transport is taken into consid-
eration.

Remark 8 One can easily obtain the Newton method linearized equations
by combining the splitting L-scheme and the monolithic Newton formula-
tions presented above.
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4.2 Anderson acceleration

In this section, we present how to implement the Anderson acceleration,
from Section 3.4, into MRST. A modified NonLinearSolver function has
been defined: NonLinearSolverAnderson. There, we added a few lines
to the solveMiniStep function, which is used to solve the iteration inside
each time step. We have observed in Paper C, that the non-invasive im-
plementation of the AA can produce major improvements of the overall
performance of the iterative solvers.

Here we report a snapshot of the code, which presents how the AA,
defined in 3.4, can be implemented in MRST.

1 function [state, failure, report] = solveMinistep(solver, model, state,
state0, dt, drivingForces)
2 if model.UseAnderson == 1

3 m = model.m; % use depth m for AA
4 if m >1

5 m_i = min(i,m); % i is iteration number

6 % Save the report of each iteration, there we find the residuals

7 AndersonReports (i) = stepReport;

8 % Residuals
res_p(:,m_i) = cell2mat(stepReport.LinearSolver.VectorResiduals.
pressure) ;

10 res_c(:,m_i) = cell2mat(stepReport.LinearSolver.VectorResiduals.c);

11 % Values at previous iteration

12 p_prev(:,m_i) = stepReport.LinearSolver.state_prev.pressure;

13 c_prev(:,m_i) = stepReport.LinearSolver.state_prev.c;

14

15 % Solve minimisazion problem min_a ||a*residuals|| s.t. norm a=1

16 % new updated solution is x_{k+1} = sum_k a_k * g(x_k) . g is
vector of previously computed solutions

17

18 a0 = 1/m_i * ones(l1,m_i); % initial guess for a

19

20 if m_i == 1

21 a_p = 1;

22 a_theta = 1;

23 a_c = 1;

24 else

25 % Pressure

26 A_p = getF(res_p); % difference between the residuals [r_1 - r_m,

r2 -rmn, ... , r.n-1 - r_n]

27 b_p = - res_p(:,size(res_p,2));

28 [Q@, R] = gr(A_p,0); % use reduced QR factorizations.

29 a_p = R™-1 % Q? * b_p;

30 a_p(m_i) = 1 - sum(a_p); % norm a=1

% Concentration
A_c = getF(res_c);
b_c = -res_c(:,size(a_c,2));

" [Q, R1 = qr(A_c,0);
36 a_c = R~-1 * Q° * b_c;
a_c(m_i) = 1 - sum(a_c);

end
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% Obtain updated solution using the vecor a and the
% previous solutions

pressure (:,m_i) = state.pressure;

c(:,m_i) = state.c;

% simplified Anderson formulation, beta=1

pressure_sum = sum(a_p.*pressure,2);% +(1 - beta)x*sum(a_p.*p_prev,2);
c_sum = sum(a_c.*c,2);% +(1 - beta) * sum(a_c.*c_prev,2);
state.pressure = pressure_sum; / update solutions

state.c = c_sum;

% update matrices of residual and solutions
if i >= m
for j=1:m_i-1
res_p(:,j) = res_p(:,j+1);

res_c(:,j) = res_c(:,j+1);
pressure(:,j) = pressure(:,j+1);
c(:,3) = c(:,j+1);
end
end
end

end

The formulation above is valid for the Richards and Transport equations
solved monolithically. It can be easily reformulated for the splitting solver.

Remark 9 The implementations presented in this chapter regard the stan-
dard model, we neglected the dynamic capillarity and hysteresis effects. One
can easily extend the formulation to the nonstandard model by introducing
the capillary pressure equation (2.19). In the splitting formulation, the

flow equations, the Richards and the capillary pressure equations, are al-

ways solved together and expressed as functions of both the pressure and
the water content. In the monolithic formulation, three equations and three
unknowns (V,0,c) are present.
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Chapter 5

Summary and outlook

We conclude the first part of the thesis by presenting a summary and
reporting each article’s main results. The chapter ends with a short section,
including our final remarks and outlook for future works.

5.1 Summary of the papers

Paper A: Iterative schemes for surfactant transport in porous
media

In Paper A, we consider the transport of a surfactant in variably saturated
porous media. The Richards equation [12, 33] models the water flow, and it
is fully coupled with the transport equation for the surfactant [3, 35, 43, 47,
49, 65]. The coupling is due to the dependence of the surface tension on the
concentration of the external component [37, 47, 77]. For the analytical
study, the resulting system is discretized, combining a backward Euler
method with the linear Galerkin finite elements.

Both equations, Richards and the reactive transport, are characterized
by nonlinear quantities. We discuss three linearization techniques: the
Newton method, the modified Picard method [18] and the L-scheme [55,
64]. The former appears to be the fastest scheme in terms of the number of
iterations. The scheme is quadratically but only locally convergent, and it
fails to converge in test cases involving unsaturated-saturated media. The
modified Picard appears to be better conditioned but also fails to converge
in the case of variably saturated domains. Finally, the L-scheme is the
most robust linearization scheme among the three. It is globally convergent

49
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and does not fail in the saturated part of the domain. The scheme is only
linearly convergent and can result in being slower then the Newton method,
in terms of numbers of iteration. The L-scheme convergence is formally
proved, and we discuss the convergence of the other schemes, extending
the theory from [55].

Based on the three linearization techniques, monolithic and splitting
schemes are proposed, and their convergence is numerically studied. We
investigate two different splitting schemes, the canonical nonlinear splitting
and an alternate linearized splitting. The latter appears to be a better al-
ternative to the former. It presents equally accurate results requiring fewer
iterations. We illustrate the performance of these solvers based on five nu-
merical examples. We report the numbers of iterations and the condition
numbers of the linear systems emerging in each iteration. We compare
the results concluding that the L-scheme is more robust than the New-
ton method. Furthermore, the alternate linearized splitting is the optimal
splitting technique based on the iteration count. All the numerical simula-
tions are performed in MRST, a Matlab toolbox for reservoir simulations.
The classical two points flux approximation (TPFA), already implemented
in the program, is used for the space discretization.

Paper B: An efficient numerical scheme for fully coupled flow and
reactive transport in variably saturated porous media including
dynamic capillary effects

In the second paper, we extend the problem studied in Paper A by includ-
ing the non-equilibrium nature of the system. Particular attention is paid
to the added dynamic capillary effects [22, 29, 31, 75, 90]. Such are often
neglected for ease of presentation, but they are clearly observable in the
experiments. The problem investigated, involving the Richards and the re-
active transport equations, is fully coupled together and characterized by
highly nonlinear expressions. In Paper A, we concluded that the L-scheme
is the most robust linearization scheme. Being only linearly convergent, it
can result in being slower than the Newton method. Furthermore, the mod-
ified Picard method is less robust than the L-scheme and slower than the
Newton method; thus, it has been neglected here. In this article, we inves-
tigate only the Newton method and the L-scheme. We also study a scheme
obtained by combining the two linearizations (called mixed scheme). The
combined scheme had been already proposed in [55], in case of no external
component and no dynamic capillary effects. The idea is to start by using
few L-scheme iterations and then switch, using a user-defined criterion, to
the Newton method. This results in a scheme that appears to be globally
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and quadratically convergent. The initial L-scheme iterations ensure global
convergence. Once a good approximation of the solution is achieved, the
Newton method has a quadratic order of convergence. Alternatively, one
can improve the Newton method’s convergence by using smaller time steps
[17]. This is computationally expensive, considering that the time domains
investigated are often massive. The mixed scheme, as the L-scheme, also
converges for larger time steps. Thus, the total number of iterations over
the full simulation is reduced. The mixed scheme appears to be the best
linearization scheme, based on the consider numerical test.

For ease of presentation, we have investigated only the monolithic and
the canonical splitting schemes. Similar results can be expected for the
alternate linearized approach presented in the first paper. The numeri-
cal example here studied, based on the literature [32], is implemented in
MRST.

Paper C: Efficient solvers for nonstandard flow and transport in
unsaturated porous media

This paper considers nonstandard flow and transport in variably saturated
porous media in extension to Papers A and B. We include both dynamic
capillary pressure and hysteresis effects [11, 36, 57]. Mainly due to the
latter, the problem becomes particularly complex to solve numerically.

The system of equations is once more fully coupled and highly non-
linear. The Newton method and the L-scheme are again thoroughly nu-
merically investigated. Furthermore, also monolithic, nonlinear splitting,
and alternate linearized splitting solvers are studied. We examined five
different numerical examples implemented in MRST. We consider four nu-
merical examples with increasing complexity, based on a manufactured
solution, inspired by the literature [56], and finally, an example in which
the boundary conditions drive the flow.

The conclusions are coherent with the ones made in Papers A and B.
The L-scheme is more robust than the Newton method, and the alternate
linearized splitting is faster than the nonlinear splitting in terms of the
numbers of iterations.

Whenever the hysteresis effects have been taken into account, the New-
ton method has failed to converge. The L-scheme has ensured the con-
vergence of the algorithms but, being only linearly convergent, it results
in being slow in terms of numbers of iterations. The user-defined L pa-
rameters strongly influence the rate of convergence. Finding the optimal
L can be tedious and time-consuming. Thus, we decide to improve the
L-scheme’s convergence rate by implementing the Anderson acceleration
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(AA) [5]. The AA is a powerful post-processing tool that can drastically
improve linearly convergent schemes, e.g., the L-scheme. Furthermore, the
AA requires one parameter m, which is easier to optimize than the L used
in the linearization. The m represents the depth of the scheme, precisely
how many previously computed iterates one uses to obtain the new solu-
tion. We show how a suitable m can drastically improve an L-scheme with
nonoptimal L parameters. Small m values can result in marginal improve-
ments; too large m can instead give the solver instability. In Paper B, we
combined L-scheme and Newton methods obtaining a mixed scheme. The
results were promising, but one needed to implement the Newton scheme
and thus compute the full Jacobian. This can be challenging and time-
consuming. By accelerating the L-scheme using the AA, one avoids the
computation of any derivatives. Furthermore, the AA is a cheap post-
processing tool, which can be easily implemented. We conclude that the
implementation of the AA is a better alternative to the mixed scheme. The
results are promising and no derivatives need to be computed.

Paper D: Random walk methods for flow and transport in
unsaturated/saturated natural porous media

In Paper D, we investigate a new global random walk (GRW) solver. We
test the algorithm on different sets of equations. We study the Richards
equation in one and two dimensions, as well as the Richards equation fully
coupled with the transport. Once more, the equations are characterized
by highly nonlinear quantities, and thus the L-scheme is implemented. We
study numerical examples based on manufactured solutions and ones de-
scribing physical experiments. Furthermore, we study domains with highly
heterogeneous conductivity. For ease of the study, one often considers ho-
mogeneous domains but, e.g., the soil and many others, are often highly
heterogeneous porous media. We computed the conductivity by using the
Kraichnan algorithm presented in [79].

The global random walk schemes here investigated are validated by the
finite volume solvers previously implemented in MRST. The advantage
of using GRW schemes is that the solvers appear being practically free of
numerical diffusion. The finite volume methods used in the previous article
can be affected by such diffusion, which is challenging to isolate among the
other errors occurring when studying coupled flow and transport.
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5.2 Conclusions and outlook

In this thesis, we focused on developing efficient numerical solvers for non-
linear coupled problems in porous media. We investigated different lin-
earization schemes but also different solving algorithms. In the first pa-
per, we studied the Newton method, the modified Picard method, and
the L-scheme. We have concluded that the L-scheme appears to be the
optimal linearization scheme for our particular set of equations. The New-
ton method is only locally convergent and, due to the Richards equation’s
degeneracy, it often failed to converge. Even though only linearly, the
L-scheme is globally convergent and results in being the optimal lineariza-
tion scheme for flow in porous media. We also compared the monolithic
(or full implicit) solver and two splitting approaches. The alternate lin-
earized splitting proposed here appears to be a better alternative than the
canonical nonlinear splitting. It gives equally accurate results, requiring
few iterations.

In the second paper, considering the conclusions from the first one, we
decided to combine the L-scheme and the Newton method, obtaining a
so-called mixed scheme. It results in being globally and quadratically con-
vergent and thus a clear improvement compared to the other two schemes.
The few initial L-scheme iterations ensure the global convergence, while
the subsequent Newton ones give the quadratic order of convergence. The
mixed scheme requires fewer iterations than the L-scheme and converges
for larger time steps than the Newton method.

The main disadvantage of the mixed scheme is the need for the com-
putation of the Jacobian. This can be time-consuming and complicated.
Thus, in the third paper, we decided to improve the L-scheme using the
Anderson acceleration (AA). The nonstandard model investigated resulted
particularly problematic to solve numerically, and the Newton method of-
ten failed to converge. The L-scheme rate of convergence strongly depends
on the L parameters used in the linearization. Tuning such parameters
can result in a tedious job. The AA can drastically improve the scheme
without requiring an optimal value for L. One can either aim for the op-
timal linearization parameter L or depth m for the AA. We observed that
finding the optimal m is easier than to tune the L.

Finally, in the fourth paper, we decided to use the code developed in
the previous works as a benchmark for a new solving algorithm. A global
random walk (GRW) solver is defined and investigated here. We started
by studying a one dimensional Richards equation, eventually extending
the formulation to the fully coupled standard flow and transport problem
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investigated in this work. The results were particularly impressive. The
GRW can use vast numbers of computational particles, almost as many as
the molecules involved in the reaction, resulting in an intuitive representa-
tion of the process. The GRW algorithms are explicit and thus often more
straightforward than the typical finite volume/element schemes. Finally,
the solvers result in being practically free of numerical diffusion.

In this work, we studied only a particular case of two-phase flow, the
one a-half phase flow modeled by the Richards equation. As we have ex-
plained in the previous chapters, the equation is the result of numerous
simplifications. One could easily extend the work done to the more gen-
eral two-phase flow problems, coupled with a reactive transport equation.
Considering previous works, already investigating the L-scheme for two-
phase flows, e.g., [44, 68|, we expect that the results obtained here would
be valid for the more general problem. Furthermore, there exist numerous
techniques used to improve the Newton method. In this work, we neglected
such, but one could compare the results obtained here with them. Due to
L-scheme and AA’s simplicity, we are confident that they will still result
in being one of the best solving algorithms. Similarly, we investigated two
splitting solvers. The study can be easily extended to a different set of
coupled equations.

Considering the current general need for robust and fast solvers for
systems of PDEs; we believe that the results obtained in this work can be
an important stepping stone for further works.
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Abstract

In this work, we consider the transport of a surfactant in variably saturated porous media. The water flow is modelled by the
Richards equations and it is fully coupled with the transport equation for the surfactant. Three linearization techniques are
discussed: the Newton method, the modified Picard, and the L-scheme. Based on these, monolithic and splitting schemes are
proposed and their convergence is analyzed. The performance of these schemes is illustrated on five numerical examples.
For these examples, the number of iterations and the condition numbers of the linear systems emerging in each iteration are

presented.

Keywords Richards equation - Reactive transport - Linearization schemes - L-scheme - Modified Picard -

Newton method - Splitting solvers

1 Introduction

Many societally relevant applications are involving multi-
phase flow and multicomponent reactive transport in porous
media. Examples in this sense appear in the enhanced
oil recovery, geological CO; storage, diffusion of medical
agents into the human body, or water or soil pollution. In
many situations like these, experimental results are diffi-
cult and expensive to obtain, therefore numerical simula-
tions become a key technology. Together with laboratory
experiments and field data, they provide the key tools in
understanding such complex phenomena. The mathemati-
cal models for problems as mentioned above are (fully or
partially) coupled, nonlinear, possible degenerate partial dif-
ferential equations. In most cases, deriving explicit solutions
is not possible, whereas developing appropriate algorithms
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for finding numerical solutions is a challenge in itself. Here
we investigate robust and efficient methods for solving the
nonlinear problems obtained after performing an implicit
time discretization. The focus is on iterative, splitting, or
monolithic schemes for fully coupled flow and transport.

Of particular interest here is a special case of multiphase,
reactive flow in porous media, namely the surfactant
transport in soil [2, 19, 23, 25, 27, 33]. Surfactants, which
are usually organic compounds, are commonly used for
actively combating soil and water pollution [11, 12, 16, 38,
43]. They contain both hydrophobic and hydrophilic groups
and are dissolved in the water phase, being transported
by diffusion and convection. Typically, the surfactants are
employed in soil regions near the surface (vadose zone),
where water and air are present in the pores. Consequently,
the outcoming mathematical model accounts the transport
of at least one species (the surfactant, but often also
the contaminant) in a variably saturated porous medium.
Whereas the dependence of the species transported from the
flow is obvious, one can encounter the reverse dependence
as well when surfactants are affecting the interfacial tension
between water and air, leading to a dependency of the water
flow on the concentration of surfactant. In other words,
one has to cope with a fully coupled flow and transport
problem, and not only with a one-way coupling, i.e., when
only the transport depends on the flow, as mostly considered
in reactive transport [35].

Whereas the surfactant transport is described by a
reaction-diffusion-convection equation, water flow in vari-
ably saturated porous media is modelled by the Richards
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equation [7, 18]. The main assumption in this case is that
the air remains in contact with the atmosphere, having a
constant pressure (the atmospheric pressure, here assumed
zero). This allows reducing the flow model to one equation,
the Richards equation. In mathematical terms, this equation
is degenerate parabolic, whose solution has typically low
regularity [3].

From the above, and adopting the pressure head as the
main unknown in the Richards equation, we study here
different linearization schemes for the model

20 (¥, ¢)

EE SV KO VW +2) = H W
and

w — V- (DVe —uywo) + R(0) = Ha, @

holding for x € £ (z being the vertical coordinate of
X, pointing against gravity) and t € (0, T]. Here £2 is a
bounded, open domain in R4 (d = 1,2 or 3) having a
Lipschitz continuous boundary d§2 and T > 0 is the final
time. Further, 6(-, -) denotes the water content, and is a
given function depending on the pressure head ¥ and on
the surfactant concentration c. Also, K (-) is the hydraulic
conductivity, D > 0 the diffusion/dispersion coefficient.
Finally, uy := —K (6, ¢) V(¥ +7) is the water flux, R(-) the
reaction term, expressed as a function of the concentration
¢, and H;, Hp are the external sinks/sources. Initial and
boundary conditions, which are specified below, complete
the system.

We point out that the water content and the hydraulic
conductivity, 6(-, -) and K (-) are given nonlinear functions.
They are medium- and surfactant-dependent and are
determined experimentally (see [18]). Specific choices are
provided in Section 2.

To solve numerically the system (1)—(2) one needs to
discretize in time and space. We refer to [15] for a practical
review of numerical methods for the Richards equation.
Due to the low regularity of the solution and the need of
relatively large time steps, the backward Euler method is the
best candidate for the time discretization. Multiple spatial
discretization techniques are available, such as the Galerkin
finite element method (FEM) [5, 32, 39], the mixed finite
element method (MFEM) [4, 36, 44, 47], the multi-point
flux approximation (MPFA) [1, 6, 24], and the finite volume
method (FVM) [9, 13, 14].

Since the time discretization is not explicit, the outcome
is a sequence of nonlinear problems, for which a
linearization step has to be performed. Widely used
linearization schemes are the quadratic, locally convergent
Newton method and the modified Picard method [10]. For
both, the convergence is guaranteed if the starting point
is close to the solution. Since for evolution equations the

@ Springer

initial guess is typically the solution at the previous time,
this may induces severe restrictions on the time step size
(see [37]). There exist several modifications of the Newton
scheme improving this aspect, including like line-search and
trust-region methods, or Anderson acceleration techniques,
as discussed, e.g., in [15, 21, 26, 28, 45, 46, 49], or
exploiting the structure of the nonlinearity appearing in
the hyperbolic two-phase flow model, as discussed in [22].
Among alternative approaches we mention the L-scheme
(see [30, 34, 40, 48]) and the modified L-scheme [31], both
being robust w.r.t. the mesh size, but converging linearly.
In particular, the L-scheme converges for any starting point,
and the restriction on the time step, if any, is very mild. The
modified L-scheme makes explicit use of the choice of the
starting point as the solution obtained at the previous time,
and has an improved convergence behavior if the changes
in the solutions at two successive times are controlled
by the time step. Nevertheless, the modified L-scheme
involves computation of derivatives while the L-scheme
does not. Finally, the robustness of the Newton method is
significantly increased if one considers combinations of the
Picard and the Newton methods [8], and in particular of the
L-scheme and the Newton scheme [30].

We conclude this discussion by mentioning that in this
paper we adopt the FEM and the FVM, but the iterative
schemes presented here can be applied in combination
with any other spatial discretization. The focus is on
effectively solving the flow and transport system (1)—(2),
and in particular on the adequate treating of the coupling
between the two model components (the flow and the
reactive transport). The schemes are divided into three main
categories: monolithic (Mon), nonlinear splitting (NonLinS)
and alternate splitting (AltS). Subsequently, we denote,
e.g., by Mon-Newton, the monolithic scheme obtained by
applying the Newton method as linearization. The nonlinear
splitting schemes (NonLinS) should be understood as
solving at each time step first the flow equation until
convergence, by using the surfactant concentration from
the last iteration, and then with the obtained flow
solving the transport equation until convergence. The
procedure can be continued iteratively, this being the
usual or classical splitting method for transport problems.
The convergence of NonLinS does not depend on the
linearization approach used for each model component
(Newton, Picard, or L-scheme), because we assume that
the nonlinear subproblems are solved exactly, i.e., until
convergence. Finally, the alternate splitting methods (AltS)
have a different philosophy. Instead of solving each
subproblem until convergence within each iteration, one
performs only one step of the chosen linearization. For
example, AltS-NE will perform one Newton step for each
model component, and iterate. These schemes are illustrated
in Figs. 1 and 2.
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Fig. 1 The nonlinear splitting approach

All the schemes can be analyzed theoretically, and we
do this exemplary for Mon-LS, i.e., for the monolithic
approach combined with the L-scheme. Based on compar-
ative numerical tests performed for academic and bench-
mark problems, we see that the alternate methods can
save substantial computational time, while maintaining the
robustness of the L-scheme.

The remaining of the paper is organized as follows.
In Section 2, we establish the mathematical model and
the notation used and present the iterative monolithic and
splitting schemes. In Section 3, we prove the convergence
of the Mon-LS scheme and briefly discuss the convergence
of the other schemes. Section 4 presents five different
numerical examples. They are inspired by the cases already
studied in the literature [25, 30]. Section 5 concludes this
work.

2 Problem formulation, discretization,
and iterative schemes

We solve the fully coupled system (1)—(2), completed by
homogeneous Dirichlet boundary conditions for both ¥ and
¢ and the initial conditions:

Y =Ypandc =cpatr =0.

1
Iterations given by j

Fig.2 The alternate splitting approach

We use the van Genuchten-Mualem parameterization
(17]

n—1

o) = | Or+ O —06r) (W) "W <0 3)
Os v >0,
1 =L
KOW)) =] Kb [1*(1*&(*1/)"* ) ] ¥ <0
K. v >0,
(C)

where 6, and 6 represent the values of the residual and
saturated water content, 6, = (0 — 6,)/(6; — 6,) is the
effective water content, K, is the conductivity, and « and n
are model parameters depending on the soil.

Observe that in the expression above for 6, the influence
of the surfactant on the water flow is neglected. As
reported in [20, 25, 42], the surface tension between water
and air does depend on the surfactant concentration c,
implying the same for the function 6 above. The following
parametrization is proposed in [25]

1
1—blog(c/a+1)
(5)

Here 0() is given in (3) and y() is the surface tensions as
depending on the concentration c¢. The parameters a and b
depend on the fluid and the medium. We refer to [41, 42]
for details about (5).

This gives the following expressions for 6 and K

O, c):=60 (y(c)¥), with y(c)=

n—1

0(w,c)_[9,+(659,)[1/(|+(ﬂ(1_“0g1w)w)')] " w<o

Oy, >0,
©)
1 N
KO, CD:I K,6.(¥, ¢)? [1—(1 — 6., c)ﬁ) | w<o
K, v > 0.
()

This shows that the flow component also depends on the
reactive transport, implying that the model is coupled in
both directions.

In the following, we proceed by discretizing (1) and (2) in
time and space. We will use common notations in functional
analysis. We denote by L%(£2) the space of real valued,
squared integrable functions defined on £2 and H'(£2) its
subspace, containing the functions having also the first order
derivatives in L2(£2). H(} (£2) is the space of functions
belonging to H'(£2) and vanishing on 8£2. Further, we
denote by < -, - > the L2(£2) scalar product (and by ||-||
the associated norm) or the pairing between HO1 and its
dual H~ L. Finally, by L2(0, T; X), we mean the Bochner
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space of functions taking values in the Banach-space X, the
extension to H'(0, T; X) being straightforward.

With this, we state the weak formulation of the problem
related to (1)—(2):

Problem P: Find VY,c e
HY (0, T; H1(£2)) such that

L%0,T; H(2)) N

<90, c), vy >+< KO, c))V(¥+z), Vv >
= < Hj,v| > ®)

and

< 0;(0(¥,c)c), vy >+ < DVc+uye, Voo >=< Hy, vy >
)]

hold for all vy, vy € HO1 (£2) and almost every ¢ € (0, T'].
‘We now combine the backward Euler method with linear

Galerkin finite elements for the discretization of Problem

P. We let N € N be a strictly positive natural number and

the time step ¢ := T /N. Correspondingly, the discrete

times are t, := nt (n € {0,1,..., N}). Further, we let

T), be a regular decomposition of 2, 2 = TST T into d-

h

dimensional simplices, with 2 denoting the mesh diameter.
The finite element space V, C HO1 (£2) is defined by

Vy := {up € HY(2) s.t. vpr € Pi(T), forany T € Ty},
(10)
where P (T') denotes the space of linear polynomials on T'

and vy, the restriction of v to T'.

For the fully discrete counterpart of Problem P, we let

n > 1 be fixed and assume that lI/,;’_l, CZ_I € V), are given.

The solution pair at time ¢, solves

Problem P,:  Find ¥, ¢ € V}, such that for all v, w;, €
V}, there holds

< 0, cp)—0 (KI/,;’_I, CZ_I) Lup >

+t < KO, c)(V() +e,), Vo, >
=1 < Hy,v, > (11)

and
n o n\ .n n—1 n-—1 n—1
< Q(W,l,ch)ch —0<llfh s Ch )ch , Wy >
+t < DV}, +u3’1cz, Vwp >=1 < Ho, w, > . (12)

e, denotes the unit vector in the direction opposite to gravity.

Remark 1 Observe that ua'l appears in the convective term
in (12). This choice is made for the ease of presentation.
Nevertheless, all calculations carried out in this paper
were doubled by ones where u has replaced u!. The
differences in the results were marginal.

@ Springer

Observe that Problem P, is a coupling system of two
elliptic, nonlinear equations. In the following, we discuss
different iterative schemes for solving this system.

