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Abstract

A poromechanical model of partially saturated deformable porous media is proposed based on a phase
field approach at modeling the behavior of the mixture of liquid water and wet air, which saturates the
pore space, the phase field being the saturation (ratio). While the standard retention curve is expected
still to provide the intrinsic retention properties of the porous skeleton, depending on the porous texture,
an enhanced description of surface tension between the wetting (liquid water) and the non-wetting (wet
air) fluid, occupying the pore space, is stated considering a regularization of the phase field model based
on an additional contribution to the overall free energy depending on the saturation gradient. The aim
is to provide a more refined description of surface tension interactions.

An enhanced constitutive relation for the capillary pressure is established together with a suitable
generalization of Darcy’s law, in which the gradient of the capillary pressure is replaced by the gradient
of the so-called generalized chemical potential, which also accounts for the “force” associated to the local
free energy of the phase field model. A micro-scale heuristic interpretation of the novel constitutive law
of capillary pressure is proposed, in order to compare the envisaged model with that one endowed with
the concept of average interfacial area.

The considered poromechanical model is formulated within the framework of strain gradient theory
in order to account for possible effects, at laboratory scale, of the micro-scale hydro-mechanical couplings
between highly-localized flows (fingering) and localized deformations of the skeleton (fracturing).

Keywords: Phase field, Poromechanics, Strain gradient, Capillarity

Introduction

The constitutive characterization of partially saturated porous media became of interest at the be-
ginning of the last century when scientific research started to face fundamental problems in geotechnics
and petroleum engineering, concerning modeling the response of partially imbibed soils, during imbi-
bition/drainage cycles (see [14] [82]), or modeling the behavior of sedimentary reservoir rocks, when a
multi-phase fluid flows through the porous network. Starting from the analysis of basic static problems,
it became clear that the balance between capillary and driving forces, in particular gravitational forces,
would have been the central subject of modeling efforts. This pushed the research in the direction of
finding out simple relations between the curvature of the wetting/non-wetting fluid interface and the
average content of the wetting fluid, over a suitably defined Representative Volume Element (RVE). The
main ideas of this identification have been clearly sketched by [30, Chapter 6] for a partially saturated
truncated conical pore, specifying the infinitesimal variation of the interfacial energy in terms of the
infinitesimal variation of the volume occupied by the wetting fluid (saturation). This naturally provided
the well-known definition of macro-scale capillary pressure, as the derivative of a macro-scale capillary
energy. In [69], [13], in the summarizing contribution by [6], in [97] etc., different semi-empirical rela-
tions, between macro-scale capillary pressure and saturation have been stated, in order to specify the
retention properties of the porous skeleton. These retention curves typically exhibit hysteresis during
imbibition/drainage cycles, so as to fit with experimental evidence.

At the same time the pioneering papers by Cahn and Hilliard [16], 17, [I8] established the basic
framework within which modeling of multi-phase fluid flow is formulated in terms of space and time
evolution of the mass concentration or, in the general case, of a phase field which can vary continuously
over thin interfacial layers. Beyond the original formulation due to [16] one can refer to [62] and [G6] for
general reviews, as well as to [71], [T1], [I2] or [67]. Surface tension is recovered, in this context, considering
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the integral, through the thickness of the layer, of the concentration gradient (or the gradient of the phase
field). This approach progressively attracted more and more interest, in particular within the framework
of fluid mechanics, because of its advantages for numerical calculations which do not necessitate adaptive
interface fitting grids, see e.g. [62] [66, 52]. Surprisingly however limited contributions attempted at
incorporating these ideas into modeling of unsaturated porous media, one can refer for instance to [79)
and [80] and more recently to [37, [38] [33] and [53].

This paper follows the research path traced by these authors to model partially saturated deformable
porous media, considering the pore network infused with a two-phase fluid. Also the constitutive char-
acterization of the solid will be generalized with respect to the classical poromechanical model, in order
to describe the coupling between highly localized flows and (possibly localized) strains.

For long time the above mentioned constitutive characterization of the macro-scale capillary pressure
in terms of the corresponding hysteretic retention curve has been the only relation used for describing the
hydraulic flow through partially saturated porous media, being also the pivot of the hydro-mechanical
coupling with the constitutive law of the porous skeleton. Due to the coarse simplification provided by
this model, however, it was finally recognized the existence of several problems in which the relation
between capillary pressure and saturation is not sufficient to describe at the same time surface tension,
between the wetting and the non-wetting fluid, and the retention properties of the porous skeleton, due
to its texture. As a matter of fact what is understood by this constitutive law is, as already mentioned,
that no variation of the capillary pressure can be observed if no change of the saturation is induced by
external forces. This is due to the rough upscaling rule, from the micro to the macro-scale, which assumes
the variation of the area of interfaces proportional to the volume occupied by the fluids, see [30]. On
the other hand, as originally pointed out by [75], redistribution of the fluids within a porous medium
can occur also keeping constant the saturation, and instabilities can even arise from fluid interfaces that
are unable to change curvature smoothly with variations in pressure (“Haines jumps”). In other words,
different micro-scale configurations of interfaces between a wetting and a non-wetting phase are possible
for a given saturation.

In more refined macro-scale formulations the specific cumulative measure of interfaces, between the
wetting and the non-wetting phase, say the specific interfacial area, is also introduced to account for the
micro-scale features of the fluids within the RVE, see [59] and the related literature, e.g. [81] [79] [76].
In order to clarify the meaning of this additional macro-scale state parameter, one can think of the
effect of the saturation degree, on the macro-scale capillary pressure, as that which coarsely accounts for
the retention characteristics of the porous skeleton, depending on its texture, and consider on the other
hand the effect of the cumulative measure of interfaces as a suitable corrective term, which allows for
describing different admissible coexistence configurations of the saturating fluids. Within this framework,
several experimental campaigns have been carried out, based on laboratory tests, see e.g. [40, 39, 28],
and also pore network micro-scale numerical simulations have been implemented, see e.g. [64], in order
to characterize the constitutive relation among capillary pressure, saturation and specific interfacial area.

Consider now the behavior of the porous skeleton, it is almost standard in continuum poromechanics
to introduce a constitutive prescription of stress in terms of strain and saturation, both in the case of
elastic and elasto-plastic deformations; one can refer among others to the seminal paper by [I] and the
related literature, see e.g. [78,[2], to the systematic formulation by [70], see also [85] [86], to the approach
based on the generalized Bishop effective stress, see e.g. [61} B0, [15], [65, ©95] etc., or to some recent
contributions within the range of finite deformations of the porous skeleton, see [8] and [93]. Possible
modifications of these constitutive models, in order to account for the effect of the specific interfacial area,
concern the improvement of the retention curve provided within the approach to multi-phase mechanics
proposed by [68] [59], in which velocities of phases and interfaces are employed to describe fluid flow and
skeleton deformation, see also [55] [56] [77]. Within this framework, however, several phenomena, related
to micro-structure remodeling, can not be captured, exactly as several phenomena related to the spatial
distribution of fluids within the pores could not be described only in terms of saturation evolution. The
typical case is that of localized deformations which have been observed in laboratory scale experimental
tests, since the beginning of the 70s, initially using medical scanners for imaging sand bodies, see e.g.
[98] and [46], and later with the aid of RX computerized tomography and Digital Image Correlation, see
e.g. [45] 68, 57] etc. Thanks to the improvements in the resolving power of tomographs as well as to
the progressively increasing skills of scientists in the treatment of experimental data, dry and (partially)
saturated specimens have been imaged under triaxial loading conditions to observe localized deformations
and porosity change, see e.g. [4,[5] and [44].

In order to model the effects at the scale of the specimen of these micro-scale grain displacements,



and in particular to obtain the regularization of localized deformation patterns, the gradient theory of
elasto-plasticity, as well as the gradient approach to damage and fracture mechanics, have been adopted
in the literature. Typical references are [94], [20] and [73], as well as [49] and [9, [I0]. In all these cases
however the hydro-mechanical coupling, if any, still remains restricted to the constitutive prescription of
the effective or net stress, see e.g. [20] and [92].

As already mentioned, in this paper a novel general approach is developed, within the framework of
continuum poromechanics, which aims at merging phase field modeling of multi-phase fluid flow with
unsaturated strain gradient poromechanics. While the standard retention curve is expected still to
provide the intrinsic retention properties of the porous skeleton, depending on the porous texture, an
enhanced description of surface tension between the wetting and the non-wetting fluid, occupying the
pore space, is stated considering a regularized phase field model (in the sense of [I6]). Similarly to the
model which introduces the specific interfacial area as a corrective term of the standard retention curve,
this alternative formulation allows for detecting variations of capillary forces even when no change in
saturation is caused by the external loading. Indeed a similar approach has already been addressed in
the literature, attempting at modeling gravitational fingering and saturation overshooting, through an
undeformable porous skeleton, or viscous fingering through a Hele-Shaw cell, see [33] B8] [36]. However
no account has been taken of the possible coupling with the deformations of the porous skeleton. In
the model which is going to be presented in this paper, on the other hand, the behavior of the solid
skeleton is described by means of a strain gradient model, to predict localized strains and fracture, when
considering irreversible processes. To the best of author’s knowledge, no general model accounting for
both the above mentioned items, say localization in fluid flow and strain, can be retrieved from the
literature, except a preliminary study by the author [87], stemming from previous results on modeling of
porous media saturated by quasi-incompressible fluids, see [42] [88] 89] and [21], 22} 23] 24} 25]. Within
this enhanced framework, the hydro-mechanical coupling is therefore responsible not only for the effects
of average variations of the hydraulic regime within the RVE on the skeleton deformation, and vice-versa,
see among others [78] 3, 05] [19] [83], [84], but it can also account for the effects of capillary fingering on
damaging and fracturing of the skeleton and vice-versa for the effects of strain localization on permeability
variations and heterogeneous/anisotropic fluid flow.

