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ABSTRACT

Feasibility studies for deep geological radioactive waste disposal facilities have led
to an increased interest in the geomechanical modelling of its host rock. In France,
a potential host rock is the Callovo-Oxfordian claystone. The low permeability
of this material is of key importance, as the principle of deep geological disposal
strongly relies on the sealing capacity of the host formation. The permeability be-
ing coupled to the mechanical material state, hydromechanical coupled behaviour
of the claystone becomes important when mechanical alterations are induced by
gallery excavation in the so-called excavation damaged zone (EDZ).

In materials with microstructure such as the Callovo-Oxfordian claystone
[Robinet et al., 2012], the macroscopic behaviour has its origin in the interac-
tion of its micromechanical constituents. In addition to the coupling between
hydraulic and mechanical behaviour, a coupling between the micro (material
microstructure) and macro scale will be made. By means of the development
of a framework of computational homogenization for hydromechanical coupling,
a doublescale modelling approach is formulated, for which the macroscale con-
stitutive relations are derived from the microscale by homogenization.

An existing model for the modelling of hydromechanical coupling based on the
distinct definition of grains and intergranular pore space [Frey, 2010] is adopted
and modified to enable the application of first order computational homogeniz-
ation for obtaining macroscale stress and fluid transport responses. This model
is used to constitute a periodic representative elementary volume (REV) that
allows the representation of the local macroscopic behaviour of the claystone.
As a response to deformation loading, the behaviour of the REV represents the
numerical equivalent of a constitutive relation at the macroscale.

For the required consistent tangent operators, the framework of computational
homogenization by static condensation [Kouznetsova et al., 2001] is extended to
hydromechanical coupling. The theoretical developments of this extension are
implemented in the finite element code Lagamine (Liége) as an independent con-
stitutive relation. For the modelling of localization of deformation, which in clas-
sical FE methods suffers from the well-known mesh dependency, the doublescale
approach of hydromechanical coupling is combined with a local second gradient
model [Collin et al., 2006] to control the internal length scale of localized deform-
ation. By accepting the periodic boundary conditions as a regularization of the
microscale deformation, the use of the multiscale model in combination with the
local second gradient model can be used for modelling localization phenomena in
HM-coupled settings with material softening.

The modelling capacities of the approach are demonstrated by means of simu-
lations of oedometer tests and biaxial compression tests. The approach is demon-
strated to be a powerful way to model anisotropy in the mechanical as well as
the hydraulic behaviour of the material both in the initial material state and as
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an effect of hydromechanical alterations. For the application to the modelling of
Callovo-Oxfordian claystone, microstructural REVs are calibrated to geometrical
characteristics of the inclusion that form the microstructure under consideration
and to macroscale experimental results of the mechanical behaviour. The calib-
rated constitutive relation is used in the simulation of gallery excavation processes.
These computations give a proof of concept of the doublescale assessment of the
hydromechanical behaviour of the excavation damaged zones around galleries in
the context of nuclear waste disposal.

Keywords :  Multiscale modelling, hydromechanical coupling, computa-
tional homogenization, coupled local second gradient model, excavation damaged
zone, anisotropy, strain localization.



RESUME

Les études de faisabilité concernant le stockage géologique profond des déchets
radioactifs ont conduit un intérét accru concernant la modélisation géomécanique
de la roche hte. En France, une roche hte potentielle est l'argilite du Callovo-
Oxfordien du site de Meuse/Haute Marne. Etant donné que le principe de stock-
age géologique profond repose fortement sur la capacité de confinement de la
formation hte, sa faible perméabilité est d’une importance clé. La perméabilité
étant dépendante de la microstructure du matériau et de son évolution sous
chargement, le comportement couplé hydro-mécanique de l'argilite est import-
ant. En effet, des modifications mécaniques sont induites par le creusement de la
galerie d’entreposage, générant une zone endommagée (EDZ), pouvant conduire
une modification de la perméabilité dans le voisinage de la galerie.

Dans les matériaux microstructure complexe comme l'argilite du Callovo-
Oxfordien [Robinet, 2008], le comportement macroscopique trouve son origine
dans l'interaction des constituants micro-mécaniques. En plus du couplage entre
le comportement hydraulique et mécanique, un couplage entre les échelles micro
(au niveau de la microstructure) et macro existe. Par le biais de I’élaboration
d’un cadre d’homogénéisation du couplage hydro-mécanique, une approche de
modélisation deux échelles est développée dans ce travail, dans laquelle la rela-
tion constitutive macroscopique découle directement du comportement a 1’échelle
microscopique.

Un modele existant du couplage hydro-mécanique, reposant sur 'identification
de grains et d’espaces poreux intergranulaires & ’échelle micro [Frey, 2010] est
adopté comme point de départ. Ce modele repose sur une homogénéisation
numérique du comportement a la petite échelle afin d’obtenir a 1’échelle macro-
scopique la réponse en contrainte et de transport du fluide interstitiel. Ce modele
est basé sur un volume élémentaire représentatif (VER) périodique qui permet
de déduire le comportement macroscopique local de ’argilite. En réponse, en un
point d’intégration macro donné, a un incrément de la déformation et du gradient
de pression, la réponse du VER permet d’exprimer l'incrément de contrainte et
de flux associé, constituant de fait un équivalent numérique de la relation con-
stitutive.

Les problemes aux conditions limites macro et micro sont traités simultanément
par la méthode élément fini. Pour obtenir les opérateurs tangents consistants a
léchelle macro, la méthode d’homogénéisation par condensation statique [Kouznet-
sova et al., 2001] des opérateurs tangeants micro est étendu au cas avec couplage
hydro-mécanique. L’implémentation du modele double échelle et la mise en uvre
des développements théoriques d’homogénéisation ont été effectués dans le code
élément fini Lagamine (Université de Liége). Pour la modélisation de la local-
isation de la déformation a 1’échelle macro, qui, dans un formalisme de milieu
continu classique, souffre de la dépendance au maillage, 'approche double-échelle
a été utilisée dans un formalisme de milieu enrichi de type milieu de second gradi-
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ent pour matériau poreux saturé [Collin et al., 2006]. Ceci permet d’introduire
une échelle de longueur interne, régularisant ainsi le probleme de localisation de
la déformation (objectivité vis-a-vis du maillage).

Les capacités du modele homogénéisé numériquement, utilisé dans un cadre de
milieu de second gradient, sont ensuite démontrées par des simulations d’essais
dométriques et d’essais de compression biaxiaux. L’approche se confirme étre
un moyen puissant pour modéliser ’anisotropie initiale et induite du comporte-
ment mécanique et du comportement hydraulique. Pour la modélisation du com-
portement de 'argilite du Callovo-Oxfordien, des VER sont construits en tenant
compte des travaux de caractérisation de la géométrie des inclusions microsco-
piques et des résultats expérimentaux d’essais macroscopiques sur le comporte-
ment hydro-mécanique. La loi de comportement homogénéisée numériquement
ainsi calibrée est utilisée dans des simulations de creusement de galerie jusqu’a
des niveaux d’endommagement générant une localisation de la déformation. Ces
calculs montrent & la fois la pertinence et 'applicabilité du concept double échelle
pour I’évaluation du comportement hydro-mécanique des zones endommagées au-
tour des galeries dans un contexte du stockage des déchets radioactifs.
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CONTEXT AND OBJECTIVES

Different scales of observations can be defined in basically any type of geomater-
ial. On the finer scales of observation these materials contain heterogeneities, the
arrangements of which define the microstructure of the material. The combined
effect of the microstructural elements in the material behaviour can generally be
characterized by an effective continuum at larger scales of observation. Classically,
the behaviour of this macroscale continuum is described by phenomenological con-
stitutive models in which the homogenized effect of some of the micromechanical
features is assumed to be accounted for. Improving these macroscale phenomen-
ological models by taking into account more and more micromechanical effects
makes it more and more difficult to formulate the macromechanical constitutive
relations and alternative descriptions are required. One of these alternatives is
to model the micromechanical effects explicitly on their specific length scale and
couple their homogenized effects to the macroscale behaviour. In this way, the
global response of an assembly of micromechanical features can provide an altern-
ative formulation for the multiphysical behaviour of the material at the macro
scale.

Making a coupling between different scales in the description of the behaviour
of materials has seen a developing trend in the last decennia. This trend has its
origin in the need to express the macroscale behaviour as a direct effect of mi-
cromechanical processes and many approaches have been proposed for these scale
transitions of upscaling the micromechanical response to deformation to a mac-
roscale constitutive behaviour. Early developments mainly concerned the elastic
behaviour of inclusions, such as the effective medium approach [Eshelby, 1957]
or the self-consistent method [Hill, 1965], followed by asymptotic homogeniza-
tion theory [Bensoussan et al., 1978, Sanchez-Palencia, 1980] for periodic media
with simple microstructures and the use of a representative cell for more complex
structures and constitutive relations that has led to local-global modelling, also
known as the framework of homogenization [Suquet, 1985, Lee and Ghosh, 1995,
1996, Feyel and Chaboche, 2000, Kouznetsova et al., 2001].

The modelling of the excavation of tunnels (referred to as galleries from here
on) for the construction of deep geological waste repositories is a field of studies
in which both the coupling of different scales and the coupling of different phys-
ical processes are involved. The principle of the nuclear waste disposal in deep
geological repositories relies strongly on the low permeability of the host rock,
which can provide a sealing capacity against the transport of radioactive nuclides
into the atmosphere. Changes in this sealing capacity can take place in the zone
around the gallery, usually referred to as the excavation damaged zone (EDZ), due
to deformations induced by the gallery excavation. Although different definitions
can be found in literature, this zone is generally characterized as follows:
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”The EDZ is a zone in which hydromechanical and geochemical modi-
fications induce significant changes in flow and transport properties.
These changes can, for example, include one or more orders-of-magnitude
increase in flow permeability” [Tsang et al., 2005].

The coupling between mechanical alteration on one hand and the transport and
flow properties on the other, is therefore of vital importance in the feasibility
studies of deep geological repositories, comprising the characterization of the hy-
dromechanical coupled behaviour and subsequently its numerical modelling for
predicting the performance of future repositories. As the transport phenomena
take place at the fine scales, and macroscale damage has its origin in micromech-
anical action, the link to the fine scale phenomena of the host rock need an
adequate representation in the characterization. In this context the modelling of
hydromechanical coupling in a multiscale framework is studied here. Objectives
of this work are to develop a doublescale model for studying localization problems
with hydromechanical coupling, and in specific the modelling of problems related
to gallery excavations in argillaceous rocks.

The choice for a doublescale model is based on the desire to derive macroscopic
material behaviour directly from microstructural effects, without relying on phe-
nomenological macroscale relations. As the direct modelling of the microstructure
is usually not possible due to its high computational expense, an alternative for-
mulation is needed to take into account the micromechanical effects. The use of a
fine scale representative elementary volume (REV) provides a tool for construct-
ing a detailed model of the microstructure without modelling the microstructural
details for the full domain. The response to deformation loading of such a REV
can be linked to the macroscale and serve as a numerical constitutive relation
in the framework of periodic computational homogenization [Kouznetsova et al.,
2001]. In this way, the macromechanical modelling is directly linked to the mi-
cromechanical processes, which fully dictates the macromechanical behaviour.
When solving the boundary value problems (BVP) at both scales using a finite
element method, we speak of the finite element squared (FE?) method.

This work presents the development of a FE? method for hydromechanical
coupling and its application to localization problems related to gallery excavation
in argillaceous rocks.

From the development point of view the microscale model for hydromechan-
ical coupling [Frey, 2010] is combined here with computational homogenization
by static condensation [Kouznetsova et al., 2001, Ozdemir et al., 2008a] to facilit-
ate an efficient scale transition from micro to macroscale. This method, generally
used for purely mechanical problems, is extended to hydromechanical coupling.
The implementation of the computational homogenization for hydromechanical
coupling allows an efficient implementation in the existing finite element code
Lagamine [Charlier, 1987]. Because the purpose is to study localization phenom-
ena, a regularization technique is needed to avoid macroscale mesh dependency.
Therefore, the doublescale method is combined with a local second gradient model
for hydromechanical coupling [Chambon et al., 2001, Collin et al., 2006].

This thesis was financed by the French national radioactive waste manage-
ment agency (Andra) in the context of the ongoing research on the feasibility of
deep geological repositories for high- and mid-level long-lived radioactive waste
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in France. It focuses on the possibilities of the construction of a repository in the
Callovo-Oxfordian claystone, in line with the research currently being conducted
in the underground research laboratory (URL) in Bure (Meuse/Haute-Marne,
France). Part of this research focuses on the evolution of transport phenomena
in the EDZ as an effect of the mechanical material alteration such as localized
strain and material damage.

An objective of this thesis is to apply the developed method to the modelling
of the localization of deformation around gallery excavations in Callovo-Oxfordian
claystone, more specifically those related to the URL in Bure.

Outline and presentation

The work presented in tis thesis concerns the development of a doublescale model
for hydromechanical coupling in a FE? framework, its implementation in the
existing finite elements code Lagamine and its application on the modelling of
hydromechanical behaviour of claystones in the setting of gallery excavations. The
development of the code is the continuation of the work by Bilbie et al. [2008],Frey
[2010] and Marinelli [2013]. Building upon the results of these works and theory
available in literature (notably the computational homogenization [Kouznetsova
et al., 2001, Ozdemir et al., 2008a] and local second gradient modelling [Chambon
et al., 2001, Collin et al., 2006]), the following parts are considered original in this
work;

e The extension of computational homogenization by static condensation to
hydromechanical coupling to use an existing microscale model [Frey, 2010]
for obtaining a homogenized macroscale constitutive relation to be used
in doublescale finite element computations. Key aspect is the consistent
homogenization of the REV responses to kinematical constraints and its
consistent tangent operators.

e The implementation of the hydromechanical coupled model in the finite
element code Lagamine as independent constitutive laws for mechanical
and HM-coupled behaviour

e The application of the doublescale FE? method to localization problems
using a local second gradient model. The main doublescale computations
concern the modelling of biaxial compression tests and gallery excavation
problems.

This work is subdivided in five parts;

e Part I introduces the setting of the research for the development of the
doublescale model and introduces existing modelling approaches that form
the starting point of this work.

e Part II contains the development of the microscale model and its computa-
tional homogenization procedure required for the scale transition, including
the upscaling of consistent tangent operators.

e Part IIT deals with the implementation and validation of the developed
microscale model in the finite element code Lagamine. Aspects of compu-
tational efficiency, numerical accuracy and consistency are discussed, after
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which a validation of the doublescale model is given based on analytical
results. The purpose of the results presented in this Part is the validation
of the code and the demonstration of its possibilities.

e Part IV contains examples of the application of the model to true doubles-
cale computations in the modelling of localization in anisotropic material,
the calibration of the model against experimental results of laboratory tests
on Callovo-Oxfordian claystone and the application of the model to the
simulation of gallery excavation.

e Part V summarizes the results and states some points that requires further
study for the correct application of the proposed framework.

Several appendices with complementary information are added. Some of these
appendices give additional results or derivations as an extension to the main text,
some contain developments with respect to different versions of the micromech-
anical model. These latter developments need to be seen as independent from the
main part of the text. One of these developments is an alternative version of the
HM-coupled model with computational homogenization. This version resembles
more the model presented in Frey [2010], but has become obsolete after changes
in the formulation of the hydraulic system, as will be discussed in this work.



Part I

INTRODUCTION — MULTISCALE MODELLING OF
HYDROMECHANICAL BEHAVIOUR IN
GEOMATERIALS






1. CALLOVO-OXFORDIAN CLAYSTONE - DESCRIPTION
AND EXPERIMENTAL RESULTS

As part of the Paris Basin, the Callovo-Oxfordian claystone (COx) formation of
Bure can be found at depths between 420 and 550 meters below surface level [An-
dra, 2005a]. As a potential host rock for deep geological nuclear waste disposal
sites, this formation is subject of an extensive research program into the feasib-
ility of the construction of underground disposal facilities. As a major part of
this program, the Andra Underground Research Laboratory (URL) is constructed
at a depth of 490 meters in the COx formation in Bure (Marne/Haute-Meuse,
France), providing means for both in-situ and laboratory testing of the host ma-
terial [Andra, 2005a,b].

Different facies can be identified in the Callovo-Oxfordian claystone, for which
the general characteristics are those of a mudstone. The claystone consists of a
fine-grained clay matrix embedded with carbonate and tectosilicate grains and
has low permeability. From the length scale of the formation to the finest scales
of clay minerals, different scales of interest can be identified on which formation-
specific properties can be studied. Four scales are identified in the COx claystone
by Robinet [2008]:

e Microscopic scale (< um) the structure of clay minerals forms a complex
microstructure on different subscales (sheets, particles, grains...)

e Mesoscopic scale (um — c¢m) On this scale mineral grains (quartz, car-
bonates, sulphides) embedded in a clay matrix can be observed

e Macroscopic scale (¢m — dm) On this scale the mineralogy is considered
to be homogeneous and porosity is uniformly distributed

e Formation scale (> dm) Different facies can be identified on this scale.
This is the scale of the geological and geotechnical (galleries) structures.

In the following sections, the characteristics of the material at these scales that
are relevant to the current work are presented.

1.1 The microscopic scale (< um)

The Callovo-Oxfordian claystone consists mainly of three groups of minerals;
clays (20-60%), tectosilicates (10-40%) and carbonates (22-37%). The clay min-
erals form a matrix in which carbonate (mainly calcite) and tecto-silicate (mainly
quartz) grains are embedded. In additions, small fraction of heavy minerals can
be found, predominantly pyrite (up to 3 %), see [Andra, 2005a] and the references
therein.

As the inclusions all have dimensions bigger than the microscale character-
istic length, the main interest on this scale is the structure of the clay particles
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and aggregations that form the clay matrix on the mesoscale. The clay mass is
composed of mainly illite and interstratified illite/smectite, kaolinite, mica, and
chlorite minerals [Pellenard and Deconinck, 2006]. The pore space at this scale
(infra-micro and nano scale) is between the clay particles and around secondary
minerals, forming a connected pore network [Yven et al., 2007]. The clay particles
themselves consist of layers of clay minerals, each consisting of two or three sheets
with tetrahedral or octahedral atomic structure.

In this work, the clay particles and nano-pore network will not be modelled
in detail and treated as a homogeneous matrix. Possible hydraulic transport
through the nano-pore network will be considered as diffusive flow in the matrix,
which is in itself a phenomenological model for the hydromechanical processes
taking place at the underlying scales of the clay matrix.

1.2 Mesoscopic characterization

The experimental characterization of (fluid) transport phenomena in claystone is
not easily obtained and the effect of microstructure on its behaviour is therefore
mainly based on microstructure imaging in combination with numerical modelling
of fluid transport in equivalent pore networks [Robinet et al., 2012]. An example
of the result of imaging the microstructure and discretization into non-porous and
diffusive zones is given in Figure 1.1, based on X-ray computed tomography (per-
formed at the European Synchrotron Radiation Facility) with a spatial resolution
(voxel size) of 0.7 um.

- Carbonates ‘:l Clay domain ‘:l Unporous domain
|:| Tectosilicates - Heavy minerals - Diffusive domain

(@) (b)

Fig. 1.1: a). Three-dimensional spatial distribution of mineral groups obtained us-
ing X-ray synchrotron tomography. b). Imposition of diffusive properties
[Robinet et al., 2012]

The shape of the inclusions at the mesoscale was investigated by Robinet
[Robinet, 2008, Robinet et al., 2012] by means of digital image analysis. The
images were obtained by two different techniques; scanning electron microscopy
using backscattered electron imaging mode (SEM BSEi) and X-ray computed
tomography (micro-CT), where in the case of micro-CT images 2D slices of 3D
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images were used. After gray-scale segmentation to distinguish between clay
matrix and the different types of inclusions, the grain elongation and the grain
orientation were computed from the shape of a best fit of an ellipse to the grain
intersection in the image. The dimensionless grain elongation index e is defined as
the ratio between minimum diameter /2 and maximum diameter /1 of the ellipse:

l
e=—2 (1.1)
lh
The angle between the orientation in which /1 is measured and the positive hori-

zontal axis defines the grain orientation angle § between 0° and 180° (see Figure
1.2).

Fig. 1.2: Grain geometry equivalent ellipse for the characterization of grain elongation
e and orientation (.

A histogram of the orientation of the grains is given in Figure 1.3 (see also
Figures 14.1 and 14.2) which gives a measure of the anisotropy and the distribu-
tion of the orientation. A dimensionless anisotropy parameter A was defined by
Robinet [2008], Robinet et al. [2012] as the ratio between the highest and lowest
frequency f(8) at which a certain orientation is observed to quantify the orienta-
tion distribution. Results for elongation e and orientation anisotropy A obtained
from sample images normal and parallel to the bedding plane are reported in
Table 1.1.
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Fig. 1.3: Statistical characterization of the elongation index e and orientation S of
carbonate (top) and tectosilicate inclusions (bottom) in the bedding plane
(b,d) and in the plane parallel to the bedding (a,c) [Robinet et al., 2012].

Mesoscale observations of the evolution of deformation of the Callovo-Oxfordian
claystone are scarce in literature and the development of the cracks from a meso-

200
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Carbonates Tectosilicates Clays
Technique  Sample Ref. | A e % A e % %
. EST26065L | 6.04 0.54 25.1 | 2.26 0.61 8.9 67.0
SEMBSEL  pomogoos|| | 179 059 266 | 2.00 0.64 120 | 60.4
. EST26095L | 4.66  0.55 1252 0.60 . .
Micro-CTpaposogs)| | 135 059 21 | 155 o062 47 | 602

Tab. 1.1: Geometrical characterization of the inclusions in COx claystone. After
Robinet et al. [2012]. * = volumetric percentages obtained from 3D images.

scopic point of view is something that has not yet been fully characterized. Nev-
ertheless, results on the initiation and developments of fractures at this scale
have been obtained from X-ray tomography on triaxial compression tests [Len-
oir et al., 2007, Bésuelle, 2014] and images of triaxial [Bornert et al., 2010] and
biaxial compression tests [Bésuelle et al., 2010, Wang et al., 2014].

In Figure 1.4 a slice of a 3D image of the state of a claystone sample under
triaxial loading is presented. This image was obtained by synchrotron radiation
micro tomography that was used for imaging the sample throughout the loading
test. Full-field measurements obtained from the time evolution of such 3D images
can provide a better insight in the initiation and continuation of micro cracks
and can give qualitative information on the cohesion between inclusions and clay
matrix.

Fig. 1.4: Horizontal slice of 3D nanoCT image (synchrotron) of triaxial compression
test performed on a @ 1.3mm sample at 10 M Pa confining pressure. 3D
image correlation is used to follow the development of (micro)crack during
compression. Colored overlay shows deviatoric strain Bésuelle [2014].

Porosity at the mesoscale is found in the form of isolated meso-pores (> 1um),
located mainly around the inclusions. Their interconnection is through the nano-
pore network [Yven et al., 2007].

1.3 Macroscopic material characterization

Besides the purely mechanical and fully saturated hydromechanical behaviour,
studies were performed on the chemical, thermal, mineralogical and non-saturated
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behaviour of the COx, as well as the migration of gas and the coupling between
these different effects. Since this work is restricted to the development of a model
for hydromechanical coupling in fully saturated conditions, only these properties
of the COx are discussed, although it should be noted that hydromechanical
behaviour is strongly influenced by the degree of saturation [Pham et al., 2007,
Andra, 2011, Zhang, 2011] and a clear separation between dry, non-saturated and
saturated material conditions in experiments is not easily obtained.

AT the centimeter scale, on which the material can be considered homogen-
eous, the material behaviour is characterized by means of the results of laboratory
tests. A range of laboratory test were performed by different laboratories, from
which results are summarized in two reports by Andra [2005a, 2011]. From these
experimental campaigns, the following can be concluded regarding the macro-
scopic behaviour of the COx:

e preliminary evidence for anisotropy in the peak stress o, has been observed,
with a slightly higher peak stress for compression in the direction of the bed-
ding plane compared to perpendicular to the bedding plane and a reduction
up to 50% in the direction 45° to the bedding plane [Auvray, 2011].

e anisotropy of the Young’s modulus can be observed, with a 20-30% higher
stiffness in the bedding direction [Zhang, 2011]. This anisotropy however,
is not observed in the triaxial tests shown in Figure 1.5.

e Initial (intrinsic) permeability is in the order of 1 x 1072° m?2. This intrinsic
permeability corresponds to a hydraulic conductivity in the order of 1 x
10713m/s.

e Total porosity ranges between 14% and 19.5% [Yven et al., 2007].

A series of triaxial compression tests was performed by different laboratories
[Andra, 2013], for which samples were stabilized under a relative humidity of 90%
before testing. This stabilization leads to a partially saturated state of the sample
and the measured response is influenced by this degree of saturation. Therefore,
the response should be interpreted as a total stress. Although globally no fluid
pressure was applied, the (partial) saturation might play an important role in the
stress response, as demonstrated experimentally by Zhang [2011].

The nominal stress response to triaxial compression at different confining
stress for this series of tests is given in Figure 1.5. These results will serve in this
work as reference experimental results for the macroscopic behaviour of drained
conditions. Drained conditions in this sense is defined as the absence of influ-
ences of hydraulic pressure on the mechanical response, which means both locally
and globally drained conditions at zero fluid pressure and the absence of any
unsaturated effects.
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Rock parameter Ind Value
mass of unit volume (wet) P 2.39 g/cm?
Porosity n 18+1%
Young modulus E 4000 + 1470 M Pa
Poisson ratio v 0.29 + 0.05
Uniaxial compressive strength UCS 21 +6.8 M Pa
Hoek-Brown criteria S 0.43

m 2.5

O 33.5 M Pa
Intrinsic permeability ki; 5x 10721 — 5 x 10~20m?
Water content M 7.2 +1.4%

Tab. 1.2: Main characteristics of the Callovo-Oxfordian claystone at the URL level
(-490m). After Armand et al. [2014]
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-Sr 2MPa perp
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0.02 0.015 0.01 0.005 0 -0.005 -0.01 -0.015 -0.02 -0.025 -0.03

radial strain <-—-—-  ————- > axial strain

Fig. 1.5: Nominal deviatoric stress response to triaxial compression at 2, 6 and 12MPa
confinement stress, perpendicular (perp) and parallel (par) to the bedding
plane [Andra, 2013].