2.1 Iterative linearization schemes

We discuss monolithic and splitting approaches for solving
Problem P,,, combined with either the Newton method, the
modified Picard [10], or the L-scheme [30, 34]. In the
following the index n always refers to the time step, whereas
Jj denotes the iteration index. As a rule, the iterations start
with the solution at the previous time, #,_p.

In the monolithic approach, one solves the two equations
of the system (11)—(12) at once, combined with a
linearization method. Formally, this becomes

Problem PMon,, ;i: Find ¥"/*! and ¢/+! such that

Fllin (ll,n,j-f—l’ Cn,j-H) — 0’ (13)
Fém (l]/"*1+1, cn,_/+l) =0.
Fk[‘m is a linearization of the expression Fy (k = 1,2)

appearing in the system (11)—(12). Depending on the used
linearization technique, one speaks about a monolithic
Newton scheme (Mon-Newton), or monolithic Picard
(Mon-Picard) or monolithic L-scheme (Mon-LS). These
three schemes will be presented in detail below.

In the iterative splitting approach one solves each
equation separately and then iterates between these, using
the results previously obtained. We distinguish between
two main splitting ways: the nonlinear splitting and the
alternate splitting. These are schematized in Figs. 1 and 2
respectively. The former becomes :

Problem PNonLinS,, ;+i: Find ¥"/*! and ¢/*! such

that

{ Fy (@™t ¢nJ) =0, followed by (14)
P,

(tI,n,jJrl’ cn,j+l) —0.

For the linearization of F; and F,, one can use one of the
three linearization techniques mentioned before. In contrast,
in the alternate splitting, one performs only one linearization
step per iteration (see also Fig. 2). The alternate splitting
scheme becomes

Problem PAItS, ;. 1: Find ¥"/*! and ¢"/*! such that

lin nj+1 n,j) —
{ Fin(w ,¢™i) =0, followed by (15)

Féin (lI/n,jJrl7 Crt,j+1) =0.

Depending on which linearization is used, one speaks about
alternate splitting Newton (AIltS-NE), alternate splitting
Picard (AltS-Picard), or alternate splitting L-scheme (AltS-
LS). The schemes are presented in detail below.
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2.1.1 The monolithic Newton method (Mon-Newton)

We recall that the Newton scheme is quadratically, but only
locally convergent. The monolithic Newton method applied
to (11)—(12) gives

Problem PMon-Newton,, ;: Let &'~ 1 en—l lI/'” n.Jj

» Cp
n/+1 nj-H

€ Vj, be given, find v, € Vh such that for all

vy, wy € Vj, one has
<0(t1/,:' ey ’) —G(Wffl,czfl),vh >
36 ; ;
+<ay (ol ) (w7t = ) o >
+r <k (0(w. 7)) (Ve o) vur>
36
nj o nj nj "1
+r <K (0 (9. d7)) o v (o.)
(Vlll +ez)( VA —xlf,;"f),wh >
=1 < Hy,v, > (16)
and

<0 (W;'/,C;I’j)cz’j+l _9 (‘1’” 1 n I)CZ_I’ wy >

h

a0 ;
+<7<q,:1 n/)(cz,ﬁl Zj>,vh>

dc
SRUNES
+7 < DV +ull

=1< H),wy, >. 17

1
n,j+ , th ~

For the ease of presentation, here a simplified monolithic
formulation is given, involving only the derivative of 6 with
respect to ¥ in (16), and only the derivative of 6 with respect
to ¢ in (17). In the full monolithic approach, both partial
derivatives should be involved for all nonlinear functions,

e.g.
0 (w,f*”',c;j’f“) 0 (w; o Zf)

(50 (67 (077 - o1?)
v
() ) @ =) a

However, we have carried out computations with the
full monolithic approach and the results were practically
showing no difference.

2.1.2 The monolithic Picard method (Mon-Picard)

The modified Picard method was initially proposed by Celia
[10] for the Richards equation. It is similar to the Newton
method in dealing with the nonlinearity in the saturation,
but not in the permeability. Being a modification of the
Newton method, the modified Picard method is only linearly
convergent [37]. The monolithic Picard method applied to
(11)—(12) becomes

Problem PMon-Picard, ;: Let ¥~ ! LCh ! 11/"] "’

€ V), be given, find lI/:'JH, cZ JH g V}, such that for all
vy, wy € Vj, one has

<9<‘1/:1 Z) 0(1}/;] n— l)’vh>

ACKEDIC
41 < K( (o i) (Vo +er) Vo >
> 19

+<— —lI/:'j>,vh>

=‘[<H1,
and

0(11/: g, ZJ)CZ"HI —Q(W,:Z_I,CZ_I)CZ_],H)}, >

+<%(lll;l” "])(CZ’Hl CZ]),LU;,>

ac
-1 n,j+1
+1 < DVe,’" +uyc,

=1< H),w, >. (20)

1
nj+ ,Vwy, >

As before, a Picard iteration for the full monolithic approach
would involve both partial derivatives of 6.

2.1.3 The monolithic L-scheme (Mon-LS)

The monolithic L-scheme for solving (11)—(12) becomes
Problem PMon-LS, ;i: Let 11/:_' , lI/: o LCh ! CZ Joe

Vi be given and with Ly, L, > 0 large enough (as
specified below), find lI/" AR A

N € Vj s.t. for all
vy, wy €V
<€<W}f’j,cZ'j>79<lI/" ! '),vh>

+L < lllhn’j+1 - lI/hn’] vy >

+r <k (0(e. ) (Ve o) o >
=1 < Hp,v, >, 21)

<9<q,:1 nl)cZ’jH—O(lI/" 1 - ])C[I,Wh>

1
+L, <c"’+ —CZ’ wy >
1 . i+1
+1 < DVC" J* +u{'vch’J+ ,Vwy, >
=1 < H),wy, >. (22)

The parameters L1 and L; should be large enough to ensure
the convergence of the scheme (see Section 3). In practice,
the values of L and L, are connected to the maximal values
of dy 6 and 9.6 (recall that 6 is assumed increasing in ¥ and
in ¢).

The L-scheme does not involve the computations of
derivatives, and the linear systems to be solved within each
iteration are better conditioned compared with the ones
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given by Newton or Picard methods (see [30]). Moreover,
this scheme is (linearly) convergent for any initial guess for
the iteration. Finally, the classical full monolithic approach
is obtained by involving L and L5 in both of the equations.

2.1.4 The nonlinear splitting approach (NonLinS)

The nonlinear splitting approach for solving (11)—(12)
becomes

Problem PNonLinS, ;1 I L

n,j+1

n— l
Let ¥,

Vi be given, find ¥~ e Vst

<9(l1/,:"j+1, 71)—(9((1/,:' ! ey 1>,vh>
+r <k (0(w 7)) (vw;'f+‘+ez> Vo >
=1 < Hy,v, > (23)
holds true for all v;, € V},. Then, with llln g+ obtained, find
Z J+l € V}, such that for all wy, € Vp, it holds

1 Jj+1 Jj+1 — -
<0( nj+ ’Cn J+ )CZJ+ _p (W" l,cn

n,j+1

1 -1
)CZ W >

+7 < DV¢y’ +u J+ , Vw, >
=1 < H),wy, >. 24)

As for the monolithic schemes, one can apply the different
linear iterative schemes to obtain fully linear versions of
the splitting approach. This is done first to solve (23) and,
once a solution to (23) is available, this is employed in the
linearization of (24).

2.1.5 The alternate Newton method (AltS-Newton)

In the alternate Newton method applied to (11)—(12), one
solves

Problem PAItS-Newton,, ;,1: Let ¥~ 1 en=1 lll,f - " J
€ Vj, be given, find lI/: JH Vi s.t.

<o (e ) —o (Bt ) u>

+ < og (WG (w =) >
+r< K (0(9 7)) (Ve +e,) Vo >

36
tr< K (9 (W’:”’ ZJ)) 17 (W’:”’ Z])
x (vw,f*f +e) (w - w f) Vo >

=1 < Hy,v, > 25)
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holds true for all v, € Vj,. Then, with W,:' JF1 obtained

above, find c” J+

<6 (II/}:’L]+1’ Z,) CZ"HI 0 (\1/,? 1 n 1)62—1’ wy, >
T A T I CoL ) W
+1 < DVc +uy
=1 < H),w, >. (26)

€ V}, such that for all wy, € V},, one has

n,j+1 nl n Jj+1

, Vwy >

2.1.6 The alternate Picard method (AltS-Picard)

The alternate Picard method applied to (11)—(12) becomes

Problem PAItS-Picard,,, ;1 1:

€ Vj, be given, find lI/: JH

<6<n/’2/> Q(III"I nl)vvh>

Let ! ent wmd ol
e Vy st

96 n,j n,j n,j+l1 n,j
+<W(Wh ~h)(‘1’h -Y, )»Uh>
tr< K(e (q/,f det f))(v(w" f“)+ez) Vo >

=1t < Hy,v, > (27)

hold true for all v, € V},. Then, with lP; I obtained above,
find cZ’jH € V}, such that for all wy, € V},, one has

1 J Lj+1 _
<9<l]/n]+ CZ])CZ]+ _G(Wnl nl)ch I,UJh>

96 ni .
NEa! o n,j+1 n,j
+ < e (lI/h , ¢ ) (ch —c,7 ), wp >

+1 < DVC" JH —i—u“‘1 "H' ,Vwy, >
=1< H),w, >. (28)

2.1.7 The alternate L-scheme (AItS-LS)

The alternate L-scheme for solving (11)—(12) becomes

Problem PAItS-LS,, ;. ::

Vi be given, find lll,:' JH

<9(11/:7L‘h) (9(\1/"1 n— l)»vh>

Let 11/:_1, o 11/:'1, cZ’J €
e Vst

+L <lI/,anrl lP'” ,Up >
+r<k (0(w7. ) (Ve v e) Vo >
=1t < Hy,v, > (29)

hold true for all vy, € Vj,. Then, with ¥;"/*" obtained above,

find cZ"’ + € V}, such that for all wy, € Vj,, one has

1 j ,j+1 —
<9< nj+vCZ,/)CZ,J+ 79(11111 1 n ]>CZ l7wh>

1
+L2<Lnl+ h] wy >

-}—1:<DVc—i—u“1 mj+ ,Vwp>=1t<Hy,w,>. (30)
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Remark 2 (Stopping criterion) For all schemes (monolithic
or splitting), the iteration is stopped if for some small
numbers €1, €2 > 0 one has

n,j+1 n
H gty

W n,j+l1 n,j
n H < ¢€1, and Hch -, H < ey,

later in the numerical section we will consider €] = €.

3 Convergence analysis

In this section, we analyze the convergence of the
monolithic L-scheme introduced through Problem PMon-
LS, j+1. We restrict the analysis to this iteration, but
mention that the convergence analysis for the other
(monolithic and splitting) schemes introduced above can be
done in a similar fashion. We start by defining the errors

J+1 o j+l
- lIlh - Wh

el j+1 n,j+1 J 31)

and e =cp” ch R
obtained at iteration j + 1. The scheme is convergent if both
errors vanish when j — oo.

The convergence is obtained under the following
assumptions:

(Al) There exist oy > 0 and o, > O such that for any

Y, ¥ eRand ey, cp € Ry

<0W1,c1) =02, c2), Y1 — ¥ >
+ < bW, c1) —20(W2, c2),¢c1 —c2 >
= ay [0(%1, 1) — 02, )P +ac |¥1 — 2 *.
(32)

Furthermore, there exist two constants 6,, > 0 and
Oy < oosuchthatf,, <O, c) <0y, V¥, ceR
The function K(6(-,-)) is Lipschitz continuous,
with respect to both variables, and there exist two
constants K, and Ky suchthat 0 < K,, < K <
K M < OQ.

There exist also M,,, My, M. > 0 such that

Jub |, < My IVl < My and " <
M, foralln € N.

(A2)

(A3)

Remark 3 (A2) is satisfied in most realistic situations. (A3)
is a pure technical requirement, being satisfied when data is
sufficiently regular, which is assumed to be the case for the
present analysis. The inequality (32) in (A1) is a coercivity
assumption. It is in particular satisfied if 6 only depends on
¥, and for common relationships & — —¥ encountered in
the engineering literature.

Theorem 1 Letn € {1,2,...N} be given and assume
(A1)—(A3) be satisfied. If the time step is small enough (see
42 below), the monolithic L-scheme in (29)—(30) is linearly
convergent for any Ly and Ly satisfying (41).

Proof We follow the ideas in [30, 34] and start by
subtracting (11) from (29) to obtain the error equation

n,j+1 n,j
-, v >

< 9;1”—9,1,1)11 >+L <Y,
+1 < K'”Ve"”' , Vo, >
kv vy, >

Kp)e,, Vo, >=0, (33)

+1 < (Kh’
+7 < (K,':’j —

where 07 = 0 ), 047 = 0, o), Ky =
Ky(0),') and K] =

. . j+1
equation with v, = e{;r

Kh(Q ). Testing now the above

, one obtains

1
<oyl —opeh " > 4L
n,jo e+l J+1
+1 < K"/Vey , Vey' ™ >
n.j nj+l o j+1
+1 < (K, = K)HVY, , Ve, >

+T < (K] — K])e,, Vel >=0. (34)

By (A2) and after some algebraic manipulations, we further
get

AR e o e T
+1K,, HV@IHH
< — HewH —<0"/—9h, JHl e'é,>
NER! j+1
— < (K} — kvt velt
> —1 < (K" — K}ye,, Ve, > (35)

Using now (Al), (A3), the Lipschitz continuity of K, and
twice the Young and Cauchy-Schwarz inequalities, for any
8o > 0 and §; > 0, from (35), one obtains

2
< 9;’ J —Oh,e,l, > +—H JHH
+ 5 e —eé H + oK HW’“H
< Seb 3 o +*H -l
= b 26 v
t(Mg + 1)L 2
7( o )kje;l” or|” + vo: HW’“H . (36)
1

Similarly, subtracting (12) from (30) and choosing w;, =

e{ +1 in the results, one gets

1,n.j i+1 1 j 1
<cZ’Jr 9,:”— "O”,eé+ >+L2<e’Jr e{,e{Jr >
+1 < DVeJ_H +u'vlv'le£+1, Ve{H >= 0. 37

@ Springer



Comput Geosci

This can be rewritten as
1,j 6’" .

Ly

1 j+1
<ch c9h,ep>+<6"/’+ £+>

L,

2 12
1 1
elt H + 2 elt el

c

+1tD < Ve/Jrl velt! s

Lajy o
e b o — oyt ot el >
1 i+1
< uledt velt s (38)

Using again (Al), (A3), and the Cauchy-Schwarz and
Young inequalities, from (38), it follows that for any
82, 83, 84 > 0, one has

) L 2
CZYJGZ,J _chghvec > +9m /+1H + 72 eé+l”
L ; 2
+72 eﬁ“—e! +IDHVeJ+1H
L 12 ) 2
s —‘9;;—0,’;4“ +53 el
}Mc2 01%4 j+l J M} /+1
+(252+233 —el| vl
2
+r—Hv f*'H . 39)
Adding (36) to (39) and using (A1), one gets
2 L 2
ao |e =[5 e
2
5 e ] e [vei|
. L 2
e el + O ’“H +72 iHH
. 12 2
Lt enser
L, ]-HZ 80 r(Mfy+1>L2 5 ‘ i
< — —t [%
=5 Hew M T i
1 . . L .
g e = e v+ 2 |
280
S 2., (M, o i
+2 e +(282+28 e
M2 a2, b j+1]2
oo I+ H +1 Hvd* H . (40)
. oy D
Choosing g = 6, = —, 81 = =6,, and 84 = >
in (40), and assuming that
2 2M2 62
Ly>=— and Ly > —¢+ M, 41
oy oay O
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and the time step 7 satisfies the mild conditions

(M3 + DL?

oy — ZTT >0 and
D 2TtM?
0m+2a0+§_T20’ (42)

where Cg, denotes the Poincare constant; then, we obtain

MZ
Sebr e o e (B4 0n - o)
D
<Jer [ HW’“H
Ly P12 Ly 6, ;
< 5 |4 +<2 +7‘“v) e “3)

Finally, by using the Poincare inequality two times we get
from (43)

Kn\ [ o1 ]2 D M
(L]—i-ra) He{p ” + L2+29m+ra—2rj"

. 2
1
x [lei* ”

el (@4)

212
= Life) |+ @2t 60— 200

From (42), (44) implies that the errors are contracting
and therefore the monolithic L-scheme (29)—(30) is
convergent. O

Remark 4 The convergence rate resulting from (44) does
not depend on the spatial mesh size. Also, observe that this
convergence is obtained for any initial guess. Based on this,
the method is globally convergent, which is in contrast to
the Newton and (modified) Picard schemes, converging only
locally. It can be observed that, larger the time step and
smaller constants L1 and L, result in a faster convergence.
For small steps instead the convergence rate can approach
1. On the other hand, if the time step is small enough, one
may reach the regime where the Newton scheme becomes
convergent (see [37]). Alternatively, one may first perform
a number of L-scheme iterations, and use the resulting as an
initial guess for the Newton scheme (see [30]), or consider
the modified L-scheme in [31]. In either situations, the
convergence behavior was much improved.

Remark 5 The convergence of the modified Picard and
Newton method applied to the Richards equation has been
already proved in [37]. Such results can be extended to the
coupled problems considered here.
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Table 1 Parameters involved in all examples

Ly 0.1
L, 0.1
D le—3

Van Genuchten parameters

O 0.42
o0, 0.026
n 29

a 0.551
a 0.44
b 0.0046
K 0.12
Accuracy requirement

€] =€ 10706

4 Numerical examples

In this section we consider five test cases for the proposed
linearization schemes, inspired by the literature [25, 30].
The schemes have been implemented in the open source
software package MRST [29], an open source toolbox based
on Matlab, in which multiple solvers and models regarding
flows in porous media are incorporated.

Example 1A: Flow and transport in a strictly unsaturated
medium

For the first example, a van Genuchten parametrization
is considered, with the parameters given in Table 1. The
domain £2 is the unit square. To define the initial pressure,
£2 is divided into two sub-regions: £2,, = (0,1) x
[1/4,1) and Q24own = (0,1) x (0,1/4). In £,,, the
source term, in the Richards equation, is Hj(x,y) =
0.06 cos(4/3my) sin(x) and H>(x, y) = 0, in the transport.
The lower sub-domain £24,,,, contains no external sources,
ie., H = H, =0.

Fig.3 Example 1A: pressure
and concentration at the final
time, T = 1. The simulations
were performed for dx = 1/100
and 7 = 1/10. a Pressure profile
at T = 1. b Concentration
profileat 7 =1

1

Pressure unsaturated domain

We impose ¥ = —2onI'p = [0,1] x 1, ¢ = 1 on
I'p \ I'c, where I'c = [1/3,2/3] x I, ¢ = 4 on I'c
and no-flow Neumann boundary conditions for both model
components on 'y = 92 \ I'p. At + = O the initial
pressure in the two sub-domains is lll,?p = —2and tlll?own =
—y — 1/4, respectively. The initial concentration is ¢ = 1.

The simulations are performed on regular meshes, con-
sisting of squares with sides dx = 1/10, 1/20, and 1/40.
The time steps are T = 1/10, 1/20, and 1/40. Figure 3 dis-
plays the pressure and concentration profiles at the final time
T = 1. Note that in this example the flow is always partially
saturated, implying that the Richards equation does not
degenerate. Furthermore, the flow is completely dominated
by the source term H; while, for the transport, we can notice
both diffusion and advection effects.

The total number of iterations and the condition numbers
of the linear systems associated to each solving algorithms
are presented in Tables 2 and 3. The condition numbers
are computed using the L' norm and we report here the
averaged values over the full simulation. A segment (—)
in these tables implies that the method failed to converge
for the particular combination of time step size and mesh.
Table 2 gives the results obtained for the time step v =
1/10 and for different mesh sizes, dx = 1/10,1/20
and 1/40. In this case we can observe that the L-scheme
based solvers converges for each mesh. The splitting solvers
obtained instead thanks to the Newton and modified Picard
linearizations, fail to converge in case of finer meshes.
Furthermore, the numbers of iterations for the L-schemes is
mesh independent, which agrees with the theory.

Similarly, Table 3 provides the results for a constant
dx = 1/40, and for t = 1/10, 1/20, and 1/40. Observe
that for the smaller time steps all schemes converge,
whereas for t = 1/10, the Newton and Picard-based
variants of the splitting schemes diverge. This is in line with
the results reported in Table 2, where a finer spatial mesh
has led to the divergence of these schemes. Since the number
of iterations is added per each time step, this number is

. Concentration unsaturated domain

(a) Pressure profile at T = 1

35
-1.99
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X 0.6
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(b) Concentration profile at T = 1
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Table 2 Example 1A: Iterations and condition numbers for fixed r = 1/10

Monolithic NonLinS AltLinS
Newton Newton Newton
cond. no. cond. no.
dx No.of Condition No. No. of Richards Transport No. of Richards Transport
iterations iterations iterations
1/10 40 492.7535 24 -44  153.3064 2.6810 44 159.4131 2.6760
1720 64 2.3911e+03  26-94  597.8236 5.9056 94 626.5425 5.8943
1/40 189 1.2294e+04 - - - - - -
L Scheme L Scheme L Scheme
cond. no. cond. no.
dx No.of Condition No. No. of Richards Transport No. of Richards Transport
iterations iterations iterations
1/10 124 349.9054 82-119 1069132 1.9051 124 106.9216 1.8867
120 125 1.5698e+03 80-110 427.3669 3.5700 120 427.3894 3.5920
1/40 125 7.1229¢+03  79-100 1.7114e+03 8.7182 120 1.7114e+03 8.9720
Picard Picard Picard
cond. no. cond. no.
dx  No.of Condition No. No. of Richards Transport No. of Richards Transport
iterations iterations iterations
1/10 43 667.9851 25-44  153.4789 2.6762 44 159.2404 2.6712
1720 67 3.1574e+03  26-94  600.0477 5.8927 94 626.1294 5.8814
1/40 189 1.5969¢+04 - - - - - -
Table 3 Example 1A: Iterations and condition numbers for fixed dx = 1/40
Monolithic NonLinS AltLinS
Newton Newton Newton
cond. no. cond. no.
T No. of Condition No. No. of Richards Transport No. of Richards Transport
iterations iterations iterations
1/10 189 1.2294e+04  — - - - - -
1/20 201 6.3754e+03  42-319 1.4157e+03 8.8062 320 1.4641e+03 8.8233
1/40 259 3.2828e+03  72-320 782.6252 4.9460 320 808.0468 4.9264
L Scheme L Scheme L Scheme
cond. no. cond. no.
T No. of Condition No. No. of Richards Transport No. of Richards Transport
iterations iterations iterations
1/10 125 7.1229¢+03  79-100 1.7114e+03 8.7182 120 1.7114e+03 8.9720
1720 244 3.7562e+03 162 -209 932.0422 4.9942 235 932.0541 5.0758
1/40 471 1.9522e+03 331-419 480.1427 3.0668 463 480.1378 3.1478
Picard Picard Picard
cond. no. cond. no.
T No. of Condition No. No. of Richards Transport No.of  Richards Transport
iterations iterations iterations
1/10 189 1.5969¢e+04  — - - - - -
1720 201 8.4667e+03  44-316  1.4103e+03 8.7983 316 1.4650e+03 8.7777
1/40 258 4.4183e+03  72-318  782.3317 4.9358 320 808.3800 49126
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increasing as the time step is reduced. This is justified by
the fact that smaller T implies more time steps.

We point out that the alternate splitting schemes are
converging much faster than the classical ones, for which
we report the iterations required by the flow and the
transport equations, separately. Note the differences in the
condition numbers, the L-scheme-based algorithms being
better conditioned. Observe also that for the splitting
schemes, the condition numbers for the Richards equation
are much larger than for the transport model component.
This is due to the fact that the former is nonlinear and
possibly degenerate, whereas the latter has a fairly simple
structure. Finally, one can observe that finer meshes results
in higher condition numbers while smaller time steps give
better conditioned systems.

Example 1B: Flow and transport in a variably saturated
porous medium

The situation given above is changed slightly, so that
the fully saturated regime is achieved. Specially, we take
wh = —2and ¥) = = —y+ 1/4 By this, ¥)
becomes positive in £24o,, Where the medium is fully
saturated. Consequently, the Richards equation degenerates
to an elliptic one, making the numerical simulation more
challenging. The L parameters are L; = L, = 0.2.

Tables 4 and 5 present the iterations and condition
numbers for each of the implemented algorithms, and for
different mesh diameters and time steps. Note that in this
case, only the L-scheme-based algorithms are converging.
It is also interesting to observe the difference in the
number of iterations between the more commonly used
nonlinear splitting approach (NonLinS) and the alternate
splitting (AltLinS) approach. The latter appears to be a valid
alternative to the common formulation. It produces equally
accurate results, requiring fewer iterations.

Finally, we observe as the Newton and Picard-based
schemes fail to converge in all situations. This is due to
the degeneracy of the Richards equation. The L-scheme-
based iterations did converge in all cases. The convergence
behavior is as predicted by the theory: the number of
iterations increases for smaller time steps, while the mesh
size has no influence on the number of iterations.

Example 2A: Well in an unsaturated porous medium

The next example is inspired from [25]. We still
consider the unit square-domain, the initial conditions and
the parameters as in Example 1A. The medium results
again strictly unsaturated. Now £2,, includes a well, and
water with a given surfactant concentration is injected.
The pressure at the well is set to ¥y = —1/4 and the

Table 4 Example 1B: Iterations and condition numbers for fixed r = 1/10

Monolithic NonLinS AltLinS
Newton Newton Newton
cond. no. cond. no.
dx No. of Condition No.  No. of Richards Transport ~ No. of Richards Transport
iterations iterations iterations
1710 — - — — — - - -
1720 — — — — — — — —
1740  — — - - - - - -
L Scheme L Scheme L Scheme
cond. no. cond. no.
dx No. of Condition No.  No. of Richards Transport ~ No. of Richards Transport
iterations iterations iterations
1/10 228 204.8977 180-206  58.9991 1.8625 242 58.9938 1.9066
1720 226 879.2575 175-182  233.6193 3.3333 236 233.5856 3.6303
1/40 228 4.0163e+03 175-150  932.4226 7.1687 230 932.3206 8.2482
Picard Picard Picard
cond. no. cond. no.
dx No. of Condition No.  No. of Richards Transport ~ No. of Richards Transport
iterations iterations iterations
/10 - — — — — — — —
120 — — — — — — — —
1740 — — — — — — — —
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Table 5 Example 1B: Iterations and condition numbers for dx = 1/40

Monolithic NonLinS AltLinS
Newton Newton Newton
cond. no. cond. no.
T No. of Condition No.  No. of Richards Transport ~ No. of Richards Transport
iterations iterations iterations
1710 — - — — — - - —
120 — - - - - - - -
1/40  — - — — — - - —
L Scheme L Scheme L Scheme
cond. no. cond. no.
T No. of Condition No.  No. of Richards Transport ~ No. of Richards Transport
iterations iterations iterations
1/10 228 4.0163e+03 175-150  932.4226 7.1687 230 932.3206 8.2482
1120 457 2.1063e+03 362-326  480.1123 4.2676 481 480.1165 4.5628
1/40 877 1.0751e+03 724 - 668 241.9597 2.7304 944 241.9634 2.7427
Picard Picard Picard
cond. no. cond. no.
T No. of Condition No.  No. of Richards Transport ~ No. of Richards Transport
iterations iterations iterations
1710 — - - - - — —
120 — - - - - — —
1740  — - - - - — -
concentration of the surfactant to cyy = 2. We impose Figure 4 shows the pressure and the concentration at

no-flow boundary conditions for both model components
on 9£2. The simulations are performed on regular meshes,
consisting of squares with sides dx = 1/10, 1/20, and
1/40. The time steps are T = 1/25, 1/50, and 1/100.
Furthermore, a reaction term is included in the transport
equation, R(c) := le — 3 xc/(1 4 ¢). For the iteration
J + 1, this is linearized as R(c"*1/+1) — le =340
The L parameters are L1 = Ly = 0.2.