The paper is organized as follows: in section 1 the basics of kinematics of (partially) saturated porous
media are summarized. In section 2 the expression of the virtual working of external forces, relative to a
second gradient multi-phase continuum, is manipulated to obtain the virtual working of internal forces,
which is consistent with the balance of the overall momentum. In section 3 the first and the second
principle of thermodynamics are introduced in order to get the generalized form of the Clausius-Duhem
inequality, prescribing the solid, fluid and thermal dissipations. In section 4, the constitutive laws for
the effective stress and hyper-stress are established, considering the contribution of strain and saturation
gradients to the overall free energy of the porous continuum; the generalized Darcy law is also deduced.
Section 5 is devoted to discuss the properties of the so-called pore-fluid, constitutively characterized in
terms of a suitable double well potential, specifying the two phases of the fluid within the pores. In
section 6 the generalized prescription of the macro-scale capillary pressure is placed, accounting for its
dependence on the saturation gradient. In section 7 the governing equations, say the overall balance law
and the generalized Darcy law, are deduced by means of a variational approach which also provides the
proper boundary conditions. Finally in section 8 some conclusions are stated.

1. Kinematics

A macroscopic description of kinematics is adopted, treating the partially saturated porous medium as
the superposition of a skeleton and a binary mixture of liquid water and wet air. The current placement
of the skeleton particles is provided by the deformation of a reference configuration Dy. The partial
saturation of the pore space is accounted for thinking of the fluid mixture as a non-uniform fluid in the
sense of [16], i.e. a fluid possibly having a spatial variation in one of its intensive scalar properties.

Let xqo : Do X Z — IE be the a-th component of the deformation (placement) of the skeleton particles
with respect to a fixed orthonormal frame in the Euclidean space IE of positions; Dy is the reference
configuration of the solid constituent and Z a time interval. The image of Dy under the deformation
map is the current configuration of the porous medium, say D C IE. Moreover let u, indicate the
displacement of the solid particles, F; = Xa, the deformation gradient, along the i-th direction of an
orthonormal frame in the reference configuration of the solid, and E;; := (FaiFa; — di;) /2 the associated
strain tensor, d;; being the Kronecker delta. From now on Greek indices label the components of any n-th



order tensor with respect to a frame in the Euclidean space, whilst Latin indices label the components of
any n-th order tensor with respect to a frame into the reference configuration of the skeleton Dy. Finally
let v$ be the a-th component of the velocity of the skeleton particles. As usual within the framework
of poromechanics, the notions of Eulerian porosity n and Lagrangian porosity ¢ are introduced, as the
current pore volume density per unit volume of the porous continuum, and the current pore volume
density per unit reference volume, respectively. Clearly ¢ = Jn; J being the determinant of F'.

Concerning the non-uniform fluid the intensive scalar property, used from now on to characterize the
biphasic characteristic of the fluid, is not the mass concentration but the volume density of the liquid
phase with respect to the volume of the pores, say the degree of saturation. The liquid phase of the
mixture (water) is assumed incompressible and the gaseous phase (wet air) is assumed to be passive
(that is, have infinite mobility) so that its density can be neglected with respect to that of the liquid,
pL; the apparent density of the fluid mixture, say the mass density of the non-uniform fluid per unit
volume of the porous medium, is therefore definitely prescribed in terms of the volumetric liquid content
6. If S, indicates the saturation degree (saturation ratio), measuring the current volume occupied by
the liquid per unit volume of the pores, the liquid content is § = n S, and the fluid apparent density
is (npy) = pr(nSy) = pr 0. The saturation degree ranges within the interval [0, 1], where S, = 0 and
S, = 1 indicate the gaseous and the liquid phase, respectively. The kinematics of the non-uniform fluid
is specified as in [89]; the reference placement of the non-uniform fluid particles is therefore prescribed
by means of a regular map g : Dy x Z — D({ defined on the reference configuration of the skeleton. It
identifies the fluid material particle within a reference domain Dg , which occupies, at time ¢, the same
current place as the solid particle, chosen in Dy. Accordingly the fluid velocity coincides with the time
derivative of x/(-,t) := x(-,t) o g(-,)~!, which means for every reference particle X € Dy and every
current place z = x (X, t):

vl(z,t) = v3(X,t) — Foi(X,t) (GX,6)71),, O9x : (1)
ot (X.)
where G, := gi,;; the Einstein summation for repeated indices is understood in equation . Similarly
to the deformation gradient of the solid skeleton also the gradient of x/(-,¢) can be defined in terms of
the gradient of x and g as F/ = FG~1.

Both the saturation degree and the liquid content are naturally defined on the current configuration
of the porous medium, however the corresponding pull-back in the reference configuration of the skeleton
can easily be defined by means of the inverse of the deformation map x(-,¢). The mass conservation of
the fluid mixture can be stated, following [29], in the form

% + M =0, with my=¢pr and M = ¢py (F_l)]m (vl —v2), (2)
where my is the Lagrangian fluid mass content and Mj, is the Lagrangian filtration vector; the time
derivative is computed keeping fixed the reference placement of the solid particle. According with previous
remarks, the incompressibility of the liquid, say pr = const, implies equation to reduce to:

d

- (J0) = [JG (G

dgp
N
In equations —, for the sake of simplicity, no explicit dependence of the considered fields on the
current position or the corresponding placement in the skeleton configuration has been specified. It is
worth to underline that even if the liquid is incompressible the non-uniform fluid is not, consequently no
restriction on the fluid velocity is placed.

2. External & strain working: from a mixture model towards a Biot-like model

Here an approach much similar to that developed by [88] is adopted, in order to deduce the strain
working relative to a porous medium within the framework of gradient continuum mechanics. Starting
from the standard formulation of the mechanics of superimposed continua, and using the almost classical
formulation of gradient theories introduced by [96], [74] and [51], the external working of the solid-fluid
mixture is defined as a continuous linear functional of the velocity fields v and v/:

Wext(vs’vf):Z{/Dbgvg—f—/m)(tgvgé—i—Tgvg’ﬁmg)—&—/gfgvg}, c=A{s, f} (4)

C



where JD is the boundary of the current configuration of the porous continuum, assumed differentiable
almost everywhere, and & is the union of the edges of 0D, on which the normal m to the boundary suffers
a jump. Equation implies that not only bulk forces b¢, and surface tractions t¢,, but also double forces
7& and tractions per unit line f$ on both constituents ¢ = {s, f}, are expected to be be balanced by
proper internal tractions. This balance can be achieved considering the extended Cauchy theorem, see
[51), [43], which for the c-constituent reads

(Zg‘ﬁ B Hg‘ﬁ')'v’y) mﬁ - (QBﬂHgéﬂ’Ym'Y)7B = tg? Oon aD?
g g, myms =175 on 0D, (5)
[QBsllG 5, mype] =[S on &.

255 and IIT 3+ are tensorial quantities defined over the current configuration, which represent the stress
and the so-called hyper-stress, acting on the solid and the fluid. Let &g, B = 1,2 indicate the local
parametrization of the boundary 0D, the tensor field Qpg := dZp/0xs is the projection tensor onto the
tangent space of 9D, while the partial derivatives with respect to &p-coordinates indicate the surface-
gradient; up are the components in the surface coordinate system of the Darboux tangent-normal vector
to each edge of dD. Finally [-] = ()" — (-)~ indicates the jump through the edge. Equations imply
that surface tractions depends on the curvature of 9D, say the surface gradient of the normal unit vector
m, and, in the limit when this curvature tends to infinity, say over the edges £ of 0D, that a line density
of forces must arise. Thinking of the pure solid, double forces generalize the concept of skew-symmetric
couples, which is typical of Cosserat or couple-stress theories, bearing into account not only surface
density of moment but also surface density of symmetric couples. The former, working on a combination
of differential shearing, bending and torsion, the latter, on differential elongation. On the other hand,
thinking of non-viscous but non-uniform fluids, characterized by internal capillarity, say Cahn-Hilliard
fluids, double forces are associated only to symmetric couples working on differential liquid content or,
within our framework, saturation ratio, which allows to describe surface tension effects, see e.g. [90] [91].
In this case, which is the one considered in this paper, the hyper-stress tensor relative to the fluid reduces
to Hiﬁ'y = 5(15 ’/T,];.

In order to deduce a Biot-like poromechanical model the overall balance of momentum must hold true
and the corresponding strain working must be characterized in terms of strains and stresses defined over
the reference configuration of the skeleton. Using equations 2 and 3 together with the orthogonal
decomposition of the velocity gradients, given by v§, 5 = (Qpgvg, p + v5 ,mymg), the external working
reduces to the following form:

west (vt 0f) =3 { vt [ 155 =) mavt + Mgyt o }
: (6)
2> {/p [bgyg + (Zas ~TMapya) o va + Pasvos + Hiﬁvvg,m} } '

Let Xop 1= X35 + Eiﬂ and Iagy =115 5 + Héﬂw be the («, 5)-th and the («a, §,7)-th components of
the overall stress and hyper-stress tensor, respectively, let moreover b, = b, + bé be the a-th component
of the overall bulk force per unit volume; in order for the overall porous medium to be balanced the

following equation must hold true
(zaﬁ - HQB’%’Y),@ +ba =0, (7)

for every place x € D. A consistent definition of the strain working of the porous skeleton can deduced
from equation @:

Wext = A {b{iwa + (Eiﬁwa) 5 — HiB%’Yﬁ Wq + H£57 We, By + Eaﬁva,ﬁ + Haﬂ'yva,ﬁ’y = Win; (8)

where, from now on, the following positions are assumed: v, := v and w, = v} — v3.
Following [43] the generalized Piola-Kirchhoff overall stress tensors S;; and Pj;; are defined as the
pull-back in the reference configuration of the porous skeleton of the current stress and hyper-stress



tensors:

Yo = JV[SijFaiFs; + Piji (FajFaik + FainFsj)],

(9)
Haﬁv =J! Pijk FajFﬁiF'yk~

Accordingly the strain working is re-written as

Win — A {Jbéwa + J |:(Z<};5 - H‘éﬁ%ﬁ’) wa} 5 + J (Hiﬂvwa75> " + SUE” —+ PijkEij,k} 5 (10)
o s

where () indicates the time derivative, keeping the placement of the solid particles fixed in the reference
configuration. As already mentioned the fluid is a non-uniform Cahn-Hilliard fluid, consequently the

fluid hyper-stress and its pull-back in the reference configuration of the skeleton reduce to vectors: 7r£; =

(ITf,,.) /3 and ~ = (PiJ;kFajFM) /3; which implies 74 = J=! Fg, v, with an obvious definition of the
third order tensor PZ-J; x- On the other hand the fluid stress is split into a spherical and a deviatoric part,

say Eéﬂ = —pf daB + E/O{B, where this last does not a-priori vanish.
Consider the first three terms of equation , the following chains of equalities hold true:

M,
Tblwa = Jbf, Foi (F71), yws = (JFar bf) m—’;

J [(Ziﬁ - vaﬁ%v) wa},,@ T {J <F_1)k5 {(pf + ] ) dup — 2/0{5} Faq%;} k

M, B ) M (11)
= — f TR 1 f Hq
[(Jp +7.) my J(F )kﬁ Biptaq mf} B

%(ﬂ”z) 7
J mf 1

f _ -1 _
I (W was) = [10F ) W] =
’ k

)

once considered that for every vector field u one has Ju, o = [J (F’l)m

ua] . Identities imply the
strain working to be rewritten in terms of the pull-back of stresses in the reference configuration Dy

as:
. M, M, '
Wwin — / bl —E (pr') + (J (F71) 5 205 Fog q) + Sij Eij
Do my my k my k

+ PijrEijk
&

(12)

where bgf := JF,bf is the k-th component of the pull-back of the bulk forces acting on the fluid, in the
reference configuration of the skeleton.