By adopting the assumption of a Mohr-Coulomb failure criterion, a friction
angle ¢ and cohesion ¢ can be found based on the peak response of the triaxial
tests. This gives a friction angle of ¢ = 24° and a cohesion of ¢ = 6.4M Pa. In
addition, the Poisson’s ratio v and Young’s modulus F can be obtained from the
initial slopes of the stress-strain relations and fall well within the range of v =
0.2940.05 and E = 4.0+£1.47G Pa respectively, as can be found in literature (Table
1.2). More macroscale material properties can be found in literature, notable in
Andra [2005a,b] and the references therein. A range of material parameters can
be found, depending on the mineral content, which varies with the depth at which
the samples for testing were taken. Table 1.2 gives reference values of the main
hydromechanical parameters of the COx to be used in this work. In this table, the
failure criteria are given in the form of the Hoek-Brown criteria [Hoek and Brown,
1997], which can be translated into equivalent cohesion ¢’ and friction angle ¢’
for a Mohr-Coulomb criterion [Hoek et al., 2002] (the conversion procedure used
here is presented in this specific 2002-version of the publication). When using the
Bure URL in-situ stress state, this results in ¢ = 22.1° and ¢ = 6.8 M Pa, which
is in good agreement with the results obtained from the triaxial tests presented
above.
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1.4 Formation scale observation in the EDZ

At the formation scale (>1 dm), the Callovo-Oxfordian shows a variation in the
distribution of the mineral content, of which the variation of the carbonate content
is the most important parameters. At the URL level (-490m) the variation is
relatively low and the mineral content can be considered constant with depth.
The in-situ stress regime is related to the tectonic regime of alpine orogenesis
with a major principal stress direction in the horizontal plane at a N E150° strike.
The stress regime can therefore be characterized by means of a vertical stress
component ¢, and a major and minor horizontal stress component oy and oy,.
Vertical stress corresponds to the weight of the overburden pgh ~ 12M Pa:

op, = 12.40 MPa
og = 16.12 MPa
o, = 12.70 MPa

A detailed study of the geometry of the EDZ around gallery drifts at the URL
level is documented in Armand et al. [2014]. Based on this work, the main features
for the characterization can be derived:

For a detailed observation of the fracture network, dyed resin was injected in
the rock around the gallery from a borehole horizontally drilled from the gallery
wall. The extraction of the injected material allowed the detailed identification
of the fracture network in the characterization of the distribution of the different
types of fractures (Figure 1.6).

In the excavation damaged zone, two types of localized failure are observed;
and extension fractures (mode I) and shear fractures (mode II). In the proximity
of the gallery wall, extensional fractures are observed with a heterogeneous dis-
tribution of orientation with respect to the gallery wall. These fractures have a
discrete nature. The chevron shear fractures have more the characteristics of a
zone in which smaller fractures form a band. The width of these bands is is the
order of a decimeter. The chevron fractures extend beyond the zone in which the
extension fractures are observed.
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distance from gallery wall [m]

0.2 04 0.6 08 1.0 1.2 14 1.6

Fig. 1.6: Fracture observation under fluorescent light after dyed resin injection in a ho-
rizontal borehole drilled from the gallery wall. Top: interpretation of fracture
pattern drilled around resin injection. Bottom left: thin section with details
of extension/shear fractures. Bottom right: picture under fluorescent light of
chevron fracture. Bottom center: thin section of detail of chevron fracture.
Images taken from Armand et al. [2014]

Two models of the EDZ are defined; a model for galleries with an orientation
along the minor and along the major principal stress directions respectively. A
graphical representation of these models is given in Figure 1.7. It can be observed
that for the model of the gallery along the mayor principal stress direction, the
geometry of the excavation damaged zone is does not show a spherical pattern
around the gallery, although the (initial) stress state is close to axisymmetric (o :
o3 = 12.7: 12.4). This indicates that anisotropic behaviour is likely to be induced
by the host rock, either at the local scale (present in the constitutive behaviour) or
at the global scale (formation-scale heterogeneity, effect of geological layering,...).
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Information : This model is based on
fractures observed in GET drift and GCS drift
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Fig. 1.7: Conceptual model of the fractures in the EDZ for drifts in the direction of a)
the major principal stress and b) the minor principal stress [Armand et al.,
2014].

Other observations related to the hydromechanical behaviour at the formation
scale are [Armand et al., 2014]:

e In the ’homogeneous shear zone’, no big changes in hydraulic conductivity
was observed. The observed variations in hydraulic conductivity fall within
the range of one order of magnitude.

e In the "heterogeneous traction zone’; a strong change in hydraulic conduct-
ivity was observed, with an increase up to 4 orders of magnitude. This
increase is related to the fracture transmissivity and not to a change in
permeability of the matrix.



2. MODELLING APPROACH FOR GALLERIES IN
CALLOVO-OXFORDIAN CLAYSTONE

The choice of appropriate constitutive models is a key factor in the modelling of
geomaterials and many constitutive models have been proposed in the classical
way of modelling material behaviour through the formulate of phenomenological
descriptions in macroscale constitutive relations. These models can generally be
divided in the family of elastic-plastic models [Vermeer and de Borst, 1984] and
hypoplastic models [Kolymbas, 1991], although many variations can be found, al-
lowing the direct introduction of a wide range of phenomena of material behaviour
such as plasticity, viscosity and coupling between multiple physical processes that
can directly be formulated. Examples of such phenomenological models applied
on the modelling of the hydromechanical behaviour of claystone can be found in
Shao et al. [2006], Arson and Gatmiri [2009], Cariou et al. [2013], Charlier et al.
[2013].

However, this way of phenomenological macroscale modelling can lead to dif-
ficulties when

e anisotropy has to be introduced for different phenomena
e a full loading history has to be taken into account

e material behaviour based on micromechanical observations needs to be
taken into account

e non-linear responses for principal stress rotation are to be considered

The incorporation of micromechanical phenomena in the formulation of the mac-
roscale behaviour can therefore hardly be avoided. An alternative to phenomeno-
logical macro scale constitutive models is taking into account the material micro-
structure underlaying the macroscopic constitutive behaviour in a direct simula-
tion. However, the full incorporation of the microstructure in the computation is
often restricted to relatively simple computations as an effect of the limitations
in computation power. Instead, a selection of the microstructure can be modelled
from which the homogenized response represents macroscopic behaviour. Many
approaches are available with different levels of microstructural detail. One fam-
ily of such models for anisotropic damage derives the macro scale behaviour from
micro scale damage related to the nucleation and growth of microcracks Andrieux
et al. [1986], Pensée et al. [2002]. These methods have seen a range of applica-
tions and extensions, notably to poromechanical modelling Dormieux et al. [2002,
2006]. This family of microcrack models does however not represent a complete
microstructure that takes into account for example the full interaction between
the micromechanical constituents such as inclusions, crystals or grains and more
complex micromechanical models with different homogenization schemes are re-
quired for this extend.
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2.1 Finite element squared — FE?

Another approach of microscale-based modelling can be found in double-scale
finite element methods [Lee and Ghosh, 1995, 1996, Smit et al., 1998] or the finite
element squared (FE?) method [Feyel and Chaboche, 2000, Kouznetsova et al.,
2001, Miehe and Koch, 2002, Schrioder, 2014], where the material behaviour at the
macro scale is modelled by means of a representative elementary volume (REV),
containing a detailed model of the material microstructure. The boundary value
problem related to the deformation of the REV is solved by means of a finite
element method. The global response of the REV to the deformation, dictated
by the macroscale local deformation tensor FM = V3! #, serves as a numerical
constitutive law for the macro scale (Figure 2.1).

MACROSCALE X MICROSCALE
Ay ' <5
23 > 2%
Z8
@ 5
| :
Unknown |
constitutive

|

0, Cj €—+—
1

1
1
1
1
1
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relation : Micro scale FE computation
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1
1

Material point in macro
scale finite element BVP

Fig. 2.1: Schematic representation of the FE* method. Macro response o;;, together
with tangent operator Cjjxi, forms the numerical constitutive relation derived
from the REV boundary value problem by computational homogenization.

The translation from the macroscale deformation gradient F' to the REV
boundary value problem, which is discussed in more detail in Section 4, is most
efficiently done through periodic boundary conditions at the REV [Terada et al.,
2000, van der Sluis et al., 2000]. Once the boundary value problem at the micro-
scale is solved up to an acceptable degree of accuracy, the stress response to the
deformation loading is sent back to the macroscale. In the framework of compu-
tational homogenization, this scale transition is obtained from the condition of
equal work on the micro and the macroscale, better known as the Hill-Mandel
macro-homogeneity condition [Hill, 1965, Mandel, 1972] (Equation 2.1). In com-
bination with the divergence theorem, the integral over the microscale domain
can be linked to the boundary conditions of the microscale:

PM:F*MZ%/P:F*dQZ%/F-f*dr (2.1)
Q o0

Here 0Q is the boundary of domain Q and % is the traction acting on this
boundary at coordinate Z.

These classical methods of first order computational homogenization are based
on the assumption of scale separability; the scale of fluctuation in the macro-
scopic fields is large compared to the microstructure and its REV, such that the
boundary conditions of the microscale BVP can be properly dictated by the local
macroscale deformation gradient. The method of computational homogenization
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has become a generally applied method in the analysis of the behaviour of ma-
terial with microscale heterogeneity, see for example Geers et al. [2010] and the
references therein. However, the method has it restrictions, notably linked to the
capacity of modelling localization phenomena. This is summarized in Geers et al.
[2010] as follows:

e The method complies with the principle of local action and the
material point concept and is therefore in a mon-modified form
limited to a standard continuum mechanics theory at the macro-
scale.

o The aforementioned principle of separation of scales clearly sets
limits for the first-order case. As a consequence, large spatial
gradients at the macro-scale cannot be resolved. The method
is therefore not suited for the analysis of localization problems
[Geers et al., 2010]

For obtaining objective results in case of softening response and localization
problems, the first-order computational homogenization was extended to second-
order computational homogenization [Kouznetsova et al., 2002, 2004, Luscher
et al., 2010], in which a length scale was derived from micromechanical compu-
tations by adding the gradient of the macroscopic deformation tensor Vo F™ to
the boundary conditions of the REV. By linking this strain gradient to the mac-
roscale strain gradient, a second gradient model can be obtained which is directly
dependent on the microscale deformation. Others have extended the computa-
tional homogenization to micromorphic media [Jénicke et al., 2009], obtaining
a length scale at the macrolevel through additional boundary conditions at the
microscale. In these ways, the continuity at the macroscale can be guaranteed
for loading beyond the peak response. However, the derivation of a length scale
from the microscale REV requires defining a length scale at the REV level and
the separation of scales is no longer valid.

An alternative approach is to extend the macroscale framework with discontinuit-
ies to allow localization of deformation at the microscale develop into fracture-like
discontinuities at the macroscale. For this purpose, a decomposition of the mac-
roscale deformation into a homogeneous unloading and a discrete fracture part
has been introduced in a continuous-discontinuous framework by Massart et al.
[2007]. Following a similar philosophy of tensorial decomposition of the deform-
ation was used to model localization along a-priori defined macroscale cracks
[Kulkarni et al., 2010, Nguyen et al., 2011]. Other methods have been proposed,
using multi-level computations combining multiscale modelling with direct mod-
elling of the microstructure to account for damage in zones where discontinuities
are likely to occur (see for example Ghosh et al. [2007], Bai [2008])

Recently, a continuous/discontinuous approach without a priori defined localiz-
ation paths using the so-called 'percolation-path aligned’” boundary conditions
was proposed by Coenen et al. [2011a,b]. Here the periodicity is rotated to align
with localization paths in order to decompose into continuous and discontinuous
deformation. This method has been applied in the modelling macroscale local-
ization in cellular material due to micro-buckling of cell walls in a discontinuous
Galerkin methods by Nguyen [2014], Nguyen and Noels [2014].

When it comes to multiphysical coupling in doublescale computations, the FE?
method has seen few applications, with the first notable formulation of multiphys-
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ics couplings the introduction of thermo-mechanical coupling by Ozdemir et al.
[2008a,b]. Computational homogenization was later used for deriving the effective
porosity from microstructures captured in a REV [Massart and Selvadurai, 2012,
2014]. In these approaches, first order computational homogenization was used,
which implies that the separation of scales was honoured and no length scale was
supposed to be present at the microscale. A variational homogenization was intro-
duced by Su et al. [2011] for solving transient hydromechanical coupled problems,
taking into account the transient effects in both macro and microscale computa-
tions. This requires the introduction of an internal length scale in the REV. For
the incorporation of such a physical length scale, hydromechanical coupling in a
computational homogenization framework for micropolar media was proposed by
Janicke et al. [2015] for the modelling of poroelastic media.

Computational homogenization of the hydromechanical coupling in porous
media was presented in Mercatoris et al. [2014] for the modelling of anisotropic
hydromechanical coupling in heterogeneous porous media.

2.2 Strain localization in finite element models; regularization
techniques

We investigate here an approach for the modelling of localization phenomena
while maintaining the continuum at the macro scale. It is well-known that the
classical finite element method will lead to spurious mesh dependency in case
of strain localization and an enhancement is required to obtain objective res-
ults. Several regularization enhancements are available for this purpose, such as
nonlocal damage models Pijaudier-Chabot and Bazant [1987] or gradient mod-
els Muhlhaus and Alfantis [1991] in which damage parameters are smeared out
through spatial averaging or through dependency on strain gradients. In this
way mesh objectivity is obtained. However, this introduces a non-local depend-
ency of (damage) parameters in the constitutive law, which is not compatible
with the envisioned double scale approach. For this reason local second gradi-
ent models Mindlin [1965], Germain [1973] are required, since its framework is
based on the assumption of a microstructure with small dimensions compared to
the macro scale. This allows constraining the microkinematic field such that the
constitutive behaviour is strictly local. A local second gradient model has been
developed for geomaterials Chambon et al. [2001], Matsushima et al. [2002] and
the modelling of localization in shear bands has been investigated and presented
in works Bésuelle et al. [2006].

A consequence of the use of a local second gradient model on the macroscale,
is that a continuum approach is maintained throughout the computation and
macroscale discontinuities can not be taken into account. This requires the con-
stitutive behaviour to represent local continuous behaviour with a diffuse charac-
ter of deformation. This requirement might be very strong and is closely related
to the periodicity of the material behaviour. Section 11.2 will investigate this
requirement in more detail.



3. STATE OF ART : EXISTING MODELS TO START FROM

In this chapter, two existing approaches for the modelling of hydromechanical
coupling at the macro and micro level are discussed. These approaches form the
starting point of this work.

3.1 Large strain formulation of a poromechanical continuum with
a local second gradient model

On the macro scale a poromechanical continuum is defined for which the field
equations describing equilibrium under quasi-static conditions are solved for field
variables u; (displacement) and p (fluid pressure). Since localization due to soften-
ing will be studied, an enhancement is required to avoid either the well known
mesh dependency or the strain localization into bands with vanishing width and
energy dissipation upon mesh refinement [Pijaudier-Chabot and BaZant, 1987].
This enhancement is introduced by considering the material as a micromorphic
material with a microkinematical gradient v;;, in addition to the macro displace-
ment field u;. As a particular case of micromorphic continuum, the microkinemat-
ical gradient v;; is assumed to be identical to the gradient of the macro displace-
ment Ou;/Jz; in accordance with the second gradient theory [Mindlin, 1965,
Germain, 1973, Chambon et al., 1998, Matsushima et al., 2002].

The introduction of the kinematical gradient v;; as a variable in the framework
of second gradient theory requires double stress ¥ (with components ¥;;) as a
static dual to the gradient of v. This allows writing the field equations in a virtual
work formulation for any kinematically admissible field of displacement w; and
v = O0uf/Ox; as:

our O%ur -
e T 5/ 8 ) dQ-Wr=0 3.1
/Qt (O'zj amz + ijk ax§8$§€> e ( )

with Q the configuration at time ¢, of; the classical Cauchy stress and W the
external virtual work. The external virtual work is assumed to contain no body
double forces and therefore can be given by:

W;:/ ptffu;d9+/
Qt r

where f} is the body force per unit mass, p’ is the mass density, p! the external
(classical) forces per unit area, and P! an additional external (double) force per
unit area. All these force densities are applied on part I't. of boundary I'*.
Solving for the second gradient of displacement in (3.1) by a finite element
method requires continuously-differentiable (class C1) elements when the con-

straint on the microkinematical gradient is strong. As an alternative to the use

our >
Ly ) dD (3.2)
ozt

(pM + P/

o/
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of this class of elements, a field of Lagrange multipliers A;; can be introduced to
weaken the constraint on v;;:

o [ Ouf
/Qt A (axg. ”fj> =0 (3.3)

with A%; a virtual field of Lagrange multipliers. This allows rewriting Equation
(3.1) into

our oy our . .
/ ( 7,]6 t +Eljka )dQ /Qt)\lj (ax;—l/”>dQ—We:0 (34)

For the fluid pressure, the field equations are written in terms of a fluid mass
balance equation in weak form as

/ (Mtp* - mfgpt> dQ) = /Qtp*dﬂ - /qtp*df (3.5)
i
Q Q It

with M* the fluid mass in the current configuration, m! the mass flow density, Q*
a sink term and ¢' = m!n! the boundary input flux per unit area as the product
of m! and the boundary surface normal n!.

The non-linear field equations (3.3), (3.4) and (3.5) have to hold for the bound-
ary value problem related to a loading path that is followed for a certain time. To
solve this boundary value numerically, a discretization into time steps is required,
for which the solutions to the BVP are computed by a full Newton-Raphson
scheme. The fields u; and p are solved for, together with the fields v;; for reg-
ularization and A;; to provide a weakening in the constraints between u; and
Vij.

The linearization of the 3 types of field equations (3.3)-(3.5) for finding the
iterative updates duf, d\{;, dvj; and dp' through the definition of a linear auxiliary
problem is given in Colhn et al. [2006]. This linearization results in a linear system
of field equations to be solved in the form of a 25 x 25 matrix equation with 71
referring to configuration %"~ !after iteration n — 1:

/ [U*,‘rl }T[ETl] [dUTI]dQ _ _er (36)

(z,y)
(271

R™! is the out-of-balance term at the last computation, which needs to be cor-
rected for in the iteration7 [U(TZ 1y)] is a 25-term array, with subsequently the

components of i duft 0dp™’ gy oy dX\j} and dv}'. Matrix [E7'] has the

) DarT 0P Tt s
following structure '

C€4><4 +E1€4><4) 0(454) Klim(4><3) Ouxs)  Ouaxay  —Lraxay

G1(5x4) O(2x2) G2(§x3) Oiaxs)  Oaxay  Opaxay

[Bt] = Kn;Lh(Bx4) 0(3%2) Kh?z(Sx:%) 0(f3><8) Oixa)  Opxa

E2(§x4) Ouxay  Ouxay  Dixs)y  Oisxay  Osxa

E3£Z><4) Ouxay  Ouxay  Ouxs)  Ouxay  Liaxa
E4(Z><4) O(4><4) 0(4><4) 0(4><8) _I(4><4) 0(4><4) i
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(3.7)

Matrices [C(tzx4)] and [D'égxg)
the second gradient mechanical constitutive relations respectively. Matrix [Kpp]
is the linearization of the hydraulic constitutive behaviour, relating variations of
pM and VpM to variations in M and . Matrices [Kpm] and [K,p] contain the
coupling between the mechanical and hydraulic systems.

The second gradient tangent stiffness matrix [D(syg)] is obtained from a con-
sistent linearization of the second gradient constitutive behaviour at the macro
level (see Section 3.1). The first order tangent stiffness matrices [Claxay], [Knn],
[Khm] and [K,p] are obtained by a consistent linearization of the classical con-
stitutive behaviour, either by a numerical approximation such as a finite difference
approximation or in the form of an analytical expression through the partial de-
rivatives of the constitutive relation. To solve the linearized problem of Equation
(3.6) for displacement updates [dU] the problem is spatially discretized using a
finite element method for large strains. The 9-node elements with 4 integration
points used for the discretization is given in figure 3.1.

| are the consistent linearizations of the classical and

O u,p
o v

A A

1)

X2

current element parent element

X1

Fig. 3.1: Quadrilateral element and parent element used on the macro scale.

The numbers of nodes per element imply a quadratic shape function ¢ for u;
and p (8 nodes), a linear shape function ¢ for v;; (four nodes) and \;; assumed
constant over the element (one node). Using the four integration points in a
finite element procedure, the field equations (3.4) and (3.5) are approximated on
the element domain as a function of the column vector [dU;! ,.] containing all
variables defined on the different element nodes, using the weakened constraint of
(3.3) on the second gradient of displacement. An identical discretization is done
with respect to the residual R7}” —on the element domain [Matsushima et al.,
2002, Collin et al., 2006]. The constitutive law for the second gradient model is
explicitly defined on the macro level. A special case of the isotropic linear model

by Mindlin [1964] is used here. This gives the relation between double stress X,
8%y
0Ly 0Ty

and double strain by a single parameter D as given in Equation (3.8)
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[Bésuelle et al., 2006].
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(3.8)

v
Here ;5 is the material derivative of v;; and ;1 is the Jaumann double stress
derivative defined as:

v
Yijk = Dijk + Xijrewi + Dapwiy + Xijiwik (3.9)

with w;; the spin tensor. The consistent linearization [D(syg)] defined in equa-
tion (3.7) is derived by a forward finite difference approximation based on the
constitutive relation of equation (3.8).

3.2 The Frey microscale model for hydromechanical coupling

A starting point for the modelling of hydromechanical coupling at the micro-
scale is the microscale model developed by Frey [2010], Frey et al. [2013]. This
model, developed in large strain formulation, has been modified on several as-
pects. Before continuing with the development of the computational homogeniz-
ation framework, the main characteristics of the original model are given, after
which a discussion validates the proposed changes of the model.

3.2.1 The Frey-model in a large-strain formulation

The microscale model assumes the material to be composed of an assembly of
deformable grains connected by cohesive interfaces. These interfaces form a net-
work of pore channels saturated by a fluid. The fluid can percolate through the
network as an effect of the pressure gradients in the interface channels (see Figure
3.2), for which the hydraulic transmissivity is controlled by the normal opening
between the grains. The fluid pressure and the pressure gradient act on the grains
as normal and tangential tractions. In addition, mechanical cohesive forces act
over the interfaces depending on the history of the interface opening.
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deformable fluid phase

solid grains — fluid flux

Fig. 3.2: Micromechanical model of the fluid-saturated microstructure in the Frey-
model.

By assigning different properties to the solids and the cohesive interfaces, a
model for the microstructure of claystone is obtained. Inclusions can be simulated
by introducing large grains with high stiffness embedded in a matrix of grains to
represent the clay matrix. The interfaces between the grains are therefore used to
simulate the border between the inclusions and the clay matrix or the potential
fractures in the clay matrix. The variation of interface cohesive parameters can
be used to introduce the different types of interfaces, for example the interfaces
between different inclusions or the interfaces between inclusions and clay matrix.

A hyperelastic constitutive relation provides the Cauchy stress o inside the
grains at a given time t as a function of the deformation, expressed in terms of
the left Cauchy-Green strain tensor b* = F - F7:

A

aij = %(b?}? = 8i3) + g7 (I3 (3.10)
with J% the Jacobian of the deformation gradient tensor F' at time ¢ and §;;
the components of unit tensor I. The material constants in this relation are the
Lamé parameters A and p. The interfaces that separate the grains allow a finite
displacement of the opposite grain boundaries. Cohesive forces between opposite
sides of the interfaces are directed normally (7)) and tangentially (7;) to the
interface orientation and are defined as a function of the history of normal and
tangential relative displacement of the opposite interface boundaries Aw,, and Awuy
respectively. This means that a full decoupling between normal and tangential
components in the f(A{[)—relation is assumed. Figure 3.3 shows the model of the
interface with the components of the cohesive forces, acting antisymmetrically on
opposite interface boundaries
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Grain 1

== Grain 2

Fig. 3.3: Interface model with components of cohesive forces T: and T, and fluid-on-
solid forces f; and F),. [Frey et al., 2013]

The interfaces form a network of channels allowing fluid percolation. Taking
into account fluid bulk modulus &%, the fluid density p* can be expressed as:

p = pexp (klw(p - po)) (3.11)

where p% is the fluid density at reference pressure p. The fluid mass flux w in
the interface as a function of the pressure gradient % is found by an integration
of the Navier-Stokes equation for laminar flow between smooth parallel plates as

_w
w=plro (3.12)
with x a function of the dynamic viscosity of the fluid and the normal opening
of the interfaces Au,. The integration of Equation (3.12) over the length of an
interface channel provides a solution for the mass flux between two points for a
given pressure difference Ap between these points. Reduction of Stokes equation
with some minor simplifying assumptions gives

N -1

mm (e (a0) o [ | (oo ()~ (7)) 029

s—

with p™ and p~ the fluid pressure at the extremities of the fluid channel. When
a given configuration of the REV is known, the integral over x can be solved by
a Gauss quadrature, leading to an equation linear in the exponential of the fluid
pressure p. Introducing AP as the exponential of the fluid pressure p as

AP = exp (k%) (3.14)

and interface conductivity term ¢ as

-1
st

¢ = |exp <klwp°> po/ﬁ(ls)ds (3.15)

s—
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Equation (3.13) can be rewritten in the linear form to describe the fluid mass flux
in a single interface channel as:

=\ — N\ ) (3.16)

A mass balance equation at the intersection of interfaces can be written

Y w=0 (3.17)

Periodic boundary condition pf” = pl 4+ Ap, where [|¥ are the follow’ degrees
of freedom, depending on a homologous 'lead’ degree of freedom [J*, is enforced
through

PUAD T D L) (3.18)

where Ap = VMp . (#F — #L) is the difference between the periodic couples p”
and p and AP = exp (k%Ap). The definition of a degree of freedom p at each
intersection of interfaces allows writing the global system of equations in AP by
the global assembly of (3.17) and (3.18):

[@]{A} = {0} (3.19)

where [®] is a n x n matrix and {A} is the column vector containing the n
degrees of freedom A. One additional constraint is added by the penalization of
one degree of freedom in order to obtain a well-posed system of equations from
Equation (3.19);

APen — \P (3.20)

The value of penalization is used to iteratively update the pressure profile over
the REV in order to satisfy the third hydraulic boundary condition

1
e /de =pM (3.21)
Qw

with Q% the part of domain € occupied by the fluid phase, which in this case is
equal to the domain of the interfaces. Given a certain mechanical configuration
to provide the information for x, the fluid system is solved for this specific config-
uration, after which the fluid pressure and pressure gradients in the channels are
used to determine the hydraulic forces F}, and f; acting as respectively normal
and tangential forces on the interface boundaries as shown in Figure 3.3. These
hydraulic forces take part in the equilibrium of the mechanical system, which is
solved for in a Newton-type iterative scheme (the tangent operators are only con-
sistent to the mechanical part of the problem, whereas the equilibrium involves
both mechanical and hydraulic components due to the grain boundary traction
by the fluid pressure). For each iterative update of the mechanical configuration
(nodal positions), the hydraulic system is solved to update the hydraulic back
coupling on the grains. This staggered scheme of subsequently taking a mech-
anical iteration and solving the hydraulic system of equations generally leads to
an efficient convergence due to the relatively low coupling from hydraulics to
mechanics [Frey, 2010].
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Once equilibrium is obtained for the mechanical system, the macroscopic prop-
erties are obtained from the REV by volume averaging by the following equations;

1
oM — VREV (ﬁ/adQ—i— /pIdQ (3.22)
s Qw

. 1 I
M= RV /(mF — zlygar (3.23)
I+
1 w
Quw

where the solid domain ° is defined as the grain domain and Q" as the
interface element, ¢ is the interface fluid flux to be integrated over the upper
REV boundary I'".

3.2.2 Proposed modifications of the Frey model

The model presented above, for which the numerical details can be found in Frey
[2010] and Marinelli [2013], can provides a fully-coupled poromechanical mac-
roscale constitutive relation when combined with a homogenization framework
to provide the consistent tangent operators relating the increments in response
to increments in macroscale kinematical constraints. The staggered approach of
separately solving the microscale hydraulic and mechanical problems provides a
computationally efficient numerical scheme to solve the coupled problem. The
efficiency of this scheme is due to the relatively small coupling of the hydraulic
system on the mechanical system, allowing to omit the coupling terms in the
Newton-Raphson scheme for the mechanical problem.