Fig.4 Example 2A: pressure
and concentration at the first
time steps and final times. The
simulations were performed for
dx=1/80andr =1/10.a
Pressure at final time 77. b
Concentration at final time 7}

0 0.2 0.4

(a) Pressure at final time T}
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Pressure unsaturated domain
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X -0.45
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’ -0.65
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the final time step (T = 1). As for the first example,
the medium being partially saturated, the Richards equation
does not degenerate and almost all the schemes converge.
The monolithic Newton method requires smaller time steps,
as observable in Table 7. We remark, from both Tables 6
and 7, that the alternate splitting approach (AltLinS), once
more, requires fewer iterations than the classical splitting
algorithm (NonLinS). The linear systems resulting by

Concentration unsaturated domain

(b) Concentration at final time T}
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Table 6 Example 2A: Iterations and condition numbers for fixed T = 1/25

Monolithic NonLinS AltLinS
Newton Newton Newton
cond. no. cond. no.
dx No. of Condition No.  No. of Richards Transport No. of Richards Transport
iterations iterations iterations
/10 59 1.1597e+03 57-32 3.5250e+03 1.6216e+05 — — —
1720 — - 57-35 3.5250e+03 1.6216e+05 — - -
1740 — — 57-33 3.9905e+04 2.4845e+06 — - -
L Scheme L Scheme L Scheme
cond. no. cond. no.
dx No. of Condition No.  No. of Richards Transport No. of Richards Transport
iterations iterations iterations
1710 368 9.4574e+04 209 - 315 395.8757 7.8808e+03 338 397.4869 7.9035e+03
1720 364 7.6020e+03 222 -327 2.8139e+03 9.0509e+04 346 2.8220e+03 9.0971e+04
1/40 368 9.4574e+04 223-332  3.0786e+04 1.3442e+06 348 3.0861e+04 1.3515e+06
Picard Picard Picard
cond. no. cond. no.
T No. of Condition No.  No. of Richards Transport No. of Richards Transport
iterations iterations iterations
1/10 106 2.1274e+03 61-50 426.0623 1.2673e+04 74 416.8809 1.2985e+04
1/20 105 2.1056e+04 70 - 50 3.4855e+03 1.5665¢+05 84 3.3929¢+03 1.6001e+05
1/40 105 2.7185e+05 84 -50 3.9872e+04 2.3954e+06 86 3.9462e+04 2.4544e+06
Table 7 Example 2A: Iterations and condition numbers for dx = 1/20
Monolithic NonLinS AltLinS
Newton Newton Newton
cond. no. cond. no.
T No. of Condition No. No. of Richards Transport No. of Richards Transport
iterations iterations iterations
125 — — 57-35 3.5250e+03 1.6216e+05 — — -
1/50 109 1.5493e+03 106 - 56 1.1707e+03 4.3558e+04 — - -
1/100 207 795.5026 207-105  433.1146 1.2761e+04 — - -
L Scheme L Scheme L Scheme
cond. no. cond. no.
T No. of Condition No. No. of Richards Transport No. of Richards Transport
iterations iterations iterations
1725 364 7.6020e+03 222-327  2.8139e+03 9.0509¢+04 346 2.8220e+03 9.0971e+04
1/50 685 2.3560e+03 436-610  994.2747 2.5259e+04 656 996.9713 2.5397e+04
17100 1284 792.0927 836-1133 406.9732 7.8582e+03 1220 408.0727 7.8911e+03
Picard Picard Picard
cond. no. cond. no.
T No. of Condition No.  No. of Richards Transport No. of Richards Transport
iterations iterations iterations
1/25 105 2.1056e+04 70 - 50 3.4855e+03 1.5665e+05 84 3.3929¢+03 1.6001e+05
1/50 206 6.4247e+03 135-100  1.1871e+03 4.2339e+04 146 1.1586e+03 4.3126e+04
1/100 406 2.1116e+03 238-168  443.2937 1.2691e+04 254 435.4151 1.2755e+04
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Table 8 Example 2B: Iterations and condition numbers for T = 1/25

Monolithic NonLinS AltLinS
Newton Newton Newton
cond. no. cond. no.
dx No. of Condition No.  No. of Richards Transport No. of Richards Transport
iterations iterations iterations
/10 — — — — — — — —
120 — - - — — - - -
1740 — — — - - — - -
L Scheme L Scheme L Scheme
cond. no. cond. no.
dx No. of Condition No.  No. of Richards Transport No. of Richards Transport
iterations iterations iterations
1710 681 446.0156 271-659 275.7570 8.0058e+03 680 275.5587 8.0092e+03
1720 676 1.5730e+03 270 - 686  740.6757 8.5552e+04 698 739.6510 8.5630e+04
1/40 681 6.7119e+03 256 - 679 2.7866e+03 1.3095e+06 694 2.7602e+03 1.3121e+06
Picard Picard Picard
cond. no. cond. no.
dx No. of Condition No.  No. of Richards Transport No. of Richards Transport
iterations iterations iterations
1710 — — — — — — — —
1720 — — — — — — — —
1/40 — — — — — — — —

Table 9 Example 2B: Iterations and condition numbers for dx = 1/20

Monolithic NonLinS AltLinS
Newton Newton Newton
cond. no. cond. no.
T No. of Condition No.  No. of Richards Transport No. of Richards Transport
iterations iterations iterations
1725 - — - - — — -
1750 - — — — — — — —
17100 — — — — — — — —
L Scheme L Scheme L Scheme
cond. no. cond. no.
T No. of Condition No.  No. of Richards Transport No. of Richards Transport
iterations iterations iterations
1725 676 1.5730e+03 270- 686  740.6757 8.5552e+04 698 739.6510 8.5630e+04
1/50 1253 812.6783 514-1285 431.5091 2.4385e+04 1298 430.5647 2.4399e+04
1/100 2350 448.3554 988 - 2388  275.5439 8.0075e+03 2938 275.4834 8.0092e+03
Picard Picard Picard
cond. no. cond. no.
T No. of Condition No.  No. of Richards Transport No. of Richards Transport
iterations iterations iterations
1/25 - — - - - - - -
/50 - — — - — — — —
/100 — - - — - - -
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Fig.5 Example 3: A highly
heterogeneous domain. a
Porosity of the domain 2. b
Permeability of the domain Q

Rock porosity

0 0.2 0.4 0.6 0.8

(a) Porosity of the domain 2

applying the L-scheme-based solvers are better conditioned
compared to the other solvers. Finally, we can observe as
the introduction of a nonlinear reaction term has drastically
increased the condition numbers of the system associated to
the transport equation.

Example 2B: Well in a variably saturated porous medium

As in Example 1B, now the initial condition for the
pressure is changed, leading to a variably saturated porous
media. The pressure at the well is fixed equal to 1/4 and
the concentration and boundary conditions are defined as in
the Example 2A. The L parameters are now L; = 0.2 and
Ly, =0.5.

As for Example 1B, since the Richards equation degen-
erates, many of the considered schemes show convergence
problems. Tables 8 and 9 present the convergence of the
schemes and the condition numbers for the associated linear
systems. The results are very similar to those in the previ-
ous examples, with the L-scheme-based solvers being the
most robust ones and the only converging for all cases. Fur-
thermore, the alternate method is faster than the classical
splitting scheme.

Fig.6 Example 3: Pressure and
concentration at the final time.
The simulations are performed
for dx = 1/40 and t = dx/10.
a Pressure at the final time 7. b
Concentration at the final time 7

Pressure heterogeneous domain

Rock permeability

0.6

0.18
0.55 0.16
0.5 0.14
0.45 0.12
04 0.1

0.08
0.35

0.06
03

0.04
0.25 002
0.2 0

1 0 0.2 0.4 0.6 0.8 1

(b) Permeability of the domain Q

Example 3: A heterogeneous porous medium

In more realistic situations, the porous medium is often
heterogeneous. In this example we consider again the unit-
square domain but with highly heterogeneous properties
(porosity and permeability), as presented in Fig. 5. Next
to this, the problem is similar to the one in Example 2B,
including the same initial conditions and parameters. The
well is now located in the lower right part of the domain
where we observe larger porosity and permeability. Due to
the initial pressure WO, the domain results to be variably
saturated and the problem degenerates. The L parameters
are Ly =L, =0.7.

Figure 6 present the pressure and concentration at the
final time step. We can observe as, particularly the former,
has increased in the regions with higher permeability.
Similarly we can observe how the structure of the media has
influence the diffusion of the external component.

Tables 10 and 11 present the total numbers of iterations
for each algorithm and the condition numbers of the
associated linearized systems. For this particular problem,
it is interesting to notice that the L-scheme converges,
again, for every time step and mesh investigated. In this

Concentration heterogeneous domain

(a) Pressure at the final time 7'

1 1

0 1.9
. 0.8 1.8
17
0. -0.5 0.6 1.6
L5
X 0.4 14
-1 13
. 0.2 12
11

o -15 0 .

0 0.2 04 0.6 0.8 1 0 0.2 04 0.6 0.8 1

(b) Concentration at the final time 7'
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Table 10 Example 3: Iterations and condition numbers for r = 1/10

Monolithic NonLinS AltLinS
Newton Newton Newton
cond. no. cond. no.
dx No. of Condition No.  No. of Richards Transport No. of Richards Transport
iterations iterations iterations
/10 — — — — — — — —
120 — - - — — - - -
1740 — — — - - — - -
L Scheme L Scheme L Scheme
cond. no. cond. no.
dx No. of Condition No.  No. of Richards Transport No. of Richards Transport
iterations iterations iterations
1710 777 326.5548 433-208 71.9066 257.0406 938 719110 256.4755
1720 775 3.9276e+03 433-212  678.4042 3.0834e+03 940 678.4266 3.0742e+03
1740 775 5.1305e+04 433-215 8.2423e+03 4.5823e+04 940 8.2423e+03 4.5697e+04
Picard Picard Picard
cond. no. cond. no.
dx No. of Condition No.  No. of Richards Transport No. of Richards Transport
iterations iterations iterations
1710 — — — — — — — —
1720 — — — — — — — —
1/40 — — — — — — — —
Table 11 Example 3: iterations and condition numbers for dx = 1/10
Monolithic NonLinS AltLinS
Newton Newton Newton
cond. no. cond. no.
T No. of Condition No.  No. of Richards Transport  No. of Richards Transport
iterations iterations iterations
1710 — — - — - — - —
120 — — — — — — — —
1/40 - — — — — — - -
L Scheme L Scheme L Scheme
cond. no. cond. no.
T No. of Condition No.  No. of Richards Transport ~ No. of Richards Transport
iterations iterations iterations
1710 777 326.5548 433 - 208 71.9066 257.0406 938 719110 256.4755
1/20 1478 119.8774 751 -362 32.6411 89.7378 1792 32.6459 89.6573
1740 2861 50.2801 1241 -611  18.0060 38.7625 3342 18.0085 38.7304
Picard Picard Picard
cond. no. cond. no.
T No. of Condition No.  No. of Richards Transport ~ No. of Richards Transport
iterations iterations iterations
V1o — — — — — — — —
120 - - - - — — - —
1740 — — — — - — - —
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case, neither the Newton method nor the modified Picard,
converged, even when smaller time steps were investigated.
Smaller values were not tested because the resulting number
of iterations would have been much larger than the one
obtained with the original v and the L-scheme. These
results are coherent with the ones previously investigated.
Whenever the Richards equation degenerate, both Newton
and modified Picard present convergence problems.

5 Conclusions

In this paper, we studied different algorithms for the
numerical solution of a surfactant transport model in
variably saturated porous media. The water flow and the
transport are fully coupled. Three linearization techniques
were considered: the Newton method, the modified Picard
and the L-scheme. Based on these, monolithic and splitting
schemes were designed, analyzed and tested numerically.
We conclude that the only quadratic convergent scheme is
the monolithic Newton, that the L-scheme-based solvers are
the most robust ones and produce well-conditioned linear
systems and that the alternative schemes are often faster
than the classical splitting approaches.

Although acknowledging the existence of improved
Newton solvers, having a more robust convergence behav-
ior, the present study shows that the L-scheme is a viable
alternative. It can be particularly useful in the degenerate
cases, or whenever large time steps have to be considered.
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Abstract
In this paper, we study a model for the transport of an external component, e.g.,
a surfactant, in variably saturated porous media. We discretize the model in time
and space by combining a backward Euler method with the linear Galerkin finite
elements. The Newton method and the L-Scheme are employed for the linearization
and the performance of these schemes is studied numerically. A special focus is
set on the effects of dynamic capillarity on the transport equation.

1 Introduction

In this work, we concentrate on efficiently solving reactive transport models in
saturated/unsaturated porous media [8, 10]. Such media are observable in the
section of the soil closer to the surface where, in the upper part of the domain, we
have a coexistence of both water and air phases while, below the water table, the
soil becomes fully saturated.

In particular, our model includes dynamic capillarity effects. The capillary
pressure is commonly defined as the difference between the pressures of the two
phases, in our case, the air and the water. Note that, in the Richards model, the air
pressure is set to be equal to zero.

Typically, the capillary pressure is assumed to be a nonlinear decreasing func-
tion depending on the water saturation. However, numerous studies are showing
that such formulation is often too simplistic and that dynamic effects, due to the
changes in time of the water phase, should also be included [2, 3, 5, 11, 13]. Based
on this, we consider here the system:

80—V - (K(0,¥)(VY+ez) = Sy,
¥+ peap(0.c) = 7(0)0:0, (1
0r(6c) =V - (DVe —uye) + R(c) = 5.

*Project founded by VISTA, a collaboration between the Norwegian Academy of Science and Letters and
Equinor.



The first equation is the Richards equation, whereas the second is an ordinary
differential equation used to include the non-equilibrium effects in the capillary
pressure/water content relation. Equilibrium models are obtained for 7 = 0. Fur-
thermore, the third equation is the reactive transport equation. Here, 6 is the water
content, ¥ the pressure head, ¢ the concentration of the chemical component, K
the conductivity, e, the unit vector in the direction opposite to gravity, D the diffu-
sion/dispersion coefficient, uy the water flux, R(c) the reaction term and finally S
and S, are any source terms or external forces involved in the process. Note that
uy = —K (6, ¥)(VY + e;) where K is a nonlinear function depending on 6 and V.
In the van Genuchten model [4] one has:

n-—1

2
K,6% [1—(1—9#) " ] , ¥<0
Ks» ¥ > 0.

K(0,¥) = 2)

K is the saturated conductivity and » is a soil dependent parameter.

The system (1) is completed by boundary conditions for ¥ and ¢, and initial
conditions for 6 and c.

The rest of the paper is organized as follows: in Section 2 the equations are
discretized and linearized. Section 3 includes a numerical example, based on the
literature [6], which allows us to compare the different numerical schemes. Finally,
Section 4 will conclude this paper with our final remarks.

2 The Numerical Schemes

Applying a Euler implicit time-stepping to (1) gives a sequence of time discrete
nonlinear equations. To solve them we apply different linearization schemes: the
Newton method, the L-Scheme and a combination of the two [7, 9]. They are here
compared thanks to a numerical example inspired by reactive models.

The equations in (1) are fully coupled due to the double dependency of the
capillary pressure of both the water content 6 and the concentration c. In general,
Pcap is afunction of only 6, e.g., pcap = 1/a(o71m —1)l/n a5 presented in [4].
Anyhow, it has been observed [12] that, if an external component is involved, the
surface tension becomes a function of the concentration ¢ and thus, the capillary
pressure itself is influenced by this, i.e. pcap = peap (6. ¢).

In the following, we use the standard notations of functional analysis. The
domain Q C Rd, d = 1,2 or 3, is bounded, open and has a Lipschitz continuous
boundary dQ2. We denote by LZ(Q) the space of real-valued, square-integrable
functions defined on Q and H' () its subspace containing the functions having
also the first order weak partial derivatives in L% (). H(])(Q) is the space of
functions belonging to H'! (), having zero values on the boundary Q. We denote
by < -, - > the L%(Q) scalar product and by ||-|| the associated norm. Finally, assume
that K is continuous and increasing, pcap € c! ((0, 1], [0, 0)) is decreasing and
7€ C{(0,1],[0,00)) .

We now combine the backward Euler method with linear Galerkin finite ele-
ments for the discretization of the problem (1). Let N € N be a strictly positive nat-
ural number, define the time step size At = T/N andt, = nAt (n€ 1,2,...,N).

Furthermore, T}, is a regular decomposition of Q, Q = - L%r T, into d-dimensional
€ln



simplices, with & denoting the maximal mesh diameter. The finite element space
Vi, C H}(Q) is defined by

Vi i={vy € H(l) (Q) s.t. vy € P(T), T € Ty}, (3

where P (T) denotes the space of the afine polynomials on T.
The fully discrete Galerkin formulation of the system (1) can be written as:
Problem P(n) Let n > 1 be fixed. Given ‘I‘Z’l s 6;"1 s c;'l’l € Vp, find
‘Pz, 0;;, CZ € Vy, such that there holds

<0 —(7”,:",\/1,;1 > +Ar < K (60, W3) (VY] +e), Vv, > = At <Sp,vyp >,
)
At < W vo > +AL < peap (8, ¢l van >=< (@O -1, v, >, (5)

and

< Opch - 6240271,\/3’;, > +At < DVcy +u'v1flcz, Vv > ©
+At < R(CZ),vg’h >= Ar < 82"}3,”! >,

for all V1,h>V2,h>V3.h € V.

Remark 1 We use u&'l = 7K(0;l‘",‘PZ‘1)(V‘PZ'] + ez) for the convec-
tive term in the transport equation, for simplicity reasons. Nevertheless, all
the simulations presented in this paper have also been performed with uj, :=
—-K (0}, ¥, (V¥] +e,) instead of u&'l and the results were almost identical.

In the following, we propose different solving strategies for the system of
equations presented above. These strategies are built on the ones discussed in [7],
extending them to the case of dynamic capillary pressure (r(6) # 0). They are either
a monolithic solver of the full system, or a splitting approach obtained by solving
first the flow component, using a previously computed concentration, then updating
the transport equation, using the newly computed pressure and water content. In
both cases, one has to iterate. Each iteration requires solving a non-linear problem,
for which, either the Newton methods or the L-Scheme [7, 9, 10] are considered.
These strategies are then named: monolithic-Newton scheme (MON-Newton),
monolithic-L-Scheme (MON-LS), nonlinear splitting-Newton (NonLinS-Newton)
and nonlinear splitting-L-Scheme (NonLinS-LS).

The index j denotes the iteration index. As a rule, the iterations start with the
solution obtained at the previous time step, for example ¥"! := ¥~!_ This is not
necessary for the L-Scheme, which is globally convergent, but it appears to be a
natural choice.

2.1 The monolithic Newton method (MON-NEWTON)

The Newton method is a well-known linearization scheme, which is quadratic but
only locally convergent. Applying the monolithic Newton method to (4)-(6) leads
to

Problem MN(nj+1) Let W/ ~1, 01=1, cn=1 Wi/ g3+J ) e ), be given, find



‘PZ"H],(y’Z‘jH,cZ’jH € V}, such that
<@g > wAr < KO ) (V) b)Yy, >
+Ar < 3K (0, W) (V(PRT) +e) (00 = 0)), Vv >
+A1 < BuK (00 W (VOERT) 4 ) (BT W) vy, >

= At < Sl»"l,h >,

O]

At < ‘I’Z‘]H, Vo > +AL < p(.a,,(HZ’-’,cZ‘j), Vo >
N, Nj\ o+l n,j n,j n,j
+At < (9617cap(9h J,ch ")(Hh JH Gh ")»Vz,h > +Ar < ﬁcpcap((ih J,ch 7y
n.j+l n.j _ n.Jy cgftJ+1 -1
(™ =Dy van >= < 7@ )0 - 037 ), van >
n,J n,j -1 n,j+1 n,J
+< g7 (0) (O = 0O =0 ), v >,
®)
and
n,j n,j+l -1 _n-1 g+l on-1 n,j+l
<6, e’ =0T e va > +Ar < DV ruy e vy gy >
+A1 < R(EP),v3,5 > +A1 < DR (I =)y > 9)
= At < SQ, V3 p >,

hold true for all v{ ,v2 4, V3.5 € V.

2.2 The monolithic L-scheme (MON-LS)
The monolithic L-scheme for solving (4)-(6) reads as o

Problem ML(n,j+1) Let W1, gn=1, cn=t @i/ g/ ¢} € v, be given,
L‘]l’, ng, ;2, Ly > 0, big énough.
Find ‘P:’j” s 02’#1, CZ’JH € Vy, such that

< 92’“1 -0 vy > AL < K(H;,”j,‘I'Z’j)(V(‘I’Z’j“) +e,), Vv >

+Ar < LT(‘!’Z’”I —‘I‘Z’j),Vvlyh > +At < Lf(é)Z’j” —GZ’j),Vvlyh > (10)

= Ar < S],Vl’h >,

At < lyz’j+l,l12,h >= —-At < pcap(gz’j,czd),vlh >

) . . . an
n, n,j+1 —1 n,j+1 n,
+ <T@ O =0 v >+ < Lo(07T =007 van >
and
n,j n,j+l -1 n-1 g+l -1 n,j+l
<0, ey =0T ep T va > +A < DV vuy e Vv > )

. il .
+At < R(L'Z’]),ng,h >+ < Lg(c;ll’ﬁ- —C;ll’j),vgvh >= At < 833V3,h >,

hold true for all vy , v 4, v3 5 € V.

The L-Scheme does not involve the computations of derivatives, the linear
systems to be solved within each iteration are better conditioned, compared to the
ones given by the Newton method [7, 9], and it is globally (linearly) convergent. The
convergence of the scheme has been proved, for the equilibrium model (7(8) = 0)
in [7], and can be easily extended to the non-equilibrium formulation given by the
system (10)-(12).



2.3 The splitting approach (NonLinS)

The splitting approach for solving (4)-(6) reads as ) )
Problem S(n,j+1) Let ‘I’Z'l,6"'1,c"'],‘{’Z‘J,é’Z‘],c""’ € Vj, be given, find

h
‘P:’J+1, 8:’”1 € V}, such that

<O gl > A < K@Y (VO 1 ey) Yy >

= A1 < S],Vl’h >,
(13)

n,j+1 n,j+l  n,j
At < ‘Ph SV > HAL < pm,,(é)h ¢ ),V p >

n,j+1 n,j+1 n—1 14
=<7(0,77 )0, =607 ), von >,
hold true for all vi p, v, € V.

Then, with ‘I‘Z’/H and HZ’JH obtained from the equations above, find c:’IH €

V}, such that

n-1 n,j+l n-1_n,j+1

n,j+1 n,j+l -1
<0, et =0T e vy > +Ar < DV vy e, vy g >
+Atr < R(C:’J+l),\/3’h >= At <Sy,v3p >,

as)

holds true for all v3 5, € Vj,.
The three equations above can be then linearised using either the Newton
method (NonLinS-Newton) or the L-Scheme (NonLinS-LScheme).

2.4 The mixed linearization scheme

It has been already observed, for a different set of equations [9], that combining
the Newton method and the L-Scheme can improve the convergence of the scheme.
The Newton method is quadratically but only locally convergent and it can produce
badly conditioned linearized systems. Moreover, the time step is subject to severe
restrictions for guaranteeing the convergence of the scheme, and this has also been
observed in numerical examples [1, 7, 9].

Contrarily, the L-Scheme is globally convergent and the linear systems to be
solved within each iteration are better conditioned, however, it has only a linear rate
of convergence.

The mixed formulation, obtained combining the two schemes, appears to be the
best approach and shows practically both global and quadratic convergence. The
Newton method commonly fails to converge, if the initial guess is too far from the
actual solution. Since this guess is usually the solution at the previous time, this can
force restriction on the time step. Instead of reducing the time step one can obtain a
better approximation of the initial guess, for the Newton method, by performing few
L-Scheme iterations. In the numerical simulation here presented, up to 5 iterations
were sufficient to reach a good initial guess for the Newton iteration, which ensured
its convergence.



3 Numerical examples

In this section, we use a benchmark problem, from [6], to compare the differ-
ent linearization schemes and solving algorithms defined above. It describes the
recharge of a two-dimensional underground reservoir Q@ c R, in the interval of
time ¢ € (0, 3]. The boundary of the domain and the Dirichlet boundary conditions
are defined below.

-2+422xt,onlp,,t <1
Y(x,y,1)=40.2, onIp, > 1
1-y, on I"DZ,

Q=1(0,2)x(0,3),

I'p, ={(x.y) €8Qlx € [0,1] Ay =3},
Ip, ={(x,y) €9Qlx =2 Ay € [0,1]},
I'p=Tp, Ulp,,

I'y =6Q\Tp,

I,onl'p,,t <1
c(x,y,t) =40, onT'p,, 1> 1

3-y, OIIFL)2 Ul'y.

Furthermore, no flow conditions are imposed on I'y. The initial conditions

are given by W(x,y,0) := 1 —y,c(x,y,0) := 3 —y and 6(x,y,0) := 0.39. The
capillary pressure is defined as pcqp (6. ¢) == (1 - 6)23 +0.1 * ¢, the conductivity
is given by (2) and 7(6) = 1. Finally, the parameters implemented are: Kg = 1,
L\lp, Lf, Ly =0.01, L3 = 0.1 and the iterations stop whenever all the error norms,
||‘}""j+1 - ‘P"’f” s ||9"*f+1 - 9"’/” and ||c"*f*'l - c"*f“, are below 1070,

Numbers of iterations
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Figure 1: Total numbers of iterations for different solvers

We performed the simulations using regular meshes, consisting of squares, with
sides dx = {1/10, 1/20, 1/40}. We considered two fixed time steps Az = 1/10 and
At =1/50.

In Figure 1, we can observe the total numbers of iterations required by the
different linearization schemes and solving algorithms. Next to the name of each



scheme we report, between parenthesis, which time step Af has been used.

We can observe, as the Newton method in the monolithic formulation, converges
only for coarse meshes, for Ar = 1/10. For the smaller time step, Ar = 1/50, it
converges for all of the tested meshes.