3. Thermodynamics

Thermodynamics of porous media has been summarized by [29, [30] for two or more monophasic
superimposed interacting continua, say the solid skeleton and the fluids saturating the porous space. In
that case, the specific internal energies of the fluids, which fill the pores, are separately defined, whether
they are in the liquid or in the gaseous phase; whilst the energy due to interfacial interactions between the
fluids and among the solid and the fluids are incorporated into the macroscopic energy of the skeleton.
This contribution to the energy accounts for the micro-scale adhesion properties among the constituents,
coherently with the Young-Dupré equation, which at the micro-scale states the equilibrium of the triple
line keeping in contact the solid wall (of the pore), with the wetting and the non-wetting phase, see
e.g. [4I]. Considering a geometrically simple configuration of the porous space and a rough upscaling
rule, as that already mentioned in the Introduction, which assumes the variation of the area of interfaces
proportional to the volume occupied by the phases, a macroscopic interfacial energy, per unit volume,
can be explicitly separated from the energy of the skeleton and regarded as a function of the saturation
ratio S, only, see [3I]. Afterwards the micro-scale surface tension can be related to the derivative of
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Figure 1: The liquid and the gaseous phase coexist at equilibrium as they are isopotential minima of the
fluid free energy

this energy, with respect to S, which is interpreted a-posteriori as the so-called macro-scale capillary
pressure, see e.g. [0, 97] and [29]. The macro-scale capillary pressure, defined in this way, accounts at
the same time for two distinct features, say the effect of surface tension between the liquid and the gas,
stored within any possible reservoir, and the effect of the retention characteristics of the porous material.

Several criticisms have been moved to this definition of the macroscopic capillary pressure; in particular
Gray and Hassanizadeh [54], 58] [59] demonstrated that the spatial distribution of interfaces within a multi-
phase system is fundamental in order to characterize the intrinsic state of the system.

Here a novel approach is adopted in order to incorporate, into the macroscopic constitutive prescrip-
tion, the role of the interface between the two fluids stored in the pores, describing the fluid mixture
as a non-uniform diphasic fluid in the spirit of [I6]. A phase-field model with possible diffuse interface
is considered, which is analogous to that one of (more than) two immiscible components incompressible
flows, see [T1], [I1], or [66] for a general review. As already noticed in §[I]and following [37, 36] the phase
field here is the degree of saturation .S,..

The internal energy of the fluid is given by

Er=mnpges (1 ps,sp) +rp (for)s fop = 0ap (npg) o, (npy) 4, (13)

where the term prey is a double-well potential depending on the specific density p; and parametrized by
the specific entropy sy. The non-local energy x ( fo f) penalizes the formation of interfaces and provides
a regularization of the non-convex energy contribution. As usual the state equation of the fluid defines
a relation between conjugate variables; in particular the so-called fluid thermodynamic pressure P, and
the fluid chemical potential ;+ can be defined in terms of the the density py:

P=— ey , M 9lpser) . (14)
a(l/pf) s p=const apf T'=const

T in equation is the absolute temperature, which is conjugate to the specific entropy by T' = dey/0sy.
The double-well volumetric energy resembles that of Van der Waals’ model and allows for describing
coexistence of the immiscible phases, even if no mass exchange is considered. No information on the
domains occupied by the phases in the current configuration is supplied by the model if this contribution
to the fluid energy is the only non-vanishing one. According to Maxwell’s rule, an affine term, with
respect to py, can be added to the Van der Waals-like energy to make arise two isopotential phases,
characterized by the same (vanishing) value of the chemical potential u, see Figure and [30]. The
non-local contribution allows for governing the coarsening of the domains occupied by the fluid phases
and pattern formation. Indeed it provides just a correction of the bulk energy, when considering the
so-called flat interface limit, see [16], whilst it constitutes the main part of the energy of the non-uniform
fluid, when describing phenomena in which a clear scale separation can not be assumed, as in topological

transitions in multi-phase fluids [7I] or gravity driven fingering through porous media [33].
Because of the constitutive law , the following prescriptions on the fluid stress and hyper-stress



hold true

Oe 1 Ok
f_ _ _Yver _ - f
[ a1/pp) T wl ) of,, ors
T =-2 nps (npy) .,
s = 9 258 ooy (npy) = = (npy) . (npy) . 6 Oer |
of afy, ) a\PPI) g = L g NPT A NPT 5 Cal )

(15)
I being the identity tensor and tr/ = n the dimension of the Euclidean space IE. The thermodynamic
pressure P and the chemical potential u given in are just a part of these constitutive prescriptions.
¥’ represents the deviatoric stress acting on the fluid, which is non-vanishing because of the gradient
contribution to energy.

As already noticed incompressibility of the liquid phase means that the variations of the density py
are univocally determined by the variations of the degree of saturation, so that equation can be
rephrased in terms of the saturation ratio S,, see e.g. [35]. In particular the double well shape of the
energy potential can be prescribed assuming the fluid energy per unit volume of the porous medium to
be a kind of Duffing potential

Wy i=pres = C IS (1-5,)°, (16)
whilst the non-local term is typically assumed quadratic in the gradient of n.S,.:
C
Kf (f/)f) = f (”ST'),a(nST')ﬁ dap- (17)

Here v, is the surface tension between the non-wetting and the wetting phase, whilst R is the charac-
teristic size of the channel through which the fluid can pass, see e.g. [11]. In Figure the energy per unit
volume and the corresponding chemical potential are plotted. The energy of the non-uniform fluid could
also be prescribed in terms of a different phase field as for instance the mass concentration of the liquid
without its double well feature being modified. With an abuse of notation from now on g will indicate
the derivative of W with respect to S, rather than to py, as indicated in equation .

As saturation can not overwhelm the limit S, = 1, a suitable constraint should be stated when
formulating the minimization of the fluid energy potential ¥; with respect to S,, say S, < 1 which
corresponds to S, — 1 = —a?, with o > 0 a slack variable used to transform the inequality constraint
into equality. This yields the introduction of a Lagrangian multiplier, in the functional to be made
stationary, representing the reactive chemical potential, u", which allows to account for the transition
from partially-saturated to fully-saturated conditions. In partially-saturated states S, < 1 implies o # 0
and consequently p" = 0; on the other hand when saturation is attained « vanishes and the reactive
chemical potential plays the role of the liquid pressure in standard saturated poromechanics. Looking at
equation it is worth to notice that in the case of saturation the non-local contribution to energy still
does not vanish, but reduces to a function of the porosity gradient.

The effect of confinement of the air-water mixture into the porous space, say the retention character-
istics of the porous material, will be accounted for by an additional energy £;¢. Within the considered
framework, no a-priori constitutive characterization is assumed on this functional, but suitable restric-
tions on it are deduced from the first and the second principle of thermodynamics, summarized in the
generalized form of the Clausius-Duhem (dissipation) inequality.

In the following paragraphs the explicit form of the dissipation relative to the partially saturated
porous medium is stated, taking in due account the expression of the strain working given by equation
. The corresponding restrictions on the constitutive law of the porous skeleton and the local diffusion
fluid mass flux M, are deduced.

3.1. The first principle of thermodynamics

Modifying the form of the energy equation, stated by [29, equation (3.14)] for a standard porous
continuum, so as to separate the interaction energy between the solid and the non-uniform fluid implies
the first principle of thermodynamics to read as

d, 1 df 1 o

where d./dt indicates the time derivative following the motion of the particle ¢ = {s, f}. In a similar
way to the fluid, the energy of the solid is defined in terms of the corresponding intrinsic energy as



& = (1 —n)pses. Moreover the rate of change of the coupling energy & is associated partly to the
motion of the solid grains, partly to the motion of the molecules of the fluid, say the liquid and the gas.
Q@ accounts for the rate of heat externally supplied and can be prescribed in terms of a surface rate of
heat due to conduction,

@ = 7/ GaMa = */ qlm? = */ Giis  9i = J (Fﬁl)ia o, (19)
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finally W is the strain working, given by equation . The pull-back of the energy balance into
the reference configuration of the skeleton yields

/ {if*[; (5f+ &f> Mk+qk]7k}win (20)

where E := J (€5 + £ + E¢) is the overall Lagrangian density of internal energy; d/dt indicates the time
derivative following the motion of the solid particle fixed in the reference configuration of the skeleton.
Equations and imply the following Lagrangian local energy equation to hold true:
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3.2. The second principle of thermodynamics & the Causius-Duhem inequality

In the same way as the first principle, the second principle of thermodynamics (entropy balance) for
the porous continuum is stated in the form:
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where s, stands for the specific entropy of the c-th constituent and ¢, again indicates the surface rate
of heat due to conduction. The pull-back of the entropy balance in the reference configuration of the

skeleton reads therefore: s
qk
/ [dt (sfMH T) k] >0, (23)

S = J (ps(1 —n)ss + psnsy) being the overall Lagrangian entropy. Using the Legendre transform ¥ =
E — T'S; the local form of equation can be written as:
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which using equation delivers the Clausius-Duhem inequality for a porous material within the frame-
work of gradient poromechanics, see [88] for similar results:
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3.3. Dissipation

A characterization of the dissipation relative to the solid and the non-uniform fluid is obtained, starting
from the Clausius-Duhem inequality , separating, within the overall free energy ¥ and the overall
entropy S, the contributions of the bulk fluid, say msi; and myssy, from the residual terms relative to
the energy and the entropy of the bulk skeleton and the interfaces, say ¥y and Sj:

U, =V —msys(py,T), Ss=S—mysy. (26)



Remind that ¢y = ey — T ss is the Legendre transformation of ey, such that 0¢;/0T = —sy. This
approach stems from [7], who defined the wetted solid as a system composed of the solid skeleton and
a thin layer of fluid attached to the internal walls of the pore. The aim is proving that W, is a state
function which prescribes the constitutive behavior of the skeleton in thermo-poroelasticity, say in the
case when just reversible processes are involved by the deformation of the porous continuum. In this
case the residual part of the dissipation will depend just on the Lagrangian filtration vector M} and the
gradient of the absolute temperature.