However, for the implementation of this model in the framework of computa-
tional homogenization several difficulties arise:

e The first order computational homogenization is based on the separation
of scales. This implies that the REV represents local macroscale material
behaviour and a length scale at the microscale level should not be present
in order to be able to correctly prescribe the periodic boundary conditions.
The variation of fluid pressure over the REV violates this assumption. When
the variation in fluid pressure as an effect of the pressure gradient is taken
into account in the REV, an absolute REV size is required to translate the
macroscale pressure gradient to a pressure difference between the homo-
logous points on the periodic boundaries. Through the hydromechanical
coupling, the choice of the REV length not only has an effect on the hy-
draulic response, but also on the mechanical response of the REV.

e The definition of the macroscale stress tensor as the volume average of the
Cauchy stress over the deformed REV, with no mechanical stress compon-
ents in the interfaces, is not compatible with the Hill-Mandel principle of
macro-homogeneity, which requires the macroscopic work to be equal to the
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microscopic work. A possible alternative and more consistent way of taking
into account the macro homogeneity is to consider the first Piola-Kirchhoff
stress for the scale transition and obtain the macroscale Cauchy stress as

1

M—__ — [ pdQ-FT 2

7 Vodet(F)/ (3.25)
Qo

In addition, the application of the Gauss-Ostrogradsky (or divergence) the-
orem for the integral over the domain boundary is required in the compu-
tational homogenization later on;

VO

1 1 (-
PM:W/PdQ:—/tQ@a?OdI‘ (3.26)
0o To

However, this might result in a non-symmetric Cauchy stress tensors, as no
requirements on the balance of moments is evaluated over the interfaces.
A similar problem arises when the macro stress is evaluated by means of
the boundary integral, either in the current or the reference configuration;
the undefined stress state in the interfaces either give rise to non-symmetric
Cauchy stress tensor or the internal grain boundaries have to be taken into
account in the integral. This prevents the direct application of the model
in the framework of computational homogenization.

e The consistent modelling of contact problems in large deformation formu-
lation by the finite element method is not straightforward and might re-
quire a redistribution of the grain contacts or a least a remeshing of the
contact interfaces for a proper transmission of the intergranular forces.
As the purpose of this model is to provide a simple and efficient way of
modelling micromechanical constituents, these contacts are modeled by in-
terface elements, for which no remeshing or redistribution of contacts is
considered. For large deformations, the contact forces acting between the
different particles loose their physical meaning as contacts are no longer
well-aligned. In addition to the physical meaning of these interface elements
under large local displacements, the definition of the interface channel fluid
volume suffers from a similar limitation as the intersections of several in
interface elements needs to be taken into account. The same would apply
for a possible reformulation in which a consistent interface stress state is
applied.

To overcome the aforementioned problems the following conceptual modifications
of the Frey model are introduced, facilitating a more consistent implementation
in the framework of computational homogenization.

A first modification is to change from a large deformation formulation to small
strain assumption at the microscale, through which stress tensors P and o can be
assumed approximately equal, as the deformation gradient tensor F' is assumed
to be approximately equal to identity matrix I. Moreover, the macroscale stress

state U{‘f is now found as

1 1
oy = V/””dQ = V/tﬂ:jdf (3.27)
Q r
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A second modification is related to the spatial variation of the fluid pressure
and density inside the REV. To be consistent in the separation of scales, the fluid
pressure and density are considered to be constant over the REV. This means
that the drag forces acting on the grain interfaces f; disappear from the model
and the normal hydraulic forces F}, become equal to the macroscale fluid pressure
as the fluid pressure variation is small. Except the conceptual point of view, this
modification has some advantages compared to the original model: First of all,
the resulting hydraulic system of equations becomes linear in p instead of the
exponential pressure term A, which provides a numerically more precise formu-
lation due to the independence of the fluid compressibility. A second advantage
from numerical point of view is that at the microscale the mechanical system can
be solved separate from the hydraulic system, since the hydraulic-to-mechanic
couplings are a-priori known. This makes the staggered procedure of solving
the hydraulic system of equations during each mechanical microscale iteration
obsolete. Finally, the periodic computational homogenization can be implemen-
ted more efficiently for the new version of the model, as the new formulation
of the hydromechanical coupled microscale problem is easier to differentiate for
condensing into consistent tangent operators.

With the above mentioned modifications, the microscale model in the frame-
work of first order periodic computational homogenization for hydromechanical
coupling will be redeveloped in the following chapters.



CONCLUSIONS PART I: TOWARD FE? MODEL FOR
HYDROMECHANICAL COUPLING WITH A LOCAL SECOND
GRADIENT MODEL

In this part, the context of hydromechanical behaviour of claystone on multiple
scales and the challenges in the description of its behaviour in excavation problems
were presented. From this description, the coupling between the mesoscale of
microstructure with discrete characteristics and the macroscale with a (initially)
continuous behaviour is seen as an important modelling challenge and a coupling
between the different scales as well as the different physical phenomena is required.
To be more specific, the following phenomena are considered to be taken into
account:

e The macroscale modelling of the behaviour of claystone based on the explicit
description of its micromechanical constituents and their arrangement in the
microstructure;

e the modelling of the hydromechanical coupling through the evolving micro-
sctructure under deformation;

e the incorporation of the full loading history in the material behaviour;

e a natural way of introducing macroscale material anisotropy based on mi-
cromechanical observations;

e the modelling of the onset of localizations of macroscale deformation in
poromechanical continuum.

For the modelling of the microstructure, a model for hydromechanical coupling
on the microscale level was introduced by Frey [2010]. This model is able to
take into account the hydromechanical coupling at the microscale and provides a
primary way of modelling the actual mesoscopic structure of the claystone with
inclusions and discrete openings between its constituents. For the modelling of
localization problems in a poromechanical continuum, a poromechanical formu-
lation for saturated porous media combined with the local second gradient model
[Collin et al., 2006] was summarized as a model that can deal with the macroscale
localizations and evolving relations in hydromechanical coupled constitutive re-
lations. Computational homogenization was presented as a framework in which
the modelling of microstructural processes can be used to obtain the macromech-
anical constitutive behaviour, which comes best into its own in a finite element
squared (FE?) modelling approach.

This work will combine these two models through the scale transition provided
by a computational homogenization framework. This work is motivated by the
ambition of developing a multi-scale modelling approach to take into account
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the aforementioned characteristics of the behaviour of claystone. For a consist-
ent implementation, some modifications of the model were presented. The full
development of the merged models is given in the following parts.

The resulting modelling approach is summarized in Figure 3.4

MACROSCALE

MICROSCALE

ry,
0X,,0X,

f

Local second

au R
ax. ax.' P

Unknown

gradient constitutive
model relation Micro scale FE computation
z\jk + DiJkImn Cij’ mi! M

material point in <
macroscale finite element BVP  + tangents 1

Fig. 3.4: Schematic representation of the hydromechanically coupled doublescale
model with local second gradient model.
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The starting point of the developments described in this work is the doubles-
cale model for hydromechanical coupling by [Frey, 2010], which is based on a
mechanical version developed by Bilbie [2007] and followed by the first doubles-
cale computations by Marinelli [2013]. Several modifications of this model have
been made to facilitate the implementation of computational homogenization by
static condensation and to guarantee the consistency in the doublescale frame-
work as discussed in section 3.2.2.

Chapter 5 describe the development of the microscale numerical model. With
respect to the Frey model the following contributions have been made:

e The change from large strain to a small-strain large-rotation formulation
e The separation of scales for the fluid problem
e A complete reformulation of the fluid flow model

e The introduction of diffusive fluid mass transport in the grains, combined
with the interface flow model

The last sections describe the homogenization procedure for obtaining the
macroscale response and the tangent operators. For the mechanical part of the
model, this is the application the computational homogenization available in lit-
erature [Kouznetsova et al., 2001] to the mechanical part of the microscale model.
The theory is therefore not original, although the reformulation using the period-
icity vector generalizes the approach to arbitrary periodic frames and is considered
to be more straightforward. The developments of the extension of the computa-
tional homogenization to hydromechanical coupling for the microstructure is an
original contribution, inspired on the computational homogenization of thermo-
mechanical coupled problems by Ozdemir et al. [2008a).

From an implementation point of view, the following contributions were made
on the microscale ;

e a restructuring of the larger part of the code
e the implementation of the above-mentioned modifications of the model

e the complete implementation of the computational homogenization, both
for mechanical and HM coupled problems and both by numerical perturb-
ation and computational homogenization by static condensation.
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4. THE PERIODIC FRAMEWORK FOR HYDROMECHANICAL
COUPLED PROBLEMS

4.1 Decomposition of the microkinematics

The doublescale modelling approach distinguishes between a microscale and a

macroscale. The kinematics fields on these scales are u”,p™ and uM, p™ re-

spectively and are not necessarily the same; given a point #; with a displacement

uM (%), the microkinematics can be defined to be identical; u(#) = uM(%). A

Taylor expansion can be used to define the macro displacement of a point Z close

to 7 as

du;(2)
3xj

For points & in a macroscale continuum very close to point 5, only a first order
expansion is required and the higher-order terms of the expansion can be neg-
lected. For the microkinematics, these higher order terms can not be neglected,
as no continuity restriction is made to the displacement field at the micro level.

The micromechanical displacement field uf*(z) is therefore decomposed in the
macromechanical field 4} (z) and further decomposition into microkinematical
gradients [Germain, 1973]:

ou}! (2)
8xj

with @} = x; — &; and Xijk, Xijki, -.- the higher order gradients of the microscale
displacement fields. Rather than working with the full expansion, the higher order
terms are replaced by a micromechanical fluctuation field u{ (z), which leads to
ouM
agjj o +uf () (4.3)
This micro fluctuation field can be discontinuous (as a result of the infinite de-
composition), but has to be kinematically admissible. Moreover, the require-
ment u(2) = uM (%) has to hold for any point in the macroscopic formula-
tion. From (4.2) it follows that this expression holds approximately, and only
for z; — z; << uf\/f (Z). In this way the requirement for separation of scales
is obtained, in which the length scale of the representative elementary volume
containing the microstructure with its microkinematics is much smaller than the
macroscale problem.

In the same way as for the microscale displacements, the microscale pressure
fields can be decomposed into a macroscale components an a microkinematical
fluctuation field:

u(z) = ul (3) +

o+ Xijr(B)2jwy + Xoju (D) 2jra; + . (4.2)

ul(z) = ul (2) +

pia) = @)+ 2 (w4
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As a consequence of the requirement of the separation of scales, it is found that

opM
3xj

(z; — &;) +p << p™(2) (4.5)

4.2 REV with periodic boundary conditions

In this section, a framework for the BVP on the REV is outlined. Different types
of boundary conditions can be chosen to translate the macroscale deformation,
pressure and pressure gradient to the microscale, of which the three main types
are;

e Dirichlet boundary conditions, where equal displacement of the boundaries
is enforced to apply the macroscale deformation,

e Neumann boundary conditions, where equals traction is applied on the
boundaries,

e Periodic boundary conditions, where the relative displacement between op-
posite boundaries is enforced and boundary traction on opposite boundaries
is antisymmetric.

It is well-known that Dirichlet and Neumann boundary conditions provide an
upper and lower bound solution, as they tend to respectively overestimate and
underestimate the equivalent material strength when the REV is not large enough
to be fully representative [Hill, 1963, Terada et al., 2000, van der Sluis et al.,
2000]. The periodic boundary conditions give a results bounded by these up-
per and lower bounds. The convergence towards a representative response with
increasing REV sample size is therefore more efficient with periodic boundary
conditions. For this reason and its suitability for homogenization applications,
periodic boundary conditions are adopted for transferring the macroscale deform-
ation to the microscale REV. In this section, the framework for the REV with
periodic boundary conditions is presented.

Next to the periodicity of the boundary conditions, periodicity of material can
be considered [Gitman et al., 2007]. Although not strictly necessary for the applic-
ation of periodic boundary conditions of the REV (see for example V.-D. Nguyen
and Noels [2012] for an alternative formulation of the periodic boundary condi-
tions), the material periodicity provides a natural accordance with the periodic
boundary conditions, as periodicity of the microscopic deformation is initially
obtained regardless the boundary conditions. This periodicity of the material
behaviour can be lost when softening phenomena occur and the localization of
deformation does not honor the periodicity of the microstructure. Numerical ex-
amples, using a REV with periodic microstructure and a microscale model very
similar to the one presented in this work, were given by Bilbie et al. [2008] who
showed that the response to deformation loading can become REV-dependent
when softening of the material takes place and localized deformation can occur.
This loss of material periodicity leads to dependency on the REV boundary condi-
tions whenever these conditions are not enhanced to deal with this non-periodicity
of deformation. In these cases the boundary conditions can become part of the
material behaviour, leading to a spurious REV-size and -shape dependency.
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This being noted, the aim is to develop a homogenization procedure that
provides a constitutive relation for a continuous macroscale medium. This re-
stricts the REV to representing continuous macroscale response. As a proper en-
hancement for fully continuous macroscale might not exist, the periodic bound-
ary conditions are accepted as a way of enforcing the local periodicity of the
microscale material behaviour. Although it provides a certain regularization of
microscale localized deformation, this will have implications on the macroscale
material behaviour that cannot be ignored. They will be discussed in Section
11.2.

The boundary value problem to be formulated on the REV is enforced through
periodic boundary conditions under the assumption that the material can be char-
acterized by a microstructure with a local periodicity. Local periodic media can
locally be subdivided in periodic domains QP enclosed by periodic boundaries I'?,
each of which contains a single realization of each microstructural phenomenon.
In the definition of a periodic representative elementary volume (REV) a section
of the periodic media is chosen such that it contains n times the entire domain
QP. The choice of the position and shape of the frame for cutting out the REV
from the locally periodic medium is arbitrary as long as the n realizations of do-
main P fill the domain €, which has to be simply connected (that is, Q should
have a single continuous boundary T'). For the definition of the boundary value
problem on the REV it is convenient to choose a periodic frame with a simple geo-
metry, for which a rectangular frame aligned along the coordinate axes is the most
straightforward. An example of a locally periodic medium with the definition of
a periodic frame is given in Figure 4.1

Fig. 4.1: Periodic structure by M.C. Escher (1938) with examples of a convenient peri-
odic frame A and inconvenient periodic frame B.

For periodic frames with finite dimensions, the periodic boundary I" enclosing
Q) can be subdivided into two parts: a lead part I'V and a follow part I'Y" (see
Figure 4.2). The kinematics of any point 2% on the follow boundary I'*" depend-
ents on the kinematics its homologous counterpart 2 on the lead boundary I'”.
The distance between points 2” and zf is defined by a vector §. The vector i
will be called the periodic vector and provides the mechanical part of the periodic
boundary conditions for the REV through the relation between the homologous
couple:

=ty (4.6)

In the reference configuration Q° of rectangular y; x y» periodic frames aligned
along the coordinate axes, the periodic vector ¢ is either [y; 0] or [0; y»], although
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the periodic frame can have any geometrically periodic shape characterized by
other periodic vectors and different points on the boundary might have different
periodic vectors. In a deformed configuration, the deformation of the REV is
enforced through the periodic vector by the global deformation gradient tensor:

ait =zt 4 il Yy (4.7)
U ) 0 97 .
Ox;
This expression can be written in terms of displacements as
out
Ft _ Lt 0
Ut ="t Y (4.8)

J

Comparing this expression with (4.3) shows that the microkinematical displace-
ment field u/ is constrained by the periodicity of the microstructure and the
relative microkinematical displacement between the lead and follow is zero:

L
—ul" =0 (4.9)

One point on the lead boundary is fixed to prevent rigid body motion, for which
the most practical choice is to fix the lower left corner of the REV to the origin
of the coordinate axis of the REV.

When these boundary conditions are enforced, equilibrium of the REV is
obtained in a classical way for mechanical problems. In a formulation for virtual
displacements u} this writes

/Jij%dﬂ-i-/ﬂufdf—/pfiu;‘dQ:() (4.10)
Q ’ r Q

Fig. 4.2: Schematic representation of deformed REV with fixed lead e, lead REV
boundary === follow REV boundary === | periodic vectors , initial
REV boundaries , interface elements and solid element mesh

With the REV small enough to neglect body forces f; and the field of virtual
displacements constrained by the periodic boundary conditions, this leads to the
requirement of antisymmetric boundary traction ¢;, completing the boundary
periodic boundary conditions of the REV.

4t =0 (4.11)

When hydromechanical coupling is considered, the number of degrees of free-
dom in a point z in domain QP is augmented by 1 with respect to the purely
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mechanical case, as the fluid pressure p is introduced. For the pressure, the same
periodicity conditions apply and the boundary condition for pressure is given by

pF=p"+V¥p-j (4.12)

considering the balance equation for fluid using the virtual pressure field p*,
equilibrium of the hydraulic system in the REV is described by

8 *
/mildQ + /qp*dr =0 (4.13)
6:61‘
Q T

where my; is the local fluid mass flux, ¢ the fluid mass flux over the domain
boundary ¢§ = m;n;. Again, p* is constrained by the periodic boundary conditions
of Equation (4.12), which leads to the requirement of anti-periodic boundary flux
completing the fluid pressure boundary conditions.

F+q-=0 (4.14)

The requirement for the average pressure is easily obtained from the assumption
of scale separability, which allows the assumption of equal pressure over the REV,
or

vpM . g << pM (4.15)

Similar to fixing one point to a fixed pressure, the pressure degree of freedom in a
single point can be fixed to the mean pressure obtain the correct REV pressure.

An additional result of the separation of scales is that transient effects can be
neglected on the microscale. This means that steady state flow can be considered
on the microscale.

4.3 Small strain - large rotation: stretch-rotation decomposition

Motivated by the implementation of the microscale model in a computational
homogenization framework, the REV boundary value problem will be formulated
under small strain assumptions. In order to obtain a small strain deformation
tensor, a transformation of the macroscale deformation gradient tensor is required.
The general approach of defining the small strain tensor € as (Vi + Va?)/2 does
not allow large rotation of the REV to be taken into account and a less strong
restriction on the deformation of the REV can be obtained by taking into account
large rotation of material. This can be obtained by decomposing the deformation
gradient tensor into a rotation component R and a stretch component U as
follows

' = RYUEPY (4.16)

This decomposition introduces a rotation of the REV with respect to the co-
ordinate system of the macroscale problem. To be able to distinguish between
the macroscale coordinate system and the REV coordinate system, superscripts
M and [|FEY will be used respectively.

The symmetric stretch tensor U is then assumed to represent the small strain
deformation gradient tensor to be enforced on the REV and the small strain
tensor € is then defined as

e=U"Y T (4.17)
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It should be noted that in this formulation that:
diag(e) # diag(F) — 1 (4.18)

As a consequence of the decomposition of the deformation gradient tensor, the
pressure gradient needs to be rotated equally:

apM _ MapREV
8@- * 6xj

(4.19)

Moreover, homogenized responses of the REV need to be rotated back into the
configuration corresponding to the macroscale kinematics. This involves the ro-
tation of the Cauchy stress tensor:

oM = RM . gREV . gMT (4.20)
The rotation of the macroscale fluid mass flux is done as follows:
mM = R-mRFY (4.21)

So far, only rotation-objective vectors and tensors were dealt with. For the in-
cremental relation between the stress and strain, the rotation introduces some
additional terms to be taken into account:

SF=0(R-U)=6R-U+R-6U (4.22)

soM =§(R-oBFV . RT)

—6R-oFFV . RT L R.56cRFV . RT L R.oREV . §RT (4.23)

The same applies for the variation of the pressure gradient and the fluid mass
flux;

oVpM =6R - VplFY + R . §VpREY (4.24)

omM =R -mPEY + R . omBPY (4.25)

These relations need to be taken into account when tangent operators, relating
variations of the REV response to variations of the macroscale kinematics, are
transferred from the REV with symmetric deformation to the macroscale later
on.



5. THE MICROSCALE MODEL

In the model development from the original Frey model to the final microscale
model, different versions have been defined. Two of these versions were extended
with computational homogenization for obtaining the consistent tangent operator:

e The Frey model for hydromechanical coupling. This is the model presented
in Section 3.2 with the only modification being the change from large strain
formulation to small strain/large rotation formulation. This version is not
consistent with respect to the separation of scales for the fluid and contains
contradictions in the way the fluid pressure distribution in a periodic REV
is taken into account. Nevertheless, an important part of the developments
of the computational homogenization by static condensation for hydromech-
anical coupling was devoted to this version of the model. The developments
of the computational homogenization of this version are therefore given in
Appendix C, together with the introduction of the diffusive fluid transport
in the grains.

e The microscale model for hydromechanical coupling. This is the 'final” ver-
sion of the developments discussed in this work and contains all proposed
modifications. The developments of this version are given in this chapter.
Moreover, the developments in the following chapters and the results presen-
ted in Part IIT and Part IV all correspond to this version.

5.1 The microscale model - mechanical part

To model the material microstructure, a material is defined on the micro level
that is built of solid particles separated by cohesive interfaces. To concentrate
possible softening phenomena purely at the particle interfaces, the solid particles
are modelled as elastic solids, although the constitutive behaviour could be ex-
tended to more complex behaviour as well.

Interfaces are defined as the open space between two grains and its opening is
derived from the relative position of opposite grain boundaries (Figure 5.1). In
the initial (undeformed) configuration Q°, the interfaces are closed, which means
the upper and lower boundaries I'"* and '~ coincide. The cohesive forces act
between the opposite sides of the interfaces as a function of the history of normal
and tangential relative displacements Awu,, and Au; between the two boundaries,
which will be referred to as the interface state parameters D,, and Dy, although
an arbitrary number of state parameters could be used if required. For the co-
hesive force vector T a normal component T,, and a tangential component T}
are defined as indicated in Figure 5.1, which gives the general relation for the
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interface cohesive forces as:
T = f(Aut, Aut, Dl DY Ay, Ay (5.1)
T = f(Aul,Aul, D!, Dt Ay, Aty) (5.2)
These general relations need to take into account the full mechanical behaviour
of the interfaces, including contact behaviour in compression (grains should not

overlap) and all other forces acting between the two grains on the opposite sides
of the interface as a function of (the history of) their relative displacement.

rmh

solid

Fig. 5.1: Cohesive interface forces acting on the boundaries of the two opposite solids
in a deformed configuration.

The micro mechanical model described above is used to constitute a REV with
grains separated by cohesive interfaces. The field equation for the conservation
of momentum of this boundary value problem is written in the weak form for any
kinematically admissible virtual field of displacement w* as follows:

/Uij%dQJr/ﬂu;dF - /pf,;u;dQ =0 (5.3)
aa:j
Q

r Q

with £ the boundary traction on any boundary I'. The boundary I' can be divided
in external boundaries I'*** (the periodic REV boundaries) and internal boundary
'™ (the interfaces). The external boundary is conditioned by Equations (4.8)
and (4.11) for periodicity from which follows that the integral over the external
boundary is zero due to the antisymmetry of the external boundary traction
(tFurt = —tLurl). With T, ;r/ ~ the global components of the cohesive interface
forces acting on the upper/lower part of the interface and '™+ and I'"*~ the
opposite grain boundaries, this gives

*
ou}

/oij—dﬂ— / Tituytdl — / T u; dl=0 (5.4)
8Zj
Q

Dint,+ Lint,—

Note that the definition of the upper () and lower (7) part of the interface is
arbitrary as long as the corresponding outward normal vectors are consistent with
the definition.

This nonlinear field equation is solved using a full Newton-Raphson iterat-
ive scheme by a linearization of the problem. After spatial discretization by a
finite element method, this scheme yields solving the following linear system of
equations

{w}T[K™){du™} ~ —R*™ (5.5)
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with [K™] the global finite element matrix and {du™} column vector to update
the nodal positions from configuration 2™ to Qmi+1.

5.1.1 Discretization of the continuum

The discretization of the field equations by the finite element are obtained as
follows:

For the grains, a four-node element with 4 integration points is used for the
spatial discretization. The element has a parent element in coordinate system
[€1,&2] with nodal coordinates [£1, £1] as presented in Figure 5.2.

~
n, : ns
N
/ﬂ
____________ 3
KZ
------ - ny Ny

Fig. 5.2: Mechanical 4-node element with 4 integration points for modelling the mech-
anical behaviour of the solid grains

The nodal positions in global coordinates z; are written as column vector
{XNode} and its displacements as {Upnoge} with [](’) the element numbering of
nodes:

(1) (1)
3 Uy
(1) (1)
Ty Uy
ng) qu)
el el
{XNode} - l’é) {UNode} = u%3) (56)
1 1
léB) ug?,)
(4) (4)
x u
(1) (1)
Ty Uz

Shape functions N are defined for the bilinear interpolation between the
nodal values as the contribution of the individual nodes () on the position [£1, &2]
in the parent element:

N — %(1 —&)(1- &)
NG — i(l +&)(1 - &) o
NG — %(1 +&)(1+ &)
N — 3(1 — &)1+ &)

These shape functions are used to define the strain (gg?) in the integration
J

points as a function of {Un 4. } through defining the matrices of partial derivatives
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M98 ¢
9861 gﬁ 0 0
[T] = 82 82 06 9% (5.8)
1 2
L 0 0 a:EQ 3:1?2
ron@ N2 ON® ON@
3 0 3 0 3 0 731 0
aN @) 0 aN () 0 N3 0 ON™@ 0
[?) [?) 0. 0.
[B] = <2 aN @) (5)2 aN () 82 ON®) éz ON@ (59)
081 0y &1 3
0 aN® 0 AN® 0 ON® 0 ON®
L 062 062 082 0&2

The terms gi? in [T] are obtained from the inverse of the individual terms of
J

%g} = [B]{XNode}

3
(1)
2

(2)

1
&)
{&node} = 4 [(3) (5.10)

&

(3)

)
&

(4)

2

The strain tensor in an integration point can be found as the function of its local
coordinated &; and the nodal displacements {Unode }:

Bul
8901
Ouy

Juz ¢ = [T[B{Unode} (5.11)
Oxo

The variation of a stress tensor o in a certain configuration at time ¢ can now
be written as

t
ooy

50y = 4 5782 & = [CUTIBHSUoac} (.12

t
005,

It is now possible to write the components of the balance equation (5.4) as

J Wk BT CTVTBH U o) (5.13
Q



5.1 The microscale model - mechanical part 43

For individual elements this can be further rewritten into

Uk} [ 17140500} (5.14)

Qe

[E)" = [B"[T]"[CT)[T[B] (5.15)

The column vector of residual forces on the nodes of the solid elements is given
by;

() = /[B]T[ o]de) = / o] det (J%)dw (5.16)

Qe

with wP€ the parent element domain, {f€} the element nodal force column vector:

(1)
0
1.
72
. 72
{ry=19"% (5.17)
1

féj)
Y
(4)
2

and J¢ the Jacobian of the transformation from the parent element to the global
element

8%1 8%1
T =185 8 (5.18)
061 062

The stiffness matrix relating the variation of nodal displacement to the variation
of these nodal forces can be found as:

(k€] = / E[Et]dQ = / [E'] det(J)dw (5.19)

Replacing the integrals of (5.16) and (5.19) over the element by a numerical
integration, the residual nodal forces and stiffness matrix are obtained as:

npi npi

=Y > BELNTIT(EL N [0, &) det (JH (&, )W W (5.20)

=1 j=1

npi npi

=> > [EE, &) det(J*) )W W (5.21)

=1 j=1

with W the weights of the Gauss quadrature, depending on the type of element.
W% =1 1in case of the element with 4 integration points.
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5.1.2 Discretization of the interfaces

For the interfaces a four node element with 2 integration points is used (see Figure
5.3). The nodes of the parent elements have coordinates [£1, 2] = [+1,0]:

A T ETTD
1

I ™ o1 2 o) 5
X1

Fig. 5.3: Mechanical part of the interface element with parent element in local coordin-
ates.