The L Scheme converges for both time steps, but, since it is linearly convergent,
for At = 1/50 would require more iterations than the Newton method.

The results obtained thanks to the mixed formulation are particularly interesting.
We can observe that this scheme, both in the monolithic and splitting formulation,
converges for all the tested meshes also in case of a large time step. Moreover,
thanks to the Newton iterations, it appears to be faster than the classical L Scheme.
It is as robust as the L Scheme and as fast as the Newton method. For more details
regarding the mixed scheme, we refer to [9].

4 Conclusions

In this paper, we considered multiphase flow coupled with a one-component reactive
transport in variably saturated porous media, including also the dynamic effects
in the capillary pressure. The resulting model is nonlinear and for this reason,
three different linearization schemes are investigated: the L-Scheme, the Newton
method and a combination of the two. We also studied both monolithic solvers and
splitting ones.

The tests show that, for this particular set of equations, the best linearization
scheme is the one obtained combining the Newton method and the L-Scheme. Such
scheme appears to be both quadratically and globally convergent.
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Abstract

We study several iterative methods for fully coupled flow and reactive transport in porous media.
The resulting mathematical model is a coupled, nonlinear evolution system. The flow model com-
ponent builds on the Richards equation, modified to incorporate nonstandard effects like dynamic
capillarity and hysteresis, and a reactive transport equation for the solute. The two model compo-
nents are strongly coupled. On one hand, the flow affects the concentration of the solute; on the
other hand, the surface tension is a function of the solute, which impacts the capillary pressure
and, consequently, the flow. After applying an Euler implicit scheme, we consider a set of iter-
ative linearization schemes to solve the resulting nonlinear equations, including both monolithic
and two splitting strategies. The latter include a canonical nonlinear splitting and an alternate lin-
earized splitting, which appears to be overall faster in terms of numbers of iterations, based on our
numerical studies. The (time discrete) system being nonlinear, we investigate different lineariza-
tion methods. We consider the linearly convergent L-scheme, which converges unconditionally,
and the Newton method, converging quadratically but subject to restrictions on the initial guess.
Whenever hysteresis effects are included, the Newton method fails to converge. The L-scheme
converges; nevertheless, it may require many iterations. This aspect is improved by using the An-
derson acceleration. A thorough comparison of the different solving strategies is presented in five
numerical examples, implemented in MRST, a toolbox based on MATLAB.

1. Introduction

Mathematical models for complex physical phenomena are generally neglecting several pro-
cesses, in order to guarantee that the result is sufficiently simple and to facilitate the numerical
simulations. With a particular focus on porous media applications, in this sense we mention
enhanced oil recovery, diffusion of substances in living tissues, and pollution of underground
aquifers. With the increase of computational power, and the development of efficient simulation
algorithms, mathematical models are improved continuously, and more and more of the neglected
effects are included.

Email addresses: Davide.Illiano@uin.no (Davide Illiano), Jakub.Both@uib.no (Jakub Wiktor Both),
sorin.pop@uhasselt.be (Iuliu Sorin Pop), Florin.Radu@uib.no (Florin Adrian Radu)
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When studying unsaturated flow, the equilibrium capillary pressure plays a fundamental role. It
is typically assumed to be a nonlinear, monotone function of the water content. Explicit represen-
tations have been obtained thanks to numerous experiments under equilibrium conditions (no flow-
ing phases). Even though this formulation has been the most commonly used in the last decades,
it has been observed [Camps-Roach et al.-2010, DiCarlo-2004, Oung et al.-2005, Stauffer-1978],
that changes in time of the water content, thus its time derivatives, do influence the profile of
the capillary pressure. In terms of modeling, this is achieved by including the so-called dynamic
effects [Beliaev et al.-2001, Gray et al.-1998, Mikelic-2010]. Numerous papers investigate the ex-
istence of a solution for systems including such effects, among them we cite [Cao et al.-2016,
Koch et al.-2012, Milisic -2018]. Furthermore, the problem has been already studied numerically
in, e.g., [Abreu et al.-217, Abreu et al.-2020, Cao et al.-2019a].

The hysteresis effect is another phenomenon often neglected. Again, experiments have re-
vealed that the curve obtained when investigating the imbibition process, is different from the
one observed during the drainage, [O’Carroll et al.-2005, Hoa et al.-1977, McClure et al.-2018,
Morrow et al.-2005]. This is sketched in Fig. 1.

— Drainage

Tmbibition

Peop

Figure 1: Primary hysteresis loop as presented in [McClure et al.-2018].

In this article, we study unsaturated flow in porous media, modeled by the Richards equa-
tion [Berardi et al.-2018, Helmig-1997], however including both dynamic and hysteresis effects.
Furthermore, we include a solute component, e.g., a surfactant, in the wetting phase, which
can directly influence the fluid properties ([Agosti et al.-2015, Prechtel et al.-2002]). The study
of the transportation of an external components, e.g., surfactant, in variably saturated porous
media has been already investigated both numerically [Illiano et al.-2020a, Knabner et al.-2003,
Radu et al.-2013] and experimentally [Henry et al.-1999, Karagunduz et al.-2015].

Here, we will mainly concentrate on numerical studies, extending the solution techniques
in [Illiano et al.-2020a] to include dynamic capillarity and hysteresis We consider the following
model for coupled unsaturated flow and reactive transport

0,0%,c) -V - (KO, c)VY + 2))
0,(6(¥,c)c) = V- (DVc —uyc) + R(c)

St
S,.

6]

Here, 6(Y, ¢) is the water content, expressed as a function of both the unknown pressure head
¥ and the concentration of the external component c¢. K, a function of the water content 6, is
the conductivity, z the vertical coordinate of ¥, pointing against gravity, D the dispersion/diffusion
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coeflicient, uy := —K(0(¥, ¢))V(¥ +z) the water flux, R(c) the reaction term and S, S, the external
sink/source terms involved.

Next to a concentration dependence of 6 and W, here we include also play-type hysteresis and
dynamic capillary effects as introduced in [Beliaev et al.-2001]. More precisely,

Y € —peap(, ) + 7(6)0,0 + y(6) sign(9;6), 2)

where p.,, is the equilibrium capillary pressure, expressed as a function of 6 and c, 7(6) the dy-
namic effects, and y(60) the width of the primary hysteresis loop. Later on, for ease of presentation,
we consider y as a positive constant, y € Ry,. Note that (2) is a differential inclusion as the sign
graph is multi-valued and defined as follow,

1 for & > 0,
sign(€) ={[-1,1] for& =0, (3)
-1 for & < 0.

The multi-valued graph allows switching between the imbibition and drainage curves in the play-
type hysteresis. For more details on the formulation we refer to [Beliaev et al.-2001].

The primary unknowns of the system are the pressure ¥, the concentration ¢ and the water
content 8. In standard models, also obtained as special case for y = 7(6) = 0, 6 is a function of
pressure and concentration. Therefore, (2) is replaced by an algebraic relationship, which simpli-
fies the model and allows eliminating 6 as an unknown. In the extended/nonstandard formulation,
6 is an unknown and (2) is required as additional equation of the model. Initial and boundary
conditions will complete the system.

To avoid working with a graph, we consider the following regularization,

sign(§) if  |§> 0,
o =15 @)
H if €] < 6,
where 6 € R is a small parameter. Using this in (2) gives the regularized system of equations
0,6 -V-(KOVVY +2) =Sy,
¥ = =peap(0, ¢) + 7(0)0,0 + yD(0,0), &)
0,(6c) =V - (DVc —uyc) + R(c) = S,.

From now on, the system (5) will be further investigated. We will discretize the equations and
study different solving algorithms.

Remark 1. An inverse formulation is proposed in [Beliaev et al.-2001 ], obtained by solving (2),
as its regularized counterpart in (5), in terms of 3,0. This gives

0,0 = F(¥,6,c), (6)
for a suitable function F. The time derivative in the flow equation can then be substituted by F,

F(¥,0,c)-V-(K@OVM™ +2) = S;. @)
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This formulation is used for the mathematical analysis of such models,

[Cao et al.-2015, Schweizer-2012]. It has been observed, e.g., in [Lunowa et al.-2020], that such
formulation can reduce the number of iterations required to solve the system of equations, com-
pared to the formulation in (2). However, for the particular test cases investigated here, no re-
markable improvements are observed. Thus, for ease of presentation, we will report the results
obtained only for the formulation given by (5).

We point out that the concentration of the external component directly influences the capillary
pressure. The presence of such a component results in a non-constant surface tension, which
induces a rescaling of the pressures [Husseini-2015, Smith et al.-1994, Smith et al.-1999].

To solve the system (5) numerically, one first needs to discretize in time and space, and then

develop solvers for the discretized equations. In this paper, due to the expected low regular-
ity of the solutions [Alt et al.-1983] and the desire of relatively large time steps, we choose to
use the backward Euler method for the time discretization. Certain processes investigated in
porous media flow can take place on time intervals longer than decades, thus the need for large
time steps. Multiple spatial discretization techniques are available, e.g., the Galerkin Finite Ele-
ment Method (FEM) [Barrett et al.-1997, Nocheto et al.-1988, Russell et al.-1983], Discontinuous
Galerkin Method (DGM) [Arnold et al.-2006, Karpinski et al.-2017, Li et al.-2007, Sun et al.-2005],
the Mixed Finite Element Method (MFEM) [Arbogast-1996, Cao et al.-2019a, Radu et al.-2010,
Radu et al.-2013, Vohralik-2007, Woodward et al.-2000], the Finite Volume Method (FVM)
[Eymard et al.-1999] and the Multi-Point Flux Approximation (MPFA)
[Aavatsmark-2001, Arraras et al.-2020, Bause et al.-2010, Klausen et al.-2008]. We will here con-
centrate on FEM and TPFA (Two Points Flux Approximation), a particular case of MPFA. In
particular, we cite [Berardi et al.-2020, Dolejsi et al.2019, Zha et al.2019] for papers on improved
numerical schemes applied to the Richards equation.

Since the equations investigated here are characterized by several nonlinear quantities, K(6),
Deap(6, ©), 7(0,:6), and R(c), and the time discretization is not explicit, one needs to solve a non-
linear system at each time step, requiring a linearization procedure. Examples of possible lin-
earization schemes are: the Newton method [Paniconi et al.-1994], the modified Picard method
[Celia et al.-1990] and the L-scheme [List et al.-2016, Pop et al.-2004]. In this paper, we investi-
gate the Newton method and the L-scheme. The former is a commonly used linearization scheme
which is quadratically convergent. However, this convergence is only local and one needs to com-
pute the Jacobian matrix, which can be expensive. The L-scheme is instead globally (linearly)
convergent, under mild restrictions, and it does not require the computation of any derivative. The
L-scheme is in general slower in terms of numbers of iterations than the Newton method. More-
over, the linear systems to be solved within each iteration are better conditioned when compared
to the ones given by the Newton method [Illiano et al.-2020a, List et al.-2016]. Furthermore, the
rate of convergence of the scheme strongly depends on user-defined parameters. Such aspects
are investigated for numerous nonlinear problems, including Richards equation, and two-phase
flow in porous media, in [Illiano et al.-2020a, List et al.-2016, Mitra et al.-2019, Pop et al.-2004,
Slodicka-2002]. Finally there numerous papers proposing improved formulation of the L-scheme,
among them we cite [Albuja et al.-2021, Mitra et al.-2019].

In this work, we test the L-scheme on more complex problems involving hysteresis and dy-
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namic effects, and coupled reactive transport and flow. Furthermore, we investigate a post-processing
technique, the Anderson Acceleration (AA) [Anderson-1965], which can drastically improve lin-
early convergent schemes. The acceleration tool requires user-defined parameters. As will be
seen below, choosing the suitable parameters for the AA, significantly relaxes the choice of the
parameters for the L-scheme linearization.

We observe that the system (5) is fully coupled. This is due to the dependence of the capillary
pressure on both 8 and c. Therefore, we will investigate multiple solution algorithms, combining
different linearization schemes and decoupling techniques. Decoupling/splitting the equations
may present multiple advantages such as: an easier implementation, a better conditioned problem
to solve, similar convergence properties but faster computations. We divide the schemes into three
main categories: monolithic (Mono), nonlinear splitting (NonLinS) and alternate splitting (AltS).
Subsequently, we denote, e.g., by Newton-Mono, the monolithic scheme obtained by applying the
Newton method as linearization. Such schemes have already been investigated for the standard
model in [Illiano et al.-2020a].

The paper is organized as follows. In Section 2, we present the linearization and discretiza-
tion techniques including monolithic or decoupled solution approaches. Section 3 presents five
different numerical examples, which allow to compare the efficiency and robustness of the solving
algorithms. Section 4 concludes this work with the final remarks.

2. Problem formulation, discretization and iterative schemes

In the following, we use the standard notations of functional analysis. The domain Q c R¢,
d = 1,2 or 3, is bounded and has a Lipschitz continuous boundary Q. The final time is T > 0,
and the time domain is (0, T]. L?>(Q) denotes the space of real valued, square integrable functions
defined on Q and H'(Q) its subspace containing the functions also having weak first derivatives
in L*(Q). H}(Q) is the space of functions belonging to H'(L), having zero trace on the boundary
0Q. Furthermore, we denote by < -, - > the standard L*(Q) scalar product and by ||-|| the associated
norm.

To numerically solve the system of equations (5), one needs to discretize both in time and
space. We combine the backward Euler method with linear Galerkin finite elements. Let N € N
be a strictly positive natural number. We define the time step size At = T/N andt, = nAt (n €

1,2,...,N). Furthermore, let T, be a regular decomposition of Q, Q = TUT T, with h denoting the
€l
mesh diameter. The finite element spaces V), C H0‘ (Q) and W), c L*(Q) are defined by

Vi i= v € HYQ) st.vyr € PU(T), T € Thf, Wi i= {wy € LAQ) st wyr € Pi(T), T € Ty},

(®)
where IP|(T) denotes the space of the linear polynomials on 7. The fully discrete Galerkin formu-
lation of the system (5) can now be written as:

Problem Pn: Let n > 1 be fixed. Assuming that ¥/~!,¢f™! € V}, and /' € W, are given, find



W), c; € Vj, and 8; € W), such that

<@ =07 vy > +AL < KED(VY) +€,), Vv > = At <Sp,viy >
n n—1

g -0
At <Wiwip > +AL < pegp(O, ch) Wi > = <TG — 07, wiy > = Aty < (D(%),Wu, > (9
<Gt =Y + @ = 7N, va > +AL < DV} +ubcl, Vg, > +At < R(C)), vay > = At < Sy, vy >

holds for all vy 4, v, € V}, and for all w;, € W),. We denote by e, the unit vector in the direction
opposite to gravity.

Observe that choosing the space Hj(€2) implies that homogeneous boundary conditions have
been adopted for the pressure and the concentration. However, this choice is made for the ease of
presentation, the extension to other boundary conditions being possible without major complica-
tions. We also mention that, for n = 1, we use the approximation in V}, of the initial water content
and concentration, respectively 67 and cf.

In the following, we investigate different iterative schemes for solving Problem Pn. These
schemes are based on the ones discussed in [Illiano et al.-2020a], extending them, not only to
the case of dynamic capillary pressure (7(6) # 0) [Illiano et al.-2020b], but also to the case of
hysteresis. Among the numerous papers investigating numerically the effects of hysteresis and
dynamic capillarity pressure, we cite [Peszynska et al.-2008, Zhang et al.-2017]. As mentioned,
we compare monolithic (Mono) and splitting (NonLinS and AltS) solvers, combined with two
different linearization schemes, the Newton method and the L-scheme. Furthermore, the Anderson
acceleration [Anderson-1965] will be taken into account to speed up the linearly convergent L-
scheme.

2.1. Solving algorithms

In what follows, when solving (9) iteratively, the index n will always refer to the time step
level, whereas j will denote the iteration index. As a rule, the iterations will start with the solution
at the last time step, #,_;, for example ! = gn-1 - Ag mentioned, this choice is not required for
L-type schemes but it is a natural one.

In a compact form Problem Pn can be seen as the system

Fi(Y),.6)) =0,
Fy (YL 0 ch) =0, (10)
Fy(¥), 60, ch) =0,
with F, F, resulting from the flow equations and F5 from the transport. In the following we will
indicate with F'™ the linearized formulation of F obtained by either the Newton method or the
L-scheme. Finally, we can proceed to present monolithic and splitting solvers.
In the monolithic approach one solves the three equations of the system (10) at once. Formally,

one iteration is:
. il ol J+l
Find ¥;*", 6" and ¢} such that

Fiin(\PZq]'*'l’ ezsj'*'l) =0,
Fineey ™, 6,7 ™ =0, (1n
an(ll_,;:,frl’ 9;:,]+1’ cn,]+l) — 0’

h
6



where F l.“” is the linearization of F;, i € {1,2,3}. Depending on which linearization technique
is used, we refer to the Newton-monolithic scheme (Newton-Mono) or monolithic-L-scheme (LS-
Mono). These two schemes will be presented in details below. Fig. 2 displays the sketched version
of the monolithic solver.

Lin. Flow > Lin. Flow > Lin. Flow > Lin. Flow >
Lin. Transp. Lin. Transp. Lin. Transp. Lin. Transp.

Nt

j iterations

Figure 2: The monolithic approach.

In the iterative splitting approach, the flow and the transport equations are solved subsequently,
iterating between them. We will distinguish between two primary splitting schemes: the nonlinear
splitting (NonLinS) and the alternate linearized splitting (AltLinS), illustrated in Figure 3 and
Figure 4, respectively. Such schemes have already been studied, in the case of a standard flow
model in [Illiano et al.-2020a].

In the nonlinear splitting, one iteration step is:
Find first ‘PZ’j i GZ’j *! such that

P e =0, (12)
Fy(" 67,67 =0,

and then find ¢"*" such that
F5(¥ g7 et = 0. (13)

The two flow equations are solved at once. Each of the nonlinear systems (12) and (13) is solved
until some convergence criterion is met. Once the pressure and water content are obtained, ‘I’Z"’+l
and 6, 71 "are then used in the transport equation (13) to compute cZ’j ! The resulting Fy, F, and
F3, being nonlinear, are linearized using the Newton method or the L-scheme.

In contrast, the alternate linearized splitting (AltLinS) schemes perform only one linearization
step per iteration, see Figure 4. One iteration in the alternate splitting scheme can be written as:
Find ‘}’Z’j”, 6*! such that

h
Pyt gh =0, (14)
Free 6,7 G =0,
and then ¢}’*' such that
Finewp gt et = 0. (15)

Again, depending on which linearization is used, we refer to alternate splitting Newton (AltS-
Newton) or alternate splitting L-scheme (AltS-LS). Both schemes will be presented in detail below.

In the following sections we will illustrate, in the details, the different schemes here investi-
gated.



Lin. Flow

Lin. Flow

NonLin. Transp.

Lin. Transp.

NonlLin. Flow

NonLin. Transp.

Lin. Transp.

Lin. Transp. Lin Transp

-
jiterations

Figure 3: The nonlinear splitting approach.

I I I

[ Lin. Transp. [ Lin. Transp. [ Lin. Transp.

. J
RS

j iterations

Figure 4: The alternate splitting approach.

2.1.1. The monolithic Newton method (Newton-Mono)

The standard monolithic Newton method applied to (9) reads as:

Problem P-Newton-Mono: Let j > 1 be fixed. Let ¥/~', ¥}/, "', ¢}/ € Vj, and ¢/, €
W, be given, find ‘I’Z’j“, cZ’jH €V, and 6;:”” € W, such that

<@ =0 v > A< K@DV + ), Vv, >

) _ _ _ (16)
+At < QKO VE) + e)(007 = 09), Vv >= At < Sy vy >



At < Wy w g >= =A< Pegp(O), 5 ), Wi > —At < Bypeap(@), O = 017), w1 >

= At < 3epeap @), XN = ) Wi > + < @O -6, Wiy >

o (17
+< aeT(HZ’j)(QZ’j - 9271)(9;:’#1 gnj) wip > +Ary <@ (Th] S Win >
and
<@ =Y+ O = 0, v > A< DV uiI T Yy, > a8)

+ At < R(c;’ Ny va > +A1 < 8 R(chj)(c" It cZ’j) >= At < Sy, vap >

hold true for all vy, v, € V}, and for all w;;, € W,,. By 9, we denote the partial derivative with
respect to the water content 6, and by d, the partial derivative with respect to the concentration c,
and uy’ := -K(6) ’)V(‘P" 7 +e,).

2.1.2. The monolithic L-scheme (LS-Mono)

The monolithic L-scheme for solving (9) reads:
Problem P-LS-Mono: Let j > 1 be ﬁxed. Let ‘PZ‘I,‘}’Z’j, CZ‘I,CZ’j € V,, and 02‘1,9;"j € W, be
given, find V)’ L '”“ € V,, and 6’"’ € W, such that

<@g v > +AE < K@)V re,), Vi > +L0 < W 0 vy >= Ar < S,y >

At <Y Wi > = =A< @, ), wip > + < T(@)O -6, Wiy > )
+ Aty < (D[thgnl] wip > +Ly < (0 Ak HZ’j), Wip > °0)
and
A ’(c””1 o+ c"’(H" L ) Vou > +AL < DVc’”J'1 + u““'cZ“1 Vo, >
+ At < R(czj), v > +L3 < ¢’ - ¢y ,vz,;, >= At < Sy, vy > @b

hold true for all vy, v, € V), and for all wy, € W,. L;,L, and L; are three positive, user-
defined parameters on which only mild conditions are imposed. We refer to [Illiano et al.-2020a,
List et al.-2016, Pop et al.-2004] for the analysis of the numerical schemes which have inspired
the ones presented here. Often, one needs to properly tune these parameters to obtain a robust and
relatively fast solver.

2.1.3. The nonlinear splitting approach (NonLinS)

The nonlinear splitting approach for solving (9) reads:

Problem P-NonLinS: Let j > 1 be fixed. Let ‘PZ’I,‘P:’,CZ lc) ™ ¢y, and " ‘,92’ e W, be
given, find ‘I’Z’j 1 eV, and HZ’j *1 ¢ W, such that

<@ = v > A< K@YV 4 e,), vy >= Ar < Spuvyy > (22)
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n,j+1 _ n,j+1  n,j L J+1 7, j+1 -1
At < Th s Wi >= —At <pcap(9h > Cp ) Wl h>+ < T(QZ )(9h - QZ )’ Win >

A ® -6 ' (23)
+ Ary < T s Wip >

holds true for all vy, € V}, and forallwi, € Wy, ‘ ‘
Then let Wi~', W/, ™!, ¢} € V, and 627", 6,/ € W), be given, ‘PZ"’“ €V, and GZ"’“ e W, are

obtained from the equatlons above find ¢’ o € V}, such that

n,j+1 o n,j+l n—1 n,j o, j+1 n—1 n,j+1 nd+1 n, /+1
<G (T =T + 6 60,7, v > +AL < DV +uy , Vv, >

(24)
+ At < R(c;”" ), vou >= At < Sy, vy >

holds true for all v,, € V;. The water flux is given by upd™ := —K(¢" V(¥ /" +e,).
Observe that (22)—(23) and (24) are nonlinear. To approximate their respective solutions, one
can employ, e.g., the Newton method (NonLinS-Newton) or the L-scheme (NonLinS-LS).

2.1.4. The alternate splitting Newton method (Newton-AltLinS)

Applied to (9), the alternate splitting Newton method reads:

Problem P-Newton-AltLinS: Let j > 1 be fixed. Let ¥, ¥/ ,c, cZ’j €V, and GZ‘I,HZ’j €
W, be given, find ¥’ ey, and o *! ¢ W, such that

<@ = v > A< K@DV + ), Vv, >

‘ ‘ _ ‘ (25)
+At < 89K(9;:j)(V(‘PZJ) + ez)(HZ”H - 02’1), VV[J, >= At < Sl, Vig >

Ar < lI’Z’ﬁ—ls"vl,h >=—At < pcup(emja CZJ)’ Win > —Ar < 80pcap(62,j’ Cz’j)(g}/;’j*—l - e;ll,j)’ Win >
+<TENE O w > + < @G - GG —a D> oo

0, -
+At’y<q) T SWip >

hold true for all vy, € V}, and wy, € Wh
Then, with given ¥}~ ‘P’” el ’ € Vh and 6" 0’” e W, ‘P"’” €V, and 9"’ ' e W, are

obtained from the equations above, ﬁnd c, le Vi such that
A ’”(c” S ey chf(e” TG vy > AL < DV¢; SAR u“*’“cZ’+1 Vo > o
+ Ar < R(Ch J) Vou > +Afr < 9, R(CZ J)(Cn Sl Ch ]), Vo >= At < Sz,Vz’h >

hold true for all v, € V.

2.1.5. The alternate splitting L-scheme (LS-AltLinS)

The alternate splitting L-scheme for solving (9) is:

Problem P-LS-AltLinS: Let j > 1 be fixed. Let V-, ¥, ¢'~', ¢/ € V, and 6/, 6} € W,
be given, find ‘I’Z’ 1€V, and GZ’j *!' € W, such that

<@ = vy > A< K@DV +e,), Vv > +L < =W vy, >= Ar < Sy >

(28)
10



At < WP g >= AL < PO ) Wi >+ < T@DE =, W >
4 . i gl (29)
+ L2 < QZ’jH - QZYJ,WL;, > +A[‘}/ < @[% SWin >

holds true for all v, , € V;, and wy;, € W,.
oratl '» 80C Wi = Wk o m m
Then, with given W/~', W/, c'~', ¢} € Vj, and @', 6, € Wj, and ¥,;’"" € Vj, and 6,7 € W,

from the equations above. We find cZ’j e Vi, such that

nj+l, nj+l  p-l njo i+l a1 n,j+1 nj+l n.j+1
<6, (c) )+, 6,7, v > +AL < DV +ug™ et Yy, > 30)

n,j+1

+ At <R(;),vap > +Ls < ¢/ = va >= At < Sy, vy >

hold true for all v,, € V.

Remark 2. There exist multiple improved formulations of both the Newton method and L-scheme.
We refer, among others, to the trust region techniques [Wang et al.-2013], and the modified L-
scheme in [Mitra et al.-2019].

Remark 3. (Stopping criterion) For all schemes (monolithic or splitting), the iterations are stopped
when,

nj+l _ \gynj L+l ,j” ' nj+l
”‘{’h v, o g7, < e and c

]
. <€, - (’h < €3,

where by ||-||., we mean the L*(Q) norm. Later on, for ease of presentation, we consider €, = € =
& = €. The parameter € will be defined in the numerical section.

2.2. Anderson acceleration

Although the L-scheme is robust and converges under mild restrictions, the convergence rate
depends strongly on the linearization parameters. We refer to [List et al.-2016, Pop et al.-2004,
Slodicka-2002] for the analysis in case of standard Richards equation, and to [Karpinski et al.-2017]
for the nonstandard model. Tuning the parameters to obtain optimal results in terms of numbers
of iterations and thus of computational times, can be tedious and time-consuming. The Anderson
Acceleration (AA) is a powerful post-processing tool which can drastically reduce the numbers
of iterations required by linearly convergent schemes, such as the L-scheme here investigated. In
addiction, it reduces the need for finding close to optimal linearization parameters.