The fluid mass conservation together with the constitutive law relative to the fluid stress and
hyper-stress , allow to rephrase the Clausius-Duhem inequality in the following form:
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The coefficients of do/dt, dS,/dt, d($S,) , /dt and M), reported in equatlon are explicitly deduced
from equation (25)) in Appendlx Follovvlng [29] the dissipation (27) can be spht into three terms, one
related to the solid skeleton, one to the non-uniform fluid and the 1ast one referred to thermal effects.
These three contributions are separately assumed non-negative:
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As previously remarked, equation states that within thermo-poroelasticity the Helmholtz free energy
of the skeleton is a state function:

U, = ‘/I; (EZ]7E’LJ k>¢7 Sra(¢ST),k7T)ﬂ (31)

which depends not only on the strain of the skeleton, the Lagrangian porosity and the degree of saturation,
as in standard unsaturated poromechanics, but also on the gradient of strain, E;;, and the gradient
of Lagrangian water content, (¢S,) . It is worth to notice that equation could be also formulated
considering a free energy function depending on the gradient of strain, Fj;;, and the gradient of water
content, (nSy) x, in addition to the dependence on (E;j, ¢, Sy), so modifying the definition of conjugate
variables.

As the fluid dissipation does not vanish except at equilibrium, the filtration force must be related
to the filtration vector itself, in a way to fulfill the dissipation inequality during evolution. Finally
equation recalls the well-known result that heat flows through materials along the direction of the
negative gradient of temperature (from higher to lower).

Now, assuming isothermal conditions, the poro-elastic constitutive equations of the solid skeleton
and the generalized Darcy law relative to the fluid are deduced and compared with those ones typically
adopted in modeling the behavior of partially saturated porous media.

4. Poroelastic constitutive relations

According with equation and its corollary remarks, the poroelastic constitutive relations of the
solid skeleton must fulfill the following restriction:
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if no frozen contribution to the free energy has been taken into account, see e.g. [27] and [32]. Within
this framework one gets the constitutive relations for the overall stresses S;; and F;jy,
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o (1 Vi J i oV,
2= g = 34
S, %) 85, (34)

and the constitutive constraints to be satisfied by the skeleton free energy once the thermodynamic
pressure P and the fluid hyper-stress v; have been assigned according with equation , say
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When the gradient contribution to the fluid energy vanishes, equation reduces to the prescription
of the macro-scale capillary pressure, postulated in classical unsaturated poromechanics, see [29], say

¢P, = =0V, /DS, if one assumes
1 1
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As a consequence equations and 1 can be rephrased as the generalized constitutive characteriza-
tions of the macro-scale capillary pressure P, and the fluid thermodynamic pressure P, which account for
the spatial distribution of interfaces, within the porous network, considering the additional contribution
of the fluid hyper-stress:
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Equation is standard, within the framework of gradient theories of continuum mechanics; on the
other hand equations deserve a deeper discussion in order to understand in which sense they can be
considered an enhanced constitutive prescription of the macro-scale capillary pressure and the thermody-
namic pressure of the fluid. Developing a micro-scale analysis this model will be compared, in § [f] with
the micro-structured one which accounts for the dependence of the capillary pressure on the so-called
interfacial area between the non-wetting and the wetting phase, see e.g. [58, 59| [64] [81].

4.1. Generalized effective stresses

Some additional remarks can be deduced from the thermodynamical restrictions stated by equation
(28) if the solid grains, which constitute the matrix of the porous medium, undergo negligible volume
change. In this case the Lagrangian porosity is definitely prescribed in terms of volume changes of the
porous elementary volume, say: J = 14 ¢ — ¢g, ¢o being the reference value of porosity, see e.g. [29]
Chapter 3]. The solid dissipation can therefore be rewritten and the generalization of Bishop’s effective
stress naturally arises, within the framework of the considered gradient model. Assuming small strains,
but allowing the porous skeleton to suffer strain gradients of order O(1), with respect to the considered
small perturbation parameter, the simplified expression of ®4 reads as follows:

Yk d(nSr),k
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Here S’» and P/ ko are the generalized Bishop stress and hyper-stress defined by

nS,
Sij = Sij + (P = S:Pe) dij + (2Eij,k — 03 ( ¢S)’k> , ik = Pijk — T0ij. (39)

As a consequence the corresponding free energy of the solid skeleton can be regarded as a state function
of strain, strain gradient, saturation degree and gradient of liquid content, only. The general form of
equations , when no restriction to small strains is assumed, is reported in Appendix
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If one aims at investigating non-reversible processes affecting the behavior of the solid skeleton, dif-
ferent dissipative mechanisms should be analyzed, which could concern interactions among the grains of
the solid skeleton, or between the grains and the fluid. In the first case inelastic constitutive relations for
the solid stress and (eventually) hyper-stress should be introduced, in the second one hysteresis during
wetting-drying cycles should modify the prescriptions of the retention properties, see e.g. [60]. It is not
the goal of this paper to address modeling inelastic processes, however this can be done specifying the
way in which dissipation depends on a suitable set of internal variables.

4.2. Generalized Darcy law

As usual in poromechanics the dissipation inequality relative to the fluid can be satisfied requiring
®; to be a quadratic function of My, which means: ®; = (A, M;My) /p3. This implies the coefficient of
My, in equation to be constitutively constrained to

Y 1 1 Y Jy
— (e, + 1L
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which reads as a generalization of classical Darcy’s law. Ay is the inverse of permeability, its dimension
is therefore [A] = L™3 M T—!. According to equations and equation can be reformulated
as follows
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where S,.pre; is the specific free energy of the fluid per unit volume of the pores and therefore coincides
with the double-well energy potential Wy, possibly describing coexistence of the liquid and the gaseous
phases, see equation . For the sake of simplicity, the capillary energy U has been introduced, following
[31], so that 0¥,/9S, = ¢ dU/IS.,.

According with classical arguments proposed within the framework of diffuse interface models in fluid
mechanics, see e.g. [62,[63]12], the first two terms in equation correspond to the so-called generalized
chemical potential of the non-uniform fluid defined as

o ov,
_ _ 42
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the whole quantity p+ 0U/JS,. can therefore be interpreted as the generalized chemical potential of the
pore-fluid, say of the non-uniform fluid within the pore network. This last accounts, on one hand, for
surface tension effects which are typical of a diphasic fluid on the other one for the retention properties
of the skeleton, due to its texture, by means of OU/dS,..

Apparently the role of the capillary energy U is that of modifying the double-well potential ¥, which
prescribes the free energy of the fluid, in order to account for the presence of a confining surface densely
distributed within the porous continuum. The new free energy (¥ + U), which can be called effective
energy of the pore-fluid, has not the same minima as ¥y, as they are shifted inward the interval (0,1)
from below or from above whether the solid skeleton is gas or liquid wet, see e.g. [79, 80]. In § the
effects of combining these two energy contributions are discussed, considering the retention properties of
different soils. A similar behavior has been discussed by [36], modeling two-phase flow in a Hele-Shaw
cell, introducing a suitable symmetry-breaking function.

5. Constitutive characterization of the pore-fluid

Providing a constitutive characterization of the pore-fluid, say of the fluid within the pore network, is
generally achieved, in unsaturated poromechanics, assuming a proper prescription of the retention curve,
which means prescribing the capillary pressure P., or the capillary energy U, as a function of S,. As
already noticed in § [3] however, the air-water mixture, which saturates the pore space, is regarded here as
a non-uniform fluid, the corresponding saturation ratio being used to characterize the state of the fluid at
any current placement. No distinction is therefore made explicit between the pressure of the liquid and
the pressure of the gaseous phase, as well as between the corresponding chemical potentials. Moreover
no algebraic relation between the saturation degree and the capillary pressure or the chemical potential
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of the fluid can a-priori be stated, without solving, at least at equilibrium, the following generalized
Richards equation:

d(6S,) ov; (v, Uy Y _
o Kot k(Sy) (asr 265, 7l+asr oS, =0. (43)

)

Here the permeability of the porous medium has been assumed isotropic: (A™1)x = Keat k(Sr)0mis Ksat
being the so-called saturated permeability and k(S,) the relative permeability of the wetting phase, see
e.g. [29, B0]. As usual in unsaturated poromechanics equation which provides the distribution in
space and time of the saturation degree is deduced merging the mass conservation law and the Darcy
law, which in this case takes the form given by equation .

At stationary conditions, say when 9(¢S,.)/0t = 0, equation reduces to a fourth order partial
differential equation in the space variable, which is definitely similar to the one prescribing the mass
density distribution of a Cahn-Hilliard fluid at equilibrium. However a fundamental additional term is
here accounted for, say the derivative of U with respect to S,., which allows for describing the confining
effect on the non-uniform fluid, due to the presence of the porous skeleton. Equation looks also
similar to that one stated in [37, equation (2)] and [33] equation (13)], who adopted a phase field model
for describing gravity fingers and saturation overshoot, during water infiltration through a non-deformable
soil. In this case the difference resides in the account for the chemical potential p = 0W;/0S, in (43)),
allowing for possible coexistence between the phases of the non-uniform fluid. Moreover equation s
here definitely coupled with the balance equation of the overall continuum.