For the four nodes of the elements [Xpyoge] and [Unode] can be used in the
same way as for the quadrilateral grain element. The shape functions for the
interface elements N9 are different, because the parent element has only one
dimension &;. & merely serves as the orientation normal to the interface element
and for any point in the interface element & = 0:

NO = (- &)

N® = %(1 +&1) (5.22)
NO = 21+ 6)
N = (- 6)

Rather than defining a strain in the integration points, the relative opening of
the interface Auy and Auwu,, is required. This means that [T7] and [B!] can be
defined as:

n_ [-N® 0 —-N® 0 NG& 0o N&W 0
[BY] = [ o -NO o0 _N® o N® o nw| 32
71 = g% 80 % % _ [ co's(e) sin(@)] (5.24)
0 G Tii ng —sin(f) cos(9)

with 0 the orientation of the interface with respect to the global horizontal axis.
This leads to

{ ] = B o) (525

and for a consistent linearization [C] of the interface cohesive forces defined
as

{g;} = {gi géﬂ {gﬁﬁ;} = [CTT"]IB"{oUnNoac } (5.26)
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It is now possible to write the last 2 components of the balance equation (5.4) as
/{Uz*vode}T[BI]T[TI]T[CIT][TI][BI]{éUNode}dF (5.27)
r

For individual elements this can be further rewritten into

Uoa}” / 716U ou ) (5.25)
with
B = (BT[N (B (5.29)

The column vector of residual forces on the nodes of the interface elements is
given by;

() = [ = [ (B e) (5.30

Tie ,Yipe

with 4%P¢ the interface parent element domain, {f%} the interface element nodal
forces and J'7 the Jacobian of the transformation from the parent element to the
global element

o5
96

and s the length along the interface element in the global coordinate system. The
stiffness matrix relating the variation of nodal displacement to the variation of
these nodal forces can be found as:

k] = / (B17)dr = / BT (5.32)

Iie

JH = (5.31)

Replacing the integrals of (5.30) and (5.32) over the element by a numerical
integration, the residual nodal forces and stiffness matrix are obtained as:

{7} = ST BUEDTIT (€D I (D)) T (€)W (5.33)
=1
k] = S (B! (€)W (5.34)
=1

with WW? the weights of the Gauss quadrature, depending on the type of element.
W* =1 in case of the interface element with 2 integration points.
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5.1.3 Global assembly

The global stiffness matrix [K] yields the incremental relation between the column
vector of nodal displacement components {u} and nodal force components {f}:

[K]{ou} = {df} (5.35)

This global system of equations is obtained by an assembly of the element stiff-
ness matrices [k°] and [k*] and the column vectors of nodal element forces {f¢}
and {f*}. Periodic boundary conditions are enforced by penalization of nodal
displacement in Equation (5.35).

5.2  Hydromechanical coupling: the channel flow model

When fluid pressure is taken into account, the fluid pressure in the interfaces acts
normally on the grain boundaries. This introduces an additional force term f,
(the global equivalent of to the nodal balance equation. Because of the station-
arity of the microscale problem these hydraulic pressure forces only depend on
the macroscale fluid pressure. Due to the separation of scales between micro and
macro, the spatial variation of the fluid pressure has not to be taken into account
for solving the microscale problem. Nevertheless, the fluid pressures acting on
the grain boundaries are introduced as an additional (constant) nodal force in
the nodal balance equation for obtaining the nodal out-of-balance forces, since
these fluid pressures are active in the mechanical equilibrium form the hydraulics-
to-mechanics coupling.

The interfaces between the grains form a pore channel network and provide
a flow paths for fluid transport between the grains. The hydraulic transmissivity
of a channel is a function of the dynamic viscosity of the constitutive relation
of the fluid and the shape of the channel through which the fluid is percolating.
The variable for the coupling from the mechanical to the hydraulic system is the
normal openings of the interfaces and (if required) its history. Assumptions on
the shape of the interface channels as a function of the relative openings and the
associated flow regime determined by the pressure or the pressure gradient allows
the definition of a hydraulic transmissivity x:

k= K(Auy, Aug, p™, V™) (5.36)

In this work, the assumption on the interface geometry will be that of two closely-
space parallel plates, for which a hydraulic aperture Auy, is defined as a function
of the normal opening of the interface Aw,,. This hydraulic opening allows the
translation from Aw,, which is relative to the REV size (as a length scale with
undefined unit) and can be slightly negative, to a hydraulic non-negative equi-
valent opening with a physical dimension in order to derive the fluid transport
properties of the interface channel.

As introduced in Section 3.2.2, the separation of scales validates the assump-
tion of fluid incompressibility at the microscale level, which allows modelling of
the fluid flow in the interfaces starting from the Navier-Stokes equations for in-
compressible flow;

w % + v 81)1‘ _ 6]) + azvi
ot J 3xj - Bxl 'uaxjaxj

+ fi (5.37)
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Only small interface openings with low pressure gradients are considered in the
domain of application of the model. It is therefore reasonable to assume laminar
flow conditions. The microscale problem is solved under steady state conditions,
which has the following consequences for the fluid flow velocity ¢/

gz"_ =0  (fuid incompressibility) (5.38)
881;1 =0 (steady state) (5.39)
vj g;z =0 (laminar flow) (5.40)

When no body forces are considered, this allows reducing Equation (5.37) into

821)1' o 1 0]9

=— A1
Ox;j0r; oz, (5:41)

Given a channel along the z;-axis with hydraulic opening Auwy, (Figure 5.4), solv-
ing for boundary conditions v(zg = £Awup/2) =0 and dp/dxs = 0 gives

1 Auy? 5\ dp
Ul(l’g) = _ﬂ ( 4 — T2 dixl (542)

A X2

>

[

>
Y

3
V4(X2)
y

Fig. 5.4: Laminar fluid flow profile in an interface along the x;-axis with hydraulic
opening Auy,

The integration of the mass flux p“¥ over the cross-section of the interface
gives the interface fluid mass flux w as the following cubic function of the hy-
draulic opening Aup:

%Auh 3
Aup® Op dp
= Yordry = —p¥ — = —pYk— 5.43
“ / prars P 12u 0z P s ( )
—%Auh

s is the distance along the channel, to generalize the expression from the example
of a channel along the xi-axis to the case of an arbitrary interface orientation.
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With the local fluid mass flux in an interface channel defined as a function of
hydraulic transmissivity « and the fluid density p*, the pressure gradient can be
integrated over a channel section. Repeating the scale separability (i.e. the very
small spatial variation of fluid density with respect to the REV size, validating
the local assumption of the REV with respect to fluid density gradient), the fluid
pressure variation in the REV will have a negligible effect on the fluid density p»
which thus can be taken constant over the REV and becomes directly dependent
on the REV average fluid pressure p = pM;

w w ﬁ_p
oY = pb exp( kwo) (5.44)

with py the fluid density at ambient pressure pg. This gives a relation between
the pressure gradient along the channel and the channel mass flux w;

dp 1 1

= — ——— 0
ds " (s) pf exp (22

(5.45)

with s the position in the (1-dimensional) channel. The notion of steady state
flow at the micro scale provides the required conservation of fluid mass in the
channels, which means that @ is constant over the length of a channel. This
allows the integration of (5.45) over a channel between locations s* and s/ as
follows:

s7

N —p(sh) = 1 S ! w
p(s”) - p(s) / o o () (5.46)
@' = p"¢ (p(s’) — p(s")) (5.47)

were ¢! is a hydraulic transmissivity term for channel [ at given fluid density,
linearly relating the channel fluid mass flux @' to the pressure difference;

-1

P = pv /ids (5.48)

Given the pressures at the end and the beginning of a channel section and the
REV fluid density, the fluid flow in individual channels is completely described
by (5.47). In order to solve for this, the fluid coupling term x in equation (5.48)
need to be integrated over the channel section. Discretization of the channel by
means of one-dimensional finite elements allows the integration by means of a
Gauss quadrature. In the interface elements introduced for the mechanical part
of the model in 5.1, an equivalent one-dimensional hydraulic element with two
integration points is introduced (Figure 5.5).
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3
4 node 2
node 1 2

1

Fig. 5.5: Hydraulic interface element (blue) with two integration points in its equival-
ent mechanical interface element (gray).

The pore channel network can be discretized by means of these hydraulic
elements, resulting in a pore network with a degree of freedom at each interface
node defined at the channel intersection point. A schematic example of such a
network is given in Figure 5.6.
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Fig. 5.6: Example mesh of a unit-length REV for the example of hydraulic system with
5 hydraulic degrees of freedom.

With the fluid mass flux over individual interface elements defined, the mass
balance equations in the intersection points of the channels are written for all
channels [ connected to this intersection, thereby taking into account the homo-
logous connectivity of lead and follow node couples over the periodic boundaries:

> @ =0 (5.49)
l

This nodal mass balance provides an equation for each independent degree of
freedom p*. The additional equations needed to obtain a n xn system of equations
to solve the REV boundary value problem of n degrees of freedom are provided
by the periodic boundary conditions:

P’ =p"+Vp-y (5.50)

A penalization of one of the nodal pressures to prevent the global variation of
the fluid pressure (the fluid pressure equivalent of rigid body movement in case
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of displacements) gives a well-posed system of equations in the form of Equation
(5.51). As the pressure over the REV can be considered constant, the penalization
pressure p can be taken equal to the macroscale pressure p™. The matrix [®] is
the global assembly of nodal mass conservation (5.49) and the constraints of the
periodicity (5.50).

[®[{p} = {R} (5.51)

The n terms in column vector {R} are the penalization pressure p (for one of the
independent degrees of freedom), 0 (for all other independent degrees of freedom
) or the periodic pressure difference Vp - ¢ (for all follow degrees of freedom p’").
If needed, the individual equations assembled in (5.51) can be multiplied by a
penalization term to avoid ill-posed system of equations.

For the microstructure in Figure 5.6 this would give the following system of
equations:

b 0 —pa — bc be 0 P1 0
0 ¢ptec —¢B — ¢pD 0 ép D2 c2p
—¢pa  —9  Qatodpt+oct+oép —dc —¢p| (P3¢ = 0
—c1 0 0 c1 0 D4 c1Apy
0 —C1 0 0 C1 Ps ClApg
(5.52)

with ¢; and cy the penalization terms for the pore pressure and pore pressure
gradient respectively. Solving this system of equations provides the pore pressure
distribution from which the local fluid fluxes can be recomputed using Equation
(5.47).

An alternative approach for solving the REV hydraulic boundary value prob-
lem is to follow the approach of the computational homogenization that will be
used in the next chapter. This approach consists of writing the reduced system
of equations; when the homologous connectivity is initially not taken into ac-
count, Equation (5.49) provides n mass balance equations for all n fluid degrees
of freedom, leading to the system of equations:

Gl {p} = {E=}. (5.53)

Y w indicates the mass balance in the interface hydraulic nodes as a summation of
the contributions of fluid mass fluxes w in the elements connected to the interface
hydraulic node on which degree of freedom p is defined.

In case of the example REV in Figure 5.6 , this gives;

¢A 0 *(ZSA 0 0 P ZW(l)
0 ¢p+1 —¢B 0 0 P2 ZW(Q) +p
—¢a  —0p datdptoctdp —dc —dp|{PE) =4 Z@@)
0 0 _¢C ¢C 0 P4) ZW(4)
0 0 _(bD 0 (;5]_‘) p(5) EW(S)
(5.54)

replacing the sum of the interface mass flux towards a node > w by the nodal
fluid balance g, the periodic boundary conditions for fluid fluxes is written as

Yol + Swl =¢F +¢¥ =0 (5.55)
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System of equations (5.53) can be extended with the macroscale gradient of
pressure. This gives the following extended system of equations:

[O(M) O(2xm) } { Vp } _ {0@)} (5.56)
Omx2)  Gmxm)] | Pm) q(m)

where m is the number of fluid pressure degrees of freedom in the interface channel
network. Two additional equations are required to provide dual terms for Vp

for which the flux on the follow boundary @ can be used, expressed as the
macroscale mass fluid flux:

1
mREV — AT Zqui (5.57)
TF

with g% the residual of the mass balance in the hydraulic interface nodes on the
follow boundary. Adding these constraints to the extended system of equations
(which is simply done by a summation of the equations of degrees of freedom ¢*")
provides a first intermediate system of equations:

O(2x2) Gl@xm)] {VP} _ {mg')w} (5.58)
Omx2)  Glamxm)| | Pm) q(n)

This system of equations is then reduced by eliminating the dependent degrees
of freedom and their static duals by means of the periodic boundary conditions
(5.50) and (5.55), which can be repeated here as:

pf=pt +Vp-7 (5.50) (5.59)
and
@ +q¢"=0 (5.55) (5.60)

First, the elimination of the follow degrees of freedom is obtained by transfer-
ring their corresponding columns to those of their leads and the macro pressure
gradient. This leads to the second intermediate system of equations:

[G2<2x2 GQ?XW‘] { Vp } _ {mgfv} (5.61)
C712(m><2 szxm@ p(ml) Q(n)

with m? the number of independent pressure degrees of freedom, which is equal
to the number of nodes not on the follow boundary. The elimination of the

dependent mass fluxes ¢ by means of (5.60), which is simply the addition of the
equations for g% to those of g%, gives the final reduced system of equations:

ngz) Gg;mi) Vo)l _ [ me 562
G*ip G . 0, ( : )
(mix2)  G(mixmi)| (Plm?) (m?)

This system is singular, as the average pressure has not been defined and a pen-
alization is required to be able to solve the system of equations. This is done by
penalizing one of the independent fluid pressures to the macroscale fluid pressure
p = pM. Because the main interest here is solving for the macroscale hydraulic
behaviour and not the microscale local fluid pressures fluctuation field pf, the
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choice of the penalization pressure p for the penalization is arbitrary and it is
convenient to take p = 0.

For obtaining the relation between the macroscale fluid pressure gradient
VEEVp and the macroscale flux mf*¥V the independent degrees of freedom p’
are reduced from the system by static condensation to find:

[K*{Vp} = {m}, (K] = [G*PP] = [G*P GG (5.63)

with [K*] a 2 x 2 matrix, {Vp} the macroscale pressure gradient and {m} the
homogenized fluid mass flux. Because K* is only dependent on nodal coordinates
# and average pressure p = p™ (the fluid pressure fluctuation has been eliminated
from the equation), the variational relation is directly found as

K* . 6VpM = 6m (5.64)

which makes perturbation or additional computational homogenization for a vari-
ational formulation obsolete. Finally, the permeability tensor is given as

1
EREV — - — K* (5.65)
P

The permeability k as a second order tensor is now obtained purely from the
microstructure configuration defined by the micromechanical nodal positions {Z'}
and is a local material property. Darcian flow is obtained as a result, in contrast
with the Frey microsacle model for hydromechanical coupling in which the fluid
flow is non-Darcian as an effect of the variation of fluid density within the REV
(see for more details Section 3.2 and Frey [2010]). Note that the macroscale ro-

tation of the REV needs to be taken into account in order to distinguish between
EREV and kM.

Unlike the purely mechanical problem, the REV for hydromechanical coupled
problems requires the definition of a length scale related to the opening of the
interfaces to obtain a physically meaningful permeability tensor that can be used
on the macroscale, as the hydraulic interface aperture has to provide a physical
dimension for the permeability. This size introduction can be done by assign-
ing explicit REV dimensions (which gives Aw,) a physical dimension), or by an
artificial translation from dimensionless normal interface openings Au, to a hy-
draulic interface opening Awuy, with a physical dimension. Moreover, to guarantee
well-posed systems of equations (5.52) and (5.54), a minimum hydraulic trans-
missivity to each node is required so that ¢ # 0. Both requirements of a physical
dimension of Auy and Awuy, > 0 are obtained by defining the hydraulic opening
Auy, as follows:

Aup, = max (Au}?”ﬂ Aud) + ahAun) (5.66)

Parameters Auf", Au) and ay, all have a length scales (in [m]) and can be used
to define the translation from a unitless mechanical normal opening to a physical
hydraulic opening. The resulting dependency on the normal mechanical interface
opening is given in Figure 5.7.
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Au, = Au,’+ a,Au,

E
3
3
Au,’
Aup=Au,™" /

....... min
| Auy,

Auy [

Fig. 5.7: Relation between normal mechanical interface opening Au,, [—] and hydraulic
equivalent opening Auy, [m)].

5.3 Hydromechanical coupling with diffusive flow in the grain

The hydraulic model presented in Section 5.2 has a macroscale initial permeability
defined by the minimum interface opening and fluid transport is only taking place
in the grain interfaces. As the purpose of the model is to capture the behaviour
of claystone, with a clay matrix material through which fluid transport has a
diffusive character, the hydraulic model might not represent the correct physical
phenomena. For this reason, the hydraulic model is extended in this section to
take into account diffusive flow in the grains, such that it can be used to simulate
the diffusive flow in the clay matrix.

Within the presented framework of doublescale modelling, different approaches
can be followed for the introduction of diffusive fluid transport phenomena in the
grains. In order not to intervene with the steady-state formulation of the scale
transition, transient formulations are not applicable and only steady-state for-
mulations can be applied. Apart from this a full poromechanical approach could
be followed for the modelling of the HM-coupled behaviour of individual grains
under microscale steady-state conditions, but as a first extension of the existing
model towards diffusive flow, some restrictions are made to maintain the general
structure of the numerical formulation of the microscale problem. The concept of
the diffusive flow introduced in the grains can be characterized by the following
restrictions:

e Transient effects are, in line with the steady-state formulation of the mi-
croscale model, not considered in the diffusive flow. This implies that the
diffusive flow does not introduce a double porosity effect as it would require
the definition of different timescales in the microscale model

e No coupling between the deformation and the diffusive flow model are con-
sidered; permeability and pore volume are considered constant in the grains
and fluid pressure in the grains does not effect the deformation of the grains.

e The microkinematical fluctuation field pf is considered continuous over the
full REV domain. This means that all grains are considered permeable and
the fluid pressure is equal on both sides of the grain interface.

e Hydromechanical coupling is not taken into account in the diffusive part of
the model; only fluid flow and (time-independent) fluid mass storage in the
grains are considered. The variation of the fluid density in the diffusive part
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is (in the same way as for the interfaces) due to the macroscale variation of
pore pressure.

These restrictions lead to a complete decoupling of the deformation and the fluid
flow in the grains, which is favorable for the application of computational homo-
genization by static condensation.

As presented in 5.2 a minimum hydraulic interface opening is required in
the interface flow model to guarantee the connectivity between all degrees of
freedom in a general way. With the introduction of diffusive flow in the grains,
the connectivity can be obtained through the grains as well and a minimum
interface opening is no longer needed. However, to maintain the generality of well-
connected degrees of freedom, this requires a minimum permeability of all grains
and impermeable inclusions must be modelled as grains with a low permeability
with respect to the other grains. Moreover, the definition of a permeability for all
grains allows using the same finite element mesh for the mechanical and hydraulic
parts of the model. In the following developments, all grains are considered to
have a minimum permeability to constitute a well-posed system of equations.

The diffusive flow in the grains has to interact with the pore channel flow in
the interfaces. This interaction takes place at the grain boundaries for which the
channel flow model prescribes equal pressure at opposite sides of the interface
element. The linearity of the combined fluid problem allows addressing the dif-
fusive flow problem separately from the interface flow problem. This will be done
by deriving an expression relating the pore fluid pressure on the grain boundaries
to the grain boundary residual fluxes related to the diffusive flow in the grains.
Once this expression is derived, it can be merged with the system of equations of
the channel flow model do obtain the combined mass balance equations.

5.3.1 The microscale model for diffusive flow in the grains

A microscopic permeability tensor k™ is introduced to describe the microscale
permeability of the grain material:

ki1 ki
k= 5.67
[ku kzz] (5:67)
This leads to a mass flux m;:
B w Fij dp
m; = —p i Oz, (5.68)

with g the fluid phase dynamic viscosity and % the local pressure gradient.
J

Starting from the conservation of mass using a virtual work formulation in steady-
state conditions

8 *

P ndQ — / p*gdl = 0 (5.69)

a.Ti

Q r

where § = m;n; is the domain boundary mass flux along outward boundary vector
7. € is here an arbitrary domain enclosed by domain boundary I'. As we consider
an arbitrary configuration 71 during the Newton-Raphson iteration, equilibrium
has not been obtained and a residual R will be present;

ap* T * =T T
/aximildﬁ—/p g 'dl = R™ (5.70)
Q r
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A next configuration 72 is needed, for which R = 0. Including the substitution
of m; and assuming ¢ does not change, this gives;

ap* ) k;"jz 3p72 . kz’jl 8p7—1 .
T - — 7 dQ=—-R" 5.71
Q
Introducing the notation
T T T 8 ;1 T 82 T T 2
doy) = pit—pn = %pdp T4+ Wi);”(dp DR (5.72)
ok7! P
N T;dpﬂ + W;(dpﬂ) + .. (5.73)
dp‘rl _ p7'2 o prl (574)

allows substitution of the unknowns for 72 and gives the general expression

In* k;l'_1+d]€;l'_1 b T1+d T1 k;ﬁla T1
/ p <(pz—vl+dp;1)( J ; J) (p p )_prl j op dQ:_er

oz; oz, You Oxj
Q
(5.75)
Local fluid pressure independency of the material (aggj = 0) and the fluid density
(g’ﬁ = 0) makes most terms drop out simplifying the problem into a linear
system:
Op* , ki; Odp™
/ P T %P g0 = R (5.76)
Ox; ' p Oz,
Q

This system, which is linear in p, can be solved directly, and iterations in a
Newton-Raphson scheme are not needed. Linearity of the problem means that
the formulation for a solution at time ¢ becomes

op*  kyj Op*
Nij OP 10y — .
/ 50 ) a2 =0 (5.77)

Q

which can be solved after constraining the problem through boundary conditions
corresponding to time t¢.

5.3.2 Discretization of the diffusive flow in the grains

For the discretization, the 4-node quadrilateral element are used. These are the
same elements as were used for the discretization of the grains in mechanical
problem. In classical poromechanical computations of transient problems, these
elements are known to lead to numerical problems and introduce oscillations in the
numerical results. By the restriction to steady-state problems at the microscale,
with a decoupling between the mechanical and hydraulic problem in the grains,
these problems are avoided and the Q4 elements can be used.
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Fig. 5.8: Element for discretization of the hydraulic pressure field to solve for, equival-

ent to the mechanical element in Figure 5.2

Equation (5.77) can be further rewritten using matrix notation to allow spatial

discretization;

/ (P*YT(KP){P}AR = 0
Q
with

’ap
(8
Oxo

P [k11
po ko1

)=t [pr ]

(5.78)

(5.79)

(5.80)

Using finite element discretization in the same way as for the mechanical part,

the vectors { P} and {P*}” can be found by

{P} = [BYI[T"{ Prode}

with
p(l)
(2)
{PNode}: p(g) y
p
[0z1 Oz
[B")= |35 5|
&, 0
and
Fron®@ AN () aN®) ON@
5] o 5] 5]
[TP] = | 38 sl oty pats
L 02 0&2 0&2 0&2

(5.81)

(5.82)

(5.83)

(5.84)

With N the shape functions for element nodes (i) according to (5.8), Equation

(5.78) can be further rewritten into

/ {Plodest T [T7)T BT [KP)[BY)[TP{ Prodes }d = 0
Q

(5.85)
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In a single element, the left-hand side of this expression becomes

(Pose}” / (P} Pyvoges} (5.36)
4
with
(B7) = [T7]7 (B (K7 BP)[T?] (5.87)

The residual element fluxes {¢°} can be obtained as

@) = [ o (5.8%)
QC
= / [TP)T[BP)T {m} det (J*)dw (5.89)
with
q®
. q®
{a°} = ¢® (5.90)
@
The fluid element ’stiffness’ matrix [K?]¢ as
[KP]° = / [EP] det (J)dw (5.91)
Transformation into numerical integration then leads to
npt npi
(K717 =) ) [P (&1, &)] det (J9 (&1, &) W'W/ (5.92)
i=1 j=1
npt npi ‘ A
{¢°} = Z Z[Tp(fla &) B (&1, &) {m(&1, 62)} det (J (€1, &)W W
i=1 j=1
(5.93)

Global assembly of element ’stiffness’ matrices [K?]¢ and column vectors of ele-
ment nodal residual fluxes {¢°} leads to a system of equations describing the
variation of the nodal fluid pressure degrees of freedom p in the grains and its
nodal fluid mass balance ¢ in mass per time:

[K*{p} = {a} (5.94)

The unknown boundary conditions at the grain boundaries can not be addressed
directly as they interact with the interface hydraulic system. Therefore, system
of equations 5.94 is partitioned for degrees of freedom p® on the grain boundaries
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and internal degrees of freedom p’ (for all nodes not on the grain boundaries).
This gives the following system:

Kpii Kpib p1 qz
, = 5.95
The dependent degrees of freedom (those on a REV follow boundary in I'f) in
{p’} can be eliminated using the periodic boundary conditions given in equations

(4.12) and (4.14). Together with the conservation of mass being satisfied for all
other grain internal degrees of freedom, this gives the reduced system of equations

Kr' i Kp' ib KP" ip pi 0
P R P S ' (5.96)
Kp* i KI”* pb Kp* pp VpM m*z

where superscript [|? refers to the prescribed degrees of freedom through the
boundary conditions. {g**} is here the fluid mass flow over the periodic boundaries
through the internal grain nodes. Condensation of this system of equations on
the boundary and prescribed degrees of freedom gives a new system of equations:

be pr pb qb
[Hpb pr] {va =\ (5.97)
with
HY g F G K" cii] 7L «ib “i

5.3.3 Merging the interface low model and the diffusive grain flow model

For merging the system of equations for the grain boundary flux as a function of
the grain boundary pressure in Equation (5.97) with the pore channel flow system
of equations (5.53), a reassembly of the former system of equations is needed.
From the pore channel flow model follows that the fluid pressure on opposite
grain boundaries is identical. Hence, the hydraulic interface node on the axis of
the interface has the same pressure as the two node on opposite interface sides
between which it is located. To be able to define a mass balance equation for the
nodes with equal pressures, the mass balance is evaluated for the combination of
points of equal microscale pressures p™. This is done by defining a single shared
hydraulic degree of freedom p* for the nodes with identical pore pressure (see
Figure 5.9). The fluid mass flux as the dual to this degree of freedom is the sum
of the mass flux over the shared nodes:

Y w+Y =0 (5.99)
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m grain node
® interface hydraulic node
¢) shared hydraulic DOF p"

Fig. 5.9: Shared hydraulic degrees of freedom p™ for nodes with equal fluid pressure to
merge the diffusive grain flow and the interface channel flow.