D. G. Anderson introduced the acceleration tool in 1965 [Anderson-1965], and since then
it has been investigated in multiple works, to name a few [Both et al.-2019, Evans et al.-2020,
Walker et al.-2011]. We recall here the definition of AA, presented in [Walker et al.-2011], for-
mulated for a general fixed point problem, of the form: given g : R" — R”", solve the system
x = g(x).

Opposed to utilize only the last iteration x;, in the AA the new approximation is a linear
combination of previously computed ones, see Algorithm 2. In the following, we denote by AA(m)
the Anderson acceleration where m + 1 previously computed iterates are taken into account. With
this, AA(0) is the non-accelerated formulation. As revealed in the test cases below, this technique
can drastically reduce the number of iterations required by the L-scheme.
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Algorithm 1 Classical Fixed-Point iteration

1: Given x,

2: for k = 0, 1,... until convergence do
3: Xee1 = 8(x1)

4: end for

Algorithm 2 Anderson Acceleration AA(m)

1: Given x,

2: for k = 1,2... until convergence do

3: Set my = min{m, k — 1}

4: Define the matrix Fy = (fy—m—1,- - » f-1), where f; = g(x;) — x;
5 Find o € R™*! that solves

my

min _||Fall st. Zai - 1.
) n
i=0

a=(a0, @y

6:  Define x; 1= 2™ @ig(Xi_m+i-1)
7: end for

The original formulation presented in [Anderson-1965] allows a for more general step,

my my

X = P Z @;i8(Xp—pyri-1) + (1 = Br) Z AiXpyrie1s
pary pary

for a user-defined tuning parameter 5; € (0, 1]. We considered the simplified formulation, obtained
with B, = 1, because no improvements have been observed in the numerical results when using
the extended one.

We remark that large values for the depth m can result in an instability of the solution algorithm.
When implementing the Anderson acceleration, one has to tune this parameter properly. A small
m could produce only a small reduction in the numbers of iterations; too large m could result in a
non-converging algorithm [Fang et al.-2008].

Remark 4. The definition of the nonlinear splitting solvers allows for different ways to apply the
AA. We study three different loops: the coupling one and the linearizing ones, one for each set
of equations. We apply the Anderson acceleration to each of them. Two different parameters,
m and my;,, are defined. The former is used for the AA on the coupling loop, the latter for the
implementation on the linearization ones. The same my;, will be used for the loop regarding the
flow equations and for the one regarding the transport.

3. Numerical examples

In the following, we consider four numerical examples with increasing complexity, based on
a manufactured solution, and an example in which the boundary conditions drive the flow but no
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manufactured solution is given. The first four will differ in the different values for v, ¢ and 7(8)
taken into account. We have implemented the models and solving schemes in MRST, a toolbox
based on Matlab for the simulations of flow in porous media [Lie-2016]. We use the two point
flux approximation, one of the most common spatial discretization techniques. We remark that the
linearization schemes and solving algorithms do not depend on the particular choice of the spatial
discretization, so one may apply these solvers to other methods as well, without any difficulty.

The domain is the unit square Q and the final time taken into consideration is 7 = 3. The sim-
ulations are performed on regular meshes, consisting of squares with sides dx = 1/10, 1/20, and
1/40. The time steps are At = T/25, T/50 and T/100. The L parameters, used in the L-scheme
formulations, are L; = L, = Lz = 0.1, if not specified otherwise. We took into consideration dif-
ferent values, but the aforementioned choice seems to produce a robust algorithm which required
fewest iterations to achieve the convergence. For the ease of the presentation, we set the three L
parameters equal to each other; one could define different values for each parameter, investigating
even further the linearization of each equation. We avoided this due to the application of the AA.
We will observe that the schemes can be drastically accelerated, even though the L parameters are
not optimal.

The condition numbers, for the stiffness matrices resulting from the different solving algo-
rithms are computed using the L! norm, and we here report the averaged values over the full
simulation. A minus sign (—), in the tables reporting on iterations and condition numbers, implies
that the method failed to converge for the particular combination of the time step and mesh size.
The tolerance € used in the stopping criterion presented in Remark 3 is € = le — 6. We always
report the total numbers of iterations required by the full simulation, not the average number re-
quired by each time step. For the splitting solver, we present, separately, the condition numbers
of both flow and transport equations. Furthermore, for the nonlinear splitting, the iterations are
divided in two, the ones required by the flow equations and the ones for the transport. Finally, the
condition numbers reported are obtained by averaging over the full simulations.

We apply the Anderson acceleration to each solving algorithm, always reporting the depths
m and my;, used. Once more, my;, is the Anderson parameter used for the acceleration of the
linearization loops regarding the flow and transport equations in the nonlinear splitting solvers.

Inspired by [Lunowa et al.-2020], the first four examples are constructed in such a way that the
following is an exact solution:

1- %COS((I] (x,y) -0 if t < t(x,y),
Op(x,y,1) = % if 1(x,y) <t <t(x,y), (€20
1= Scos((t - n(x,y)») if 1> n(x,y),

—Peap(On) + T(01)0:0n — vy if 0,0,, < =0,
V(X y,8) = § =DeapOn) + T(0,,)0,6,, + %6,9," if -6<0,0, <6, (32)
_pcup(gm) + T(gm)atem +y if atem > 6’
cn(x, y,1) = x(x = Dy(y — Dy, (33)

where 1;(x,y) = xy, t,(x,y) = xy + 2. Once the manufactured water content is defined, one obtains
the pressure by simply using the second equation in (5). The capillary pressure is expressed
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as pegp(f,0) = 1 = 6> — 0.1 ¢* and the conductivity as K(6) = 1 + 6>. Even though such a
formulation may appear non-realistic, we are mainly interested in the nonlinearities. Furthermore,
a nonlinear reaction term, R(c) = ¢/(c + 1), is taken into account in the transport equation and the
diffusion/dispersion coefficient D is set equal to 1.

Given the analytical expressions above, we can easily define the initial conditions, the Dirichlet
boundary conditions on the unit square and compute the source terms S; and S, such that ¥,,, 6,,
and ¢, are solutions of the system. In particular, the initial concentration and water content are

c(x,y,00=0 on Q,

1
0(x,y,0)=1- 3 cos (t;(x,v)%) on Q.

We impose a zero concentration c¢(x,y,?) = 0 on the boundary of the domain. The remaining
boundary conditions, concerning the pressure, are time dependent. One needs to compute #; and
t, on every side of the unit square. Once the time intervals given by #; and #, are obtained, the
pressure can easily be imposed. For example, on the left side x = 0, thus #{ = 0 and , = 2. The
water content § becomes

if 0<r<?2,
1—Jcos((r—2)) if 1>2,

D=

000,y,1) = O 5, (1) = {

and the resulting pressure boundary condition is

—DPeap(Oresr) + T(O1ef )00 — v if 0,01 < =0,
Wieri(0,9,8) = =PeapBrefe) + T(Oes)0Oiess + 50,01ep,  if —0 L 0es: <6,
—Deap(Bieft) + TBOlef1)0:B1ef: +y if 0:Bef: > 0.

Analogously, one can compute the pressure boundary conditions on the remaining sides.

3.1. Example 1,y =0, 7(0) =1

In the first example we impose y = 0, thus, the hysteresis effects are neglected but we include a
dynamic effect by considering a constant 7(6) = 1. We compare the different algorithms presented
in Section 2.1, reporting in the Tables 1 and 2 the total numbers of iterations required by each
algorithm, and the condition numbers of the systems associated with each scheme. In the former,
we investigate a fixed time step size, At = T'/25, in the latter a fixed mesh size, dx = 1/10. As
expected, a finer mesh results in worse conditioned systems, while smaller time steps give better
conditioned ones. Moreover, the total number of iterations is increasing as we reduce the time
step; smaller A7 implies more time steps and thus more iterations.

The schemes based on the L-scheme appear to be better conditioned than those based on
the Newton method. The result is coherent with the theory [Illiano et al.-2020a, List et al.-2016,
Mitra et al.-2019, Pop et al.-2004, Slodicka-2002]. One could even improve the condition num-
bers by using larger L parameters. However, larger values would have also increased the total
numbers of iterations.
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The alternate splitting schemes are converging much faster than the nonlinear ones. It is also
interesting to observe that the numbers of iterations, required by the alternate splitting schemes,
are comparable with the ones associated with the monolithic solvers. In [Illiano et al.-2020a], we
observed similar results when solving the models without hysteresis and dynamic effects.

We notice also some reduction in the number of iterations required by the L-schemes thanks
to the Anderson acceleration. The results obtained for the non-accelerated L-schemes (m = 0) are
already optimal in terms of numbers of iterations; thus, the improvement can only be minimal. We
report the total number of iterations for the full simulation, but mention that on average, for each
time step, the L-scheme requires only five or six iterations. This is already a remarkable result,
achieved thanks to the optimal L parameters. Furthermore, the Newton solvers have resulted in
being slower when combined with the AA. This is coherent with the theory where it has been
observed that quadratically convergent schemes, cannot be improved and the resulting accelerated
solvers appear slower [Evans et al.-2020].

Monolithic NonLinS AltLinS
Newton Newton Newton

dx | #iterations condition # | # iterations cond. # Flow cond. # Transport | # iterations cond. # Flow cond. # Transport
1/10 65 4.91e+02 56 - 50 1.82e+02 1.60e+02 66 1.83e+02 1.60e+02
1/20 69 2.22e+03 57-50 7.61e+02 6.33e+02 66 7.60e+02 6.3359e+02
1/40 70 1.11e+04 58 -50 3.29¢+03 2.52e+03 66 3.42e+03 2.5165e+03

Newton (AAm=1) Newton (AA m = my;, = 1) Newton (AAm = 1)

dx | #iterations condition # | # iterations cond. # Flow cond. # Transport | # iterations cond. # Flow cond. # Transport
1/10 93 4.76e+02 65 - 50 1.82e+02 1.60e+02 74 1.82e+02 1.60e+02
1/20 98 2.10e+03 66 - 50 7.54e+02 6.33e+02 74 7.59e+02 6.34e+02
1/40 100 9.92e+03 69 - 50 3.28e+03 2.52e+03 76 3.36e+03 2.52e+03

L-scheme L-scheme L-scheme

dx | #iterations condition # | # iterations cond. # Flow cond. # Transport | # iterations cond. # Flow cond. # Transport
1/10 134 4.15e+02 117 - 116 1.43e+02 1.36e+02 140 1.62e+02 1.3717e+02
1/20 140 1.82e+03 119-115 6.95e+02 5.41e+02 144 7.37e+02 5.41e+02
1/40 146 8.52e+03 128 - 116 3.12e+03 2.15e+03 150 3.18e+03 2.15e03

L-scheme (AAm=1) L-scheme (AAm =my;, = 1) L-scheme (AA m= 1)

dx | #iterations condition # | # iterations cond. # Flow cond. # Transport | # iterations cond. # Flow cond. # Transport
1/10 127 4.14e+02 107 - 100 1.9690e+02 1.3681e+02 136 1.44e+02 1.33e+02
1/20 129 1.85e+03 111 - 100 7.9408e+02 5.4122e+02 142 7.13e+02 5.31e+02
1/40 130 8.80e+03 118 - 100 3.3661e+03 2.1522e+03 146 3.01e+03 2.02e+03

Table 1: Example 1: Total number of iterations and condition numbers for fixed
At = T/25, and different dx. Here, L = L, = L3 = 0.1 and m = my;,, = 1.
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Monolithic NonLinS AltLinS
Newton Newton Newton

Ar | #iterations condition # | # iterations cond. # Flow cond. # Transport | # iterations cond. # Flow cond. # Transport
T/25 65 4.91e+02 56 -50 1.82e+02 1.60e+02 66 1.83e+02 1.60e+02
T/50 103 2.75e+02 98 - 50 1.23e+02 8.86e+01 99 1.24e+02 8.89¢+01
T/100 186 1.97e+02 172-50 8.69e+01 4.73e+01 172 8.74e+01 4.74e+01

Newton (AAm=1) Newton (AA m = my;, = 1) Newton (AAm=1)

At | #iterations condition # | # iterations cond. # Flow cond. # Transport | # iterations cond. # Flow cond. # Transport
T/25 93 4.76e+02 65 - 50 1.82e+02 1.60e+02 74 1.82e+02 1.60e+02
T/50 137 2.75e+02 114-50 1.23e+02 8.86e+01 114 1.23e+02 8.89¢+01
T/100 244 1.96e+02 | 201 - 100 8.59e+01 4.73e+01 200 8.69¢+01 4.74e+01

L-scheme L-scheme L-scheme

At | #iterations condition # | # iterations cond. # Flow cond. # Transport | # iterations cond. # Flow cond. # Transport
T/25 134 4.16e+02 117-116 1.43e+02 1.36e+02 140 1.62e+02 1.3717e+02
T/50 219 2.39e+02 182 - 200 1.12e+02 7.51e+01 218 1.2460e+02 7.5203e+01
T/100 425 1.64e+02 | 346 - 400 8.35e+01 3.98e+01 438 8.2955e+01 3.9923e+01

L-scheme (AAm=1) L-scheme (AAm =my;, = 1) L-scheme (AAm=1)

Ar | #iterations condition # | # iterations cond. # Flow cond. # Transport | # iterations cond. # Flow cond. # Transport
T/25 127 4.14e+02 107 - 100 1.97e+02 1.37e+02 136 1.44e+02 1.33e+02
T/50 217 2.36e+02 192 - 160 1.25e+02 7.51e+01 238 1.14e+02 7.50e+01
T/100 387 1.66e+02 | 347 -300 8.33e+01 3.98e+01 432 8.21e+01 3.91e+01

Table 2: Example 1: Total number of iterations and condition numbers for fixed
dx = 1/10, and different At. Here L; = Ly = L3 = 0.1, m = my;,, = 1.

In Table 3 we present the numerical errors and the estimated order of convergence of the spa-
tial discretization based on the successively refined meshes investigated. Given the manufactured
solution ¥,,, we compute the numerical error ey = ||¥,, — ¥,||, where ¥, is the numerical pressure
computed. Similarly, we can define e, and e,. Furthermore, ey is the numerical error obtained
for the mesh size dx = 1/10 and At = T/25, ey, for dx = 1/20 and Ar = T/50, and finally
ey for dx = 1/40 and Ar = T/100. EOC = log (%)/log(Z) is the estimated order of con-
vergence. These results are independent from the solving algorithm taken into account, only the
discretization approach plays a role. In this case we use a TPFA which is known to have a order

of convergence equal to 1, as also reported here in the table.

(4] EOC [} EOC es3

Y | 4.61e-02 | 0.98 | 2.33e-02 | 1.00 | 1.16e-02
6 | 1.31e-02 | 0.97 | 6.71e-03 | 0.99 | 3.38e-03
6.24e-03 | 1.53 | 2.15e-03 | 1.32 | 8.60e-04

Table 3: Example 1: Numerical error and estimated order of convergence (EOC) of the
discretization method.

In Table 4 we tested different values of m and L. We can observe that, for large L, the Mono-
lithic L-Scheme, here investigated, requires more iterations than for smaller parameters. If many
iterations are required to achieve the convergence at each time step, one can take in consideration
larger m values. For L = 0.1, the optimal choice, in terms of numbers of iterations, is m = 1; larger
values result in slightly slower schemes. For the largest L tested, L = 2.3, the optimal choice is

m = 2. Such L value corresponds to the theoretical L, mglx{%} ~ 2.3. To ensure the monotone

convergence of the scheme it has been proved, that the parameter chosen must be larger than the
Lipschitz constant of the nonlinearity, in this case the capillary pressure as a function of 6 (see
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[List et al.-2016, Pop et al.-2004, Slodicka-2002]). We set L;, L, and L3 equal to the theoretical L
computed for the capillary pressure.

We can conclude that it is possible to obtain significant improvements by investigating the AA
and thus finding the appropriate depth m. In this work, we have focused more on individuating the
optimal L parameters, as refining the AA can be done more easily. The depths used are, in fact,
small natural numbers.

L |m=0|m=1|\m=2|m=3|m=5
1 146 130 146 179 215
S| 247 161 152 172 200
1 411 202 168 165 195
2 711 290 199 206 217
2.3 | 810 317 207 215 227

Table 4: Example 1: Comparison of number of iterations for different m and L
parameters for L-Mono.
Here, dx = 1/40, At =T/25and L) = L, = L3 = L.

Finally, we investigate the order of convergence of the linearization schemes. In Figure 5, we
plot the residuals of pressure, water content and concentration, obtained at the final time step for
the finest mesh size, dx = 1/40 and At = T/25. We can deduce the rates of convergence of the
different linearization schemes. The L-schemes appear to be, as expected, linearly convergent in
term of numbers of iterations. The AA improves the results only slightly, as already observed in
Tables 1 and 2. This is justified by the fact that the L parameters (L;, L,, L3) chosen here, appear
to be optimal. The Newton methods are instead quadratically convergent. More precise results are
observable in Table 5. Here we present the exact order of convergence of the different schemes.
Given the residual of each unknown (resy, resy, res.), at each iteration j, we compute the order of
convergence as follow: ORD; = (log(res;.i/res;))/(log(res;/res;_1)). For a fixed time step, we
can average the orders obtained over the number of iterations required to achieve the convergence.
We report below the values obtained by investigating the final time step; similar results have been
observed for previous time steps.

LS-Mono LS-Mono And. LS-NonLinS LS-NonLinS And. LS-AltLinS LS-AltLinS And.
b4 1.00 1.26 1.13 1.46 1.13 2.07
c 0.96 1.55 1.01 1.77 1.01 1.30
0 1.01 1.40 0.89 1.01 0.94 1.32
New.-Mono | New.-Mono And. | New.-NonLinS | New.-NonLinS And. | New.-AltLinS | New.-AltLinS And.
b4 2.03 1.61 1.94 1.86 2.04 2.03
c 241 2.01 1.61 1.41 1.85 1.46
0 1.97 0.57 1.81 0.97 1.61 0.95

Table 5: Example 1: Estimated order of convergence for the different linearization schemes.
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(c) Concentration residuals.

Figure 5: Example 1: Residuals of each unknown at the final time step, for the different
schemes.
Here, Ly = L, = L3 = 0.1, m = my;;, = 1, dx = 1/40, At = T/25.

Remark 5. Since the Anderson acceleration with small depth is a cheap post-processing step,
reducing the number of iterations directly reduces the CPU time almost proportionally.
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3.2. Example2,y=0,70)=1+6

In the second example, the setup of the first is extended by adopting a nonlinear 7, precisely
7(6) = 1+6. In Tables 6 and 7, we present the condition numbers and the required iteration counts
associated with each solving algorithm.

The introduction of a nonlinear 7(6) increases the numbers of iterations required by each solver.
The L-scheme is linearly convergent while the Newton method is quadratically convergent. Fur-
thermore, the conclusions from Example 1 concerning the AA remain the same. In particular, we
observe only small reductions in the numbers of iterations required by the L-schemes. Once more,
this is justified by the optimal choice of the L parameters. We can observe that, for each time step,
only a few iterations are required; thus, no further acceleration is expected.

Monolithic NonLinS AltLinS
Newton Newton Newton
dx | #iterations condition # #iterations cond. # Flow cond. # Transport | # iterations cond. # Flow cond. # Transport
1/10 67 481.17 59-50 161.39 161.00 64 152.62 161.76
1/20 69 2.20e+03 57-50 656.26 636.33 66 644.98 644.99
1/40 70 1.10e+04 59-50 2.85¢+03 2.53e+03 68 2.93e+03 2.53e+03
Newton (Andersonm = 1) Newton (AA m = my, = 1) Newton (Anderson m = 1)
dx | #iterations condition # # iterations cond. # Flow cond. # Transport | # iterations cond. # Flow cond. # Transport
1/10 94 467.04 69 - 50 160.36 161.00 76 152.45 161.94
1/20 98 2.07e+03 68 - 50 636.14 636.33 76 642.25 638.40
1/40 100 9.85e+03 71-50 2.80e+03 2.53e+03 80 2.87e+03 2.53e+03
L-scheme L-scheme L-scheme
dx | #iterations condition # # iterations cond. # Flow cond. # Transport | # iterations cond. # Flow cond. # Transport
1/10 136 403.49 112-117 158.33 137.81 130 158.05 138.50
1/20 139 1.77e+03 120- 116 644.85 544.34 136 651.07 545.85
1/40 144 8.34e+03 125-116 2.73e+03 2.16e+03 142 2.81e+03 2.16e+03
L-scheme (Anderson m = 1) L-scheme (AAm =my;, = 1) L-scheme (AAm = 1)
dx | #iterations condition # # iterations cond. # Flow cond. # Transport | # iterations cond. # Flow cond. # Transport
1/10 129 401.61 106 - 100 158.87 137.74 132 156.89 138.21
1/20 131 1.78e+03 113 - 100 644.63 543.86 134 647.35 545.18
1/40 137 8.44e+03 117 - 100 2.76e+03 2.16e+03 142 2.78e+03 2.16e+03
Table 6: Example 2: Total number of iterations and condition numbers for fixed
At = T/25, and different dx. Here, L; = L, = L3 = 0.1 and m = my;, = 1.
Monolithic NonLinS AltLinS
Newton Newton Newton
At | #iterations condition # | # iterations cond. # Flow cond. # Transport | # iterations cond. # Flow cond. # Transport
T/25 67 481.17 59-50 161.39 161.00 64 152.62 161.76
T/50 107 256.90 102 - 50 95.40 89.26 102 95.08 89.80
T/100 193 159.33 184 - 100 73.42 47.70 184 72.37 4791
Newton (AAm=1) Newton (AAm =my, = 1) Newton (AAm = 1)
At | #iterations condition # | # iterations cond. # Flow cond. # Transport | # iterations cond. # Flow cond. # Transport
T/25 94 467.04 69 - 50 160.36 161.00 76 152.45 161.94
T/50 142 254.28 117 - 50 94.64 89.26 118 95.71 89.88
T/100 259 159.96 207 - 100 73.05 4770 208 72.78 47.95
L-scheme L-scheme L-scheme
Ar | #iterations condition # | # iterations cond. # Flow cond. # Transport | # iterations cond. # Flow cond. # Transport
T/25 136 403.49 112-117 157.86 137.81 130 158.05 138.50
T/50 220 211.60 185 -201 98.63 75.62 220 97.80 75.86
T/100 433 125.49 356 - 400 65.18 40.16 446 65.24 40.28
L-scheme (AAm=1) L-scheme (AA m = my;, = 1) L-scheme (AAm=1)
Ar | #iterations condition # | # iterations cond. # Flow cond. # Transport | # iterations cond. # Flow cond. # Transport
T/25 129 401.61 106 - 100 158.87 137.74 132 156.89 138.21
T/50 214 212.13 192 - 161 97.72 75.69 240 97.63 75.66
T/100 388 126.15 355-302 64.73 40.16 440 64.45 40.17
Table 7: Example 2: Total number of iterations and condition numbers for fixed

dx = 1/10, and different Az. Here Ly = L, = L3 = 0.1, m = my;, = 1.
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As for the results presented in Tables 6 and 7, the numerical errors and EOC reported in Table
8 are similar to the ones from the first example.

el EOC | e EOC | e
¥ | 0.0759 | 0.9688 | 0.0388 | 0.9913 | 0.0195
6 | 0.0140 | 0.9556 | 0.0072 | 0.9830 | 0.0036
¢ | 0.0084 | 1.5198 | 0.0029 | 1.3037 | 0.0012

Table 8: Example 2: Numerical error and estimated order of convergence (EOC) of the
discretization method.

In Figure 6, we report the residuals of the pressure, water content and concentration at the
final time step. The L-schemes are linearly convergent, and applying the AA does not result in
significant improvements. The convergence rates and number of iterations remain the same. Also
for the Newton solvers, since they are quadratically convergent, the AA cannot improve this aspect.

Table 9 presents the precise order of convergence of the different linearization schemes.

LS-Mono LS-Mono And. LS-NonLinS LS-NonLinS And. LS-AltLinS LS-AltLinS And.
b4 1.07 1.40 1.11 1.36 1.14 1.24
c 0.99 1.23 0.98 1.45 0.96 1.10
0 1.03 1.15 0.97 1.25 0.93 0.98
New.-Mono | New.-Mono And. | New.-NonLinS | New.-NonLinS And. | New.-AltLinS | New.-AltLinS And.
b4 1.61 1.58 1.97 1.69 2.15 2.14
c 2.68 1.47 1.98 1.54 1.98 1.83
0 1.99 1.61 1.89 1.70 2.17 1.95

Table 9: Example 2: Estimated order of convergence for the different linearization
schemes.
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(c) Concentration residuals.

Figure 6: Example 2: Residuals of each unknown at the final time step, for the different
schemes. Here, L = L, = L3 = 0.1, m = my;, = 1, dx = 1/40, At = T/25.

3.3. Example 3, y=1,6=5¢—-3,76) =0

With the same manufactured solutions, we now consider the case without dynamic effects

(7(6) = 0), but include hysteresis by choosing y = 1 and ¢ = 5¢ — 3.

From the results in Tables 10 and 11, we notice that the Newton method, in all its formulations,
fails to converge. In Table 11, smaller time steps are taken, but no improvements are observable.
A further reduction of the time step could have resulted in converging Newton solvers but the
total numbers of iterations for the full simulation would have been larger than the ones required
by the L-schemes on fewer but larger time steps. In contrast, the L-schemes are more robust
and, even though requiring a higher number of iterations than previously, they converge. We take
Ly = L, = Ly = L =1, which appear to be the optimal choice in terms of numbers of iterations.
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The AA improves the convergence of the L-schemes. This is the first example of this study in
which the results obtained thanks to the AA are improved substantially. This is due to the presence
of the hysteresis, requiring a large L for the overall convergence, and thus the total numbers of
iterations is larger. On average, the monolithic L-scheme solver requires circa 18 iterations per
time step. For m = 1, the AA reduces the iterations by circa 50%. Different m values have been
tested but none of the ones investigated lead to the convergence of the Newton schemes. On all
tests, Newton has failed to converge, whereas the L-schemes converged and the AA yields further
improvement.