Following the same procedure which induced the definition of the generalized chemical potential
when simulating multi-phase flows, see e.g. [12], equation can be rephrased in terms of the functional
derivative of the free energy of the pore-fluid

FIS,] = /D (U 1(S0) + U(S,) + fg (1S0) 1(nSr) 1 3] (44)

with respect to S,., as follows:
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where the generalized effective chemical potential of the pore-fluid p°f has been introduced. The energy
of the skeleton depends on the gradient of the liquid content, so that the gradient contribution to the
constitutive law of the non-uniform fluid is not modified, with respect to equation . For the sake of
completeness the effective chemical potential of the pore-fluid, accounting only for the derivative of the
effective energy W + U is defined as p® := 0(¥; + U)/8S, = u+ 0U/DS,. As already noticed p° is
different from 11, because of the term involving the derivative of the capillary energy U, but it also differs
from the flow potential ® introduced by [33] equation (12)], because of the term involving the derivative
of the fluid energy Wy.

The role of ¥ and U in the characterization of the spatial distribution of S,, 1, P, and et deserves
a deeper analysis in order to underline the main differences between the proposed modified Richards
equation and that one stated by [33] for describing gravity fingering in soils. In Figure [2] the
chemical potential of the pure fluid prescribed, according with equation , as

(9\I/f Tnw 2
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and the derivative of the capillary energy, given by a van Genuchten-like curve
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are depicted (gray dotted and gray dashed lines, respectively), considering different soil textures and
therefore different choices for the relative partition of sand, clay and silt in the soil. The profile of the
negative effective chemical potential of the pore-fluid % with respect to S, is also drawn in each panel of
Figure |2 (solid lines). Both the chemical potential and the derivative of th capillary energy are expressed
in head units, via the two fields hy and hy, adopting the classical [69] scaling, which prescribes the
characteristic length R in terms of the intrinsic permeability s (of the soil): R = /3/¢y. The different
values of the parameters Sk « and n (m = 1 — 1/n), which characterize the retention curve for
the considered soil textures, are listed in the panels. It is worth to underline that the negative effective

(g) Sandy clay Loam (h) Clay loam

72 0 afem-") xim?) ¢y

(i) Silty clay loam (j) Silty clay (k) Clay

Figure 2: Heads relative to the chemical potential p of the pure fluid (dotted gray line), the derivative
of the capillary energy (dashed gray line) and the negative effective chemical potential ;°f (solid black
line). The values of the parameters which characterize the retention curve are listed in each panel,
together with the intrinsic permeability s and the referential porosity ¢g, relative to the portion of sand,
clay and silt which constitute the soil. The red spots in panels (a), (b), (c), (g) and (i) highlight the real
zeros of p+ 0U/9S,, different from S, = 1, which corresponds to the highest relative minimum and the
saddle point of the effective free energy W, + U.

chemical potential exhibits, for all the considered textures, a non-monotonic behavior and in panels (a),
(b), (¢), (g) and () two additional zeros (the spots) with respect to that at S, = 1, which can always
be found. This feature corresponds to the fact that the effective pore-fluid energy ¥ 4 U maintains the
double-well shape typical of ¥, see panels (a), (b), (c), (), (i) of Figure[3] The two minima of ¥;+U are
however no more isopotential and the one associated to the smallest value of S, has been shifted inwards
the interval (0,1). As already noticed the correction provided by U to ¥ allows therefore to account for
the wetting properties of the grains, which do not permit the whole fluid to escape from the pore space
even when a vanishing chemical potential is assumed. In all the other cases the non-monotonic behavior
of 11°f does not correspond to additional stationary states of the pore-fluid as the energy ¥ ¢ +U exhibits
only one minimum.

This non-monotonic behavior of the effective chemical potential resembles that one postulated by [47]
in order to explain the formation of gravity fingers in soils. However it is worth to underline, following
[34], that the appropriate form of the potential —9U/dS,. is captured solving an inverse problem which
stems from experimental evidence. As a consequence, the effective generalized chemical potential p°ff
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(i) Silty clay loam (j) Silty clay (k) Clay

Figure 3: Energy of the pure fluid ¥ ; (dotted gray line), capillary energy U (dashed gray line) and effective
pore-fluid energy (solid black line). The values of the parameters which characterize the capillary energy
are those of the retention curve and are listed in each panel, together with the intrinsic permeability
» and the referential porosity ¢g, relative to the portion of sand, clay and silt which constitute the soil.
The red spots indicate the minima of the pore-fluid energy ¥, + U which maintains a double-well shape
in panels (a), (b), (¢), (g) and (i).

can indeed be hydrostatic at equilibrium, and therefore consistent with gravitational loading, even if the
effective chemical potential ;° is not.

6. Micro-scale interpretation of the enhanced constitutive prescription of capillary pressure

In order to compare the enhanced model of capillary pressure with the classical one, see e.g.
[29, [30], the dependence of the free energy ¥, on the saturation degree S, is concentrated, as already done
in § 4.2 and §[5] in the capillary energy U multiplied by the Lagrangian porosity, say ¢U(S,). Equation
(37)1 therefore explicitly improves the basic constitutive prescription of the macro-scale capillary pressure
by a correction depending on the gradient of the Jacobian determinant J and the gradient of the water
content n.S,., once the quadratic form for the non-local contribution to the energy of the fluid has
been assumed:

J

__9U G« (FY), o (FY 0 [(@50).m — (8Sr) ;1 J k. (48)

¢ aS, J?
When the hyper-stress acting on the non-uniform fluid vanishes, this correction vanishes as well; in other
words the larger the gradient of the liquid content is, the wider the discrepancy between the standard
and the enhanced constitutive prescriptions of P. will be. The enhanced constitutive prescription is
expected therefore to yield significant modifications of the capillary pressure, in the narrow subdomains of
the current shape of the porous medium where significant gradients of the liquid content can be detected.
This justifies the claim of an interpretation of this contribution in terms of the so-called specific interfacial
area.
According to the experimental data, reported among others by [40] 39] and [28], and the pore-network
numerical simulation of quasi-static drainage and imbibition of a porous medium, see e.g. [64], local
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variations of the macroscopic capillary pressure are typically accompanied not only by changes in the
saturation degree but also by changes in the interfacial area a,,,, which accounts for the local cumulative
measure of the interfaces between the non-wetting and the wetting phase, per unit volume of the RVE.
Apparently changes in the interfacial area may or may not result into an incoming or an outcoming flow
through the RVE, however, in the spirit of providing an interpretation of the considered macro-scale
model of the capillary force, in terms of possible effects of the interfacial area, only the variations of .,
which are associated to a flow through the boundary of the RVE are considered, whilst no account is
taken of those variations which yield a pure remodeling of the internal structure of the RVE. In other
words a relation between the interfacial area and the gradient of the saturation degree is expected to be
identified, only if the liquid particles are displaced towards the boundary of the RVE.

To verify the validity of this hypothesis a heuristic micro-scale analysis is developed deforming a
prototype initial configuration B° of a RVE by a quasi-static loading path driven by the Lagrangian
gradient of the macro-scale Jacobian determinant J; the liquid is squeezed out of the porous chamber
along the same direction of the gradient of J. The saturation degree S, is assumed to be not affected
by the considered micro-scale deformation, which means that the ratio between the volume of liquid and
the volume of the pores within the RVE does not vary during the considered deformation process. This
assumption allows to capture the correction to the constitutive prescription of P, provided by the gradient
term of the fluid energy only. In Figure [4] possible initial configurations of the RVE, parametrized by the
degree of saturation are depicted; the dashed lines delimitate the boundary of the reference shapes.

X1

(a) S» = 0.441132 (b) S, = 0.667298 (c) S, = 0.834704

Figure 4: Referential RVEs parametrized by the saturation degree; the dashed line indicates the boundary
of the RVE. The distance between the beads, made dimensionless with respect to the characteristic size
of the RVE, is L = 0.25, whilst their radius is R = (1 — L)/2. (X1, X2) indicates coordinate system in
the reference configuration.

Each RVE corresponds to the deformed current configuration B of an initial domain B° constituted
by four identical beads among which a suitable amount of liquid water (the wetting phase) is trapped by
capillary forces. The amount of liquid (in volume) is prescribed by the value of the degree of saturation; on
the other hand its spatial distribution is a function of the local wetting properties of the beads. Here, for
the sake of simplicity, the equilibrium value of Young’s contact angle is kept constant during deformation
and circular interfaces between the non-wetting and the wetting fluid are assumed at each loading step.
Tuning the parameterizing value of S,. is expected to provide a-posteriori the relation between the specific
interfacial area and the saturation degree, and consequently to compare the results of the model with
the benchmark experimental data, relative to drainage-imbibition cycles. Let x™ and g™ = (Xﬁq)_l ox™
be the micro-scale placement of the solid and the pull-back, in the solid reference configuration, of the
inverse of the micro-scale placement of the liquid Xlig respectively; they are diffeomorphisms over the
above mentioned reference configuration, similarly to the corresponding macro-scale maps introduced
in § In particular x™, which is naturally defined over the reference configuration of the solid DY, is
extended over the pore space network. On the other hand the domain of g™ is the subset ’D?z-q7 of the
reference configuration, mapped by x™ into the inter-granular space occupied by the liquid in the current
configuration. Notice that DY, q does not coincide with the initial configuration of the liquid, but it is the
pull-back of the current shape of the liquid into the reference (initial) configuration of the solid grains,
see Figure 5}

Let z, which indicates the macro-scale placement in the current configuration of the porous medium,
be the centroid of the considered RVE and let z be the micro-scale current position of a solid or a liquid
particle within the RVE; the corresponding placements in the reference configuration of the solid are X
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Figure 5: On the left a possible RVE, say B, on the right its referential counter image, say B°. The
map g™ associates to each point of the reference configuration, which is mapped by x™ into the current
position of a liquid particle, the corresponding position in the initial configuration of the liquid.