The number of degrees of freedom p” is equal to the number of hydraulic
interface nodes for which the degrees of freedom are taken into account in (5.53).
Moreover, all condensed degrees of freedom p® in (5.97) are related to nodes
for which a shared degree of freedom is defined. This means that in practice, a
reassembly of system of equations (5.97) on the degrees of freedom p” can be used
to merge the diffusive flow problem and the interface flow problem. Reassembling
(5.97) and addition of (5.53) will lead to the combined system of equations for
degrees of freedom p™:

G+ H*hh H*hp ph B Zw + q*h (5 100)
E*Ph H*pp vaEV - mxdiff .

with [H*] and {g"} the reassembled equivalent of [H] and {¢"} in (5.97) and [G]
and Y w the contribution of (5.53). Subscript [|P refers to the prescribed macro
degrees of freedom. This system of equations is again a system of equations of
degrees of freedom with the connectivity of the interface hydraulic nodes. A sub-
sequent condensation following the procedure of Section 5.2 gives the relations
between the macro gradient of pressure and the macroscale fluid mass flux of
Equations (5.63) and (5.64). Moreover; as long as the diffusive fluid flow prop-
erties of the material (the components of the permeability tensor) are constant,
the condensation has to be performed only once at the beginning of the com-
putation and the result can be used in all identical microstructures throughout
the computation. The same approach might be followed for the mechanical part
of computations, although it should be noted that this only applies to purely
elastic deformation under small strain assumption and is not in line with the en-
visioned multiscale approach in which the choice of constitutive behaviour of the
micromechanical components is not restricted by a linearity condition.

5.4 Microscale constitutive relations

For the constitution of the micromechanical REV, the constitutive behaviour of
the different components (solid grains, cohesive interfaces and liquid phase) are
developed.

5.4.1 Solid constitutive law

As the principle of the microscale model is based on the concept of material de-
gradation (softening, damage,...) and the major part of the deformation to take
place in the interfaces between grains, the grains themselves don’t need sophist-
icated constitutive behaviour. Although it is very well possible to introduce any



60 The microscale model

continuous constitutive relation in the grains, only a simple linear elastic con-
stitutive equation is introduced here. This allows (small) strains in the grains.
An isotropic, linear elastic relation is therefore defined for the solid grains as

O35 = 2M5ij + )\5kk6ij (5.101)

where €;; is the small-strain tensor defined as ;; = %(g—;: + g%) The Lamé
parameters p and A are used as model parameters, o;; is the Cauchy stress, and
0i; the Kronecker delta.

Alternatively, this can be written in matrix form as

2u+X 0 0 A €11 011
0 20 0 0 g2l _ Joi2
0 0 2/J 0 €921 o 0921 (5102)
A 0 0 2u+AX €22 022

or taking the variation of the stress state as a linear function of the variation of
the deformation gradient tensor;

2u+XA 0 0 A 0F1 do11
0 [V 0 5F12 _ 50’12
0 1T 0 0F [ ) doa (5.103)
A 0 0 2u+A]| (0F doa2

5.4.2 Fluid constitutive law

Fluid compressibility is taken into account using the fluid compressibility modulus
ku) .
pw

= (5.104)

v
with p" the rate of change of the current fluid density and p as a function of
the rate of change in pressure p. Integration and the definition of a reference
pressure p’ with corresponding reference density py, gives the formulation of the
fluid density as

p"(p) = py exp <p ;po) (5.105)

5.4.3 Cohesive interfaces

The cohesive forces are described by a damage law, relating the relative normal
and tangential displacement to the normal and tangential cohesive forces respect-
ively. In a first effort, the inter-dependency between the components is reduced
as much as possible to facilitate a proper evaluation of the micromechanical re-
sponse. Therefore a decoupling between normal and tangential components is
adopted for the relation between relative displacement and cohesive forces. The
damage law is characterized by three parameters;

e ™A% the maximum cohesion

e D(t) the history of relative displacement between the interface boundaries
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e (¢ the critical relative displacement at which complete decohesion is ob-
tained

The history parameter D(t) at time ¢ is defined relative to the critical relative
displacement 6¢ for the normal and tangential displacement separately:

1 T 0 : c
D! = max <6§0122§t (lAuf]), Dt> if 0 <|Auf| <8
=1 if 67 <|Augl
1 (5.106)
D! = max < max (|Au|), D2> if Aul <56
0% 0<T<t
=1 if 0% <|Aul|

This defines D' at time t as a parameter with values between D° > 0 (initial
state) and 1 (complete decohesion). The parameter D° serves here as a damage
history for the initial configuration (geological history, effects of excavation of the
sample, ...), but can also be seen as a control parameter for the stiffness of an
‘undamaged’ material. D is always larger than 0, since D° = 0 would introduce
infinite stiffness. Although this would be physically correct as it represents a non-
active interface, it requires reformulation of the finite element system of equations
to avoid infinite stiffness terms and ill-posed systems of equations. Taking a very
small (but non-zero) initial state parameter D° can serve as an alternative to
obtain non-active interfaces, as the very high interface stiffness will serve as a
penalization of the relative interface displacement.

Using the state parameter D? the constitutive laws for the normal and tan-
gential interface cohesion is defined as follows:

T! =4 (2 —1)TmeeAut if Aut >0
noTr ) (5.107)
=5 (pr — 1) TorAul, + kALY if Aul, <0
Tt = Tmas (L _ 1) Ay (5.108)
t t D! 5¢ .

where k is a penalization term to avoid grain inter-penetration. The penalization
is applied as a function of the negative interface opening squared to avoid an
incremental non-linearity around Au,, = 0. The law describes a classical damage
law with a linear softening branch and linear unloading-reloading (Figure 5.10).

The use of the separate interface laws for normal and tangential stress/strain
relations implies a decoupling between normal and tangential components, thereby
leaving some coupling aspects like interface friction out of consideration. The lack
of friction in the interface does however not exclude the mean stress dependency
of the response. As a combined effect of the asymmetry introduced by the pen-
alization of the negative normal interface openings and the close contact of all
grains, a mean stress dependency in the failure criterion is obtained and relatively
high effective internal friction angles can be obtained. Some results of this stress-
dependent behaviour is demonstrated in the modelling of the COx mechanical
response in Section 14.2.
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Fig. 5.10: Schematization of the damage laws for the interface cohesive forces T3, and
T;.

5.4.4 The hydraulic constitutive law

The compressibility of the fluid phase is considered to be small with respect to the
spatial variation of the fluid pressure, which corresponds to the local assumption
of the REV. Given that variation of the fluid phase density is only dependent
on local fluid pressure through the fluid compressibility k%, the fluid density is
considered constant throughout the REV.

The change in fluid phase density p" is directly related to the change in fluid
pressure as:

pY = pwk% (5.109)

Given an initial fluid density p{ at reference pressure p°, the closed-form expres-
sion of the fluid density is

0
puw (D) = Py, eXp <p k £ ) (5.110)

w

5.5 Computational homogenized macroscale response

In this section, the homogenization approach for obtaining the macroscale re-
sponse from the REV under enforced deformation is discussed.

5.5.1 Homogenization of stress

The Hill-Mandel macro homogeneity condition [Hill, 1965, Mandel, 1972] is used
as starting point for deriving the micro-to-macro transition of the REV averaged
stress and its tangent operator. This condition requires the average microscale
work to be equal to the macroscale work. Under small strain assumption the work

conjugation of the stress tensor o and strain tensor % are naturally obtained and
J

the macro homogeneity condition can be written in a virtual work formulation

" M R REV* 1
Wit = o O e /W 0 (5.111)
J J QREV

As the interfaces introduce discontinuities in the microscale displacement field,

the microscale virtual work can not directly be related to o7’ gzi_ and an equival-
J

ent, continuous microscale displacement field 4; needs to be introduced for this
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purpose. Around an interface, a zone of arbitrary width [ is defined (see Figure
5.11), hereafter referred to as the contact zone.

reference state current state

|

Fig. 5.11: Discontinuous interface with interface contact zone

Given a vector [ = Ifi (with interface normal vector 7 as its orientation) to
characterize the cross Section of the cohesive zone, the deformation of the domain

t
by a certain strain field w’ and interface relative displacement Au! defines the
updated length of this vector as:

—~
£

y D+ Aul =10 + Y+ Auj (5.112)

0 0

An equivalent strain of the contact zone can be defined by the introduction
of an equivalent displacement field ;:

0 _ % (/ 0 i+ Aumj> (5.113)

83@ f@xj

or in terms of a small strain tensor:

1
€ij = 7 (/lgzgdl + = (Aun; + Aujnz)) (5.114)

For small enough ["this is equivalent to

1
éij =& + ﬂ (Aumj + Aujni) (5.115)

Outside the contact zone, the strain remains unchanged and €;; = ¢;;. With
an integration of the strain over the reference domain, the discontinuities can be
taken into account by considering u;, which leads to:

aquEV o 1 8&1

= — ds) 5.116
81:j VO Qo0 81:j ( )
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Note that for llirr(l) displacement fields %; and u; converge, although this means
—

that in the contact zone € — oo with [ — 0. Nevertheless, the introduction of
the equivalent displacement field allows to apply Gauss theorem to transform the
domain integral over deformation into a boundary integral over displacements
(5.116), which holds for both displacement fields u; and @; for any I:

OuftEv 1 o; 1
- dQ = — [ d;dz; A1
8.1‘]‘ Vo 0o 8.73]‘ Vo /Qu i (5 7)

Stress continuity is guaranteed over the REV domain under small strain as-
sumption (no interface opening). This means that for small enough [, the stress
state 0;; can be assumed constant over the cross section of the contact zone. This
means that the Hill-Mandel condition requires

ouM 1 ot
M i m 1

Gauss divergence theorem and equilibrium equation (5.3) (stress and displace-

ment fields o and @ are continuous and the internal boundaries drop out for ;)
allows to write

1 m OUr 1 _
VREV /Uij 81‘; dQ = W/tiuidr (5.119)

T

Using the periodic boundary conditions (4.8) and (4.11), the virtual displacement
of the external boundary is reduced to

1 L oir 1 .
F

with o™ the virtual ”change” of the periodicity vector gy given by
OurREV

b By (5.121)
[ axj J

Substitution of v™* allows to take the virtual part of the displacement outside the
integral;

1 m ou’ 1 OuREV
J A

For the Hill-Mandel condition (5.111) to be satisfied, the integral in the right

hand side of equation (5.122) needs to hold

1 _
UﬁEV = 7REV /tiyjdl“ (5.123)
TF

Gauss theorem and periodic boundary conditions allow rewriting once more into

1
UﬁEV = VREV /U?jldQ (5.124)

0o
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which provides the definition of the homogenized stress that corresponds to the
Hill-Mandel macro-homogeneity condition under small-strain assumptions. In
case of finite element discretization of the REV domain for solving the boundary
value problem, the macro stress tensor is easily obtained from Equation (5.123)
when it is written as the sum of the nodal reaction forces on the follow boundary:

1
oy = ey Dl ydl (5.125)
TF

5.5.2 Homogenization of fluid mass flux

For the fluid part of the balance equations given in (3.5), the same approach for
establishing the macro-homogeneity can be followed. In other works this method
is used by Ozdemir [2009] for thermomechanical problems and by Massart and
Selvadurai [2012, 2014] for fluid fluxes. The macro-homogeneity condition for the
hydraulic balance equations reads:

. ap*REV 1 . ap*
REV_xREV REV _
M™Vp —m; 0z, VREV / M —m; oz, dQ (5.126)
Q

with M and m; on the microscale yet to be defined. As the microscale problem
is solved under steady state conditions, validated by the separation of scales, in
this case separating the timescales of the hydraulic storage M [fluid mass/time]
and the flux m [fluid mass/time] at the microlevel, this reduces temporarily to

8p*REV 1 ap*

REV _ . (9] 12

m; o7, VREV /mlaxid (5.127)
Q

with m; the microscale fluid mass flux. Gauss divergence theorem and the equi-
librium of the system allows to write

REV 8p*REV 1
m! 5 = REV /qp*dr (5.128)
r

where ¢ = m;n; is the normal outward mass flux over the REV. The (fluctuation
of the) virtual pressures are constrained by the boundary conditions (4.12) and
(4.14) which allows rewriting into

ap*REV 1 op* REV
REV —
F

From this, the definition of mZFV is found as the integral of the microscale

boundary mass flux ¢* over the follow boundary:

1
g / ¢F ydl (5.130)
F

For the finite element discretization of the REV boundary value problem, this
integral can easily be computed as the sum of the fluxes in the nodes on the
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follow boundary:

1
mREV — T Zqui (5.131)
F

The microscale outward flux on the follow boundary ¢ is the assembly of interface
fluxes w and diffusive grain fluxes. This summation is identical to the summation
in 5.57 for the total flux over the follow boundaries.

Moreover, applying once more the divergence theorem shows that the macro-
scale mass flux is the average of the microscale mass flux

1
mPEBY = TREV /ml—dQ (5.132)
Q

5.5.3 Homogenization of fluid mass

To obtain the macroscopic fluid content M a direct approach is followed by defin-
ing the total amount of fluid in the REV as the amount of fluid in the grain pore
space plus the amount of fluid in the interfaces, for which the volume is defined by
the integration of the hydraulic opening over the interfaces. The interface volume
Vint is much smaller than the REV volume VPV = VEEV.0 anqd therefore, the
amount of fluid is computed as

1
M:W / P pdQ) + / P d) (5.133)

REV Qint

With p* constant over the REV and the interface volume defined by the integral
of the hydraulic interface aperture over the 1D pore network S, this can be
rewritten as

REV

M = % / pdQ + / Aupds | = % (VEEY vty (5.134)
S

with ¢ the REV average of the grain porosity. To obtain the fluid mass storage
term M, a finite difference approximation is made over the time interval At. This
time interval is taken to be the same as the macroscale time step. For a time step
At from t — At to t, the fluid storage term M is obtained as follows:

—_ Mt _ Mt—At

M' =~ Al (5.135)
The specific fluid mass M* depends on the density of the fluid and the relative
volume it occupies. As the REV pore volume only changes due to the interface
volume, the rate of change in specific fluid mass M is found to be dependent
on the rate of change of fluid density p* and the rate of change of interface
volume V. This means that the fluid storage has a rheological part as well as
a geometrical part. With the assumption of constant grain pore volume (not to
be confused with incompressibility of the grains!), the geometrical component of
the fluid storage is relatively small. The effect of this definition is investigated in
Part I11.



6. COMPUTATIONAL HOMOGENIZATION BY STATIC
CONDENSATION

The system of equations to be solved for the macroscale boundary value problem
(3.4)-(3.5) are, in general, nonlinear. This means that an iterative procedure is
needed to solve the system of equations. Different iterative procedures exist, of
which the Newton-Raphson method is chosen to be used because

7.4t is our (not only our) experience that this method is very effi-
cient.” ... ”"More efficient methods are available (quasi Newton method
for instance) but they diverge often. Newtons method can be seen as
the best compromise.” [Chambon, 2008]

The principle of Newton’s method, in which a tangent operator is used to make an
estimate of the update of the kinematic fields required to overcome the imbalance
of a solution, has a quadratic convergence with the number of iterations, under
the condition that a proper linearization around the test solution is possible. A
high consistency in the linearization for obtaining the tangent operator is key in
the algorithm efficiency, as an inaccurate tangent operator provides inaccurate
estimates of the updates in the iterations. When classical constitutive relations
are used, an exact solution can often be found as a closed-form analytical solution
exists for the partial derivatives of the constitutive equations. More complex con-
stitutive behaviour, for example obtained through the introduction of plasticity
or incremental nonlinearities of different degrees, can easily introduce difficulties
in the derivability of the constitutive equations. This is certainly the case for
the constitutive relation obtained from a microscale finite element relation as
presented in this work.

The matrices [Craxa)], [K7) axa)s K haxs)] and [K7) 5. 5] introduced in
Equation 3.7 as the consistent linearization of the classical constitutive relations
are the tangent matrices that are required in the Newton-Raphson scheme. From
the integration point objective, this can be recast in the following 7 x 7 system
of equations:

{dU Y} [A(zxn{dU} = {dU*}T{dR} (6.1)
with
71 _ [OT41><4)] [K:;zlh(4><3)]
Aol = g ) KTk 02

as the linearization of the hydromechanical coupled constitutive behaviour and

T
71V _ | Oduy dduy dduso dduso ddp ddp
{dUc } - |: oz Oxo oxq Oxo oxq Oxo dp : (6’3)
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The virtual work term {dU*}*{dR} is related to the out-of-balance of the system

to be accounted for in the Newton-Raphson iteration. This defines the residual
term as follows:

. T

{dR™"} = [do\]™  doly™ doly ™' dosy™t mATTH omdtTH MM

(6.4)

The residual term is the change in response to the update {dU™'} to go from
configuration Q7! to Q72 over an iteration. The challenge is now to find the
consistent linearization around configuration 927! that can be used for matrix
[A(7><7)}'

This chapter describes two approaches to obtain the linearization of the ho-
mogenized constitutive law for hydromechanical coupling.

6.1 Differentiation by numerical perturbation

In the computation of a time step from ¢ — At to ¢, the equilibrated configuration
Q! is the configuration to be found as an update of configuration Q=% by the
kinematics field {AU'}. The solution for the kinematics fields {AU"} satisfying
equations (3.4)-(3.5) are found iteratively, by updates {dU™'}, for which (6.1) is
rewritten as

(A7 {dU™} = —{R™"} (6.5)

with {R7!} the array of local out-of-balance components and [A™!] the linear-
ization around configuration Q7' as the incremental relation between the variation
of {U} and {R}. The linearization around 27! can be found by a finite difference
approximation. The change in response {AR} to finite differences € in the de-
formation {U™!}, gives an approximation of the consistent linearization. Because
the linearization [A7!] has to be consistent with the loading direction of {AUT1},
the finite differences or perturbations € need to be applied together with the load-
ing step of {AU!}. By defining R(Til)({UTl +€;}) as the response after loading
step to configuration Q7! with an additional perturbation of component U(le) by
a finite perturbation ¢, the finite difference approximation of the linearization
of the macroscale constitutive relation (stemming directly from the microscale
equilibrium and flow equations) is found:

_Ro(U™ +¢}) - RE;EU™Y)
(ij) =~

(6.6)
€j
This procedure to obtain the consistent linearization by a finite difference ap-
proximation through numerical perturbation of the components of the loading
on the REV was used for example by Feyel and Chaboche [2000] for mechanical
problems and Marinelli [2013] for hydromechanical coupling.

The consistency of the linearization, or the tangent stiffness matrix will partly
determine the efficiency of the Newton-Raphson scheme for finding a solution to
the problem to be solved. The consistency is influenced by

e the (non)linearity of the problem to be solved for,

e the precision of the response {R™'},
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e the size of the numerical perturbation e.

The first two points depend on the specific behaviour of the constitutive law and
touch both the fundamental constitutive behaviour and the computational per-
formance and implementation. The size of the numerical perturbation € has to
be chosen with respect to these first two points; € has to be small enough to
avoid including the nonlinearities of the model in the result and large enough to
avoid roundoff errors due to the finite machine precision. A sensitivity analysis
of numerical perturbation size € with respect to convergence of hydromechanical
coupled FE? can be found in Marinelli [2013].

The linearization by numerical perturbation requires the response to a certain
load increment to be computed seven additional times, for which a numerical
perturbation is added to one of the seven components of [AU]. When the con-
stitutive relations are formulated in a classical way, the expense of these additional
computations can be neglected relative to the expense of solving the global finite
element system of equations. In the case where the response is given by a full
computation on the microscale, the computational costs of obtaining the response
from the incremental loading of the microstructure quickly exceeds the costs of
the global computation at the macroscale. This mean that the additional com-
putations for applying the numerical perturbations have a major impact on the
total computational expense.

An alternative to the use of the method of numerical perturbation with higher
efficiency and no dependency on the choice of the perturbation is therefore pre-
ferred.

6.2 Computational homogenization by static condensation of the
mechanical FE system of equations

Computational homogenization by static condensation [Kouznetsova et al., 2001]
provides an alternative to the numerical procedure, avoiding the time consuming
additional BVPs to be solved. The method is a well-established technique for
micro-to-macro scale transition in heterogeneous materials in both the small- and
large deformations framework, but has only seen few extensions to multiphysical
problems [Geers et al., 2010]. The classical condensation procedure for small
strain microscale formulation is repeated here in a slightly modified procedure,
generalizing the boundary conditions with respect to geometry and variables for
future developments.

The homogenized macro stress 0¥V is obtained from the REV by a volume
average of the micro scale stress by the boundary integral given in Equation
(5.123). As the REV boundary value problem is solved using a FE discretization,
this integral is approximated by the sum over the nodal forces fF on the follow
boundary multiplied by their periodic vectors:

1
o = v DI (6.7)

The finite element system of equations (5.35) corresponding to a REV in equilib-
rium is used to solve the REV boundary value problem, with [K] the linearization
of the nodal force equilibrium around the updated configuration. This linear sys-
tem of equations with n degrees of freedom is extended with the variation of the
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REV

macroscale variables de into
[0<4x4> 0<4xn>] {5551])3V} { Oca) } (6.5)
Onxa)  Knxn)| | duem) 0 f(n)

This system of equations is ill-posed as it does not contain the information of
the boundary conditions. For enforcing the periodic boundary conditions and
reducing the system of equations to a well-posed system, boundary conditions
(4.8) and (4.11), together with the definition of the homogenized stress (6.7) are
repeated here for the variation of nodal kinematics and residual forces:

SfE+ofl =0 (4.11) (6.10)
1
00 = sy D 0f Ty 6.7)  (6.11)

The n? follow degrees of freedom in {§u’'} can be eliminated together with their
nodal force duals in {§f'}.

From (6.9) it follows that the contribution of each follow DOF duf" can be elim-
inated by means of their lead degree of freedom and the macroscale kinematics
5eftFV. The elimination of du} gives a first intermediate equation where the

columns corresponding to du; are redistributed over those of du; and de/FFV:
*Pp *pi REV
Qe Oixny {55(4) } _ { Oca) } (6.12)
K1y K150 OU(ne) 0 f(n)

n’ is here the number of independent degrees of freedom in th system of equations.
The extension of the system of equations with the four degrees of freedom de;;
requires four additional constraints. These constraints are introduced by the
variation of stress response 601.1}]3 V through (6.11). The addition of this constraint
is obtained by adding the summation of (6.11) in the top 4 equations of the
system, leading to the second intermediate equation:

*pp *pi REV REV
K2£%X4) K2(4_Xm) {56(4) }: {60(4) } (6.13)
K2(np>< o K205 00 OU(ns) 0.f(n)

The final step in the reduction of the system of equations is made by taking
into account the anti-periodicity of the nodal forces in equation (6.10), which
provides a straightforward elimination of §f" by transferring their equations to
the equations of their leads §f. This elimination leads to the reduced system of
equations, which naturally satisfies the boundary conditions through the incor-
poration of Véu*FV = §eEV . Moreover, the anti-periodicity of the boundary
traction makes the elimination of the lead nodal reaction forces disappear. The

result is the following reduced system of equations:

*pp *pi REV REV
Kixay  Kany | 2@y | _ [0 (6.14)
K*Zp K 6U(ni) O(m)

(nix4) (nixn?)
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where n? in the subscript is the number of remaining independent degrees of free-
dom, corresponding the degrees of freedom on the internal nodes and the nodes
on the lead boundary. Note that the REV periodicity vector ¥ is included in the
elimination of the follow degrees of freedom, which gives the direct dependency
on variation of the macroscale strain tensor deFV and results directly in the
components of the macroscale stress tensor 5U£EV. A last step is now to elimin-
ate the remaining independent degrees of freedom by static condensation of the
system of equations on the prescribed degrees of freedom in {¢#£V}. This implies
that a four-by-four matrix [CT*#V] is obtained, relating 6e’**V to §a*¥V:

(CHED] 108V} = {00V} (6.15)
with
etz = [wetn] - K] Kot (K07 (6.16)

This tangent stiffness matrix, consistent with respect to the symmetric macroscale
strain eM as enforced on the REV boundaries, has now to be rotated back into
the macroscale frame in consistency with the decomposition of the deformation
gradient tensor in 4.3. With the variation (or rate) of the stress tensor is not
objective with respect to rotation, this is not straightforward and a somewhat
lengthy derivation is required to obtain the correct transformation. The derivation

is given in Appendix A.3 to find the transformation fgom the fourth order tensor
ACREV (ACREV . UM = §aFV) to *CM (ACM : VT = 60M) as:

U5 ORM RM
M _ pM pM~REV M Pap a ap
ikt = Ria Rj5Cogys anl ~ s g, 0ei — Rjﬁﬁklo’ai (6.17)
with
AU s 1 ORM
aFZl =1 agl ((652 = 641) 646Uz + (1 — 645) (812U11 — 611Us2)) + 851051 Rif
(6.18)
and
ORys 1 ORag ORM (6.19)

0Fy I, 00 00

where Iy is the first strain invariant tr(U), J;; is the Kronecker delta and 6 is the
angle of rotation represented by RM.

6.3 Computational homogenization by static condensation of HM
coupled FE system of equations

For the macroscale computations, the required tangent stiffness matrix is given
by equation

CREV  [REV sy 50(%5‘/

(
(4x4) mh(4x3) (SVP EV — SmBEV (6.20)
Ko Kﬁﬁ{xs)] { 5t } { 511 }
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with 4[.] to indicate an infinitesimal variation of a certain quantity. This system
of equations is summarized as

[Af?i%][éU(?)] = [5257?‘/]- (6.21)

Following the same procedure as was presented for the mechanical case in Section
6.2, the global system of equations for the fully-coupled hydromechanical finite
element computation at the microscale is written in a system of equations exten-
ded with 7 terms in each dimension to add the macroscale variables {U7)} and
their response duals {7 }.

There are however, some differences in the approach related to the fluid pres-
sure and fluid mass with respect to the other variables. These differences stem
from the variation of pressure p™ that has not yet been addressed in the develop-
ments. The variation of microscale fluid pressure dp™ is split in two parts; those
related to the variation in macro pressure and those related to the variation of
micromechanical fluctuation and macro pressure pressure gradient in accordance
with the definition of the decomposition of microscale pressure obtained in (4.4):

op™ = opM + 6p opM >> 6p (6.22)

Due to the principle of separation of scales, the variations 6p™ are much larger
than the variations 6p. dp™ is the 7" component of {6U(;)}. The result of
introducing the variation of reference pressures §p is to obtain fluid pressure terms
taking into account the macroscale gradient of fluid pressures independent from
the pM. The following (empty) frame for the systems of equations is obtained:

['](7><7) ['](7><n) [-](7}>l<m) (SU(7) [.](7)
H(mX'?) []?77:;1)(77,) H?jyllxm) 5p(m) H(m)

For the assembly of this matrix, the equations describing the variation of the
response need to be assembled, after which elimination of the dependent degrees
of freedom by the equations of the boundary conditions leads to the reduced
system of equations which can be condensed on the macroscale variables. The
procedure of the assembly is equivalent to those presented for the mechanical
problem and the approach to solving the fluid system, although two important
differences must be taken care of. The first difference is the variation in specific
fluid mass d M, for which a new equation needs to be formulated. The formulation
of this equations is straightforward and is given later in this chapter. The second
difference is the influence of the variation of macroscale fluid pressure, which used
to be constant in microscale computations. The effect of 5p™ can be taken into
account in the equations of the microscale responses.

The partial derivatives that form the equations to be assembled in the frame
above, are derived for the nodal force balance, the fluid mass balance and the
macroscale specific fluid mass in the following three sections. The partial deriv-
atives are written in matrix form to represent the relation between variations of
the kinematics and its response.