Monolithic NonLinS AltLinS
Newton Newton Newton

dx | #iterations condition # | # iterations cond. # Flow cond. # Transport | # iterations cond. # Flow cond. # Transport
1/10 - - - - - - - -
1/20 -
1/40 -

L-scheme L-scheme L-scheme
dx | #iterations condition # | # iterations cond. # Flow cond. # Transport | # iterations cond. # Flow cond. # Transport
1/10 448 409.16 210 - 441 484.83 69.22 450 361.76 69.34
1/20 456 1.65e+03 266 - 439 1.98e+03 259.35 452 1.46e+03 260.02
1/40 468 6.62e+03 276 - 438 7.74e+03 996.36 460 5.88e+03 999.13

L-scheme (AAm=2) L-scheme (AA m =2, my, = 5) L-scheme (AAm=1)
dx | #iterations condition # | # iterations cond. # Flow cond. # Transport | # iterations cond. # Flow cond. # Transport
1/10 226 468.28 179 - 150 497.56 70.10 328 450.28 71.81
1/20 278 1.97e+03 187 - 141 2.03e+03 261.40 408 2.09e+03 269.72
1/40 303 8.24e+03 - - - 378 7.76e+03 967.29

Table 10: Example 3: Total number of iterations and condition numbers for fixed
At = T /25, and different dx. Here, L, = L, = L3 = 1, different m and my;, are taken into
account.
Monolithic NonLinS AltLinS
Newton Newton Newton
dx #iterations  condition # # iterations cond. # Flow cond. # Transport | # iterations cond. # Flow cond. # Transport
/25 - - - - -
T/50
T/100 -
L-scheme L-scheme L-scheme
cond. # cond. #

At #iterations  condition # # iterations Flow Transport # iterations Flow Transport
T/25 448 409.16 210 - 441 484.83 69.22 450 361.76 69.34
T/50 836 363.15 513 - 846 422.16 35.96 838 332.02 36.03
T/100 1787 395.55 1261 - 1597 428.24 18.91 1764 363.40 19.07

L-scheme (AAm=1) L-scheme (AA m = 2, my;, = 5) L-scheme (AA m = 1)

dx #iterations  condition # # iterations cond. # Flow cond. # Transport | # iterations cond. # Flow cond. # Transport
T/25 226 468.28 179 - 150 497.56 70.10 328 450.28
T/50 533 410.93 346-316 504.00 36.85 664 442.54 37.43

T/100 1217 467.07 861 - 944 (myy, = 1) 491.24 19.15 1842 473.32 19.75

Table 11: Example 3: Total number of iterations and condition numbers for fixed
dx = 1/10, and different A¢. Here, L| = L, = L3 = 1, different m and my;, are taken into
account

Once more, we report the numerical errors and the estimated orders of convergence associated
with the discretization technique here implemented (TPFA). In Table 12, we present the values
obtained for the monolithic L-scheme. The EOC depends only on the discretization technique, not
the linearization scheme or solving algorithm.

In Figure 7, we report the residuals of pressure, water content and concentration, at the fi-
nal time step. The differences between the accelerated and non-accelerated schemes seem to be
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EOC

ey e EOC e
¥ | 0.0308 | 1.0345 | 0.0150 | 0.9281 | 0.0085
6 | 0.0350 | 1.2985 | 0.0142 | 1.0997 | 0.0066
¢ | 0.0060 | 1.3202 | 0.0024 | 1.3000 | 0.0010

Table 12: Example 3: Numerical error and estimated order of convergence (EOC) of the
discretization method.

minimal at the final time step but we observe in Tables 10 and 11 that the total improvements
are actually substantial. The precise orders of convergence for the different solving algorithms
are reported in Table 13. The non-accelerated L-schemes have an order of convergence equal to
one, while the accelerated ones have slightly larger values. No result was reported for the Newton

schemes due to the lack of convergence.

LS-Mono | LS-Mono And. | LS-NonLinS | LS-NonLinS And. | LS-AltLinS | LS-AltLinS And.
Y| 1.14 1.33 1.00 1.19 1.00 1.81
c | 1.00 1.32 1.00 1.51 0.99 1.52
6 | 1.00 1.29 1.00 1.39 1.00 1.16

Table 13: Example 3: Estimated order of convergence for the different linearization
schemes.
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(c) Concentration residuals.

Figure 7: Example 3: residuals of each unknown at the final time step, for the different
schemes.
Here, Ly = L, = L3 = 1,dx = 1/40, At = T/25 and m # my;,,.

3.4. Example4, y=1,6=5¢-3,70) =1+ 6

Finally, we study a problem which includes both hysteresis and dynamic capillary effects. We
choose 6 = 5¢ -3,y = 1 and 7(6) = 1 + #*. As for the previous examples, we report the
total numbers of iterations required by each algorithm, the condition numbers associated with the
linearized equations, the EOC of the discretization technique and the residual for each unknown.

In Tables 14 and 15, we present the total number of iterations required by each algorithm,
and the condition numbers associated with each system. As in the previous example, the New-
ton method fails to converge, while the L-scheme based solvers present no difficulties. The L
parameters are all set equal to 0.1. This leads to a faster convergence, when compared to the
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previous example, where larger values have been required for robustness.

This is explained

by the fact that, since the dynamic effects are introduced (r > 0), the solution is more regular
[Cao et al.-2015, Mikelic-2010].

We have tested different values of m on the Newton methods, but none ensured the convergence
of the schemes. As in the previous test cases, we have investigated smaller time steps, but the
Newton solvers has still failed to converge.

Regarding the results obtained thanks to the AA, we can notice some improvements which are
smaller than the ones observed for the previous test cases. Once more, this is due to the optimal
choice of the L parameters, ensuring that the L-scheme converges, on average, in 5 iterations per
time step. Therefore further improvements are not expected. Note that, compared to the first
example (Table 4), larger L values are used leading to larger numbers of iterations. This explains
why the AA with proper parameters m have improved the convergence behaviour of the L-scheme

there.
Monolithic NonLinS AltLinS
Newton Newton Newton
cond. # cond. #
dx | #iterations condition # | # iterations Flow Transport | # iterations Flow Transport
1/10 - - - - - - - -
1/20 - - - - - - -
1/40 - - - - - -
L-scheme L-scheme L-scheme
cond. # cond. #
dx | #iterations condition # | # iterations Flow Transport | # iterations Flow Transport
1/10 152 290.13 128 - 122 208.09 162.46 251 206.24 174.77
1/20 160 768.54 137 - 121 558.01 621.77 259 486.23 598.01
1/40 165 3.04e+03 141-120 2.10e+03 2.35e+03 328 2.14e+03 2.4415e+03
L-scheme (AAm=1) L-scheme (AA m =2, my;, = 3) L-scheme (AAm = 2)
cond. # cond. #
dx | #iterations condition # | # iterations Flow Transport | # iterations Flow Transport
1/10 139 288.40 112-85 212.29 165.24 152 198.15 166.47
1/20 144 752.41 117 -89 550.05 630.43 162 522.01 636.00
1/40 149 3.04e+03 127 - 88 2.19¢+03 2.39¢+03 166 2.06e+03 2.40e+03
Table 14: Example 4: Total number of iterations and condition numbers for fixed
At = T /25, and different dx. Here, Ly = L, = L3 = 0.1 and m # my;,.
Monolithic NonLinS AltLinS
Newton Newton Newton
cond. # cond. #

At | #iterations condition # | # iterations Flow Transport | # iterations Flow Transport
T/25 - - - - - - - -
T/50 - - - - - - - -
T/100 - - - - - - - -

L-scheme L-scheme L-scheme
cond. # cond. #

At | #iterations  condition # | # iterations Flow Transport | # iterations Flow Transport
T/25 152 290.13 128 - 122 208.09 162.46 251 206.24 174.77
T/50 248 310.93 201 - 225 264.09 89.64 424 263.91 97.09
T/100 508 415.80 403- 405 403.31 47.53 768 403.81 52.72

L-scheme (AAm=1) L-scheme (AA m =2, my;, = 3) L-scheme (AAm=2)
cond. # cond. #

At | #iterations  condition # | # iterations Flow Transport | # iterations Flow Transport
T/25 139 288.40 112-85 21229 165.24 152 198.15 166.47
T/50 233 312.95 195 - 167 267.27 90.55 250 260.41 91.42
T/100 448 416.05 358 - 308 404.34 47.65 506 403.30 48.38

Table 15: Example 4: Total number of iterations and condition numbers for fixed
dx = 1/10, and different Az. Here L; = L, = L3 = 0.1 and m # my;,
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The numerical errors and the estimated orders of convergence of the discretization technique

(TPFA), presented in Table 16, are consistent with the ones from the previous test cases.

el EOC | e EOC | e
¥ | 0.0759 | 0.9558 | 0.0391 | 0.8837 | 0.0212
6 | 0.0138 | 0.9115 | 0.0073 | 0.9463 | 0.0038
¢ | 0.0101 | 1.2531 | 0.0042 | 1.2655 | 0.0018

Table 16: Example 4: Numerical error and estimated order of convergence (EOC) of the
discretization method.

Finally, regarding the order of convergence of the different solving algorithms, Figure 8 presents
the residuals for each unknown, and Table 17 the precise orders computed averaging over iterations

at the final time step.

LS-Mono | LS-Mono And. | LS-NonLinS | LS-NonLinS And. | LS-AltLinS | LS-AltLinS And.
Y| 1.00 1.29 0.99 1.27 0.99 1.30
c| 129 1.29 1.02 1.15 1.07 1.11
6 | 1.00 1.16 1.00 1.35 1.00 1.20

Table 17: Example 4: Estimated order of convergence for the different linearization
schemes.
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Figure 8: Example 4: Residuals of each unknown at the final time step, for the different
schemes.
Here, Ly = L, = L3 = 0.1, dx = 1/40, At = T /25 and different m # my;,.

3.5. Physical example

As final numerical study, we investigate a test case that involves realistic parameters, but with-
out having a manufactured solution. The flow will be driven by the boundary conditions. The
domain Q is the unit square and the final time is 7 = 4. The capillary pressure and conduc-
tivity expressions are given by the van Genuchten formulation [van Genuchten-1980], K(6) =
61 = (1 = 0"Y")" and pouy(6, ) = (1 = bln(c/a + D) (=g~ )M,
where 6, = (60 — 6,)/(0, — 6,) is the effective water content, 6, = 0.9, 6, = 0.005, M =2, = 0.31,
a = 0.04 and b = 0.47. Furthermore, we take 7(6) = 1 + 6, and the hysteresis effects are included
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by setting y = 1 and 6 = 5e — 3, as in Example 4.
Dirichlet boundary conditions are imposed at the left side of the unit square

0.5¢ ift <1,

0.5 ifl1 <t<2,
W o=1+ rosrs

053 -1 if2<r<3,

-04 if3<t<4,
C|X=O = 27

whereas, at the remaining sides, we consider homogeneous Neumann boundary conditions. The
discontinuity in time # = 3 makes solving the problem numerically even more complex. The initial
conditions are

@=x, and =1

All L parameters are set to 0.5. We have tested different values, but, L = 0.5 seems to give
the best results in terms of numbers of iterations. Furthermore, the results may be improved even
further by choosing different values for each parameter, L;, L, and L3, but for ease of presentation
this has been omitted here.

In Tables 18 and 19, we report the total numbers of iterations and condition numbers associated
to each algorithm. We observe that, due to the higher nonlinearities of the conductivity K and
capillary pressure p.,, involved, the results are different compared to the ones presented for the
previous examples.

Again, the Newton solvers have failed to converge and the systems associated with the lin-
earized equations are badly conditioned. Considering smaller time steps did not resolve this.

The L-schemes on the other hand converge, but require high numbers of iterations. We observe
a significant improvement thanks to the AA. The performance of the monolithic solver is for
example drastically improved, the iterations required are reduced by circa 50%. In case of finer
meshes, one needs to use a larger L, precisely L = 1. The AA can introduce some instabilities,
and thus a larger L may be required. Clearly, this leads to an increase in the number of iterations.
Such results are still better than the one obtained for smaller L without acceleration. Similar
observations can also be made for the splitting solvers. Even though larger L. parameters may be
required, the accelerated schemes perform better then the non-accelerated ones. The nonlinear
splitting seems to be less stable than the alternate linear one. For a coarse mesh, we could use a
large m, m = 5, resulting in an extreme reduction in the numbers of iterations. For finer meshes,
m had to be set equal to 1, otherwise the schemes did not converge, and a larger L parameter was
required. The alternate linearized splitting seems to be more stable, as the L-scheme linearization
acts as stabilization term for both the nonlinearities and the decoupling. Unfortunately, for the first
time, the results are slower than for the nonlinear splitting. The main differences are observable
in the second table, Table 19. The mesh size is fixed, dx = 1/10, and the nonlinear solvers
converge even for m = 5. The large AA parameter m ensures a strong reduction in the numbers of
iterations. The alternate linearized splitting converges only for m = 1, anyhow the improvements
are remarkable.
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NonLinS AltLinS
Newton Newton Newton
cond. # cond. #

dx | #iterations condition # # iterations Flow Transport | # iterations Flow Transport
1/10 - - - - - - - -
1/20
1/40 - - -

L-scheme L-scheme L-scheme
cond. # cond. #

dx | #iterations  condition # # iterations Flow Transport | # iterations Flow Transport
1/10 899 702.16 1522 -235 790.37 155.18 1490 623.78 155.10
1120 930 3.58e+03 1515 - 240 3.32e+03 615.72 1428 2.54e+03 596.60
1/40 941 1.52e+04 1680 - 243 1.44e+04 2.46e+03 1548 1.24e+04 2.45e+03

L-scheme (AAm=1) L-scheme (AAm =5, my, = 1) L-scheme (AAm = 1)
cond. # cond. #

dx | #iterations  condition # # iterations Flow Transport | # iterations Flow Transport
1/10 480 1.37e+03 210-96 811.29 155.16 795 774.00 155.18
1/20 | 541 (L=1) 5.27e+03 758-170(m=1,L=1) 2.76e+03 395.74 532 2.72e+03 468.04
1/40 | 603 (L=1) 229e+04 | 1214-261(m=1,L=2) 8.84e+03 911.31 1798 (L, = 2) 1.89e+04 2.46e+03

Table 18: Example 5: Total number of iterations and condition numbers for fixed
At = T /25, and different dx. Here, L; = L, = L3 = 0.5 and m # my;,.
Monolithic NonLinS AltLinS
Newton Newton Newton
cond. # cond. #

dx # iterations condition # | # iterations Flow Transport | # iterations Flow Transport
T/25 - - - - - - - -
T/50 - - - - - - -

T/100 - - - - - - - -
L-scheme L-scheme L-scheme
cond. # cond. #

At | #iterations condition # | # iterations Flow Transport | # iterations Flow Transport
T/25 899 702.16 1522 - 235 790.37 155.18 1490 623.78 155.10
T/50 2892 908.39 5218 - 450 747.79 84.75 4942 533.58 84.83
T/100 9809 707.12 18261 - 849 692.77 46.72 17406 485.71 46.84

L-scheme (AAm=1) L-scheme (AAm =5, my, = 1) L-scheme (AAm=1)
cond. # cond. #

At | #iterations condition # | # iterations Flow Transport | # iterations Flow Transport
T/25 480 1.37e+03 210-96 811.29 155.16 795 774.00 155.18
T/50 897 1.65e+03 517-214 618.31 53.28 1784 775.76 84.77

T/100 2106 1.04e+03 1354 - 424 576.54 28.62 4928 1.05e+03 46.73

Table 19: Example 5: Total number of iterations and condition numbers for fixed
dx = 1/20, and different At. Here, L; = L, = L3 = 0.5 and m # my;,.

Itis also interesting to notice that, for decreasing time steps, the number of L iterations per time
step is increasing. This is coherent with the theory. With the AA, this is mitigated; the average
number of iterations remains more stable.

In Table 20, we report the different m and my;, values investigated for the AA. We observe that
for the L-scheme Mono solver, the optimal choice, in terms of numbers of iterations is m = 1.
For the nonlinear splitting solver, only one value of my;, has been taken in consideration for the
coupling loop, precisely my;, = 1. This is justified by the fact that the majority of the iterations
have taken place in the inside loops, the nonlinearities of the equations are playing a larger role
than the coupling aspect.
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#it. m=0 #it. m=1 #it. m=2 #it. m=5
Mono L-scheme 899 480 775 -
NonLinS L-scheme | 1522 - 325 (m;;,=0) | 322 - 118 (my;,=1) | 232 - 96 (my;,,=1) | 210 - 96 (my;,=1)
AltLinS L-scheme 1490 795 - -
Newton-Mono - - - -

Table 20: Example 5: Numbers of iterations associated to different m and my;, values,
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Figure 9: Example 5: Residuals of each unknown at the final time step, monolithic
L-scheme. Here, L| = L, = L3 = 0.1, different m are tested, dx = 1/10, and Ar = T/25.
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Figure 10: Example 5: Residuals of each unknown at the final time step, AltLinS
L-scheme. Here, L; = L, = L3 = 0.1, different m are tested, my;, = 1, dx = 1/40, and

At =T/25.

Finally, in the Figures 9, 10 and 11 we report the residuals at the final time step, for each
unknown and each algorithm, and for different values of m. The results are coherent with the ones
presented in the Tables 18 and 19. The monolithic solver shows a clear improvement thanks to
the AA, for both m = 1 and m = 2. For the alternate linearized splitting solver, the AA does not
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(a) Pressure residuals. (b) Water content residuals. (c) Concentration residuals.

Figure 11: Example 5: Residuals of each unknown at the final time step, NonLinS
L-scheme. Here, L; = L, = Ly = 0.1, different m are tested , dx = 1/40, and At = T/25.

seem to produce any improvement, as the rates of convergence seem to be worse. The result does
not directly contradict the ones presented in the Tables 18 and 19; it simply states that, at the final
time step, the AA does not produce any improvement. On the full simulation, we could observe
a clear reduction in the numbers of iterations. For the nonlinear splitting, we can observe some
improvements but once more they are not as evident as for the monolithic solvers. We already
observed that both splitting solvers became unstable once the AA was applied, either requiring a
larger L or a smaller m.

Table 21 presents the precise rates of convergence of the different linearization schemes. Once
more we can observe as the AA improves the rates of convergence of the solvers based on the
L-scheme.

LS-Mono | LS-Mono And. | LS-NonLinS | LS-NonLinS And. | LS-AltLinS | LS-AltLinS And.
Y| 094 1.30 0.98 1.87 0.98 1.21
c | 1.01 1.78 0.95 1.42 0.93 1.80
6 | 095 1.34 0.99 1.35 0.95 1.02

Table 21: Example 5: Order of convergence of the linearization schemes.

4. Conclusions

We consider models for flow and reactive transport in a porous medium. Next, to account
for the influence of the solute concentration on the flow parameters, we incorporate effects like
dynamic capillary pressure and hysteresis. The problem results being fully coupled.

For solving the time discrete equations (9), obtained after applying the Euler implicit scheme,
we investigate different approaches: a monolithic solution algorithm and two splitting ones. Fur-
thermore, for solving the nonlinear problem, two linearizations are studied: the Newton method
and the L-scheme. The latter appears to be more stable than the former, which is more commonly
implemented.
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Finally, we have studied the effects of the Anderson acceleration. We observed that its im-
plementation is particularly simple and can result in significant improvements. There were cases
in which the differences between the accelerated and non-accelerated schemes were minimal, but
due to its simplicity and the possibility of the great reduction in the numbers of iterations, we
think it should always be tested. Particularly, one can either invest time in finding the optimal L
parameters or the best depth m for which the AA results in the fastest scheme. Often, finding the
most suitable m is simpler, and it can results in impressive improvements.
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Abstract

In this article, we present new random walk methods to solve flow and transport problems in saturated/unsaturated
porous media, including coupled flow and transport processes in soils, heterogeneous systems modeled through
random hydraulic conductivity and recharge fields, processes at the field and regional scales. The numerical
schemes are based on global random walk algorithms (GRW) which approximate the solution by moving large
numbers of computational particles on regular lattices according to specific random walk rules. To cope with the
nonlinearity and the degeneracy of the Richards equation and of the coupled system, we implemented the GRW
algorithms by employing linearization techniques similar to the L-scheme developed in finite element/volume ap-
proaches. The resulting GRW L-schemes converge with the number of iterations and provide numerical solutions
that are first-order accurate in time and second-order in space. A remarkable property of the flow and transport
GRW solutions is that they are practically free of numerical diffusion. The GRW solvers are validated by compar-
isons with mixed finite element and finite volume solvers in one- and two-dimensional benchmark problems. They
include Richards’ equation fully coupled with the advection-diffusion-reaction equation and capture the transition
from unsaturated to saturated flow regimes.

Keywords: Richards equation, Coupled flow and transport, Linearization, Iterative schemes, Global random walk
MSC: 76S05, 65N12, 86A05, 65C35, 76R50

1. Introduction

The accuracy and the robustness of the numerical schemes is the primary requirement for reliable and mean-
ingful results of the current efforts to improve the understanding of the complexity and interdependence of the flow
and transport processes in subsurface hydrology through numerical investigations. Numerical solvers for partial
differential equations modeling individual or coupled processes are often used as basic elements in the formulation
of the more complex problems of practical interest, such as parameter identification [14], hydraulic tomography
[6], Monte Carlo approaches for systems with randomly distributed parameters [22], or upscaling for mutiphase
flows in heterogeneous subsurface formations [12], among others.

A central issue in subsurface hydrology is the need of robust and computationally efficient numerical models
for partially saturated soil-groundwater systems. The transition between unsaturated and saturated zones is partic-
ularly challenging. In unsaturated flows the water content 6 and the hydraulic conductivity K depend nonlinearly
on the pressure head ¢ through material laws based on experiments, as far as ¢ < 0. The evolution of i is governed
by the parabolic Richards’ equation which degenerates to a (generally) linear elliptic equation (i.e. the equation for
steady-state flow in aquifers) if ¢ > 0 [3]. Since the regions where degeneracy takes place depend on the evolution
of the pressure  in time and space, they are not known a priori. To cope with the nonlinearity and degeneracy of
the Richards’ equation, different linearization methods are needed, such as the Newton scheme [28, 12, 16], which
is second-order convergent but converges only locally (requires a starting point close enough to the solution) or
the more robust but only first-order convergent Picard, modified Picard, or L schemes [30, 23, 21, 26].

Explicit and implicit schemes proposed for nonlinear flows in unsaturated regime provide solutions with com-
parable accuracy but are generally ambiguous to compare in terms of computing time. Since they do not need
to solve systems of linear algebraic equations at every time step, explicit schemes are in principle faster [20] but
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their speed may be seriously affected by the need to use very small time steps [13, 1]. The time step in explicit
schemes is constraint by stability conditions [32] and has to be significantly reduced to ensure small local Péclet
number (P¢€), defined with respect to the space step. Large (global) Pé characterizes advection-dominated trans-
port problems [4, 18]. In such cases, reducing the local P¢ is a remedy to avoid the numerical diffusion and
the oscillatory behavior of the solution [24]. The criterion of small local P¢ is also recommended for numerical
schemes solving the pressure equation in saturated flows [11] and, since Richards’ equation has the structure of
the advection-diffusion equation, the recommendation holds for the unsaturated flows as well.

Well known approaches to avoid the numerical diffusion are the particle tracking in continuous space and the
discrete random walk on lattices [33]. The accuracy of these schemes is determined by the number of computa-
tional particles undergoing random jumps in continuous space or on discrete lattices. In random walk schemes, the
increase of the computation time with the number of particles is simply avoided by randomly distributing the par-
ticles along the spatial directions with a global procedure, according to appropriate jump probabilities. In this way,
one obtains a global random walk (GRW) which performs the spreading of all the particles from a given site with
computational costs that are practically the same as for generating the jump of a single random walker in sequential
procedures [36]. In particular cases (e.g., when using biased jump probabilities to account for variable coefficients
or for advective displacements) the GRW algorithms are equivalent to explicit finite difference schemes with time
step size constrained by stability requirements. In unbiased GRW schemes for transport problems with variable
coefficients, which still satisfy stability conditions, no restrictions on the time step are needed to reduce the local
P¢é number, which renders the approach particularly efficient in large scale simulations of transport in groundwater
(see [33] for details and examples).

The elliptic and parabolic equations governing the pressure head for flows in unsaturated/saturated porous
media are essentially diffusion equations with second order operator in Stratonovich form. They can be recast as
Fokker-Planck equations, with drift augmented by the row derivative of the coefficient tensor, and further solved
by random walk approaches [33]. An alternative approach starts with a staggered finite difference scheme, further
used to derive biased random walk rules governing the movement on a regular lattice of a system of computational
particles. The particle density at lattice sites provides a numerical approximation of the pressure head solution.
This approach has been already illustrated for flows in saturated porous media with heterogeneous hydraulic
conductivity [1, 34].

In this article, we present new GRW schemes for nonlinear and non-steady flows in soils which model the tran-
sition from unsaturated to saturated regime in a way consistent with the continuity of the constitutive relationships
6(y) and K(y). Following [21, 26], the nonlinearity of the Richards equation is solved with an iterative procedure
similar to the L-scheme used in finite element/volume approaches. Numerical tests demonstrate the convergence
of the L-scheme for unsaturated/saturated flows. For fully saturated flow regime with constant water content 6 and
time independent boundary conditions the GRW L-scheme is equivalent to a transient finite difference scheme.

Coupled flow and reactive transport problems for partially saturated soils rise new stability and consistency
issues and demand augmented computational resources. Our GRW approach in this case consists of coupling
the flow solver described above with existing GRW transport solvers [33] adapted for nonlinear problems, which
are implemented as L-schemes as well. The flow and transport solvers are coupled via an alternating splitting
procedure [15] which successively iterates the corresponding L-schemes until the convergence of the pressure
head and concentration solutions is reached, within the same tolerance, at every time step. Code verification tests
using analytical manufactured solutions are employed to verify the convergence of the iterations and the accuracy
of the splitting scheme.

The GRW scheme for one-dimensional solutions of the Richards equation, which captures the transition from
unsaturated to saturated flow regimes is validated by comparisons with solutions provided by Ricuy software,
based on the mixed finite element method (MFEM), with backward Euler discretization in time and Newton lin-
earization, developed at the Mathematics Department of the Friedrich-Alexander University of Erlangen-Niirnberg
[27, 28]. The two-dimensional GRW solutions are compared on benchmark problems with two-point flux approxi-
mation (TPFA) finite volume solvers using backward Euler discretization in time and L-scheme linearization [15].
The TPFA codes are implemented in MRST, the MATLAB Reservoir Simulation Toolbox [19].