and Z, respectively. In Figures different RVEs are depicted, which are obtained by deforming the
prototype initial configurations, reported in Figure [d] by the above mentioned loading path driven by the
gradient of J. In particular the deformation is achieved by the relative motion of the beads. For the sake
of simplicity a quadratic displacement field, defined over the referential domain enclosed by the centers
of the beads, is assumed for describing this deformation mechanism, even if the beads suffer just mutual
translations. Considering a local coordinate system, with the origin in the centroid of the reference shape
of the RVE, the micro-scale displacement is therefore assigned as

WNZ) = XMNZ) = Zi—aZi+ %Aijk 2, 7. (49)
A representation formula for the displacement of the liquid, with respect to its initial configuration, is not
stated, but suitable assumptions on its admissible current configuration are required. As already noticed
the liquid is squeezed out of the pore due to the mutual displacement of the beads. In Appendix [C] the
parametrization of the domain occupied by the liquid at each loading step is illustrated in details. The
micro-scale parametrization of the displacement of the grains and the hypotheses on the displacement
of the liquid provide a micro-scale interpretation of the macro-scale gradients of the Jacobian determinant
J and the volume liquid content ¢S,., by recalling the notion of averaging operators relative to the solid
and the liquid constituent, see for more details [72], and [48]. As a matter of fact the macroscopic gradients
of J and ¢S, introduced in equation , can be explicitly calculated, starting from the micro-scale data,
as the integrals over the counter image under xy™ of those parts of the boundary of the RVE occupied by
solid or liquid particles, if any:

Jr=JFuir F.ly Fa(X):= <][ Fg;(Z)), Foir(X):= <][ F;;(Z)y,‘g), (50)
DONBO A(DINBO)\I?

(65,) = (65,) Guux G5 Gu(X) = (][ Gﬁ(Z)), Gis(X) = (][ Gf?(Z)V;?)-
Dy, NB° 9(Dy,,NBO\IY

li

' (51)
In equations — + indicates the average integral over the reference configuration of the RVE, i.e.
the integral divided by the volume of B, moreover F™ and G™ are the gradients of the maps x™ and
g™, respectively. At the micro-scale, DY N B% (Dp;, N BY) is the intersection between the reference shape
of the solid grains, say D?, (the pull-back of the current shape of the liquid in the reference configuration
of the solid, say D}, q) with the reference configuration of the RVE, which corresponds to that part of the
reference shape occupied by the beads (liquid). On the other hand d(DJ N B°)\ Z2 (d(Df;, N B°) \ I9) is
the counter image of the boundary of the RVE occupied by the solid (liquid) particles, in the reference
configuration. A detailed deduction of equations is developed in Appendix@ together with a remark

on a possible way to estimate the macro-scale field Gy; 1 in terms of the micro-scale gradient of g™.
The scalar quantity a and the third order tensor A;;z, in equation , coincide with the spherical
part of Fi,; and the macro-scale second gradient of deformation Fy; j, respectively. This last is supposed
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to be characterized by a unique non-vanishing contribution Agy; = Fbg 1, which implies the gradient
of J to be along the abscissa X;. The spherical part of the deformation gradient on the other hand
is determined so as to keep constant the degree of saturation and to allow the liquid phase to form a
meniscus concave towards the gaseous phase outside the RVE and tangent to its boundary. The liquid is
displaced along the same direction of the gradient of the Jacobian determinant, see Figures
and

As already noticed the contact angle between the solid and the liquid is kept constant, during the
deformation process, and the interfaces between the wetting and the non-wetting phase maintain a circum-
ferential shape. The smaller the saturation S, is the less realistic this assumption will be, see Figure [4a]
Being required to simplify the calculations, it therefore remains valid only for values of S, which do not
allow thin capillary bridges to form.

(a) J1 =0 (b) J1 = 0.173618 (c) J1 = 0.347235 (d) J1 = 0.471248

Figure 6: Admissible distributions of the liquid phase within different RVEs, which are obtained as the
current configurations of the reference shape reported in panel (a). The micro-scale displacement of the
solid beads is parametrized by the value of J; via its dependence on the macro-scale second gradient of
deformation. During the deformation the saturation ratio is kept constant: S, = 0.441132 (see Figure@.

(a) J1 =0 (b) J1 = 0.173618 (c) J1 = 0.347235 (d) J1 = 0.471248

Figure 7: Admissible distributions of the liquid phase within different RVEs, which are obtained as the
current configurations of the reference shape reported in panels (a) and (e). The micro-scale displacement
of the solid beads is parametrized by the value of J; via its dependence on the macro-scale second
gradient of deformation. During the deformation the saturation ratio is kept constant: S, = 0.667298

(see Figure [ib).

Equations and motivate the conjecture assumed at the beginning of this section on the
effects of the average interfacial area a,,, on the macroscopic capillary pressure. As a matter of fact they
imply that the corrective terms in equation are not zero only if the integrals over specific parts of
the boundary of the reference configuration of the RVE do not vanish. In other words the fluid trapped
among the beads must attain the boundary in order for the gradient of the liquid content to not fade
away. Thus in order to prove a functional correlation between gradient of ¢S, and interfacial area, all
the micro-scale deformations which do not drive the liquid to the boundary of the RVE should not be
taken into account.

Considering the geometrical data reported in the caption of Figure [d] and the above mentioned as-
sumptions on the maps xy™ and g™, the corrective terms of capillary pressure introduced in equation
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(b) J1 = 0.173618 (c) J1 = 0.347235 (d) J1 = 0.471248

Figure 8: Admissible distributions of the liquid phase within different RVEs, which are obtained as the
current configurations of the reference shape reported in panels (a) and (e). The micro-scale displacement
of the solid beads is parametrized by the value of J; via its dependence on the macro-scale second
gradient of deformation. During the deformation the saturation ratio is kept constant: S, = 0.882695

(see Figure fic).

can be explicitly calculated by means of equations —. At the same time the average interfacial
area consistent with the envisaged liquid distribution, can be estimated for each value of J;. A contour
plot of the constitutive law parametrized by the obtained value of ay, could therefore be drawn,
see Figure El Indeed it qualitatively resembles the one traced in [64, Figure 11], for the values of the
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Figure 9: The capillary pressure P, is represented as a function of the saturation ratio S, within the
interval delimited by the maximum and the minimum value of S, reported in Figure |4| and parametrized
by the interfacial area a,,,. The dashed line denotes to the locus of maximum values of P, due to the
gradient corrective terms.

saturation degree which have been considered in the present analysis. However it is worth to notice that
the considered deformation and flow regimes are totally different with respect to those simulated by [64],
as they are driven by the gradient of the Jacobian J, at different values of S,., whilst those ones of [64] are
deduced simulating many scanning loops of drainage and imbibition. This is indeed an interesting point
which corroborates the idea, introduced in the seminal paper of [59], of resolving the hysteresis of the
capillary pressure, between drainage and imbibition, introducing a suitable micro-structural parameter,
Say Gy, Which tunes the value of P, for each value of S,..

For the considered values of the saturation degree, the distribution of the interfacial area is plotted
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against the capillary pressure in Figure [L0} again the result is consistent with the experimental evidence
reported in [28], [39] and [40]. Comparing the envisaged relation with that one deduced by [0, Figure
10b] and [39 Figure 7b] one can notice that consistency with the experimental data is achieved when
the capillary pressure is not too large, in particular not larger than a suitable inversion point, see [40,
Figure 10], in Figure|11] the projection of the P.-S,-ay., relation on the S,-a,,, plane is finally depicted

1.6
1.5¢
1.4¢
S1.3
1.2¢

1.1¢

1.0r

094 096 098 1.00 1.02 1.04 1.06
Pl M

Figure 10: Average interfacial area, calculated from the liquid spatial distribution within the RVE, vs
capillary pressure, calculated on the basis of equation , taking in due account the definitions —
of macro-scale gradients in terms of the micro-scale maps x™ and g™. The solid line corrsponds to
S, = 0.8197, the dashed line to S, = 0.7394, the dot-dashed line to S, = 0.6479 and the dotted line to
S, = 0.5411.

for the considered distribution of the liquid phase within the RVE during the deformation process. Again
a comparison with the experimental result of [40] and [39] confirms the validity of the obtained results
for the considered range of values of S, and P..

0.5 0.6 0.7 0.8
Sw

Figure 11: Linear regression of data relative to the calculated admissible values of .S, and a,,,, deduced
from the micro-scale analysis.

The considered micro-scale analysis showed an a-posteriori relation between the average interfacial
area @, and the gradient of the liquid content, in the presence of a non-trivial flow through the boundary
of the RVE. As the average interfacial area is typically parametrized by the pore size distribution, the
higher order constitutive parameter Cy should also depend on it so that the more the collection of pores,
forming the RVE, is non-uniform, the more the micro-scale deformations of the skeleton will affect the
retention properties of the porous material. The pore size polydispersity is therefore expected to highly
affect the corrective term to P, reported in equation (the higher the polydispersity, the larger the
gradient corrective term).

It is worth to underline that the considered micro-scale analysis stems from the assumption of non-
negligible strain gradients, which in fact parametrize the deformation process, even if only small strain
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of the solid skeleton are considered. If, on the other hand, this assumption were not valid, equation 1
would abruptly simplify into the standard constitutive prescription of capillary pressure.

7. Governing equations

Restrictions due to thermodynamics have provided a consistent representation of the overall free
energy of the porous continuum W, as the sum of the free energy of the skeleton and the interfaces Wy
and that of the bulk fluid ¥, weighted by Lagrangian porosity, in terms of strain, Lagrangian porosity,
saturation degree, strain gradient and gradient of liquid content. This characterization has been deduced
postulating the balance of momentum for the overall porous medium, and exploiting the Clausius-Duhem
inequality; the constitutive prescription of the local fluid flux, say the generalized Darcy law, has also been
obtained. However no explicit deduction of the boundary conditions relative to the partial differential
equations associated to the overall equilibrium @ and the generalized Richards equation or
have been stated.