6.3.1 Partial derivatives for the variation of fluid fluxes

For the variation of fluid flux, the influence of dp™ might as well be writ-
ten on the macroscale by decomposing the variation of macroscale fluid flux
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vp™) into a rheological part 5m1REV’R

part 6mIEVY = pwsyEEY Volumetric flux vfEY is dependent on the configura-

= vl*FV§5p® and a volumetric
i

tion of the REV and the pressure gradient (that is, {0u,)} and {6p(m) }), whereas
the fluid density p* only depends on the macroscale fluid pressure p™. From its
definition, it is already clear that 6mZREV’R can be computed completely on the

macroscale level, and it is easily verified that

REV REV
S VT = m;w op" = m;fw sp™ (6.24)

which can be written in matrix form as

1 (m
[M1(2x1)] 6p™ = [57”2?“} [Mlgxn] = {mj (6.25)

The variation of the volumetric part 6mlREV’V is dependent on the microscale
kinematics du and ép, which have couplings with the mechanical parts of the
microscale model. On the microscale, the volumetric part of the variation of the
nodal fluid mass balance d¢¥ with respect to du and 6p is defined as

{8a(my} = Gy HOue } + () {0P(m) } (6.26)

The last matrix has been defined for solving the fluid system for the given REV
configuration:

[Kﬁﬁm)} — (@] (Equation (5.53)) (6.27)
The first matrix has not yet been defined, as the fluid problem has been solved
decoupled from the mechanical microscale problem. It contains the assembly of
the partial derivatives of the interface mass fluxes w with respect to the nodal
displacements @. To obtain the element matrices [K"™]¢ for the assembly of

[K (hgx n)}, the partial derivatives with respect to the displacements of the nodal

coordinates U(]X)Ode as components of {Unoqe{ are derived:

Jw oo}
suNeae = P 0") = P") SrNea (6.28)
(1) (i)
To be able to solve the non-linearities in the interface element integration, the
definition of the hydraulic conductivity term ¢ is rewritten as the integral in the
parent element:

-1

I w 1
o = p /ﬁ(s)ds (6.29)
Vs 1 0 B b 1 B
s
= ¥ — 74 = ¥ Jd
g . _/_1 K€1) 0& <1 P . _/_1 r(§1) o
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The partial derivatives with respect to U(;) can then be developed:

+1
d¢ ¢ 0 / 1 -
—_— = —— —J 7d 6.30
8U(];7)Ode pw 6U(];[)Ode 5(51) 51 ( )
§1=—1
_12u¢2 9]

+1
B pv  QUNode / Auy (&) TdE
@ f1=—1

(6.31)

Rather than further developing the derivation of the partial derivative for the
full integral and changing to numerical integration afterwards, the integral is first
replaced by a numerical integration as the weighted sum over the integration point
after which the derivation is continued for the sum of the individual components:

¢ 120 0 (& - ;
U Node = - v U Node Z Aup, (51) SJF’YW
(i) (1) i=1

. -3
120 2.0 (B () ™) z-
R TP S oL
i=1 g

' -3
o 12u¢7 A 9] (Auh(&) ) DAy (€1) p i
o ; OAup(&1) UL J (&)W

o npi
= BN et e O0E)
i=1 (4)
npi 2
= Z (36'[2? AUh(§1)4> JF”(ﬁl)Wia?;iw (6.32)
i=1 (2)

(6.33)

These partial derivatives can be cast in a [1 x 8] matrix as:

[ 8¢ ]_i;(%ppfjfmh(a)‘*) W {Mh(&) } (634

QUNode (15 v QUNode  (1yg)

The variation of Auy, at any point £ in the parent element is given by (5.25).
Substitution of the different equations leads to the definition of the element mat-
rix:

K = o oton) — i) | 1] [ e (6.3

where the matrix [—1; 1] comes from the relation between interface fluid mass flux
w and the residual mass balance at the interface hydraulic nodes {¢°}:

{a°} = [11} @ (6.36)
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The element coupling matrix therefore holds the relation
{6q°} = [K""1°{6Unoac } (6.37)

The element matrices [K"™]¢ can be assembled to find the matrix [K glmmx ) after
which all matrices for the variation of the fluid flow are defined.

6.3.2 Partial derivatives for the variation of specific fluid mass M

In the same way as presented for the fluid flux, the variation of the specific fluid
mass 6M can be divided in a rheological part §MT = V§pM and a volumetric
part SMY = §V pM. For the rheological part, it is straightforward to obtain the
incremental relation, which in matrix form can be written as

[M2(151)6p™ = sM* [M2(1x1)] (6.38)

T kv
with £ the fluid compressibility.

The volumetric contribution requires the relation between variations of hy-
draulic interface openings and nodal displacements. This is obtained from the
integration of the variation of hydraulic interface opening over the interface ele-
ments. The variation of the normal and tangential opening of an interface element
is given by (5.25) from which the equation for the variation of the hydraulic in-
terface opening can be obtained:

§Auy = [o gg—ﬂ [T1[B11{6U N oe (6.39)

The partial derivative 0Auy,/0Auy, depends on the state of opening of the inter-
face (see Section 5.2):

3Auh ah

_ : > ZZTL .
A, if  Au, > Au,) (6.40)

=0 it Au, < Auli
Numerical integration will define an element matrix [V1¢] as
npi

e 1 w u i
V1] = rav Yo {0 iggu:} ! [B! W (6.41)
=1

which holds the incremental relation
MY = [V2H{6Unode } (6.42)

with §MVe the volumetric part of the contribution of the interface element to the
variation of the specific fluid mass. Assembly of these element matrices leads to
the last required global matrix for the variation of the specific fluid mass:

[Vl(lxn)]{au(n)} = 5MV (643)
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6.3.3 Partial derivatives for the variation of nodal forces

The third set of responses in the coupled frame is that of the variations of stresses
{00(4)} which depend on variations of macroscale pressure opM™ and nodal dis-
placements du. Both are involved in the microscale equilibrium of nodal forces f
and the relation of the variation of nodal residual forces can be written as

The matrix [K (nxn )] has been used to solve the system of equations of the mech-

anical problem for constant p™ and needs no development The matrix [K (’ZIXD 1)}
takes into account the variation of fluid pressure acting normally on the grain
boundaries. The variation of the hydraulic pressure § ﬁ;a acting normally on the
grains is directly dependent on the variation of the macroscale fluid pressure 6p™
Writing this as a vector for straightforward incorporation in the interface element
integration gives a normal fluid pressure contribution vector:

ofr. = {_ 52#} (6.45)

Following an equivalent development of numerical integration as outlined in Sec-
tion 5.1.2 for the stiffness matrix related to the interface cohesion , the variation
of the nodal contribution of the fluid pressure on the residual forces of the inter-
face elements as a function of the variation of macroscale fluid pressure can be
found:

npi

V1 = YT e | ] w (6.46)

=1

with [0; —1] representing the partial derivatives dfF/0pM and 9fF/0p™. The
matrices [TP] and [Bp] are define as follows:

w_ [-N® _N® NG N®
Oy 061 0& )
o 0 cos(f)  sin(h)
I — | 9¢ oz oz o
e [ 0 aaf] l? 351 - [ sin(8) cos() (5.24) (6.48)
This interface element matrix holds the following relation;
{of7}e = [N'¢]op™ (6.49)

The assembly of the the interface element matrices [N*¢] provides global matrix
[N(nx1)l-
6.3.4 Assembly, reduction and condensation of the coupled matrix

The matrices containing the equations for the variations of forces, fluid fluxes and
fluid mass derived in the previous sections can be assembled into the frame of
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6.23, which leads to the following system of equations:

Oaxa)y Ouax2)  Owaxy O(axn) O(axm) 5511EV 50

Oex4) Oax2)y Mleaxy O(2xn) O2xm) (sz%Ev smf

Oaxa) Oaxzy M2axn]  [Viaxmy)  [0axm) 50 sat
mP mm

| Onxa)y Omxzy Omxny] | Ky [Kflv’ixm)} OP(m) 0d(m)

(6.50)

The system of equations (6.50) is reduced by eliminating the dependent de-
grees of freedom located on the follow boundary. This is done by means of the
following boundary conditions:

Sul' = oul +eMy;  (Equation (4.8)) (6.51)
op™

5pF = opt + oY (Equation (4.12) (6.52)
€,

SfF = —ofF (Equation (4.11)) (6.53)

5¢"" = —5¢""  (Equation (4.14)) (6.54)

In addition, the following averaging summations are used for row-operations to-
wards the upper 6 rows of the system of equations:

ohEv Z(SnyJ (6.55)

my EY Zaq i Y (6.56)

The total variation of macroscale fluid flux dm; is the sum of its rheological and
volumetric parts

SmiEY = sm[ VI 4 gm [PV (6.57)
The resulting reduced system of equations is given the following:

T(}m) 0(§X2) T(24><1) T(?me) 0(;1><mi) (5511’5‘/ S04
T(82><4) T(1><2) M1(2x1) (2><n1) T(2><mi) §Vp }%Ev 5mg) A%

Thxsy Ouxzy M2uun|  |[Vi{in,|  LOaxmo (M Y,

[T?nx4> Onix2) K(ﬁ?fn} Kty [Omsxms)] Stu(n,) Otns)

) *xhm i é m; 0 m;

[TST?I 1) Timixa) O(mm)} o) {K(*Zihxm)] P(m) (m.)
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(6.58)

with [T17!] some temporary matrices, the superscript * indicating the reduced
form of the original matrix and n; and m; the number of independent mechanical
and hydraulic degrees of freedom respectively. A shorter notation is introduced
for this reduced system of equations:

(6.59)

[Ta] [Ts] { SUREV }:{5EREV}

(7) (7)
[TC] [TD} 6U(n1 +m;) 0(n1+mz)
with [T4—p] the reduced matrix and {sU(}, ., )} the independent microscale
degrees of freedom.
From this system of equations, the independent degrees of freedom are reduced
by static condensation on the seven macro variables. This results in the following
condensed system of equations:

[AGZA8U ) = 16235 (6.60)
with
[AREY)) = [Ta] - [T5] [Tp] " [Tc] (6.61)

A last transformation is needed to change from fluid mass M to the rate of change
of the fluid mass M. For the incremental time step At, the rate of change of fluid
mass density is computed as

. Mt — Mt—At
M=—— 6.62
At (6.62)
this means that the variation of the rate of change of the fluid mass density 6M*
can be found as

- SM?
oM = .
A7 (6.63)
this transformation requires the seventh row of matrix [A] to be divided by
At. Splitting matrix [A(7x7)] into the matrices [O(IZEX)]’[K}?nj?(‘gm)]v[[{flfh%/m)}

and [Kﬁlif(‘ix:})]’ gives the linearization of the constitutive relations relative to
the REV symmetric orientations. A consistent rotation of these tangent stiffness
matrices by RM (Equation (4.16)) gives the consistent tangent stiffness matrices
of the classical part required in Equation (3.7). The rotation of matrix [CTFV]
to [OM] is given above in section 6.2, for which the full derivation is given in
appendix A.3. For the rotation of the other coupled terms, the rotation back to
the macroscale reference follow the same objective rotation of the stiffness matrix.
Their results can be found in Appendix A.3.

6.4 Computational homogenization by static condensation of HM
coupled FE systems of equations with the diffusive flow

The procedure for computational homogenization by static condensation for HM-
coupled macroscale behaviour introduced in the previous section is a general
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procedure, but the example of the assembly of the extended system of equations
for the combination of micro and macro variables was given for the pore channel
flow model only. The incorporation of the diffusive flow model in the compu-
tational homogenization is straightforward and only requires the contribution of
the diffusive flow to be added to the assembled system of Equations 6.50.

The contributions of the diffusive flow model, which is completely independent
of the deformation, are at play in the rheological terms of the the specific fluid
mass (grain pore volume is assumed constant, which means that the volumetric
part of the variation remains unchanged) and the total fluid mass flux (both
rheological and volumetric contributions). The contribution to the rheological
part of the variation of specific fluid mass is the introduced pore volume in the
grains, which means that specific fluid mass M in (6.38) has to be computed as
the sum over the fluid mass in the interfaces and the grain pore volume.

The rheological part of the fluid flux is taken into account at the macroscale by
the macroscale mass flux m*®" in matrix [M1(2,1)]. The volumetric contribution
is taken into account in the equations for solving the microscale hydraulic problem
by condensed matrix [H*] in equation (5.100), which is repeated here as:

G+H*hh H*hp 5 h ) 1%
[*ph H*pp 5V];M = 5mi]diff (5.100) (6.64)

The assembly of matrix [H*] in (6.50) leads to:

[[O@axa) Owx2)  Oaxi) 0a5n) [Oaxm) || ¢ sorEV 50
* h £ 4
Oxa) Hglyy Mlaxa| | Owxm | |HZm | | | sypiev mf + om' il
Oixa)y Opx2) M2ax1) Viixn) L O(13m) 5p(ﬂ2/1} @ M @
[0(n,><4) O(nx2) K(T?Lf:l)] K(Tlv;ln) _[O(nxm)]_ O () (5f‘(/n)
L |:0(m><4) H(*:ziQ) Omx1) K(hnTxn) _K(hmhxm)_ ] OB (m) §q(m)
(6.65)
where [K (};me)] is now defined as:
[K{mxmy] = [G] + [H™] (6.66)

The reduction of this system of equations and its condensation into the 7 x 7

consistent tangent operator [Ag]i‘;] is exactly identical to the procedure described

in the previous chapter.
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CONCLUSIONS PART II

In this part, a modified version of the Frey model for hydromechanical coupling
was presented. The main modifications have been the adoption of the small strain
assumption and the introduction of the separation of scales in the description of
the fluid pressures. This has allowed the decomposition of the coupled problem
at the microscale in a mechanical and a hydraulic problem that can be solved
subsequently and has introduced a consistent description of the hydromechanical
boundary conditions on the REV with respect to the principle of separation of
scales. Secondly, the modifications allowed the consistent application of computa-
tional homogenization for the micro-to-macro transition. The procedure of first
order computational homogenization was extended for the case of hydromech-
anical coupling and can now be used for obtaining the homogenized response to
deformation loading and the associated consistent tangent operators. In this way,
the modelling of the response of a micromechanical REV provides a numerically
homogenized first order constitutive relation for hydromechanical coupled beha-
viour. This constitutive relation can be used in a macroscale computation. When
implemented in a finite element code, this gives the finite element squared (FE?)
method. The numerical implementation of the model, its combination with com-
putational homogenization and the implementation as a constitutive relation in
an existing finite element code are the subject of the next Part.
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Part 111

IMPLEMENTATION AND APPLICATION
EXAMPLES OF THE DOUBLESCALE MODEL






7. NUMERICAL IMPLEMENTATION

In order to solve the macroscale REV boundary value problem introduced in
the sections above, the microscale model is implemented in the finite element
code Lagamine [Charlier, 1987] as an independent constitutive law to provide the
constitutive relations to be used in the macroscale iterative loading step Q'~ 2t —
Q™2 with Q72 the next test solution for configuration Qf. The corresponding
microscale BVP of enforcing the deformation loading step F*~2f — F72 on the
periodic REV is again solved using the finite element method. In this chapter,
some aspects of the implementation of the microscale model in a finite element
code are discussed.

7.1 Numerical scheme for solving the microscale system of
equations

The microscale finite element code is used for the computation of the behaviour
of the REV in the loading path from initial configuration Q=4 to Q72. A
global scheme of the microscale computations is given in Figure 7.1, starting
with the transition of the local macroscale variables to the microlevel. From
the previous loading steps, the REV configuration Q=4 is known. This initial
configuration is fully characterized by the microscale nodal positions {z!~4t} and
the interface state parameters {D!~A*}. Starting from this initial configuration,
the mechanical problem is solved following a full Newton-Raphson scheme, using
the symmetric part of the macroscale deformation gradient tensor U7? for the
periodic boundary conditions and the macroscale pressure p™2 for the normal
fluid forces acting on the interface boundaries.

7.1.1 Enforcing the periodic boundary conditions

The periodic displacements of the REV boundaries are enforced through penal-
ization of the periodic couples dul and §ul” by adding the following penalization
equations to the global stiffness matrix during the first iteration:

+@QP6ul F GPoul = £GP AUTRy; (7.1)

with AUZ»TJ»2 = UZ-Tj2 — Uf;m the required update of the symmetric part of the
macroscale deformation gradient tensor (the macro stretch) related to the mac-
roscale iteration to configuration Q72. For all subsequent microscale iterations,
the penalization of periodic boundary conditions reduces to

+GPoul’ F GPoul =0 (7.2)

Penalization term GP has no physical meaning and penalization is only used for
solving the boundary value problem. The size of the penalization term has to be
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chosen carefully; a too large penalization term introduces numerical inaccuracies
in the result as larger penalization numbers will increase the relative difference in
the eigenvalues of the system of equations and the underlying equations will be
lost in the numerical precision of the terms. A too small penalization can lead to
boundary conditions which are not met accurately.

This method of penalization of the boundary conditions is not a unique
method and other ways of enforcing the periodic constraints can be envisioned.
However, the penalization method provides a straightforward way of introducing
a deformation update without a-priori defined assumptions about the field of de-
formation. This means that the deformation loading can be applied during the
first iteration. It should be noted that the penalization terms for the periodic
boundary conditions are not required in the condensation for obtaining the con-
sistent tangent stiffness matrix and a separate global system of equations needs to
be assembled for this purpose without taking into account the periodic boundary
conditions. The periodic boundary conditions are taken into account by means
of reduction of the global system of equations instead.

7.1.2 Microscale convergence criterion

The Newton-Raphson iterative procedure to solve the mechanical problem follows
the classical procedure, which is repeated in Table 7.1. Its convergence is evalu-
ated by means of an evaluation of the residual forces, which are the components
of array vector {f} containing the nodal reaction and out-of-balance forces. To
define a dimensionless number for the convergence criterion, reaction (or external)
force and out-of-balance (or internal) force summations are defined as;

Rt ={(f" Dol (7.3)

R™ = {(f"™)} o {(F™)} (7.4)

The normalized norm of the residual forces is then defined as the square root of
the ratio of R and R®**:

norm Rznt
R =\ o (7.5)

The microscale computation is supposed to be in equilibrium as soon as R™°"™ <
€, with € a small value of choice. The choice of this value determines not only
the precision of the results, but will also influence the consistency of the tangent
operators. This means that the convergence criterion € has to be chosen as small
as possible to obtain the best possible macroscale results. The practical limit of
precision for €° is around 1 x 10~8. Whenever the residual term of external forces
becomes zero, an alternative formulation is required to obtain convergence and
a replacement value has to be used for R®**. There is some arbitrariness in the
choice of a replacement value, as it has to correspond to the order of magnitude
of element residual forces under consideration, which can vary depending on the
application of the model.
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7.1.3 Microscale non-convergence mitigation

The deformation loading step enforced on the REV by the macroscale deformation
is applied in a single step, corresponding to the macroscale loading step related
to the configuration update Qt=4t — Q72

In general, a solution for the boundary value problem can be found using a
single deformation loading step on the REV, which corresponds to the macroscale
loading step. For high linearity of the micromechanical constitutive relations and
due to the lack of geometrical non-linearities, microscale convergence is usually
very efficient.

In case of non-convergence (determined by means of number of iterations) of
the microscale Newton-Raphson scheme, some additional successive techniques
are used to solve microscale BVP:

e Taking substeps: whenever the maximum number of iterations is reached
for a microscale loading step, the loading step at the microscale is reduced
by a factor 2. This procedure is repeated up to a minimum loading step, for
which non-convergence is considered to indicate the impossibility of finding
a solution for this configuration of the REV.

e Microlevel numerical damping. In order to mitigate numerical oscillations
between or around possible solutions, numerical damping is applied on the
nodal displacement update as soon as the number of iterations reaches half
of the maximum number of iterations.

e Weakening the microscale convergence condition. Whenever the microscale
time step is reduced, the convergence criterion is temporarily weakened:
€c := /€. The final substep to obtain the total deformation loading step
uses the original convergence criterion to guarantee a good convergence,
which is required for obtaining a sufficiently consistent tangent operator
and homogenized stress tensor.

With a combination of these three techniques, most of the non-convergence prob-
lems at the microscale can be mitigated. However, taking substeps can signific-
antly increase the number of iterations for a deformation loading step on a single
REV, and the computation time for a single macroscale iteration can easily in-
crease from several minutes to several hours. If, eventually, no solution can be
found on the micro level, the macroscale NR scheme is restarted for a smaller
loading step.

7.1.4 The routine for the microscale loading steps

The computations on the microscale can be divided into three main parts of
computations:

e The Newton-Raphson iterative routine for solving the mechanical problem
e The direct routine for solving the fluid flow problem

e The condensation routine for the computational homogenization by static
condensation of the consistent tangent operators.
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This is schematically presented in Figure 7.1.

The mechanical system is solved for by enforcing the macroscale deforma-
tion gradient tensor FTFV:72 and fluid pressure p*>7? on the REV boundary
value problem starting from the configuration of the last converged step Qf =4t
characterized completely by its nodal coordinates {z‘~2*} and interface state
parameters { D!~5}.

Once microscale equilibrium is obtained for configuration Q72, the updated
microscale nodal coordinates and interface state parameters are stored as a can-
didate for the final configuration Q!. Based on the mechanical interface openings,
the hydraulic interface openings Auy, are defined and the specific fluid mass M ™2
is obtained from an integral of the (spatially constant) fluid density p* 7 over the
REV. Both interface channel pore space V" and grain porosity ¢ are taken into
account in this integral.

With the information on the hydraulic opening of the interfaces, the fluid sys-
tem can be solved for fluid mass fluxes m72. The fluid system is solved twice; once
to obtain the microscale fluid pressure difference over the interface elements A¢p
in Equation (6.22) and once by condensing directly on the macroscale pressure
gradient to find the fluid flux of Equation (5.63) or (5.64). The element pressure
difference is needed for the derivations of the equations for the additional coup-
lings that need to be taken into account in the computational homogenization.
These derivations are given in Sections 6.3.1, 6.3.2 and 6.3.3. These additional
coupling terms are obtained in loop over the (interface) elements, using the up-
dated configuration Q72 with the interface pressure differences A°p72.

microscale routine

_____________ . F2 p? Femmmmmmmm

h ; : ) ) )
. macroscale kinematics i + ¢ ' microscale configuration
1

1 Fyz 'vaZY pt2 : . {X“Al}, {D\-A(}
1

N-R loop
mechanical
\v & system

AthZ
Femmmemmmm——=a
o™ 1microscale configuration'
fluid system | |\yr2 {x?, (D%} N 3, (D% !
e e e e e e 1

mr Aeﬁrz

1
macroscale response 1

1
1 o2, m2, M2 < hqmogemzatlop.
1 AZ 1 static condensation
1

Fig. 7.1: Global scheme for solving the coupled microscale problem. The transition of
auxiliary information (stiffness matrices, local information) is not shown.

Using the information that is available from the decoupled solving of the mech-
anical and hydraulic systems, the routine for the condensation into the tangent
stiffness matrix is launched. This routine contains the aforementioned element
routine for the missing coupling terms, after which the coupled extended global
system of equations is assembled. The system is then reduced and condensed into
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the tangent stiffness matrix [A7«7| as presented before.

For solving the numerical systems of equations related to the condensation
of (6.61) (that is, finding a temporary term [T**™?] = [Tp]~![T¢], the auxiliary
problem [Tp][T*™?] = [T] is solved by Gaussian-elimination of the augmented
matrix [Tp|T¢]. Efficiency of the procedure of the Gaussian elimination is ob-
tained by taking into account the bandwidth, which is optimized by means of the
renumbering of the mechanical system of equations following the Cuthill-McKee
algorithm [Cuthill and McKee, 1969], which is a standardized approach for band-
width reduction. The profile of such a reduced system of equations is given in
Figure 12.3. In case of purely mechanical problems, the auxiliary problem to
obtain the temporary matrix is solved for the static condensation in (6.16).

7.2 A routine for material point BVPs

The microscale model gives, together with the computational homogenization for
scale transition, the possibility to define a macroscale constitutive relation based
on the microstructure REV. The behaviour of this law represents the material
behaviour as an average response to deformation loading on the microstructure.
To study the local behaviour of this macroscale law under a certain loading path,
the loading has to be applied incrementally (due to the (incremental) nonlinearity
of the model) and the solution for each increment has to be solved iteratively based
on the loading path conditions. A stand-alone routine is designed for applying
mixed-mode (as a combination of stress and strain components) loading paths,
thereby replacing the macroscale finite element computation. This routine is
developed completely outside the macroscale finite element code.

Two column vectors {U} and {3} are defined as the time derivatives of the
vectors {U} and {X}, containing the deformation gradient tensor F', fluid pressure
gradient Vop™ and mean fluid pressure p™ and its response duals o™, 17 and M
respectively. The time derivatives are defined with respect to the dimensionless
time . The material point boundary value problem is fully defined when for each
of the seven components, one of the two duals is prescribed. For this purpose,
the vectors are split in a prescribed part () and a reaction part ) such that for
each prescribed component U ((;)D) there are reaction components Egg)

way, the prescribed components of the reaction vector EES) have corresponding

kinematical components i}gg) as a reaction. The distribution in prescribed and

reaction components
. U@ . N(R)
{U} = {U(R) ZH =150 (7.6)
The number of prescribed or reaction components depends on the boundary con-
ditions of the unit cell boundary value problem and different steps in the loading
conditions can require different subdivisions into prescribed and reaction com-

ponents during a single simulation. Incremental loading by time steps A« can be
applied to follow the specified loading path. The loading increments related to

. In the same

{U (P)} can be directly enforced as increments U ((;)D)Aa. The loading increments
related to {Z(P )} are enforced through their responses {UW}. As the relation
between {S(F)} and {U™} is unknown, the loading increments {AU} cor-
responding to {E(P )Aa} need to be solved for iteratively. A Newton-Raphson



90 Numerical implementation

iterative scheme is followed for this purpose. Using this scheme the iterative
corrections are found by solving the linearized system of equations

(A7« {dU} = —{ax}® (7.7)

with [A{7, ;)] the auxiliary matrix to find an update {dU} that mitigates the

out-of-balance stress {dX("")}. Convergence is obtained when the norm of the out-
of-balance response in the stress rate-controlled components of the loading path
are sufficiently small. In this way, the iterative Newton-Raphson solution scheme
of the macroscale finite element problem described in Section 3.1 is simulated by
the material point BVP. Combined with the possibility of the rotation of the REV
with respect to the reference frame in which the loading is defined, it provides a
versatile tool for studying the material behaviour under different loading paths.
Moreover, the use of the tangent operator [A] for solving the incremental dis-
placements loading steps for the stress rate-controlled loading allow to assess the
quality of the computationally homogenized constitutive relation by means of the
convergence of the numerical scheme. To evaluate the convergence of the material
point BVP, a criterion has to be defined based on the out-of-balance terms in {U}
and/or {¥}. Considering the iterative updated {dX} that is required to obtain
the stress-controlled loading state, the residual term for the material point BVP
R™P is defined with three terms corresponding to the components of stress, fluid
mass flux and fluid mass respectively.

(P) (P) (P)
O [ o e el .
o)l Bl | =]

with |.| the norm and d[.] the out-of-balance or error with respect to the prescribed
components in {¥}. Note that the residual combines the relative out-of-balance
norms for stresses (1-4), fluid mass flux (5-6) and fluid mass (7). In the case
of deformation-controlled loading, the out-of-balance components are zero as no
update is required. In case of a zero denominator, a minimum value is defined to
avoid numerical infinity.