The paper is organized as follows. Section 2 presents the GRW algorithm and the linearization approach
for one-dimensional flow problems. The one-dimensional solver is further validated through comparisons with
MFEM solutions in Section 2.2. Two dimensional GRW algorithms for fully coupled and decoupled flow and
transport problems are introduced in Section 3. Code verification tests and comparisons with TPFA solutions for
benchmark problems are presented in Section 4. Some examples of flow and transport solutions for groundwater
problems at the field and regional scale are presented in Section 5. The main conclusions of this work are finally
presented in Section 6. GRW codes implemented in Matlab for model problems considered in this article are
stored in the Git repository https://github.com/PMFlow/RichardsEquation.
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2. One-dimensional GRW solutions

2.1. One-dimensional GRW algorithm for unsaturated/saturated flow in soils

We consider the water flow in unsaturated/saturated porous media described by the one-dimensional Richards
equation [13, 27, 16] in the space-time domain [0, L.] X [0, T],

M—é[ W) —- (t//+z)]= (€]

ot
where ¥(z, 1) is the pressure head expressed in length units, 6 is the volumetric water content, K stands for the
hydraulic conductivity of the medium, and z is the height oriented positively upward. According to (1), the water
flux given by Darcy’s law is ¢ = —K(e(w))(%(w +2).
To design a GRW algorithm, we start with the staggered finite difference scheme with backward discretization
in time which approximates the solution of Eq. (1) at positions z = iAz, i = 1,...,1, [ = L;/Az, and time points
t=kAt, k=1,...,T/At, according to

OWix) = OWik-1) = {[K(l//m-l/z OWirik —Win) = KWic120 Wik — Yic10] + (KWis20) — KWiz120)) Az}
2

To cope with the double nonlinearity due to the dependencies K(6) and 6(y) we propose an explicit scheme
similar to the linearization approach known as “L-scheme”, originally developed for implicit methods [e.g. 23, 21,
26]. The approach consists of the addition of a stabilization term L(zpzzl —y3;), L = const, in the left-hand side of
(2) and of performing successive iterations s = 1,2,... of the modified scheme until the discrete L? norm of the

solution i = (7PN verifies

o — vyl < &0 + &I 3)

for some given tolerances ¢, and &,. The adapted L-scheme reads

1
Wie =|1= Glpp + "?4/2,1)] wik+ri:+1/2,kw;+l,k+ris—1/2,kw§—1,k+(r1§+1/24,k - ris—llz,k) AZ—(WEO - g(wi.kfl)) /L, (4)

where
ek = K(‘/’;;l/zk)AI/(LAZZ) (6))

For fixed time step k, the iterations start with the solution after the last iteration at the previous time k — 1,
1//,,11{ = Yik-1, 1 = 1,...,1. Note that, unlike implicit L-schemes (e.g., [30, 23, 21]), the explicit scheme (4) uses
forward increments of . In this way, the solution z//f;\fl is obtained from values of ¢ and r evaluated at the previous
iteration, without solving systems of algebraic equations.

The solution y; , is further represented by the distribution of A’ computational particles at the sites of the
one-dimensional lattice, ¥i, = nja/N, with a being a constant equal to a unit length, and the L-scheme (4)
becomes

1 _ o
ny = [1 - (rix+l/2,k + rix—l/z,k)] Mg+ Pt + Tioa o + N ALL, (6)
where the source term is defined as f* = (rf+1/z,k — rf_]/zvk) Az - IG(nik) —0(n; -1 ] /L and |-] denotes the floor
function.

The physical dimension of the parameter L of the scheme is that of an inverse length unit to ensure that r;, | 2k
defined by (5) are non-dimensional parameters, as needed in random walk approaches [36, 33]. By imposing
the constraint r},, 2k < 1/2, the parameters r;, | J2.x CAN be thought of as biased jump probabilities. Hence, the
contributions to n‘+l from neighboring sites i + 1 summed up in (6) can be obtained with the GRW algorithm
which moves partlcles from sites j to neighboring sites i = j ¥ 1 according to the rule

ny = 0nj;, +on]

Jj-1.jk +6n]+]jk (7)

For consistency with (6), the quantities 6n* in (7) have to satisfy in the mean [33, Sect. 3.3.4.1],

= _ s 5 = T _.,.s T
on’ = [1 - (rj-l/z,k + rj+1/2,k)] W M ik = Tizt2aMpe ®

The quantities 6n* are binomial random variables approximated by using the unaveraged relations (8) for the
mean, summing up the reminders of multiplication by r and of the floor function | N f*At], and allocating one
particle to the lattice site where the sum reaches the unity.
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Remark 1. Consider the saturated regime, 0 = const, with space-variable hydraulic conductivity K and a given
source term f. With the parameter L set to L = 1/a, after disregarding the time index k the scheme (6) solves the
following equation for the hydraulic head h = ¥ + z,

10h 0| _oh

-— - —|K=—|=f
ads 0z| 0z

For boundary conditions independent of s, the solution of Eq. (9) approaches a steady-state regime corresponding

to the saturated flow (see also [1, 34]). The modified GRW scheme (6) is equivalent to a convergent finite difference
scheme first order accurate in time and second order in space [35, Remark 1].

®

2.2. Validation of the one-dimensional GRW flow algorithm

The one-dimensional algorithm for flow in unsaturated/saturated soils is validated in the following by compar-
isons with MFEM solutions obtained with the RicHy software [27, 28]. For this purpose, we solve one-dimensional
model-problems for the vertical infiltration of the water through both homogeneous and non-homogeneous soil
columns [31], previously used in [28] to assess the accuracy and the convergence of the MFEM solutions.

We consider the domain z € [0, 2] and the boundary conditions specified by a constant pressure (0, ) = iy at
the bottom of the soil column and a constant water flux g at the top. Together, these constant conditions determine
the initial pressure distribution ¥(z, 0) as solution of the steady-state flow problem. For ¢ > 0, the pressure ¢ is
kept constant, at the bottom, and the water flux at the top of the column is increased linearly from g to ¢; until
t < t; and is kept constant for # > #;.

102 1 2
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. Scenario (2)

T SRR
0.5
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Figure 1: Time steps for Scenario (1) and Scenario (2). Figure 2: Pressure head solutions at t = 10* seconds computed
by GRW and MFEM codes.
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Figure 3: Water content solutions at # = 10* seconds computed ~ Figure 4: Water flux solutions at # = 10* seconds computed by
by GRW and MFEM codes. GRW and MFEM codes.

For the unsaturated regions (¢ < 0) we consider the constitutive relationships given by the simple exponential
model [10]

OW) = Ores + Osar — Ores)e™, (10)
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Figure 5: Convergence of the L-scheme implementation of the  Figure 6: Convergence of the L-scheme implementation of the
GRW flow solver in Scenario (1). GRW flow solver in Scenario (2).

K@) = K.th’ 1D
sat — Ures
where 6 = 6, and K = K, denote the constant water content respectively the constant hydraulic conductivity in
the saturated regions (¢ > 0) and 6,,, is the residual water content. The more complex and physically sounded van
Genuchten-Mualem parameterization model will be used for two-dimensional problems in the following sections.
The flow problem for Eq. (1) with the parameterization (10-11) is solved in two Scenarios: (1) homogeneous
soil, with Ky = 2.77 - 1070, ,,s = 0.06, 8, = 0.36, @ = 10, g9 = 2.77 - 1077, g; = 2.50 - 1075, which are
representative for a sandy soil, and (2) non-homogeneous soil, with the same parameters as in Scenario (1), except
the saturated hydraulic conductivity, which takes two constant values, K, = 2.77 - 1076 for z < 1 and 500K, for
z > 1 (modeling, for instance, a column filled with sand and gravel). To capture the transition from unsaturated
to saturated regime, the pressure at the bottom boundary is fixed at ¢9 = 0.5. For the parameters of the one-
dimensional flow problems solved in this section we consider meters as length units and seconds as time units.
The simulations are conducted up to 7 = 10* (about 2.78 hours) and the intermediate time is taken as #; = T/10?.
We consider a uniform GRW lattice with Az = 1072, equal to the length of the linear elements in the MFEM
solver. The GRW computations are initialized by multiplying the initial condition by N = 10?* particles. Since,
as shown by (11), the hydraulic conductivity varies in time, the length of the time step determined by (5) for the
maximum of K at every time iteration and by specifying a maximum #,,,, = 0.8 of the parameter 7,/ x may vary
in time (see Fig. 1). The parameter of the regularization term in the L-scheme is set to L = 1 for the computation
of the initial condition (solution of the stationary problem, i.e. for 39/9t = 0 in (1)) and to L = 2 for the solution
of the non-stationary problem. In both cases, the convergence criterion (3) is verified by choosing &, = 0 and a
relative tolerance &, = 1077,
The comparison with the MFEM solutions presented in Figs. 2-4 shows a quite good accuracy of the GRW
solutions for pressure, water content, and water flux. The relative errors, computed with the aid of the L? norms
by &, = lWCRY — yMFEM)| /||y MFEM)| and similarly for 6 and ¢, are presented in Table 1.

Table 1: Error norms of the GRW solutions.

&y &g &4
Scenario (1) 1.81e-02 2.20e-02  3.50e-02
Scenario (2) 5.20e-03  2.35e-02 2.07e-02

The L-scheme converges with speeds depending on the problem. To solve the problem for the initial condition,
one needs 3.5 - 10* iterations in Scenario (1) and 6.5 - 10° iterations in Scenario (2). Instead, to solve the non-
stationary problem for a final time T = 10, one needs about 70 iterations in Scenario (1) and about 700 iterations
in Scenario (2) (see Fig. 5 and Fig. 6). The convergence of the iterative GRW L-scheme can be further investigated
through assessments of the computational order of convergence of the sequence of successive correction norms
[l — 1//;’1 || [8, 9]. Estimations provided in [35, Appendix A] indicate a linear convergence for Scenario (1) but
only a power law convergence ~ s~!, which is slower than the linear convergence [9], for Scenario (2).

Supplementary tests done in Scenario (1) indicate the existence of a lower bound of the constant L which
ensures the convergence [35, Sect. 3]. It is found that increasing L above the value which ensures the convergence
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of the GRW L-scheme with a desired accuracy only results in increasing number of iterations and more computing
time. The parameter L has to be established experimentally by checking the convergence and, as highlighted by
the examples presented in Section 4 below, it depends on the complexity of the problem to be solved.

3. Two-dimensional GRW solutions

3.1. Two-dimensional GRW algorithm for flow in soils and aquifers
In two spatial dimensions the pressure head y/(x, z, f) satisfies the equation

0
FrCO [KOWVW +2)] =0. 12)

The two-dimensional GRW algorithm on regular staggered grids (Ax = Az) which approximates the solution
of (12) by computational particles, ¥ ~ na/N, is constructed similarly to (6-8). The solution at iteration s + 1 is
obtained by gathering particles from neighboring sites according to

”f}rlk = [1 - (ris+1/2,j,k gk T ekt ris,j—l/Z,k)] m
1y o i Lk Ty o1, ik
+rf’j+1/2,kn,-,j+1,k + r;.‘;j_l/z’kn,-,j_lyk + LNf‘AtJ 5 (13)

where the source term is defined as f* = (r;.‘_j 12k T rf,j-1 /2,1() Az — [9(”5,,',1() — H(n,g_/;k,l)] /L. The two-dimensional
GRW rule which at time k£ moves particles from sites (/, m) to neighboring sites (/ ¥ 1, m ¥ 1) reads as follows,

s — s s s s 5
P = Mtk + Ot s T Ottt + Mt iimk + Mt mk 14)

For consistency with (13), the numbers of particles n°® verity in the mean

s —_ S S S 5 s
O}tk = [1 - (r =t12mk Y Ts12me ¥ Vim-124 17 t,m+1/2,k)] Mk

s —_ S s
5”1:1,mu,m.k = Nzt 2m Mm k

s —_ s
O itk = Tl 20 ke (15)

The parameters 7}, Jamk and r;;mﬂ 2k defined by relations similar to (5), are dimensionless positive real numbers.
They represent biased jump probabilities on the four allowed spatial directions of the GRW lattice and are con-
straint by the first relation (15) such that their sum be less or equal to one. A sufficient condition would be that
each of them verifies r < 1/4.

The binomial random variables variables 6n are approximated in the same way as in the one-dimensional case.
By giving up the particle indivisibility, one obtains deterministic GRW algorithms which represent the solution n
by real numbers and use the unaveraged relations (15) for the computation of the dn terms. In the following we
use this deterministic implementation of the GRW algorithm to compute flow solutions for unsaturated/saturated
porous media.

Remark 2. After disregarding the index k and letting L = 1/a, 6 = const, the algorithm (13-15) becomes a
transient scheme to solve the equation governing flows in saturated porous media [1, 34] (see also Remark 1).

3.2. GRW algorithms for two-dimensional fully coupled flow and surfactant transport

Let the pressure ¥(x, z,t) and the concentration c(x, z, #) solve the equations of the following model of fully
coupled flow and surfactant transport in unsaturated/saturated porous media [17, 15],

0
59(1% )= V- [KOW, VWY +2)] =0, (16)
0
% [0, ¢)c] = V - [DVe - qc] = R(c), an
where q = —K(0(¢, c)V(¥ + 2) is the water flux (Darcy velocity) and R(c) is a nonlinear reaction term. Equa-

tions (16-17) are coupled in both directions through the nonlinear functions 6(y, ¢) and 6(, ¢)c. The pressure
equation (16) is solved with the GRW L-scheme described in the previous subsection, with a slight modification
due to the dependence of 6 on both ¢ and c¢. New algorithms are needed instead to solve the coupled, nonlinear
transport equation (17).



3.2.1. Biased GRW algorithm for transport problems

To derive a GRW algorithm for the transport equation, we start with a backward-time central-space finite
difference scheme for Eq. (17). Considering a diagonal diffusion tensor with constant components D; and D5, and
denoting by U and V the components of the Darcy velocity along the horizontal axis x and the vertical axis z, by
At the time step, and by Ax and Az the spatial steps, the scheme reads as

OWi,jks Ciju)Cijk — OWi jk=15 Ciy jk—1)Cijh—1 =

At At
“Ax (Ui+1,j,kCi+1.j,k - Ui-l,j,kCi-l,j,k) T Az (Vi,j+1,kCi,j+1,k - Vi,,‘-l,kCi,j-l,k)
DAt D, At
Al (Ci+1, k= 2Cijk + Ci—l,j.k) * A7 (Ci, ek = 2Ci jk + Ci,j—l,k) =
2D\At  2D,At .
(e T e
DAt At U . DAt N At U
2 U a2 s Eu e
A 2hx Uk |Gtk T T T AL ik | Ci Lk
D)At At DyAt At
( Az Z_AZVI._HI,I() Cijrtk (A_z2 + Z_AZVi,j—l,k) Cij-1k + R(Cijk)- (18)

Next, similarly to the scheme for the flow equation, we add a regularization term L(c;."j.}( - c;."jk) in Eq. (18), define
the dimensional parameters
_ 2D|At _ 2D, At At s At

Ty = : U

20A - 2DAr e, A Vs 19
a2 T Az Mk T Tax a9

s Vv -
iljke Vijelk = Az Vil

approximate the concentration by the density of the number of computational particles, cf’j"k X n;jyk/ N, and finally
we obtain

s+l _ s
n = [1=(ry+ 1)) ik
+ l S s + l +u’ s
) P = Wigy i) Mivt,jk 3 Pt Uiy g ) etk

1 1
) (r = Vi) 7 s + 3 (r+ Vi) m s + NG AL, (20)
where g°* = R(n;?',j’k)/ L- [0(1//;."’].‘,(, n;?;j,k)n;?;j’k = O jj-1> Mi jr—1Ni, j,k,l] /L, with  approximated by the distribution
of particles in the flow solver for Eq. (16). Note that the definition of the dimensionless numbers (19) implies that
the parameter L has to be a dimensionless number as well.

The contributions to nf’;}( in Eq. (20) are obtained with the biased global random walk algorithm (BGRW)

N _ s s s s s
Mok = O it e+ O e F Otttk T Otk + O 1> @1

where, for consistency with the finite difference scheme (20), the quantities ¢n verify in the mean

_ 1 S | __
s — _ s s — —_— s s — — s
. [1 =y +r2)] e Mt i = 2(r o F U i Ot = Z(V 2 F VLM i (22)

The binomial random variables dn used in the BGRW algorithm are approximated similarly to the algorithms
described in the previous sections, by summing up to unity reminders of multiplication and floor operations. A
deterministic BGRW algorithm can be obtained, similarly to the flow solver presented in Section 3.1 above, by
giving up the particle’s indivisibility and using the un-averaged relations (22). However, for the computations
presented in the next section, we use a randomized implementation of the BGRW algorithm.

As follows from (22), the BGRW algorithm is subject to the following restrictions

re+r, <1,

Wl < 7o il < 1 (23)

Remark 3. The constraints (23) impose a limitation on the maximum allowable value of the local Péclet number.
Assume a constant flow velocity =V and a constant diffusion coefficient D. Then, according to (23) and (19), the
condition v < r implies Pé = VAz/D < 2.



Remark 4. Taking into account that the iterations start with n; ji_y, setting L = 1, 8 = 1, and dropping the
superscripts s, the relation (20) becomes

nijx =[1 = (ry + r2)] nijr-
1 1
+ 5 (”x - ui+1‘j.k—l)ni+l,/,k—l + E (rx + ui—l,/,k—l)”i—Lj‘k—l
1 1
+3 (rz - Vi,j+1,k-1)ni,j+1,k-| +5 (rz + Vi,j—l,k—l)ni,j—l,k—l + [NR(ni,j,k—l)AtJ . (24)

Relation (24), together with (21-23), define a BGRW algorithm for (decoupled) reactive transport described by
Eq. (17) with 6(y,c) = 1.

3.2.2. Unbiased GRW algorithm for transport problems
The unbiased GRW algorithm is obtained by globally moving groups of particles according to the rule

s+l
n;, gk 6nz+u eVl ik (25)
+ 6nl+u A-ﬁ-d j-H (i jik + 6nl+ll A—d JHv: k\i,j,k
s
+ 6nl+u e J+v; ﬁd" Jik + 6nt+u e J+v; k—d\i._/;k + I-Ng AZJ ’

where d is a constant amplitude of diffusion jumps and the dimensionless variables r,, r,, u and v are defined
similarly to (19) by

2D At 2D, At s At s At
"= Tanor T Tanep Mk | Tax Uik T O3] Vi = | a0 Vi F 0] 20
The particles distribution is updated at every time step by
n;;m,kﬂ = 6”;;rrz,k + Z 6nznz\i,j,k‘ (27)
i#l, j#m

The averages over GRW runs of the terms from (25) are now related by

o —(re 41 L 28)
iy oot ik =[1= Gt r] 0, ke Rivigs ed jovy lijik = 7 Mijie ”Huw ik = o Mk (

Comparing with the BGRW relations (22), we remark that (26) defines unbiased jump probabilities /2 and r, /2
on the two spatial directions.

The unbiased GRW algorithm for decoupled transport is obtained by letting L = 1 and dropping the super-
scripts s (see also Remark 4).

The binomial random variables ¢n used in the unbiased GRW algorithm are approximated by the procedure
used for the flow solver and for the BGRW algorithm presented in the previous subsection. For fixed space steps,
the time step is chosen such that the dimensionless parameters u; ik and v . take integer values larger than unity
which ensure the desired resolution of the velocity components [33 Sect. 3 3 2.1]. Further, the jumps’ amplitude
d is chosen such that the jump probabilities verify the constraint r, + r, < 1, imposed by the first relation (28).

The unbiased GRW, as well as the BGRW algorithm introduced in Section 3.2.1 above, have been tailored to
solve problems with constant diffusion coefficients, as those considered in Sections 4.2 and 5.3 below. In case
of diagonal diffusion tensors with space-time variable coefficients D; and D, the algorithms for the transport
problem are straightforwardly obtained by assigning to r, and r, superscripts s and appropriate subscripts i, j, k.

4. Validation of the two-dimensional GRW algorithms

4.1. GRW flow solutions

For the beginning, we conduct verification tests of the GRW flow code by comparisons with an analytical
solution and compute numerical estimates of the order of convergence. The results are further compared with
those obtained by a TPFA code implemented in the MRST software [19, 15]. The two codes are tested by solving
a problem with manufactured solution previously considered in [25]. The domain is the unit square [0, 1] X [0, 1]
and the final time is 7 = 1. The manufactured solution for the pressure head ¥, is given by

Ymx, 2, =—-tx(x-Dz(z-1 - L (29)
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The water content 6 and the conductivity K are expressed as

1

0y) = =y K@©OW) = y*. (€lU)

The analytical solution (29) defines the boundary and initial conditions and induces a source term f, computed
analytically from Eq. (12) with parameters given by the expressions (30).

We start the computations on a uniform mesh with Ax = Az = 0.1 and halve the mesh size step three times
successively. The accuracy of the numerical solutions, at the final time t = T, is quantified by the L?> norm
g = WP —yull,1=1,...,4, where [ = 1 corresponds to the original mesh. The estimated order of convergence
(EOC) that describes the decrease of the error in logarithmic scale is computed according to

Eoczlog(i)/log(z), I=1,...,3. 31
El+1

The computations with the TPFA code start with a time step Az = 0.1 which is also halved at each refinement
of the mesh. The parameters of the convergence indicator (3) are set to &, = 107% and &, = 0. Finally, the
linearization parameter L is set equal to 1/2 and the convergence of the L-scheme is achieved after circa 100
iterations per time step, independently of the mesh size.

In the GRW computations we use the same spatial refinement of the grid and tolerances &, and &, as above but,
according to (5), we have to use adaptive time steps A7 = O(Az!/?) (see discussion in Section 2.2). The convergence
criterion (3) is already fulfilled by the GRW L-scheme with parameter L = 1 for numbers of iterations increasing
from s = 2 to s = 5 as the space step decreases. The accuracy g; instead is strongly influenced by L. For L < 800
the &; values may increase with the refinement of the mesh, leading to negative EOC, that is, the GRW solution
does not converge to the exact solution ¢,,. However, it is found that the increase of g; is prevented by using a
sufficiently large parameter L.

The results presented in Table 2 indicate the convergence of order 1 in space for TPFA and of order 2 for the
GRW solutions. The higher order of convergence also leads to much smaller errors of the GRW code after the first
refinement of the mesh.

Table 2: Estimated order of convergence of the TPFA and GRW flow solvers.

&1 EOC & EOC &3 EOC &4
TPFA 8.45e-03 094 4.40e-03 097 22503 0.97 1.15e-03
GRW (L=800) 7.20e-03 224 1.52e-03 321 1.65¢-04 0.50 1.17¢-04
GRW (L=1000) 9.24e-03 2.22 1.99¢-03 2.83 2.80e-04 1.66 8.84e-05
GRW (L=1200) 8.89¢-03 2.23 1.90e-03 2.80 2.72¢-04 2.14 6.16e-05

Further, we solve the benchmark problem from [21, Sect. 4.2], which describes the recharge of a groundwater
reservoir from a drainage trench in a two-dimensional geometry. The groundwater table is fixed by a Dirichlet
boundary condition on the right hand side. The drainage process is driven by a Dirichlet boundary condition
changing in time on the upper boundary of Q.

The precise structure of the domain is defined by

Q=(0,2) x(0,3),
I'p ={(x,2) €9Q|xe[0,1]Az=3]},
Ip, ={(x,2) € Q| x=2Az€[0,1]},
I'p=Tp, Ulp,,
I'y =0Q\Tp.
The Dirichlet and Neumann boundary conditions on I'p, and I'y, respectively, as well as the initial condition
consisting of hydrostatic equilibrium are specified as follows:
=2 +2.2t/Atp, onIp,,T < Atp,
Y(x,z,1) = 40.2, onlp,,T > Atp,
1-2z2, onIlp,,
- KOW(x, 2, )VW(x,z,) +2)-n = 0, only,
Y(x,2,0) = 1-z, onQ,
9
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Figure 7: Convergence of the L-scheme implementation of the  Figure 8: Convergence of the L-scheme implementation of the
GRW flow solver for the loam soil problem at three time levels ~ GRW flow solver for the clay soil problem at three time levels
(in hours). (in days).

where n represents the outward pointing normal vector.
The relationships defining the water content 6(¢) and the hydraulic conductivity K(6()) are given by the van
Genuchten-Mualem model

n=1

9(%”) — gres + (gsat - ere:) (W)T ’ lﬁ <0 (32)
H.Vata lﬂ 2 Oa
1 n_ 1112
Koy = | K@)t [1=(1-0w)#) " | . w<0 33
Kiar W >0,

where 0,5, O5q, and K, represent the same parameters as for the exponential model considered in Section 2.2,
® = (0 — Ore5)/(Osar — Ores) 1s the normalized water content, and @ and n are model parameters depending on the
soil type.

We consider here two sets of soil parameters, presented in Table 3, which correspond to a silt loam and a Beit
Netofa clay, respectively.

Table 3: Simulation parameters

Siltloam  Beit Netofa clay

Vam Genuchten parameters:

Osar 0.396 0.446
Ores 0.131 0

« 0.423 0.152
n 2.06 1.17
Ko 4.96-1072 82-107*

Time parameters:

Atp 1/16 1

At 1/48 1/3

T 3/16 3

The time unit is 1 day and spatial dimensions are given in meters. Furthermore, we consider a regular mesh
consisting of 651 nodes (i.e., Ax = Az = 0.1).

By setting the stabilization parameters to L = 0.5 for loam and for L = 0.12 for clay, the convergence criterion
(3) with &, = & = 5- 107 is fulfilled after about 120 iterations of the GRW L-scheme, for both soil models
(Figs. 7 and 8). The results shown in Figs. 9 and 10 are as expected for this benchmark problem (see [28, 21]):
the drainage process in the clay soil is much slower, so that the pressure distribution after three days is similar to
that established in the loam soil after 4.5 hours.

The results obtained with the TPFA L-scheme, with L = 1 for both soil models, are used as reference to
compute the relative errors gy, s, &;,, and g, shown in Table 4. One remarks that &, and g4 are close to the
corresponding errors for the one-dimensional case presented in Table 1, but &, and g, are one order of magnitude
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Figure 9: Pressure head solution at # = 4.5 hours obtained by  Figure 10: Pressure head solution at ¢ = 3 days obtained by
the GRW code for the benchmark problem of recharge from a  the GRW code for the benchmark problem of recharge from a
drainage trench through a silt loam soil. drainage trench through a Beit Netofa clay soil.

larger than g, in shown in Table 1. A possible explanation could be the occurrence of the numerical diffusion
in the flow TPFA code (see discussion at the end of Section 4.2.3 below). The computational times of the GRW
code are 1 second and 1.6 seconds for loam and clay cases, respectively. The times of the TPFA runs, on the same
computer, are one order of magnitude larger, i.e., 25 seconds and 38 seconds, respectively.

Table 4: Comparison of GRW and TPFA solutions of the
flow benchmark problem.

Ey €0 €q. £q.
loam 5.73e-02 4.00e-03 2.30e-01 1.04e-01
clay 5.48e-02 6.71e-04 4.73e-01 1.14e-01

4.2. GRW/BGRW solutions for fully coupled flow and transport problems
4.2.1. Code verification tests

The code verification tests for coupled flow and transport problems are conducted similarly to those for the
flow solver presented in the previous subsection, by considering, along with the exact flow solution (29), the exact
solution for the concentration field given by

cnx,z,)=tx(x=1)z(@z-1) + 1. (34)

After setting R = 0 and D = 1, the coupled system of equations (16-17) is solved in the unit square for a total time
T = 1, with source terms, initial conditions, and boundary conditions resulted from the exact solutions (29) and
(34) with a new parameterization given by

0, 0) = 1~ K@) =y’ 39)

1

W —c/10°

The GRW flow-algorithm (13-15), with 6 and K given by (35), is coupled with the BGRW transport-algorithm
(20-23) initialized with N' = 10?* particles into an alternating splitting scheme [15]. The approach alternates
iterations of flow and transport solvers until the convergence criterion (3) with &, = 107 and &, = 0 is fulfilled
by the numerical solutions for both ¥ and c. In order to highlight the approach to the convergence order 2, the
stabilization parameters of the flow and the transport solvers are set to L, = L. = 100. The GRW results presented
in Tables 5 and 6 are compared with results obtained with a TPFA solver applying the same alternating linearized
splitting procedure with parameters L, = L. = 1 which ensure the convergence of order 1.