In this section the governing equations, and the corresponding boundary conditions, for an unsaturated
porous medium, within the framework of the adopted regularized phase field model, are deduced by means
of a variational approach. To do this the independent variations of x., gx and ¢, VX € Dy, are taken
into account. Let

Xo (X, 1) = Xa (X, 1) + 0Xa (X, 1), g; (th):gj (X’t)+5gj (X, 1), ¢*(Xat):¢(Xat)+5¢(X7(t)a)

52
be the varied fields, and dx,, Jdgr and d¢ the corresponding arbitrary variations. The physical meaning
of the variation dy, is well known in continuum mechanics and stands for the virtual displacement
(deformation) of the solid skeleton. In the following this variation will also be indicated as du, which
corresponds to the varied displacement field u*. The variation dgg, instead, accounts for the virtual
relative displacement of a fluid material particle with respect to a solid one. The variation d¢ finally
indicates the local change of Lagrangian porosity. All these variations are evaluated keeping fixed X € Dy,
therefore § commutes with the Lagrangian gradient operator and can enter the integral over D).

Following the statements of classical mechanics, the principle of virtual working reads

SA = — 5£ext o 5£diss (53)

where J.A represents the Lagrangian variation of the action functional defined, neglecting inertia effects,
as

A= /D (W +mpis), (54)

while 6 £4%% and §L£°** are the virtual working due to dissipative forces and the virtual working of external
forces, respectively. The virtual working of dissipative forces is

6£diss — /D (detG) (l/pL)Ak:lMl (G_l)k] (Sg]a (55)
0

see [89], whilst the virtual working of external forces can be stated in a similar form as that in equation
([@). The virtual velocities v3 and v{ are replaced by the virtual displacements §x, and 6x7, = dxa —
For, (G710, respectively:

SLEt = / {tgéxa + TaoéxwC ng — [tgf (G_l)kj dg; + T;S‘f (G_l)kj 09j.1 nl} }
Dy

T

Do

(56)
[bg(sxa - bgf (Gil)kj 59]'] )

where the referential bulk forces (b2 and bgf ), the surface tractions (2 and tgf ), the surface double forces

(79 and T,Sf ) and the line tractions (f0 and f,S 7 are defined in terms of the corresponding forces acting
on the current shape of the porous continuum as follows, for the overall porous medium

tg = J%, — [JSTQQBI (F_l)lﬁ (F_l)kﬁ’ nk],B7 bg = Jbqa,

70 = J7, (F‘l)w ng (F_l)kﬁ N, (57)

fg Jlfa + |[JSTQQBl (F_l)lﬁ (F_l)kﬁ Nk VB]] ;
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(ﬁg)s Uy = Uq, Ua Nk = W, u-essential D,u-essential
(LY), Ua = Tq, Ta = Ta u-essential  7-natural
('C:L)s ta =ta, UarNk =Ws t-natural D, u-essential
(L7)y  ta =ta, Ta = Ta t-natural T-natural

Table 1: Generalized essential and natural boundary conditions relative to the porous skeleton.

(Ci)f 9; =G;, gjknk =w; g-essential D, g-essential
(‘Cg)f 95 = ;s Té = ?ZY g-essential  7-natural
(£7) f téi = ff g;knE =w; t-natural D,, g-essential
(Lh) ¢ tf = tf =7/ t-natural  7-natural

Table 2: Generalized essential and natural boundary conditions relative to the non-uniform fluid.

and for the fluid
i = [Faktéi 7L (Far (G71),,)  (F7) 5 (F ), npaqk} T
[JS Fort{ (G™Y),, @p1 (F~ )ﬁ(Ffl)pﬂnp] L Gars B = JFab,

o= T Far] (F71) ymi (F71) omy

N

flgf _ JlFakaJ: + H:JsFakT]{QlB (F_l)lﬁ (F_l)pﬁ Np VB]] .

In equations and J* and J' indicate the determinant of the surface and line restrictions of F
over the boundary of Dy and its edges. According to equations and the variation of the free

energy is
ov, ov, ov \If
5A / <8E1,]6 * + aE'Lg k(s ik + ¢ 5¢ 05
oY, o 1 (59)
$S,) , + prsd (#S,) + ¢S, fa( >
Fatgs) 99t pubrd 651) 4055t
where the following identities hold true:
SE,; = % (6FusFaj + Fai6Fy),
1 1
0Fijr = 3 (0FuwikFuj+ 0Fs;1Fai) + 3 (0FwiFujk +0Fa;Fuik), (60)
1 S,
0 (6Sy) =det@ (G_l)kj 0gjk, 0S5, = gd (6Sy) — E(S(ﬁ.

The local governing equations are deduced by requiring the validity of equation for every kine-
matically admissible variation dx,, dg; and d¢. To this aim, the distinction between essential (e) and
natural (n) boundary conditions needs to be generalized, following the scheme proposed in [43]. On every
part (LY), C 0Dy, with = e,n, y = e,n, and for each constituent ¢ = {s, f}, one may impose four
different kind of boundary conditions, see Table|l| and Table Here the displacement u rather than the
placement y of the solid particles is used and (D, u)q = Uq,k Nk and (Dng); = gj,k i indicate the nor-
mal derivatives of u and g along the outward normal to dDy. Subscripts distinguish (u, g)-essential from
t-natural boundary conditions, whilst superscripts distinguish D,, (u, g)-essential from 7-natural boundary
conditions; moreover on every part of the h-th edge &£, the standard distinction between essential and
natural conditions holds true. The varied maps v* and g* are said to be kinematically admissible if they
satisfy the same essential boundary conditions as v and g; as a consequence the variations du and dg
together with their normal derivative will vanish on (9D§)} := (L£¢) U(L"), and (D)5 = (L), U(LS),,
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¢ = {s, f}, respectively. Replacing equations into 7 and using standard localization arguments
provides the following bulk equations in D

[Fai (Sij = Pijrx)] ; + 00 =0,

oV, oU
—~ Sy =P =0,
9¢ 95, (61)
Ay +U) ( v, ) 1 by
- =——AuM; + 5,
a5, 9651/ | ~AuM+ 2o

where the notion of specific free energy of the fluid ¥; (per unit volume) has been used together with
that of capillary energy U. Equation 1 states the equilibrium of the porous skeleton, equation (61))2
the constitutive prescription of the thermodynamic pressure, which is the same as equation 1, and
equation 3 the generalized Darcy law . At the same time the corresponding boundary conditions
are provided, in particular traction boundary conditions are prescribed on (9D§)", ¢ = {s, f}

Foi (Sij = Pijrr)nj — (@QpjFaiPijene) g = t9,

of
(AU () Tk o5 0ms (67, (e S - 2 2
double force boundary conditions are prescribed on (9D5)", ¢ = {s, f}
FoiPijgnin; = JsTa, —dS, (a((ZIIS:)J”’) ny =1, (63)
and edge forces are prescribed on the h-th edge (£5,)" of Dy,
QBjFuiPijinive] = Jofar — |:|:¢STQBIC ((%nl) VB:|:| = o (64)

As already mentioned these natural boundary conditions must be used together with the essential bound-
ary conditions

{ua = Ty, on (0D, {Ua,k Ny = We, on (0D§)5, {ua = Uy, on (£5,)¢,

(65)
g = ?é on (aD(J)c)za

Jex Nk = Gy, on (m)(])c)ia ge = Gy, on (&{h)e-
We underline that by definition @ p; = 0X B/0X;, X B is a system of coordinates which locally parametrizes
0Dy, moreover vg indicates the component of the Darboux tangent-normal vector to each edge of 9Dj.

8. Conclusions

In this paper gradient theory of poromechanics endowed with phase field modeling have been used
to describe partial saturation. The spatial distribution of saturation and strain is spatially regularized,
in the presence of phase coexistence, within the non-uniform fluid, and in the neighbors of possible
heterogeneities in the porous skeleton. To do this the free energy of the overall porous medium has been
regarded as a function not only of strain and saturation but also on their (Lagrangian) gradients.

As usual in gradient theories, the governing partial differential equations relative, in this case, to the
solid skeleton and the non-uniform fluid are deduced using integration by parts twice, which implies the
equations to be, in the general case, of the fourth order. In particular an enhanced version of classical
Richards’ equation has been deduced from generalized Darcy’s law, which in the considered regime of
partial saturation does not depend on the capillary pressure, but on the so-called generalized effective
chemical potential.

Moreover a novel constitutive characterization of the capillary pressure is established and a micro-scale
interpretation is provided, which is consistent with that originally formulated by [68, [59]. A comparison
with experimental results also confirms that the contribution to capillary pressure due to saturation
gradient allows for recovering similar effects as those captured by the average interfacial area.
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In particular the model proposed in this paper aims at bridging the regularizing effects provided by
the gradient of strain and the gradient of saturation in order to capture on one hand the response of
the porous skeleton, due to micro-scale multi-phase flow, and on the other hand the heterogeneous and
possibly anisotropic flow of the saturating fluids due to localized strains, induced by micro-structural
remodeling processes. Further developments will be carried out in order to account for damaging and
plastic strain.
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Appendix A

Equation is rephrased identifying the coefficients of the time derivative of the Lagrangian volu-
metric liquid content, J8 = ¢.S,., as well as of the Lagrangian filtration vector and its spatial derivatives,
My, and M, ;, respectively. To do this the following chain of equalities are used:

My, 1 (pf V1,1 p! v\ d(@Sr)
f R - ) M. — LS
{(Jp 1) mf} Lo <nST 08 ) s Tes,) Tar

Y [ M _ Ly (1 e\ d8SH) |
[J("mf)l] - [m(nsr),lMl () “% L—

&

(A1)
(e L Lo (] d(@Sy) e @Sk
¢S, ) el J \nS,) | dt $S, dt
L w1 - e [ 1
—|= M = M,
o 5 ) e (3 (5),),
and
M, 1 1 1 —
-1 1f g _ -1 1f -1 'f
T(F™Y) zaﬂFaquL = {[nSw (F1)s EaﬂFaq] Jch s (F71) 5 ZaFaaMa
(A.2)

together with the fluid mass conservation . In equations — M= M) — 1/(trI)M; ;611 is
the deviatoric component of the spatial gradient of the filtration vector M;, whilst Egﬁ is the deviatoric
component of the fluid stress tensor, see equation .