As an example, for the biaxial compression of a material point at 2 M Pa
confinement with constant pore pressure p™ = 1 MPa and vertical pressure
gradient of 100 kPa/m, the following loading rates are applied in the material
point BVP;

fora=-1—0 fora=0— 10
U@ — n(P) — Ur = »P) =
— —2M Pa — 0
— 0 — 0
0 — 0 —
— —2M Pa —.01 —
OMPa/m - 0 -
0.1M Pa/m - 0 -
1M Pa — 0 —

The time steps A« used for the application of the mixed-mode loading are
controlled by an algorithm increasing and decreasing A« as a function of the
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number of iterations required to obtain convergence of the macroscale material
point BVP for stress-controlled loading.

The use of this routine is twofold; on one side it allows studying the behaviour
of the material that was defined by the microstructure in the REV, on the other
hand it can be used to test the computational homogenization, since the tangent
stiffness matrices obtained through the computational homogenization are used
to iteratively apply the correct loading path on the material point. The routine
will therefore be used in the following chapters to study the material behaviour
obtained from the microscale computations at the material point level. In addi-
tion, the quality of the obtained tangent operators is assessed by studying the
rate of numerical convergence of the Newton-Raphson scheme of this routine.
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1. initiate global stiffness matrix [G] and reaction array {R}

2. compute boundary conditions update Ay7? = U[jzy;-) — yf*m

Assemble penalization equations for boundary condition updates in {R}

=~ W

i=1
5. start iteration i

assemble penalization terms in [G]
element loop: build element system of equations and nodal forces

assemble equations in [G] and nodal forces in {R}

solve for nodal updates [G]{dxz} = —{R}
i =i+1, reset [G] and {R}

)
)
(c)
(d) check convergence: if R™"™™ < € go to 6
)
)
) goto b

6. end of Newton-Raphson scheme

Tab. 7.1: microscale Newton-Raphson scheme



8. VERIFICATION OF THE MICROSCALE MODEL

In a first verification assessment, simplified microstructures are used, for which
analytical solutions can be easily obtained. The first of these microstructures is
given in Figure 8.1, together with the microscale constitutive parameters.

solids:
—H FE mesn E [GPal 10
; v 0.300
- grains k11 [10~15m?] 0.1
interfaces koo [10~15m?] 1.0
interfaces:
x Ey [GPa] 8.0
2 T™maz [MPa) 10.0
| 5 0.005
X, A 0.050 pum

Fig. 8.1: Microstructure used for the verification of the micromechanical model with
the microscale constitutive parameters. Horizontal and vertical interface
channels are labeled as hl, h2 and vl, v2 respectively.

8.1 Response to extension

For applying uniaxial extension of microstructure 8.1, the following macroscale
kinematical loading paths are enforced on the REV;

- o o . ~ .
F= {0 0.02] , vpM =0, M =0 (8.1)
or:

0

0

. 0
(U} =2 0.02 (8.2)

0

0

0

\

The macroscale boundary conditions correspond to a macroscale axial strain

that is enforced on a material point. For REV dimensions 1 x 1, the axial strain
can be decomposed into the vertical component of the strain of the grains e59 and
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the normal interface openings of the horizontal interfaces Au' and Au/2:
824 = €22+ Auﬁl + AUZQ (8.3)

In addition to the parameters given in Figure 8.1, the permeability tensor for the
solid parts is defined as:

1071 0
kg = |: 0 10_15:| m2 (8.4)

Computations are performed both with and without taking into account the grain
permeability. To assess the hydraulic properties the macroscale permeability is
studied, for which a full hydromechanically coupled computation is not required.

As a function of the stiffness of the vertical interfaces E' = E3? (resulting
from the interface cohesion parameters §¢, D and T™%®) and the elasticity of the
grains described by Lamé parameters A and p the vertical stress in the REV o9
for a given vertical strain in the grain €95 can be found analytically by taking
into account the symmetry of the microstructure. This is done by considering
the extension of a single grain as a system of a block of width 1/2 and a vertical
interface (the interface spacing is 1/2), which is schematically presented in figure

8.2.
Tizz
oii(g;) \/\/L

0l

0.5

Fig. 8.2: Analytical model of the extension of a block, taking into account the interface
stiffness

From the constitutive relation of the grains (5.103) and the stiffness of the
vertical interface EY = TV /Au? it follows that

o1 = (2,u + /\)511 + Aegg (85)
o220 = Aenn+ (2p+ Neg (8.6)
T = E;/Au) (8.7)
Equilibrium on the vertical grain boundary requires o117 = 7,0 and the (vertical)

interface spacing of 1/2 leads to Au?, + 0.5e1;7 = 0. This allows expressing €11 as
a function of €92 by combining (8.5) and (8.7):

A

EN=——""-"—""F—¢
SR W VoS

(8.8)
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It follows from (8.6) that
)\2

PO T
2 (” 1B 4+ 200+ A

) €99 = KS€22 (89)
with €95 the strain component in the grains and K® a bulk stiffness term taking
into account the stiffness of the vertical interfaces. Defining the interface normal
stiffness of horizontal interfaces as E"* and E"2, the global response to extension
according to (8.1) can be found by solving the system of equations for the opening
of both interfaces and the strain in the grains.

o9 = —EMAuM (8.10)
022 — —EZ2A’LL,22 (811)

The stiffness moduli E! and E!? are used to characterize the interface cohesive
tractions T and T2, with the same relation for both interfaces. This gives a
unique solution for the loading until softening takes place. In the softening regime,
the uniqueness of the solution is lost, as either one of the two interfaces can soften
while the other unloads, or both can follow the same softening path. In this
example, two possible loading paths are followed: In case A the upper interface
enters the softening regime, while the lower interface follows the unloading path
until it closes (see Figure 8.3). In case B both interfaces are set to follow the
unloading branch, leading to a symmetric solution for the deformation of the

REV.

Tmax|,

1] IR AR

Au," Au,™ Au,"=Au,™

Fig. 8.3: Loading path of the normal component of the interfaces

Solving equations (8.9)-(8.11) for the interface openings Aul and Au? as a
function of macro deformation €)% provides an analytical solution for the homo-
genized permeability of cases A and B when the interface openings are translated
into equivalent permeability terms. These cases give an upper and a lower bound
solution for the general case in which no constraint on the interface softening
is introduced. They form the reference solutions for the numerical response in
Figure 8.4.

Mechanical response

The mechanical response to extension of the microstructure is given in Figure
8.4. The response of the both cases A and B is identical up to the point at which
the softening limit of the interface damage law is reached (point a). The stress
at this point corresponds well to the initial softening state parameter DO = 0.2
and a reference maximum cohesion 7,"** = 10 M Pa:

Aul,

5ot = E'Au, (8.12)

n

o9 =T, = T:wa(l - Df«b)
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Solving Equation (8.9) for an initial interface stiffness E° = 8.0 G'Pa results in
the macroscale extension of )2 = 1/300 as the point at which the first softening
is induced (point @ in the upper graph). After this point, cases A and B show a
different loading path. The macroscale extensions of point b corresponds to the
critical opening §¢ = 0.005 of the interface channel following the softening branch
in case A. Point ¢ corresponds to twice this critical opening, as both upper and
lower interfaces are forced to follow the softening branch.

_8 =
r a
_6 -
©
& L
=3
S -4r-
o
_2 =
L b c
0 | | | | | Il Il Il |
0 0.002 0.004 0.006 0.008 0.01 0.012 0.014 0.016 0.018 0.02
: €
22
_12 —
e < = =Tt
_14 -
_ —-15F
< -
2 -16—==="
S = = = case A + diffusivevflow
-17 = = = case B + diffusivevlow
case A
-18 case B
-19 — — — analytical upper and lower bound
_20 | | | | 1 | | | | |

0 0.002 0.004 0.006 0.008 0.01 0.012 0.014 0.016 0.018 0.02

822

Fig. 8.4: Top: stress response to mechanical response to oedometric extension. Bot-
tom: Evolution of horizontal permeability as a response to oedometric exten-
sion.

Hydraulic response

To study the effect of the deformation loading on the hydraulic behaviour, the
macroscale equivalent permeability is evaluated. This permeability can be ob-
tained analytically to compare with the numerical results. The macroscale axial
strain e, = €34 can easily be related to the microscale strain and interface open-
ings due to the geometry of the REV. For homogeneous strain ¢ in the grains, the
macroscale axial strain can be related to the strain in the grains and the interface
openings for a 1 x 1 REV:

£a = 99 + Ault 4+ Ayh? (8.13)
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With the analytical solutions for stress as a function of the microscopic strain
€99 and interface opening given above, the analytical solution for the interface
opening as a function of ¢} can be found for cases A and B:

o 0<g, <1/300

K#5¢DY
Ayhth?  — n 8.14
n 9K*6cDY + Trmex(1 — DO) °° (8.14)

Q

0.298 &, (8.15)

e Case A: 1/300 < g, < 0.005

K*§¢(1 — DO)

Aul = .
Y K+(1—2D0)éc — Tmaz(1 — DOY ©
KsDO(Sc? Tmaz (1 _ Dn)§e
K+(1—2D0)s¢ — Tmaz(1 — DV)
~ 2426 ¢, — 0.00713
Au? = K Dyo° €
"o Tmar(l — DY) — §eKs(1—2DY) ¢
KSDO(SC2
- n (8.13)
Tmaz(1— DY) — 6eK*(1 — 2D0)
~ —0.606 ¢, + 0.00303
e Case B: 1/300 < ¢, < 0.01
SCKS Tmaz §c
A 1,2 _ _ " n
Unp T;Lnaa: — 92Ksfe €at j’ﬁnam — 9Ks§¢c
~ 0.6016 £, — 0.00102 (8.10)

It is stressed here again that the interface opening is dimensionless, or relative
to the REV size. The hydraulic opening Auy can be computed from the normal
mechanical openings Aul!, Auh? Au?! and Au?? using (5.66). Translation para-
meters Au) = 0.02um, Aul*"™ = 0.01um and a" = 1 mm are used, resulting in
an initial permeability in the order of 1072° m? related to the pore channel flow.
In this chapter, these parameters are used for both the computations with only
pore channel flow (szj = 0) and computations with combination of pore channel
flow and diffusive flow in the grains:

1

M __
ki = 12L

(2up? + aup®”) + (8.11)
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b

kyy =
22 7 19L

(2w + Aup?) + kg, (8.12)
with L the unit length in the out-of-plane direction, which is most conveniently
chosen to be 1. The term k7, is the (averaged) grain permeability, which in this
case can be added in superposition with the interface conductivity. Diagonal
term kY, is kept zero to avoid the analytical solution to become too complex and
to be able to apply the superposition of contributions of the interfaces and the
grains to the permeability. Moreover, superposition can be used only in this ex-
ample with homogeneous hydraulic properties. In the general case with hydraulic
heterogeneity (when either one of the interface elements transmissivity or grain
permeability is not homogeneously distributed over the REV), the superposition
of the separately computed hydraulic conductivity of interface flow and diffusive
flow does not apply.

The numerical results are given in Figure 8.4 together with the results obtained

from the numerical computations. The solutions for case A and B are, in line with
the mechanical behaviour, identical up to the point of initiation of softening. The
localization of the softening in a single interface in case A induces a higher rate
of opening of this interface. This leads to a stronger increase in permeability for
case A starting in points a’ and a”. This effect comes to a hold at the complete
unloading of the microstructure in point b, after which the increase in interface
opening is identical to the increase in strain and the REV is stress-free.
For case B, in which the interfaces are enforced to open identically, point a’
identifies the point of entering the softening branch, where the increase of the
rate of change in permeability can be related to the unloading of the grains.
This effect disappears at the point of unloading in point ¢. The requirement of
equal interface openings has reproduced the lower bound solution that was found
analytically. After point ¢, no constraint on the interface opening was enforced,
leading to unequal opening of the upper and lower interface. The effect of this
unequal interface opening is the increase of the permeability with respect to the
lower bound solution after point ¢ for equally-opened interfaces.

With the minimum hydraulic interface opening being very low, the definition
of the grain permeability makes the diffusive flow the most prominent fluid mass
flow mechanism under initial deformation state. With increasing opening of the
interfaces, the interface flow will take over as the leading fluid transportation
mechanism.

8.2 Pressure-induced permeability

For further verification of the evolution of the permeability as an effect of deform-
ation, the following loading path is applied on the REV of Figure 8.1:

P {8 8] M = {8}, M = 100M Pa/a (8.13)

The mechanical behaviour of the grains is characterized by their Young’s modulus
E = 4G Pa and Poisson’s ratio v = 0.3. For isotropic loading under plane strain
conditions, this corresponds to a bulk modulus K* = 6.5G' Pa. An initial opening
of the hydraulic interfaces is defined as Au) = 0.05um, corresponding to an



8.2 Pressure-induced permeability 99

initial equivalent permeability of 2.083 x 1072m? for two interfaces per REV.
Loading is applied in the form of an increasing fluid pressure p™, while enforcing
the macroscopic strain to be zero. In a first case, no normal cohesive forces are
introduced. The opening of the interfaces is therefore completely controlled by
the compressibility of the grains. Given the symmetry of the microstructure and
the homogeneous distribution of the interfaces, it is easily verified that there is
an analytical solution for the normal mechanical opening of the interfaces under
the constraint that both interfaces are equally opened (as one of the possible
solutions when cohesive softening takes place). The relation between normal
interface opening and the fluid pressure is:
m

Au, = %%10—% (8.14)
Making the transformation to hydraulic opening allows computing the macroscale
effective permeability by Equation (8.11), including a possible grain permeabil-
ity k9. This provides the analytical solution that is to be compared with the
numerical result.

For the numerical results, two case are considered; case A with a normal
interface cohesion T)*** = 40M Pa, case B with a negligible interface cohesion
T = 1.0 kPa (zero cohesion is avoided to guarantee a proper solution in
the initial part of loading). Case B is compared with the analytical results in
figure 8.6, which shows that the numerical results are in good agreement with the
analytical solution.

Fig. 8.5: Deformed microstructure at pressure p* = 10M Pa. The normal interface
opening is Au, = 0.0065, corresponding to a hydraulic opening of Au; =
6.55 um

Figure 8.6 has been obtained by artificially constraining the interface openings
to be equal, in order to avoid the possible ’drifting’ of the solutions such as
observed after complete decohesion of the interfaces in Figure 8.4. Moreover,
the difference between cases A and B demonstrates the different stages in the
evolution of permeability with increasing pore pressure.
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Fig. 8.6: pressure-induced permeability evolution. Dotted lines take into account the
grain permeability (8.4). For the red lines, normal cohesive forces are active

8.3 Undrained isotropic loading

In this third example, microstructure 1 is loaded from the initial configuration up
to an isotropic stress state of 100 M Pa (extension) and —100M Pa (compression)
under undrained conditions. This is done for different values of grain porosities ¢
and the pore fluid pressure as a response to this loading is studied. The influence
of the porosity on the global response is through the rheological part of the fluid
storage: The constant pore volume in the grains allows local storage of fluid mass
with increasing fluid pressure through the compressibility of the fluid. The rela-
tion between the interface normal opening and corresponding interface hydraulic
opening is presented graphically in Figure 5.7. With a minimum hydraulic open-
ing of Auf™ = 0.025um and an initial hydraulic opening of Au) = 0.025um,
there is a local variation in pore volume even for slightly negative (penalized)
mechanical openings, which contributes to a geometric component of the local
fluid storage.

Since the applied isotropic stress state is obtained through the application of
a macroscale deformation, it is possible to distinguish the two tests by a com-
pressive loading (negative stresses) and extensive loading (positive stresses). The
hydraulic responses to compressive loading are given in Figure 8.7 for compres-
sion (left) and extension (right) for different grain porosities ¢. For this example,
the cohesive forces at the interfaces are taken to be negligible with respect to the
normal interface contact forces and the hydraulic forces on the interface bound-
aries. In the case of extensional loading, the pore pressure p directly follows the
enforced stress and dp/do;; ~ —1. As the interface cohesion plays an inferior
role, and in extension no interface normal forces are active, practically all forces
are taken by the water. In Biot’s consolidation theory, such a response corres-
ponds to a Skempton coefficient 3, ~ 1, independent of the grain porosity. In
case of compressive loading, the mechanical forces at the interfaces can take a
more significant role in the micromechanical equilibrium. It is important to real-
ize that the REV is considered globally undrained, but locally a redistribution of
fluid mass is possible. This redistribution allows the fluid mass in the interface
elements to enter the pore space in the grains (which is considered to be constant
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and therefore independent of the grain deformation) depending on the pore pres-
sure required for the compression of the fluid mass. The larger the ratio between
the grain pore volume and the initial interface volume, the lower the pore fluid
pressure drives the fluid out of the interfaces and the easier the normal interface
contact forces can take over the isotropic stress o;;. The result is a series of
pore pressure response curves starting with a one-to-one correspondence in case
of zero grain porosity where the compressive loading remains fully taken by the
(nearly incompressible) fluid. With increasing grain porosity, the change of pore
pressure with confining stress decreases towards a —dp/doy; in the order of 0.01
for ¢ =0.1.

The non-linearities are an effect of the non-linear nature of the normal part
of the contact forces, where the non-linearities come mainly from the penaliza-
tion of negative normal opening. The cohesive forces for positive interface open-
ings are negligible with respect to the measured pore pressures in the experi-
ment as can be observed from the quasilinear relation in case of extension. The
non-linear response in case of compression shows the transition from a (quasi-
)linear relation between stress and fluid pressure at relatively low pressure and
a (quasi-) quadratic relation at higher pressures. This transition is a transition
from a hydraulics-controlled response to a mechanics-controlled response. In the
hydraulics-controlled response, the compressive load in the interfaces is mainly
taken by the fluid pressure, which requires a compression of the fluid mass equal
to the change in interface hydraulic volume. The (constant) grain porosity intro-
duces an additional amount of water to be compressed and the total change in
fluid volume (equal to the total change in interface volume) will therefore be larger
in case of higher porosity . As an effect, the change in normal interface openings
will be larger for higher grain porosity and a transition to a mechanics-controlled
response is obtained at lower compressive stress states.

In the mechanics-controlled response, the interface contacts are penalized and
the quadratic penalization leads to a change in hydraulic interface opening with
the square root of the applied compressive load. The result is the 2:1 inclination
in the logarithmic plot between loading and hydraulic response.

The point at which the transition from hydraulic-controlled to mechanics-
controlled response takes place is determined by the relative change in fluid mass
volume per change in fluid pressure. In other words, the position of the different
graphs along the diagonal in Figure 8.7 is a function of the fluid bulk modulus
k™ and the ratio between (initial) interface hydraulic volume and the grain pore
volume.

With a relatively high fluid bulk modulus of the fluid (k% ~ 1 x 10°Pa), the
nonlinearities due to the fluid compressibility is small in the applied range of
stresses (|pM| < 1 x 10® Pa)

Note that the smallest loading step applied here is Agy; = 1.0 x 10~% M Pa,
which explains the choice for range of the horizontal axis. For smaller compressive
loading, the ¢ = 0.1 curve will coincide with the ¢ = 0 curve to qualitatively show
the same behaviour as the other curves.



102 Verification of the microscale model

compression extension
10° [ [—— o -
®=0 100 — =0
——— $=0.0001 _ ———$=0.0001
— ~$=0.001 -80| ——%=0.001
10° $=0.01 — =001
- = —0=01 — =01
= T 60 ¢
o — o
= -7 =3
o 10 — e 40
-20
107
0
_107 _1072 _10° 102 0 20 40 60 80 100
10 Oy [MPa] 10 10 O [MPa]

Fig. 8.7: Pore fluid pressure as a reaction to undrained loading

The numerical experiments above demonstrate that even for simplified micro-
structures a constant relation between macroscale stress and fluid pressure is not
easily obtained. It is therefore not straightforward to compare the macroscale be-
haviour with for example Biot’s theory without a strong restriction in the domain
of stress/strain states to linearize different aspects of the microscale behaviour.
For example, to take away the non-linear effects in Figure 8.7, the penalization of
the normal interface opening should be omitted or the hydraulic interface opening
should be independent from the mechanical normal opening. Another option for
linearization could be to consider fluid incompressibility.



9. VERIFICATION OF THE CONSISTENCY OF
HOMOGENIZATION: TANGENT OPERATORS

Matrix [A(7x7)] containing the linearization of the constitutive relation obtained
from the microscale computation is used in the macroscale finite element as
the consistent tangent stiffness matrix [A(77)] for solving the hydromechanical
coupled field equations. The consistency of the linearization of the constitutive re-
lation needs to be high for a proper convergence at the macroscale. It is therefore
necessary to evaluate the quality of [A(7.7)] with respect to consistency.

The microstructure introduced in Figure 8.1 is subjected to a strain-controlled
loading path to obtain the following deformation:

~ [0.995 —0.01 ~ (1.0 v
F‘[ 0 1.01]’ Vp—{m} MPa/m,  p" =1.0 MPa (9.1)

This loading path can be applied directly and no tangent operators are required
to solve for the time steps. Over the next loading step to obtain the configuration,
the material constitutive linearization [A 7 7)] is determined using computational
homogenization by static condensation (CHSC) and numerical perturbation (NP).
Different values of perturbations €™ and €” are used for perturbations of mech-
anical and hydraulic variables respectively. To assess the quality of the tangent
stiffness matrix, the relative difference of the individual components are com-
pared. The relative difference is defined as follows:

Al
AAij) = =g — 1l (9.2)
A

with Afij) the components obtained by numerical perturbation and Affj) the com-

ponents obtained by computational homogenization through static condensation.

Figure 9.1 shows the results for the components [AA], in which the mechanical
components AC(;jy, the hydraulic components K (hZ?) and the coupling components

K 87]73 and K (TJ}S are identified according to (6.2).
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Fig. 9.1: Relative difference between the components of the tangent operator obtained
by computational homogenization with static condensation and numerical
perturbation as a function of the size of the numerical perturbation e. Missing
data indicates equal components (log(0) = NaN).

The relative error in the tangent operators obtained by numerical perturbation
suffer from influences of the model non-linearities for larger perturbations and
numerical imprecision for smaller perturbations.

For the components related to a variation of the macro strain (C(;;) and K (hl;’;)
the relative difference in the components of the tangent operators as a function
of the numerical perturbation shows a smaller inconsistency between the two
approaches for smaller perturbations, which is in line with the expectations con-
sidering material non-linearities. The components related to the variation of hy-
draulic kinematics terms show less variation with changing size of the numerical
perturbation and the relative difference is smaller than observed for the com-
ponents related to variation of strain. Moreover, only 7 components are shown.
These 7 components correspond to the variation of macroscale fluid pressures.
The components related to the pressure gradient for numerical perturbation and
condensation are identical.

To test the efficiency of the obtained tangent operators in a computation, a
kinematics-controlled loading path {U ()} is followed until dimensionless time
a =1 to reach the state of deformation given in (9.1). From this configuration,
the corresponding response rate {3} is used to define the response-controlled
loading rate {2()} to be applied during a subsequent time increment Aa = 0.01.
The convergence of the error R™P of the Newton-Raphson scheme for iteratively
solving for the correct { AU 1441 corresponding to the enforced {AX(P)} is
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given in Figure 9.2. Convergence graphs are given for computations using con-
densation (CHSC) and numerical perturbation (NP). The size of the numerical
perturbation is chosen based on the minimum relative difference between con-
densation and numerical perturbation according to Figure 9.1 (€™ = 1 x 107
for perturbations of the mechanical components and €* = 1 x 1073 for the
perturbations of the hydraulic components) and an arbitrary perturbation size
€" = " = 3 x 107° for comparison. The convergence graphs show that the
computation with condensation shows the best convergence in this example.

T T T T T T T T

—a— CHSC ]
—+—NP:e=110"°/1107
——NP:£=3107/3-10"°

convergence criterium
-
o

iteration

Fig. 9.2: Convergence of a stress-controlled loading step using tangent stiffness
matrices obtained by computational homogenization through static condens-
ation (blue), numerical perturbation with ’optimized’ perturbation sizes (red)
and averaged perturbation sizes (black)

The same procedure of assessing the consistency of the tangent operators
is repeated with a more complex microstructure (Figure 9.3-left), in which the
deformation loading path has induced microscale damage (9.3-right). This mi-
crostructure is one of the realizations of the calibrated microscale model against
experimental data of the Callovo-Oxfordian claystone, for which details can be
found in Section 14. The following deformation is enforced before evaluating the
tangent stiffness matrix:

_ [0.99 —0.02 . (1.0 v
F_[o 1.03}’ Vp—{lo} MPa/m,  p™ =10 MPa (9.3)
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Fig. 9.3: Left: undeformed microstructure with heterogeneous grain stiffness. Yellow
grains represent the clay matrix with E ~ 2G Pa. Right the deformed state
corresponding to a linear strain-controlled loading path given in (9.3). Black
symbols represent the state of softening. See Section 14 for microscale model
parameters.

The relative error in the stiffness components between numerical perturba-
tion and condensation are shown in Figure 9.4. Again, a good agreement is
found between the components of [C4x4)] for small perturbations. This proves
that even for complex microstructures with softening phenomena, the condens-
ation provides consistent tangent operators for the mechanical system. Matrix
[K™"] shows the highest consistency between condensation and perturbation at
a perturbation of " = 100Pa. The increasing inconsistency away from this
perturbation size can be related to a loss of numerical precision for smaller per-
turbations and nonlinear effects incorporated in the linearization by the finite
difference approximation for larger perturbations. For matrices [K"™] the terms
related to the variation of fluid fluxes (shown in red) show a strong inconsistency.
This inconsistency is found both with respect to the condensation and between
different values of perturbation. The same inconsistency is found in the terms
related to the variation of fluid flux as a reaction to the variation of fluid pres-
sure K, (h1},Ll) and K (}12]?1)7 represented by the red lines in the lower right graph. The
origin of these inconsistencies is the high sensitivity to to mechanical alterations
of the microstructure (in other words, the strong coupling from mechanics to
hydraulics), which causes a precision problem in the determination of the hy-
draulic flux. This can be demonstrated by applying several small deformation
loading steps AF1; = —0.00001 to the deformed microstructure and measuring
the subsequent increments of hydraulic fluxes Am; related to these increments.
Figure 9.5 shows a strong variation of the incremental changes in fluid flux as
response to the incremental deformation for different convergence criteria use in
the microscale computation. These strong variations can only be related to the
imprecision of the computed fluid flux and therefore a correct linearization of
these terms is impossible to obtain. The results for these coupling terms in the
stiffness matrix obtained by computational homogenization are therefore just as
useful as any other stiffness matrix, since consistency can not be obtained due
to a too strong variation in the response of the model itself. The other terms in
the two lower stiffness matrices [K"™] and [K""], related to the variation of fluid
mass and the variation of pressure gradient show good consistency. As for the
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purely mechanical components, those related to a variation of deformation show
the highest consistency for the smallest variations. The terms relating variation
of pressure gradient to variation of fluid flux show little influence of variation
of numerical perturbation, as their results are both obtained computationally.
The remaining difference of a factor 107° can be found in the precision of the
numerical algorithms that were used to solve the systems of equations in both
methods.
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Fig. 9.4: Relative difference in the components of the tangent stiffness matrix [A7x7)]
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Fig. 9.5: Variation in the increment of flux as a response to an increment of deformation
for two computations with different convergence criteria e..