The GRW flow solver approximates the Darcy velocity by centered differences only in the interior Q of the
computational domain. Therefore, the velocity q|so, needed to compute the number of biased jumps from the
boundary 0Q in the BGRW relation (20) has to be provided in some way. The straightforward approach is to
compute the velocity by using an approximate forward finite difference discretization of Darcy’s law. Another
option is to extend on the boundary the velocity from the first neighboring interior site. Thanks to the manufactured
solution (29) on which the code verification test is based, we also have the exact velocity computed analytically.
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The latter allows accuracy assessments for the above approximations. We note that the GRW results for the
pressure solver obtained with analytical, approximate, and extend |sq are identical in the precision of three
significant digits (Table 5). For the concentration solutions (Table 6), we note the remarkably good performance
of approximate and extended qlsq.

Table 5: Estimated order of convergence of the TPFA and GRW solvers: pressure solutions.

&1 EOC & EOC &3 EOC &4
TPFA 8.14e-03 093 4.27¢-03 095 2.20e-03 097 1.12¢-03
GRW 3.71e-03 2.02 9.18e-04 1.94 2.40e-04 145 8.78e-05

Table 6: Estimated order of convergence of the TPFA and GRW solvers: concentration solutions.

&1 EOC & EOC &3 EOC &4
TPFA 6.26e-03 0.83 3.52e-03 0.89 1.90e-03 091 1.01e-03
GRW (analytical q|sq) 3.92e-03 2.00 9.78e-04 1.83 2.74e-04 1.05 1.32e-04
GRW (approximate qlpq) 4.72e-03  1.99 1.19e-03 1.85 3.29¢-04 1.17 1.46e-04
GRW (qpq from int(Q2))  5.26e-03 2.00 1.31e-03 1.87 3.59e-04 123 1.53e-04

4.2.2. Estimates of numerical diffusion

The small errors shown in Table 6 indicate that the numerical diffusion in solving the transport step of the
coupled problem does not play a significant role. This is somewhat expected for the small Péclet numbers of order
Pé=1072 encountered in these computations. But for the numerical setup of the benchmark problem presented in
Section 4.1 and realistic transport parameters Pé can be significantly larger than unity. Therefore we proceed to
estimate the numerical diffusion of the codes compared here by following the procedure used in [24].

Table 7: Estimation of numerical diffusion for
BGRW, GRW and TPFA codes.

Ax T/At  Pé ep, &p,
0.1 2 3.31  7.55e-02  2.60e-01
BGRW 0.05 9 1.65 1.90e-16 1.48e-15
0.01 239  0.33 4.16e-16 1.02e-15
0.005 960 0.17 2.93e-15 3.63e-15
0.1 4 331 1.94e-16 6.14e-16
GRW  0.05 4 1.65 6.60e-17 8.05e-16
0.01 19 0.33 1.94e-16 4.79e-16
0.005 39 0.17 2.10e-15 8.92e-16
0.1 5 3.31 9.16e-03  1.99e-01
TPFA  0.05 10 1.65 4.69¢-03 9.94e-02
0.01 50 033 9.58e-04 1.99¢-02
0.005 100 0.17 5.38¢-04 9.89¢-03

We consider the analytical Gaussian solution c¢(x, z,7) of Eq. (17) with # = 1, R = 0, and constant coefficients
D = 0.001 and V = —0.0331, corresponding to the Cauchy problem with a Dirac initial concentration pulse
located at the coordinates (1,2.1). The constant velocity V, oriented downwards along the z-axis, is the steady-
state solution of the benchmark flow problem from Section 4.1 with K = K, corresponding to the loam soil, initial
condition ¥(x,z,0) = 1 — z/3, Dirichlet boundary conditions ¥(x,0,7) = 1, ¥(x,3,¢) = 0, and no-flow Neumann
conditions on the vertical boundaries. The initial condition c(x, z,0) is the same Gaussian function evaluated at
t = 1 and the final time is 7 = 3. For decreasing mesh sizes Ax and Pé = VAx/D, the number of time steps was
restricted by the requirement that the support of the numerical solution does not extend beyond the boundaries
0Q (to mimic diffusion in unbounded domains). The effective diffusion coefficients D, and D, are computed
from the spatial moments along the x- and z-directions of the numerical solution (see [24, Eqs. (38-41)]). The
numerical diffusion is estimated by relative errors ep, = |D, — D|/D and ep, = |D, — D|/D averaged over the time
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interval [0, T']. Table 7 shows that while the TPFA results are strongly influenced by the mesh size, similarly to
the finite-volume results from [24], the unbiased GRW algorithm is practically unconditionally-free of numerical
diffusion. The BGRW algorithm is also free of numerical diffusion provided that Pé < 2 (see also Remark 3). We
also note that Ax = 0.05 defines the coarsest grid acceptable for solving the benchmark problem for coupled flow
and transport with BGRW and TPFA codes.

4.2.3. Fully coupled water flow and surfactant transport

In the following we solve the coupled flow and transport problem (16-17) by using the setup of the benchmark
flow problem problem from Section 4.1 completed by parameters and initial/boundary conditions modeling a
situation of coupled water flow and surfactant transport. The surfactant concentration in the domain Q has a
stratified distribution described by the plane c(x,z,0) = z/1.2. Further, the concentration is set to ¢ = 1 on
the Dirichlet boundary I'p, and to ¢ = 0 on I'p,, and no-flow Neumann conditions are imposed on the vertical
boundaries.

The flow and transport are coupled in both directions through the van Genuchten-Mualem parameterization
(32-33) with 6, ¢) = 6(y(c)¥), where y(c) = 1/[1 — bIn(c/a + 1)] models the concentration-dependent surface
tension between water and air [17]. The constant parameters of y(c) are set to a = 0.44 and b = 0.0046 [15].
To describe a more realistic heterogeneous soil, the saturated conductivity K, is modeled as a log-normal space
random function with a small variance o> = 0.5 and Gaussian correlation of correlation lengths A, = 0.1 m
and A, = 0.01 m in horizontal and vertical directions, respectively. The In K field is generated by summing up
100 random periodic modes with the Kraichnan algorithm presented in [33, Appendix C.3.1.2]. The diffusion
coefficient is set to a constant value, D = 1073 m/day, which is representative for soils and aquifers [24, 28, 33].
Following [15], the nonlinear reaction term is specified as R(c) = 1073¢/(1 + ¢). Instead of using a fixed number
of time steps, as in the flow benchmark presented in Section 4.1, now we fix the total time to 7 = 3 days, set the
intermediate time controlling the drainage process to Atp = T'/3, and keep the original time steps Ar which ensure
the appropriate resolution for contrasting fast and slow processes in loam and clay soils, respectively.

Preliminary tests showed that, in order to obtain an acceptable resolution of the velocity components in the
benchmark setup, the unbiased GRW requires extremely fine discretizations with Ax = O(107%). Therefore the
transport step is solved with the BGRW algorithm for the mesh size Ax = 0.05 suggested by the above investiga-
tions on numerical diffusion. The velocity q|sq on boundaries is approximated by forward finite differences.

The convergence of the flow and transport L-schemes using GRW algorithms requires relatively large lin-
earization parameters, L, = L. = 20, for loam soil, and L, = L. = 100 for clay soil models. These are two order
of magnitude larger than for the decoupled-flow benchmark presented in Section 4.1, probably due to the increased
complexity of the coupled problem. By setting the tolerances of the convergence criterion (3) to &, = &, = 5-107°
the convergence is achieved after about 2000 iterations for the loam soil and about 14000 iterations for the clay
soil (see Figs. 11 - 14).

The results obtained by coupling the GRW-flow and BGRW-transport solvers are presented in Figs. 15-24.
The randomness of K, is especially felt by the pressure distribution in the more permeable loam soil (Fig. 15),
while in the clay soil the pressure remains almost stratified (Fig. 16). The same contrast is shown by the water
content, with almost saturated loam soil (Fig. 17) and partially stratified saturation in the clay soil (Fig. 18).
Since the Darcy velocity is proportional to the gradient of the random pressure, the heterogeneity of the advective
component of the transport process is mainly manifest in the final distribution of the concentration in the loam
and clay soils (compare Figs. 19 and Fig. 20). Significant differences between the loan and clay soils are also
illustrated by the spatial distribution of the velocity components (Figs. 21 - 24).

The results obtained with the GRW/BGRW flow and transport solvers are compared with those provided by a
TPFA code using L, = L. = 1, for both soils, and L. = 2L,,. The convergence is achieved in reasonable computing
times of 263 seconds (loam) and 177 seconds (clay) only when using the Anderson acceleration procedure [2, 37,
7]. Note that the GRW times on the same computer are of the same order of magnitude (526 and 178, respectively),
without appealing to the acceleration procedure.

The errors for pressure, water content and velocity components shown in Table 8 are more or less similar to
those for the flow benchmark problem given in Table 4. The difference of one order of magnitude between the
& values for the two soils can be traced back to the amount of numerical diffusion of the TPFA transport solver
(see Table 7). The estimated mean Péclet number for the loam soil, Pé ~ 1.3, is much larger than the value
Pé ~ 4 - 1073 estimated for the clay soil and can partially explain the larger &, value in the first case. Since
the pressure equation is essentially an advection-diffusion equation with velocity given by the derivatives of the
coefficient K [e.g., 11, 34], the errors g,, and e, , of order 107" also could be produced by numerical diffusion,
in the flow solver. In the setup of the benchmark problems, for both coupled flow and transport and decoupled
flow, we estimate a mean Péclet number P€ ~ 0.9 for both loam and clay soil models (for comparison, in the one
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Figure 11: Convergence of the L-scheme implementation of the Figure 12: The same as in Fig. 11 for the clay soil problem.
GRW flow solver for the loam soil problem at three time levels
(in days).
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Figure 13: Convergence of the L-scheme implementation of the Figure 14: The same as in Fig. 13 for the clay soil problem.

GRW transport solver for the loam soil problem at three time
levels (in days).
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Figure 15: Pressure head solution (x, z) at t = T for the bench- Figure 16: The same as in Fig. 15 for a Beit Netofa clay soil.

mark problem of recharge from a drainage trench through a silt
loam soil coupled with advection-dispersion-reaction transport.
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Figure 17: Water content solution 6(x, z) at t = T for the bench-
mark problem of recharge from a drainage trench through a silt
loam soil coupled with advection-dispersion-reaction transport.

Figure 19: Concentration solution c(x, z) at t = T for the bench-
mark problem of recharge from a drainage trench through a silt

loam soil coupled with advection-dispersion-reaction transport.
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Figure 21: Horizontal water flux g.(x,z) att = T for the bench-
mark problem of recharge from a drainage trench through a silt

loam soil coupled with advection-dispersion-reaction transport.
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Figure 18: The same as in Fig. 17 for a Beit Netofa clay soil.
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Figure 20: The same as in Fig. 19 for a Beit Netofa clay soil.
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Figure 22: The same as in Fig. 21 for a Beit Netofa clay soil.
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Figure 23: Vertical water flux g.(x, z) at# = T for the benchmark Figure 24: The same as in Fig. 23 for a Beit Netofa clay soil.
problem of recharge from a drainage trench through a silt loam
soil coupled with advection-dispersion-reaction transport.

Table 8: Comparison of GRW and TPFA solutions of the
coupled flow-transport benchmark problem.

£y & &g £, £,
loam 2.89¢-02 4.79¢-01 7.25e-05 3.15e-01 2.18e-01
clay 5.95e-02 3.77e-02 7.61e-04 3.66e-01 5.36e-01

dimensional case with smaller g,, P€ was about 0.03 in Scenario 1 and 0.3 in Scenario 2). Since the flow and
transport solvers implemented in MRST basically use the same TPFA finite volume method, we may expect that
the flow solver produces a numerical diffusion comparable to that of the transport solver shown in Table 7.

A one-dimensional version of the benchmark problem for flow and surfactant transport can be readily obtained
and solved with one-dimensional GRW algorithms [35, Sect. 5.2.4]. Even though the lateral heterogeneity of
the two-dimensional benchmark is ignored, the main features are also revealed by the one-dimensional drainage
model: the discrepancy between fast-loam and slow-clay flow and transport processes, the same intervals of
variation of the solutions, and similar behavior on the vertical direction.

5. Two-dimensional GRW solutions for groundwater flow and transport at regional and field scales

For saturated aquifers (6 = const) Eq. (12) reduces to a linear equation solved by the steady state hydraulic
head solution in A(x, y), under time independent boundary conditions. As noted in Remark 2, the GRW L-scheme
(13-15) becomes, in this case, a transient scheme for the linear flow equation. In the following examples, we
consider flow problems formulated in two-dimensional domains, (x,y) € [0, L,] X [0, L,], with Dirichlet boundary
conditions 4(0,y) = Hy and h(L,,y) = H, and no-flow Neumann conditions on top and bottom boundaries. In the
saturated flow regime, the transport Eq. (17) is also linear and decoupled from the linear flow equation. Decoupled
transport problems can be solved by either biased- or unbiased-GRW algorithms (see Remark 4 and Section 3.2.2)
on the same lattice as that used to compute the flow velocity.

5.1. Flow in heterogeneous aquifers at regional scale

For the beginning, we follow the setup for regional scale used in [14] to compare approaches for inverse
modeling of groundwater flow. The domain and the boundary conditions are specified by L, = 4900 m, L, =
5000 m, H; = 0 m, H, = 5 m. The hydraulic conductivity K is a log-normally distributed random field defined
by the mean (K) = 12 - 10™* my/s, the correlation length A = 500 m, and the variance 0> = 1 of the In K-field.
The K-field is generated, as in Section 4.2.3 above, by summing 100 random periodic modes with the Kraichnan
algorithm. Besides the exponential correlation considered in [14], we also investigate the behavior of the flow
solution for Gaussian correlation of the In K field with the same correlation length, as well as in case of the
smaller variance o2 = 0.1, for both correlation models.

The two correlation models of the In K-field are of the form C(r) = o exp[—(r/2)?], where r = (r)zC + r)z,)” 2is
the spatial lag, the exponent @ = 1 corresponds to the exponential model, and @ = 2 to the Gaussian one. Since the
correlation functions depend on spatial variables through /A, the computation can be done for spatial dimensions
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scaled by 4, that is, fields of dimensionless correlation length 2* = 1 and a domain [0, L,/4] x [0, L,/A]. The
results on the original grid are finally obtained after the multiplication by A of the solution A(x, y) and of the spatial
coordinates.

The solutions A(x,y) of the stationary equation (12) corresponding to 6 = const, for given realizations of the
K-field with o2 = 0.1, are obtained under the initial condition ho(x,y), which is the plane defined by the Dirichlet
boundary conditions 4(0,y) = 0 and h(L,/A,y) = H/A. With space steps set to Ax = Ay = 0.2 m, the steady state
is reached after about 4 - 107 iterations of the GRW solver. The relative errors of the solution / obtained with the
scaled geometry with respect to the solution of the unscaled problem are of the order 107'4, that is, close to the
machine precision [35, Sect. 6.1].

To estimate the order of convergence of the GRW scheme for this particular flow problem, we use manufac-
tured analytical solutions provided in the Git repository https://github.com/PMFlow/FlowBenchmark and, simi-
larly to estimations performed in Section 4.1, we compute the EOC according to (31) by successively halving the
space steps from Ax = Ay =2- 10"  up to Ax = Ay = 2.5 - 1072,

Table 9: Computational order of convergence of the GRW scheme estimated according to (31).

Correlation model o2 &1 EOC & EOC &3 EOC &4

0.1 1.35e+01 3.67 1.06e+00 1.86 2.92e-01 0.66 1.85e-01
1 1.80e+02 324 1.90e+01 2.09 4.47e+00 1.96 1.15e+00

0.1 7.37e-02 198 1.87e-02 1.63 6.03¢-03 1.14 2.73e-03
1 1.31e-01  1.59 4.35e-02 151 1.53e-02 147 5.51e-03

Exponential

Gaussian

Table 10: Computational order of convergence of the TPFA solver estimated according to (31).

Correlation model o2 £1 EOC & EOC &3 EOC &4

0.1 4.67¢e+00 1.71 1.43e+00 195 3.70e-01 048 2.65¢-01
1 1.01e+02 223  2.14e+01 3.11 2.48e+00 0.41 1.86e+00

0.1 9.22e-02 200 230e-02 200 5.75¢-03 2.00 1.44e-03
1 1.84e-01 2.00 4.61e-02 2.00 1.16e-02 2.00 2.89e-03

Exponential

Gaussian

We note that the EOC approach presented here difterers somewhat from that used in [1, 34]. The reference
solution is now the manufactured solution, instead of the solution on the finest grid, and the error norm is no
longer computed after the first iteration but after large numbers of iterations (from 10° to more than 107 ), when
the GRW solution approaches the stationarity. Due to the limited number of iterations, the solutions are not yet
strictly stationary and the order of convergence may be not accurately estimated in some cases. Therefore we also
use a TPFA flow solver to compute EOC values for the same scenarios.

The results presented in Tables 9 and 10 show significant differences between the two correlation models. For
Gaussian correlation the errors obtained with the two approaches are relatively small in all cases. Instead, for
exponential correlation, despite the strong EOC obtained after the first two refinements, the errors are extremely
large for o> = 1 and become smaller than one only for o> = 0.1, after the second refinement of the grid. These
results are consistent with those presented in [1], where similar benchmark problems were solved for a larger
range of parameters of the In X field.

5.2. Flow in conditions of random recharge

We consider in the following a flow problem formulated for the same geometry and boundary conditions as in
the previous subsection, which has been used in [22] to design a new Monte Carlo approach for flow driven by
spatially distributed stochastic sources. Now the hydraulic conductivity is constant, K = 12 - 10~ m/s, and the
groundwater recharge is described by a source term f in Eq. (12), modeled as a random space function of mean
(f) = 362.912 mm/year, log-normally distributed with exponential correlation specified by different correlation
lengths and variances of the In f field. Among different scenarios presented in[22], we consider for comparison
with the present computations only the case A = 500 m and the variance o = 1.

As in the previous subsection, we use the setup for the problem’s geometry scaled by A, for which the random
recharge problem with o2 = 1 is solved with relative errors of the order 107! [35, Sect. 6.2].

In a first validation test, we compare the GRW and TPFA solutions of the random recharge problem on the
computational domain scaled by 4 = 500 m, for single-realizations of the random recharge with both exponential
and Gaussian correlation of the In f field and two variances, 02 = 0.1 and 02 = 1. The absolute and relative
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differences, &, = [[h°RY — hTPFA|| and &, = ||hCRY — WTPFA||/||WTPFA||, presented in Table 11 indicate a good
agreement between the two approaches.

Table 11: Comparison of GRW and TPFA solutions of the
random recharge problem.

Correlation model o2 &4 &
Exponential 0.1 6344 597e-2
1 101.71  9.82e-2
. 0.1 84.12 8.72e-2
Gaussian

1 137.09 1.62e-2

Further, we perform statistical inferences of the mean and variance obtained from an ensemble of 100 Monte
Carlo simulations within the setup of [22] for random recharge term with exponential correlation and variance
0?2 = 1. The mean and the variance of the hydraulic head / are computed as averages over realizations of the In f
field followed by spatial averages, with standard deviation estimated by spatial averaging. The results presented
in Table 12 show, again, that the GRW and TPFA results are in good statistical agreement.

Table 12: Statistical moments of the hydraulic head
(Monte Carlo and spatial averages).

mean variance
GRW  21.51£9.17 41.11+27.82
TPFA 19.74+7.84 32.09+21.33

Finally, we compare the mean and the variance estimated at the center of the computational domain by GRW
and TPFA simulations with the results presented in [22]. As seen in Table 13, the mean values compare quite well
but both the GRW and TPFA approaches overestimate the variance computed for the same parameters in [22, Fig.
6]. This discrepancy can be attributed either to the large errors expected for exponential correlation model (see
Tables 9 and 10) or to the statistical inhomogeneity of the Monte Carlo ensemble of 100 realizations indicated by
the large standard deviations shown in Table 12.

Table 13: Statistical moments of the hydraulic head
(MC averages at the center of the domain).

mean variance
GRW 31.67 65.14
TPFA 28.31 53.39
(Passeto et al., 2011)  31.05 40.08

5.3. Flow and advection-dispersion transport in aquifers

In the following we consider an incompressible flow in the domain [0, 20] % [0, 10], driven by Dirichlet bound-
ary conditions 4(0,y) = 1 and h(20,y) = 0 and zero Neumann conditions on top and bottom boundaries. The
hydraulic conductivity is a random space function with mean (K) = 15 m/day, with Gaussian correlation of the
InK field, correlation length A = 1 m, and variance 0> = 0.1, generated by summing 10 random modes with
the Kraichnan algorithm. An ensemble of velocity fields corresponding to 100 realizations of the K field is ob-
tained with the flow solver used in Section 5.1, for the resolution of the GRW lattice defined by space steps
Ax =Ay=0.1.

Further, Monte Carlo simulations of advection-diffusion are carried out using the velocity realizations and
the isotropic local dispersion coefficient D = 0.01 m?/day. The linear transport equation obtained by setting
6 = const in Eq. (17) is solved with the unbiased GRW algorithm described in Section 3.2.2 by using N' = 10%*
particles to represent the concentration. The final time 77 = 10 days is chosen such that the support of the
concentration does not reach the boundaries during the simulation. Hence, the Monte Carlo inferences can be
compared with results of linear theory which provides first-order approximations of dispersion coefficients for
small variances o2 [5]. In turn, such linear approximations are accurately retrieved by averaging over ensembles
of particle tracking simulations of diffusion in realizations of velocity fields approximated to the first-order in o
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by a Kraichnan procedure [29]. Following this approach, to infer dispersion coeflicients in linear approximation,
we use an ensemble of 10* realizations of Krainchan velocity fields, computed with 100 random modes by the
algorithm described in [33, Appendix C.3.2.2], and the unbiased GRW solver, with A’ = 10** particles in each
realization. Longitudinal and transverse “ensemble” dispersion coefficients, D, and D,, are computed as half the
slope of the ensemble average of the second spatial moments of the concentration distribution, centered at the
ensemble average center of mass [5, 24, 29]. The results presented in Fig. 25 show a that, in spite of relatively
small ensemble of velocity realizations, the ensemble dispersion coefficients obtained with the 100 GRW solutions
of the full flow problem are quite close to the reference linear results.
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Figure 25: Dispersion coefficients estimated from GRW solu-  Figure 26: Comparison of dispersion coefficients obtained by
tions for 100 realizations of the isotropic hydraulic conductivity =~ GRW, TPFA, and first-order approximation (dots) fron an en-
K, with Gaussian correlated In K field of variance o> = 0.1 and ~ semble of 100 realizations of the isotropic hydraulic conductiv-
correlation length A = Im, in the domain [0, 20] X [0, 10], com- ity K, with Gaussian correlated In K field of variance o2 =0.1
pared to first-order results (dots). and correlation length A = 0.1m, in the domain [0, 2] x [0, 1].

The computation of the velocity realizations with the transient GRW flow solver requires 10* to 10° iterations
to fulfill the convergence criterion (3) with tolerances &, = &, = 5 - 1077 and about 160 seconds per realization.
For the chosen discretization, Ax = Ay = 0.1, the unbiased GRW transport solver requires, according to (26),
a relatively rough time discretization of A+ = 0.5. This leads to a total computation time of about 1.4 seconds
for the estimation of the dispersion coefficients by averaging over the 100 realizations of the statistical ensemble.
By comparison, the TPFA codes needs about 3.8 seconds to compute a velocity realization and about 13 seconds
for a single transport realization, by using the same spatial resolution and a time step At = 0.05. But the TPFA
estimates of the dispersion coefficients deviate by more than one order of magnitude from the linear reference
solution. Since reducing the spatial steps and the local Pé to reduce the numerical diffusion dramatically increases
the computational burden for the TPFA codes, we solved a rescaled problem. So, to preserve the mean and the
spatial variability of the velocity field, we chose a smaller domain [0, 2] X [0.1], correlation length of the In K field
A = 0.1, and a new Dirichlet condition, 2(0,y) = 0.1. Now, the TPFA codes require about 60 seconds to compute
one flow realization and about 3 hours for a transport realization, with Ax = Ay = 0.001 and Ar = 0.0005. The
computation times for the GRW codes to solve the rescaled problem by using Ax = Ay = 0.01 and Ar = 0.07 are
practically unchanged. Figure 26 shows that the GRW estimations of the dispersion coefficients are again close
to the linear approximation. Instead the TPFA results overestimate the linear approximation by 10% to 20%. The
deviations of the TPFA coefficients shown in Fig. 26 are comparable with the numerical diffusion (estimated for
constant velocity) in case of the longitudinal coefficient D, but two orders of magnitude larger for the transverse
coefficient Dy, [35, Table 17].

6. Conclusions

The GRW schemes for simulating flow in either unsaturated or saturated porous media are equivalent to finite-
difference schemes, in their deterministic implementation, or for sufficiently large numbers of particles in random-
ized implementations. The same, in case of BGRW solver for transport problems. Instead, the unbiased GRW
is a superposition of Euler schemes for It6 equation [33], which is no longer equivalent with a finite difference
scheme, unless the coeflicients of the transport equation are constant. In simulations of reactive transport, GRW
algorithms can use huge numbers of computational particles, even as large as the number of molecules involved
in reactions, allowing simple and intuitive representations of the process.
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While unbiased GRW algorithms are mainly efficient in obtaining fast solutions for large-scale transport in
aquifers, BGRW solvers are appropriate for computing solutions of fully coupled flow and transport problems in
soil systems with fine variation of the parameters. The algorithms are implemented as iterative L-schemes which
linearize the Richards equation and describe the transition from unsaturated to saturated regime. The GRW/BGRW
solutions are first-order accurate in time and second-order accurate in space. For saturated regimes, the flow solver
becomes a transient scheme solving steady-state flows in aquifers.

Since the GRW algorithms are explicit schemes which do not need to solve systems of algebraic equations, they
are simpler and, in some cases, faster than finite element/volume schemes. The GRW L-schemes for non-steady
coupled problems for flow and transport in soils, as well as for transport simulations in saturated aquifers, are
indeed much faster than the TPFA codes used as reference in this study. However, the flow solutions for saturated
porous media in large domains (e.g. field or regional scale) require much larger computing time than classical
numerical schemes, due to the large number of iterations needed to achieve the convergence of the transitory
scheme used to compute steady-state solutions (see also a detailed analysis in [1]).

The obvious advantage of the GRW schemes is that they are practically free of numerical diffusion. This is
demonstrated by the results for decoupled transport presented in Table 7. But, as shown by the discussion at the
end of Section 4.2.3, the flow solvers also can be affected by numerical diffusion, which is difficult to isolate
from other errors occurring in coupled flow and transport problems. Such errors are avoided by GRW algorithms,
which prevent the occurrence of the numerical diffusion by using consistent definitions of the jump probabilities
as functions of the coefficients of the flow and transport equations.
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