Replacing these identities into equation and keeping into account equation , yields

f 1 1 1 1
Pl Y (w\ L wm 1
(nST + qSST) (qss;),k I J (nS)k Y (’“‘f + 25““)

ds, d(oS, 1 1 1 .
_2p v A5k | 1 [”’“ ( ) +— (F7Y), 5 Sy P
]

d(¢Sr)
dt

+

SijEij + PijrEijs +

My — (epp — Tspp) M+

ST" dt B ¢Sv dt PL J nST‘ nsr
L[ pf Vi, 1 1 1 (w1 1 - i
- . 75 M, _ | — — (F 1 ) F M
|:nS"'+¢ST+nSr KR e k+PL J \nS, ,l+nST( )i ZapFor k l
1 bgf dk dr  dv,
or o5, Mi = e =Sy = T 20
(A.3)
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Considering the relation between the fluid stress and the pull-back of the fluid hyper-stress, deduced from

equation , say:

P

(A.4)
the coefficients of d¢/dt, dS,./dt appearing in the Clausius-Duhem inequality can be reduced to the
following form

f= gy Tk RS o 1 Tq L —1
pl =nP —ky (1+trl> o~ — (S )k B nSTFﬁq J(nS’r)’p tIJ(nS) Ogp| (F71)

6. QL el Sl 1 le.
C?: + & <¢Sr>ksr ol J <nST 7kSr-f-n l€f+2<€sf
1 1 1 v Jk
— f _ — _ AT
(p e 5”) " (1+m> <¢Sr),ks’” wl 6 J
J
- Pt &ﬁj; =, (A.5)
S, O \Pr_p ek (W L wm (L 1 1
o= Sy [n P 0] <¢ST>7kST trl J <n57.>7ksr+n Kf+2gsf
_ Qo py =2 (L e Tk
-5 (C P)_S,« 2n55f+ o J )

Analogously equation (A.4) implies the deviatoric component of the coefficient of M j to vanish and the
coefficient of M}, to reduce:

1 1 1 2 1
VM . -1 'f Tk —
C L lnsr (F )kBE Fo <nST) ( I(nST),l I (nS ) )&d] 0,

i

J
P ol 1 1 2 1 Vi 1 P 1
AR L o T _ = N it
570+ ar) Gs) (”S’)’l]k  ( )k [J(n&)k]ﬁm (sr)k

V1 L
S, ).

1
_l’_i
PL
1 1\ [ 1 1 1Y
— L(nS) ) — —-L(nS,) ;6 ~ &, —
oL KnS) (J(”S)”“ wp g ") o l 208, 1) oL es,

1
PL

0f
}+ X

1 1 Y ) 1 < 1 Bl Jl>

=——S =Pr+ +— =&+ = — k.

pp | S " <¢ST oS\ e T )| [T e e,
(A.6)

As a consequence one gets equation :
. . d ) d@S) . o AT d,

iiEij + PijiEijr 4+ C°—- CS - = — S,

Sig Eig + PijeBiju +C g + dt <¢S,.> at o AT

JrC/]CwJWk + C%M Ml,k — q?kT’k > 0.
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Appendix B

Incompressibility of the solid grains implies: J = 14 ¢ — ¢p; consequently considering the following
identities

j =J (F_l)zﬂ (F_l)jﬁ Eij?
Jk = J (Fil)lﬁ (Fﬁl)Jﬁ Eij,k;
. d )
T =T (F7)5 (F7) 5 Bige + I {(Ffl)w (Fﬁl)jﬂ} B+ T (F71) 5 (F71) 5 B (B.1)
=T (F) 35 (F7) g Bigu+ T (F71) 15 (F71) g Bima (1), (F7Y),,,, Byt
1

Elm7k (Fﬁl)ma (Fﬁl)]a E'L]
=J (Fil)w [(Fﬁl)jn (Fﬁl)lfy (Fﬁl)ma Btk (5a75nﬁ - 26ﬂ75an) El] + (Fﬁl)j[;’ Eijyk} )

the time derivatives of the Lagrangian porosity and the Lagrangian gradient of the liquid volume content
can be explicitated in terms of the corresponding derivative of strain, strain gradient, degree of saturation
and gradient of degree of saturation:

dp dJ d(¢Sr) x dJ d(nS,) dJ d(nSy) x

at at TR g Sy T
Replacing the identities (B.1)) into equations (B.2)) and these last into the dissipation relative to the solid
skeleton, given by equation , provides the form of ®, consistent with the hypothesis of incompress-
ibility of the solid grains:

+ J (B.2)

b, = {Sij + {(P - 5P+ L (JJ’“ - (n:s)’“)] T (F71) 5 = (F7)5 (F71) 1,

dSr vk d(nSy)k

X (F_l)l,y (F_l)ma Eim i (5av6nﬂ - 25ﬁ75an)} Eij — P dt nsS, dt +
. v,
+ (Pz'jk = (F7Y),5 (Fﬁl)]ﬂ) Bijw —

(B.3)
The extended form of Bishop’s stress can therefore be defined as follows:

Vi [, (nSy), B B B B
Sz{j =S + [(P_ST/PC)'FJIC (Jk_nsrk>:| J(F l)iﬁ (F 1);’5_’)’1@ (F 1)1’6 (F 1)]'77)(
Iy (Ffl) o B,k (0ay 0y — 26py0an) ,

Py = Pijk = (F71),5 (F71) 55

x (F~1)

m

(B.4)
which indeed coincides with that given in equation , once the hypothesis of small deformations has
been stated.

Appendix C

The liquid, initially trapped within the beads, is assumed to be squeezed out because of the mutual
displacement of the beads, so that the macro-scale gradient of ¢S, has the same direction as that of J
and the liquid reaches the boundary of the RVE. In particular the displaced configuration of the liquid,
associated to a non-vanishing gradient of J (along the X; direction) is obtained assuming the interfaces
between the liquid and the wet air to keep a constant contact angle with the solid grains and to maintain
a circumferential shape, see Figure

Let 2 be the central angle relative to any of the circumferential arches which characterize the reference
shape of the liquid, moreover let 8 (or m— ) be the azimuthal angle of the junction line among the liquid,
the wet air and the solid grain, with respect to the center of each bead; the contact angle 6 is therefore
0 = 5 —a+ B, see Figure Apparently, once fixed the amount of the trapped liquid, the central angles
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Figure 12: Detail of the refence configuration BY of the RVE; the domain occupied by the liquid is
parametrized by the three non-independent angles «, # and 6.

« and the the angles [, relative to the four circumferential interfaces in the reference configuration of the
RVE are the same. For the sake of convenience the circumferential interfaces between the liquid and the
wet air are labeled as North (N), East (E), South (S) and West (W)-Arch, respectively, turning clockwise
from the North.

Due to the displacement of the beads centers, given by equation the centers of the E-Arch and
the W-Arch are displaced in the direction of the gradient of J. Their curvatures change so as to keep
constant the contact angle 6 at the junction line, and in particular the curvature of the E-Arch decreases,
as it is pulled out of the intergranular space, whilst that of the W-Arch increases, as it is pushed inwards
it. Notice that some liquid must be ejected from the pore chamber so as to make consistent the placement
of the W-Arch with the requirement of displacing the liquid to the boundary of the RVE, keeping fixed
the contact angle, see Figure Finally in order to guarantee a constant value of the ratio between
the amount of liquid (in volume) and the volume of the pore space, say of the degree of saturation, the
N-Arch and the S-Arch are displaced and rotated keeping their curvatures almost constant during the
deformation process.

Thus the problem of finding out the current placement of the liquid particles can be formulated as
follows: given the third order tensor A determine the S-angles relative to the N-Arch, the E-Arch and
the W-Arch as well as the value of the spherical part of the macro-scale deformation gradient, a, so that
the saturation degree remains constant during deformation and the amount (in volume) of liquid initially
trapped within the beads equals the amount (in volume) of the displaced liquid. Apparently in order to
force the liquid to squeeze out of the pore chamber, a negative value of a should be obtained.

Appendix D

Following the microporomechanics approach summarized by [48] the macro-scale gradient of Gy; is
calculated starting from the definition of G; as the apparent average of G} relative to the liquid phase,
see equation (51))2; consequently on has:

Gus = 5o [ 12X 10,(2)GR(2), (.1)

where f(Z) is a C* function defined, at the micro-scale, on the entire Euclidean space of positions, which
is equal to zero outside the reference configuration of the RVE, and is normalized so that its integral over
the entire space is equal to one. The integral in equation is calculated with respect to Z variables.
In equations — this function has been assumed to tend to the characteristic function of B° divided
by its volume. Finally H l%(Z ) is the characteristic function of the liquid, in the reference configuration
of the solid, which is also defined on the entire space of positions.

According with the definition of derivatives in the sense of distributions, the following chain of equal-
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ities hold true:

G =- [P @yepz = [12-x)5 1,2)682) =
- [1z-xm,2) S GR(Z)+ [1z-xapa) oo H(2) =

0|~ I N
7 </DB asz“Z)) 92 /17~ G2 =

B (/ Gf?(@m) —/ F(Z — X)GB(Z)ny =
8(D%q080) aDO

lig

L B v e N D T G #m )
a(Df,,NB°) oDy, NB0 a(Dy,,NBO\T

li
’ (D.2)
where I}) is the interface between the liquid and the grain and the liquid and the gas within the reference
configuration of the RVE, so that 8(’Dloiq N BO)\IJQ represents that part of the liquid, pulled-back into
the reference configuration of the solid, which overlaps the boundary of the reference configuration itself.
|BO| is the volume of the reference configuration of the RVE.

According with equation , even if a complete statement of the displacement of the liquid is
not explicitly formulated, the macroscopic gradient of the liquid content ¢S, can be deduced from the
micro-scale, assuming a suitable form of the gradient of g™ only over G(D?,iq N BO)\I(;. Let the RVE be
that of the left panel of Figure [p| the only part of the boundary of By which provides a non-vanishing
contribution to Gy; k, and therefore to (¢S,) x is the right intergranular channel, which means that one
only needs an instance on how the map g™ transforms a thin neighborhood of this part of the boundary
into the corresponding domain of the initial configuration of the liquid.
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