To evaluate the quality of convergence obtained by the tangent operators, a
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stress-controlled continuation of the example above is performed. Starting from
the deformed state of the REV in Figure 9.3-right, the following stress-controlled
loading rates are enforced:

} MPa, m = {_6'05} 10712 kg/s, M = 23.07 kg

5 [-608 —0.11
- —4.75

—-0.11 —-2.33
(9.4)

The convergence graphs in Figure 9.6 show the convergence for different time
steps Aa, with the convergence norm R™? computed according (7.5).

, At=0.1 , At=0.05 , At=0.025
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Fig. 9.6: Convergence obtained while enforcing the stress rate-controlled loading on
REV 9.3-right by stress rate (9.4) for different time steps.

From the convergence graphs in Figure 9.6 it can be concluded that a consist-
ent tangent stiffness matrix for the full hydromechanical coupled problem can be
found using computational homogenization by static condensation. Its consist-
ency is demonstrated to be of the same order as the best results obtained by nu-
merical perturbation and convergence of the material point systems of equations is
demonstrated to be of comparable quality. The term ’consistent’ is demonstrated
to be of doubtful meaning to some coupling terms in complex REVs. Neverthe-
less, the linearization [A(7.7)] obtained through computational homogenization
by static condensation can be used as a tangent stiffness matrix for solving the
material point boundary value problem of stress rate controlled loading.

The displacement loading condition on the REV boundaries are enforced by
means of the penalization of the displacement updates. This means that no ini-
tial estimate has to be made on the deformation in order to start the microscale
Newton Raphson iteration. In this way, non-objective results with respect to
the triggering of irreversible deformation through a biased initial test solution of
the microscale configuration of the first iteration are avoided. On this point, the
numerical methods of solving the microscale BVP on one hand and static con-
densation of the global stiffness matrix into the tangent operators on the other
show a fundamental difference in the way of enforcing the periodic boundary con-
ditions. For well-posed systems of equations, this difference should not introduce
additional problems. In case the problem becomes ill-posed, for example in the
vicinity of bifurcation points, the penalization might introduce numerical inac-
curacies (a higher numerical noise level). This means that both the converged
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solution of the microscale problem and the tangent operator loose their quality,
since the behaviour becomes less differentiable or non-differentiable. An example
of this was given in Figure 9.5.

Nevertheless, it can be concluded that on the material point level, the presen-
ted micromechanical model can provide a macroscale HM-coupled model by ap-
plying the principle of computational homogenization on the micromechanical
REV, for which the boundary value problem is dictated by the macroscale deform-
ation. Both macroscale stress response and tangent operators can be found by
computational homogenization, in order to be used in a material point boundary
value problem, simulating the local material behaviour under arbitrary loading
paths. Following the same approach, the micromechanical model is suitable for
the use in doublescale computations, as will presented in the following chapter.
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10. MACROSCALE CODE: DOUBLESCALE COMPUTATIONS

In this chapter, several examples of doublescale computations for hydromechanical
coupling are given, thereby demonstrating the possibilities and restrictions of the
(HM-coupled) FE? method.

10.1 Oedometric extension

An oedometric test with a simplistic microstructure is modelled (Figure 10.1).
This test was modelled by Marinelli [2013] with the original Frey model in a large
strain formulation using a column of 20 1 x 1 mm elements applying very small
instantaneous loads to maintain the close-to-linear conditions near the initial
configuration. Here, the modified version of the model is used. The modifications
allow taking into account larger pressure gradients as the local material behaviour
can be obtained independently from the pressure gradient. A refined mesh at the
point of drainage allows the accurate modelling of higher pressure gradient, with
less oscillations as commonly observed in coarse meshes for transient problems.
Note that oedometric extension is modelled here rather than the (conventional)
oedometric compression: The rectangular grains prevent a progressive evolution
of hydraulic properties under compressive loading as the normal compression of
the interfaces will hardly influence the hydraulic properties of the interfaces.
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Fig. 10.1: Macroscale mesh for oedometric extension (left) and micromechanical REV

(right).
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Fig. 10.2: Fluid pressure curves to oedometric loading, curves shown correspond to
t = 1.0 x 103, 1.0 x 10, 1.0 x 10°, 1.0 x 10%, 4.0 x 10° sec. for grain
porosity ¢ = 0 and ¢ = 0.5

The fluid pressure profiles shown in Figure 10.2 for the oedometric extension
at 10 kPa show good resemblance with the profiles that are usually obtained
for computations of consolidation problems [Biot, 1941, Terzaghi, 1943]; as an
effect of the relatively low loading forces with respect to the interface cohesion,
the interface openings remain close to their original state and hydraulic properties
(total pore volume, permeability and fluid density) remain practically unchanged.

The 500 kPa test shows a significantly different pressure profile, as the higher
fluid pressures induce variations in the hydraulic properties. This effect has been

0
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demonstrated in the material point computations above and now manifests in a
change in macroscopic behaviour; the resulting profile shows a combination of
the classical solution to the consolidation problem and the effects of a fluid mass
slowly intruding the material from the bottom of the sample. This increase in
fluid content through the opening of interfaces causes an increase of permeabil-
ity, facilitating the progressive invasion of the material by the fluid mass. From
this example, it is clear that it is no longer possible to compare the results of
the doublescale model with those obtained by ’simple’ classical models with con-
stant permeability, since the hydraulic properties show a too strong differentiation
throughout the test. The effect of a fluid mass and fluid pressure progressively
moving through the material will be further explored in the next section, where
this effect will manifest more as a moving front.

For both tests, a small influence of grain porosity (tests were performed with
¢ =0 and ¢ = 0.5 respectively) can be observed as an effect of the redistribution
of the fluid mass between interfaces and grain pore space. This redistribution
provides the fluid mass required for the interface opening, thereby activating
some of the cohesive forces and lowering the fluid pressure plateau. In this way a
Biot coefficient a = 1 is obtained for macroscopic undrained loading.

10.2 Pressure dissipation

A second doublescale test consists of the hydraulic loading of a 10 ¢m sample,
for which displacement of the top and bottom are constrained together with
horizontal displacement for the entire sample. Three series of test are performed
with pressure increments of 10kPa, 1MPa and 10MPa enforced on the bottom
of the sample, while no fluid flux is allowed on the other boundaries (see Figure
10.3). In the first two series (10 kPa and 1 M Pa), the fluid pressure is applied in
a single step, in the last series (10 M Pa) the fluid pressure is applied in ten steps
of 1 second each. Each series contains two tests with grain porosities of ¢ = 0.00
and ¢ = 0.50.
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Fig. 10.3: Macroscale mesh for pressure dissipation test at p = 10 kPa and p =
1 M Pa(left) and micromechanical REV (right).

The pressure response profiles to hydraulic loading of the sample in Figure
10.4 demonstrate again the influence of the grain porosity on the macroscale be-
haviour, as the water storage is influenced by the change in total pore volume.
This influence comes only from the fluid rheological part through the compressib-
ility of the fluid; the model does not consider grain pore volume change and total
pore volume change remains fully related to the change in interface opening. Nev-
ertheless, the fluid compressibility allows fluid mass redistribution at high grain
porosity, such that the applied loading is almost completely taken by the mech-
anical system in case of higher grain porosity. As an effect, fluid pressure remains
close to zero for the points that have not been reached by the macroscale fluid
flow (the increase of fluid mass). This means that for high grain porosities, the
increase of fluid pressure is only possible through the macroscopic displacement
of fluid mass, driven by a fluid pressure gradient. For low or no grain porosity, the
pressure increase is directly linked to the macroscopic strain due to the hydraulic
loading, for which a negative volumetric strain induces a direct rise in pore pres-
sure. This can be observed as the fluid pressure increases homogeneously in the
upper part of the sample in the case of grain porosity ¢9 = 0.0.
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Fig. 10.4: Fluid pressure curves as a response to fluid pressure loading (Figure 10.3)
at t=10, 100, 1000, 10.000, 25.000 and 50.000 seconds.

Similar to the observed behaviour in the oedometric loading tests, higher hy-
draulic loading shows a stronger effect of the increasing permeability and the
effects of a pressure front that advances from the bottom upwards can be no-
ticed in the pressure profiles for 1 M Pa hydraulic pressure. Figure 10.5 shows
the evolution of the permeability profile for the dissipation of the 1 M Pa fluid
pressure load. The increase in permeability of more than one order of magnitude
can be observed (Figure 10.5). The advancing front of increased permeability
corresponds well with the advancing pressure front in Figure 10.4.
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Fig. 10.5: Permeability at different states of pressure dissipation for p =1 M Pa n =
0.50. Initial permeability is koo = 1.048720 m?2

In the third series of simulations, a pressure increment of 10 M Pa is applied in
10 subsequent time steps of 1 second each. The dissipation of the imposed pressure
is then followed over a period of 100 seconds. Incremental time steps of 1 second
are used for the integration. The dissipation response to this higher loading is
quite different from the behaviour of the pressure loading above, in the sense that
the fluid pressure profiles of consolidation are no longer found. Instead, the effect
of the advancing pressure front is the main mechanism of pressure dissipation as
can be found in Figure 10.6left. As an effect of a clearly defined pressure front,
the position of this front as a function of time can be followed (10.6right)
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Fig. 10.6: Pressure response to pressure loading for p(y = 0) = 10 M Pa. Left: pressure
profiles for t = 1,2,3,4,5,6,7,8,9, 10, 20, 30,40 seconds. Right: advance of
pore pressure front as a function of time.
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Fig. 10.7: Permeability evolution as a response to pressure loading p(y = 0) =

10 M Pa for grain porosity ¢ = 0 (left) and ¢ = 0.50 (right) for time
t=1,2,3,4,5,6,7,8,9,,20,30,40

The pressure front represents some very high gradients of pressure to be ac-
counted for in the finite elements. As the pressure front translates upwards with
time, the size of the elements in the mesh that have to capture this gradient
increases. This eventually introduces mesh-dependent results when the element
size becomes too large with respect to the zone of the pressure front. In the simu-
lations above, these effects start to develop when the pressure front has advanced
1 ¢m into the sample and the advance per time step becomes smaller than a single
element. This makes the advance of the pressure front erratic and introduces er-
rors in the pressure fields. The start of this effect can be seen in the advancement
of the pressure front for the ¢ = 0.50 computations in Figure 10.6 starting from
t = 37 sec. This effect clearly marks the limitation of the macroscale finite ele-
ment method when it comes to high pressure gradients with this mesh size, as it
fails to deal with the strong pressure gradients present in the sample.

Figure 10.7 shows the evolution of the pressure front from a permeability
point of view. With increasing fluid pressure, the grains are compressed and the
interfaces are opened. For p = 10 M Pa this results in an increase of permeability
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of 4 orders of magnitude.

It should be noted that, due to the oedometric conditions of the sample and
relatively low stiffness of the interface cohesion”), no interface softening has taken
place in the simulations above. The effect of interface softening would increase
the evolution of the permeability. Moreover, localization of deformation might
mitigate the quasi-1D approach that is followed here and can introduce localized
effects even in a column of 1 element wide.

10.3 Localization in biaxial compression test - mechanical model

In this section, a 2D doublescale biaxial compression test is modelled, using the
mechanical model in combination with the local second gradient model. A simple
microstructure of four hexagonal grains is used in the REV (Figure 10.8). As
the purpose of this computation is to demonstrate the doublescale approach
with second gradient model, the representativeness of the microstructure is of
no importance, but it should be noted that the low number of interfaces strongly
influences the macroscale behaviour and a strong anisotropic response can be
expected.

Figure 10.8 shows the macroscale domain with boundary conditions and the
micromechanical REV. The domain is discretized using 4800 square elements.
Displacement-controlled axial deformation is enforced on the top of the sample, for
which a perfectly smooth boundary is assumed, allowing horizontal displacement
of the top of the sample. No confining pressure is applied.

£,
0 ¢ [e]
W2
solids:
E [GPa] 3.46
v 0.200
E interfaces:
TI' w, Ey [GPa] 1.96
= 7™ [MPa] 5.0
o¢ 0.125
SG model:
D [kN] 20.0
w’=0.5m

Fig. 10.8: The boundary conditions on the macro level (left) and the mesh for the
REV with microstructure on the micro level (right). In green the elements
for the solids, in blue the interface elements.

Figure 10.9 A) shows the nominal stress response to biaxial compression, in-
cluding a softening response initiated at approximately 1.25% shortening of the

(1) the term stiffness is used here with respect to the slope of the cohesion-displacement graph,
or the ratio 0T /0Au
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sample. The volumetric strain response is given in Figure 10.9 B), with the
average volumetric strain of the sample (Vaampie/Vapmpie — 1)-

The ratio between initial lateral and axial strain rate —é;q:/é, = 0.835 that
is observed in the plane-strain simulation corresponds to an effective Poisson’s
ratio v = 0.455, which is much higher than the Poisson’s ratio of the individual
grains. This difference is the effect of the dilatancy introduced by the interfaces
as soon as deviatoric strain takes place; the transduction of shear stress over
the interfaces between the grains requires a relative displacement and relative
displacement of the interfaces requires some interfaces to be opened, leading to
a dilatant global response. The lack of interface static friction will contribute to
this effective dilatant behaviour.
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Fig. 10.9: A) nominal stress response to biaxial compression. B) volumetric strain
response, computed based on wi, w2 and a total volume integral.

Figure 10.10 shows the deformed microstructure at nominal axial compression
€a = —1.9% with Von Mises (VM) equivalent strain ey s defined as

2
EyM = \/3 (€112 + €222 + 2e122) (10.1)
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Fig. 10.10: A) Deformed meshes at €, = 1.9% with ev s colorscale. No magnification
of displacements. B) Deformed REVs with damage states according to the
stageds in the cohesive damage law in C).

Figure 10.10B) shows the deformed microstructures at ¢, = —1.9% outside
the shear band (taken close to the center of the bottom boundary) and at the
center of the localization band. For each interface integration point, the damage
state of the interfaces is given. The red symbols indicate a state of softening, the
black symbold indicate a decohesion of one of the components of the interface
chesion. The size of the red symbolds indicates the amount of softening. An
almost continuous path of interfaces with complete decohesion of at least one
component (normal or tangential) is observed in the localization band near the
end of the test; only one channel of this path has a remaining cohesive force, which
is close to decohesion. It is important to observe that the orientation of the paths
of softening at the microscale are conjugated with respect to the shear band that
is present at the macroscale and that the orientation of microscale localizations
of damage do not necessarily have to align with the macroscale shear band.

As mentioned before, the anisotropy in the model that is introduced by the
low number of grains is strong. This anisotropy plays an important role in the
initiation of the strain localization, as it introduces preferential directions for
localization bands. As the macroscale behaviour does not have an axial symmetry,
conjugate shear bands are less favorable. In addition, localization in a shear band
involves a local rotation. Because rotations are restricted at the top and bottom
boundaries, the initiation of a band that does not interfere with these restrictions
is preferential. The constraints of the local second gradient model on the gradient
of deformation will then provide for a (weak) condition to ’push’ the shear band to
the center of the sample to obtain symmetry with respect to the top and bottom
boundaries.

For this reason, the same solution is found for different computations with
this microstructure.
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10.4 Localization in biaxial compression - hydromechanical
coupling

In this section, a biaxial compression test on a fluid-saturated sample under tran-
sient conditions is modelled. The initial state of the sample is homogeneous with
(total) stress o = 0 M Pa and pore water pressure p = 0 M Pa. Drainage is
applied on the top and the bottom of the sample (see Figure 10.11).

Microscale interface cohesion parameters 4, It and macroscale second gradient
parameter D are chosen such that for a perfectly drained analysis (i.e., a purely
mechanical analysis), snapback of the macroscale response is just avoided and the
resulting shear band is approximately 4 elements wide.

drainage ia
1 o] solids:
E [GPa] 3.60
v 0.20
£ ki [10_2Om2] 1.00
< " pI 0.18
s g interfaces:
€ Ey [GPa] 9.8
7™ [MPal 4.9
o° 0.040
SG model:
D [kN] 100.0
drainage 0.5m

Fig. 10.11: Boundary conditions for biaxial compression of a fluid-saturated sample
under zero confinement (left) and the micromechanical REV with con-
stitutive parameters (right).

The biaxial compression test is performed four times; once without taking
into account the pore pressures (perfectly drained or purely mechanical) and
three times with different deformation loading rates:

e Test A : mechanical (p!(Z) = 0)
o Test B:é, =1E"11/s
o Test C:é,=1E"1/s
o Test D:é,=1E"%9/s

Initial permeability is set to k; = 1.0 x 1072% m?2 through the grain permeability,
which is constant over the REV.

Figure 10.12 shows the nominal axial stress response and the pore pressure
response at the center of the sample. These responses show a dependency of the
developing reaction forces on the rate of loading as higher loading rates induce
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higher negative over-pressures. These negative over-pressures lead to higher and
delayed peak stresses for higher loading rates.
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Fig. 10.12: Nominal stress response to biaxial compression at 0 confinement (red) and
the fluid pressure response at the sample center (blue).

Comparing the VM strain and fluid pressure fields (Figure 10.13) for different
loading rates demonstrates that at the lower loading rates, the mechanism of de-
formation is not changed and the shear band develops in the same way as for the
mechanical computation. The fluid pressure follows the deformation, with neg-
ative pressure gradients towards the localizations. The dilatancy of the material
is the main reason for this behaviour and the fluid flux is towards the zones of
strongest deformation rate, which corresponds with a pore volume increase due
to interfaces that are being opened.
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Fig. 10.13: Deformed meshes with VM equivalent strain (top), fluid pressure (center)
and relative fluid flux (bottom) at €, = 1.20 %

Test A, B and C have localizations developing through the center of the
sample. This means that the anisotropic preference for this orientation is stronger
than the negative fluid pressure favoring localizations close to the top of the
sample. For the highest loading rates, the negative fluid pressure buildup is
stronger and the influence of the fluid pressure becomes dominant in the localiz-
ation, preventing the development of strain localization through the center of the
sample. This can be observed in Figure 10.13 Test D, where the highest deviatoric
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strains are concentrated in the zones of least fluid negative overpressure.

At the end of Test D (that is, at ¢, = 1.54% when a converged solution can
no longer be found due to (local) snapback effects) two localization bands are
developing, reflecting at the top and bottom boundary, as can be seen in Figure
10.14 left.
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Fig. 10.14: Deformed mesh (displacements multiplied 10x) at the end of Test D.
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11. THE MICROSTRUCTURAL REV

Many results on heterogeneous microstructures in literature are based on a vari-
ation in constitutive parameters, used to characterize the heterogeneity ( see for
example [Barbe et al., 2001a,b, Gitman et al., 2007] to name a few). These results
can be obtained for simulations of inclusions in a matrix as well as heterogeneity
in the form of polycrystalline microstructures. Two major differences between
these results and the model presented in this work are the following;

e localization takes only place in the interfaces, and the interface orientation
and connectivity plays an important role in the possible percolation of local-
ization paths. A low number of grains and the periodic boundary conditions
can strongly constrain the possibility of the full percolation of a localization
path.

e the application to geomechanical problems introduces a compressive loading
path to reach the softening response of the material. The mechanisms of
localization under compressive loading associated to the material softening
are more complex than those of the tensional loading which is the common
approach in the afore-mentioned references.

In the previous sections, only theoretical microstructures were demonstrated
to clarify the principles of the microscale model. Although these simplified mi-
crostructures can very well be used in doublescale computations and are of great
value in the validation of the developed models, their global response can not be
considered to properly represent the behaviour of geomaterials. Especially their
behaviour under compressive loading will show a strong orientation dependency
through the preferential orientation of the grains and the interfaces.

The generation of more complex microstructures requires a certain random-
ness in order to prevent user-dependent bias in microstructure realizations and a
general algorithm to be able to produce large and multiple realizations of these
microstructures is required.

From an application point of view, the definition of the microstructure has
to resemble the microstructure of the material that is to be simulated and there-
fore the geometry of the microstructure might be derived directly from actual
microstructural observations. The discretization of microstructure images is in
this case the most straightforward approach in defining the microstructure for
a REV. This requires the selection of representative images of the microstruc-
ture, for which the representativeness has to be tested based on a certain set of
geometrical parameters.

A different approach is to start from these geometrical parameters (which by
themselves characterize the (main) features of the microstructure) and reproduce
microstructures that statistically match these characteristics. This allows realiza-
tions of an unlimited number of microstructures and in addition provides a way of
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investigating the effect of variations in the microstructure characteristics. A more
practical consequence of this approach is that a reduction in complexity of the
microstructure is easily obtained by only taking into account a limited number
of parameters for the characterization of the microstructure.

In this context a routine for generating simple microstructures with a limited
number of parameters is developed. Although it is possible to generate advanced
microstructures (see for example Sonon et al. [2012]) a straightforward and effi-
cient way of obtaining microstructures is followed here.

11.1 The microstructural REV generator

A microstructure generator based on random initialization of grains is designed,
based on the well-known Voronoi tessellation. The use of Voronoi tessellation for
generating microstructures is often used in numerical methods to produce micro-
structures [Lee and Ghosh, 1995, Alonso-Marroquin et al., 2005, Verhoosel and
Gutiérrez, 2009, Benedetti and Aliabadi, 2013]. A detailed description of the gen-
eration of Voronoi-based periodic REVs with finite element meshing is given by
Fritzen et al. [2009]. Several variations in the generation of the initial Voronoi tes-
sellation can be used for modifying the connectivity of the resulting Voronoi dia-
grams through the variation of the initial random sites. In addition, anisotropy in
the grain geometry is easily introduced by a modification of the distance function
[Barbe et al., 2001a]. In addition to these variations in Voronoi generation, the
microstructure grain shape can be modified in a post-processing step, as will be
introduced in the following part. This modification was initially introduced to
avoid grain shapes that introduce difficulties with finite element mesh generation,
but has proved to play an important part in the global response through the
specific imbrication of the grains. This grain-shape dependency will be addressed
in 11.2. The algorithm for generating the microstructure consists of the following
operational sequence, corresponding to Figure 11.1;

(a) A 1x 1 periodic domain is defined, in which n sites are generated randomly.
To obtain periodicity, the sites are copied to each periodic quadrant. Each
site will initiate a grain, eventually resulting in n unique grains in the periodic
domain.

(b) Inverse mapping by the grain shape tensor T~! is applied for introducing the
required grain stretching and rotation (Section 11.1.2).

(¢) Voronoi tessellation based on the periodic sites in the inverse mapped config-
uration produces the grain interfaces.

(d) Grain circularity optimization (Section 11.1.1) is performed to obtain more
regular shapes.

(e) Mapping by grain shape tensor T is applied to transform the deformed peri-
odic boundaries back to the initial configuration, thereby applying the grain
shape tensor T on the grains.

(f) The center periodic domain is isolated by cutting the grains at the periodic
boundaries, after which the finite element mesh is generated for the grains
and the grain interfaces and material properties are assigned to the different
micromechanical constituents.
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Fig. 11.1: Illustration of the algorithm for anisotropic REV generation with grain
shape tensor T'=1[1 0.8; 0 1].

11.1.1 Grain circularity optimization

The grain shapes obtained through Voronoi tessellation can be very unfavourable
for creating the finite element mesh of the grains, for example through very short
interface lengths. Moreover, the irregular grain shape might introduce undesired
microstructural properties in the material behaviour. In order to have a control
on the grain shape, a circularity correction is introduced to have control over the
grain shape. For this reason, the grain shape is optimized with respect to interface
length [ and a configuration of the intersection points of the Voronoi diagram is
sought for which the sum of the squared length of the interfaces is minimal. With
[" the length of interfaces i out of a total of I interfaces and x] the coordinates of
one of the J intersection points, the minimum of the sum of the squares interface
channel lengths has to hold:

I . .
oSl
1=1

or] 0 (11.1)
The only interface channels {* that need to be considered in this condition are
those connected to intersection point 77 and it is straightforward to verify that
this condition implies that the components of 7 are the average of the directly
connected intersection points:

) 1 K
x; = gzwik (11.2)
k=1
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with 27* the coordinates of the K intersection points directly connected to &7
by an interface channel. The most convenient way of solving the coordinates
of all intersection for the given constraints is iteratively updating of individual
intersection points following a Gauss-Seidel iteration scheme until convergence
of the iterative updates to approximately zero. This scheme of subsequently
updating the coordinates of individual intersection points avoids dealing with
boundary conditions, which would have been necessary in case of a direct solution.
The result is a Voronoi-based microstructure with optimal circular grains
as given in Figure 11.1d. The only possible influence on preferential orienta-
tion (apart from the anisotropy introduced by the stretch and rotation of the
Voronoi diagram by tensor T') comes from the periodicity in the microstructures,
all other features are randomly initialized. A circularity optimization parameter
7 is introduced to control the amount of optimization to be taken into account,
ranging linearly from 1 = 0 (the original Voronoi diagram) to n = 1 (full op-
timization). With {2°} the coordinates of the intersection points of the original
Voronoi diagram and {x'} the configuration after full optimization, the parameter
7 is taken into account by a linear interpolation between the two configurations:

{z"} = (1= m{a"} - n{a'} (11.3)

Figure 11.2 gives an example of different optimization factors applied on a
fixed set of Voronof sites.

n=0.75 n=1.00

Fig. 11.2: An example of 5 REVs with ¢ = 0.5, 8°*® = —45° and different circular
optimizations n

11.1.2 Material anisotropy - grain shape tensor T

The random initialization for the generation of periodic REVs by Voronoi tessel-
lation provides a distribution of grain shapes in which only the periodic boundary
conditions influence the orientation of the grains and thereby anisotropy in the
macroscale response. For REVs with increasing number of grains, this anisotropy
will decrease and the expected response of the microstructural REV will therefore
be less anisotropic. In order to obtain microstructures with grains with a certain
preferential orientation, the grain shape tensor T is introduced for stretching and
rotating the microstructure with respect to the periodic frame.

Although four components can be defined in T', only two independent variables
will be present in the final grain shape. These variables are here defined as the
grain stretch ratio & and the bedding 6°¢?, which can be related defining tensor
T as follows;

abed Hbed

_ | &cos sin

T= .
—Esin 024 cos pbe?

(11.4)
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For an arbitrary grain shape tensor, the grain stretch ratio £ corresponds to the
ration of major principle stretch A\;/A2, or the ratio of the eigenvalues of the
symmetric stretch tensor U = (T7 - T)'/2. The bedding orientation §°°? is the
orientation of the major stretch with respect to €1, or the orientation of the
eigenvector of stretch tensor U corresponding to the largest eigenvalue.

Figure 11.3 shows a microstructure with partial circular optimization (n = 0.5)
and grain anisotropy ¢ = 1.5 for a bedding plane #*°% = 0°.
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Fig. 11.3: Example of statistics of ag200—gra1n REV Wh}hf =1.5,7=0.5and 6°¢¢ = 0°.

11.2 REYV size and shape

The size and shape of the REV has an influence on the macroscale response.
Three types of influence are distinguished here:

e The first type of influence is the representativeness of the REV with respect
to the microstructure: In line with its classical definition, the REV needs
to be large enough to contain a representative number of microstructural
features to provide a proper macroscale average. Larger REVs will lead to
better statistical representation of the microstructure.

e The second type is here the choice of the REV dimensions and the length
scale it introduces in case of a softening response. This effect is present
as soon as the material response looses its periodicity (generally around
the peak response) and the REV size defines the relative spacing between
possible localizations at the microscale (see Bilbie et al. [2008]).

e The last type of influence considered here is the choice of the shape (orient-
ation) of the periodic frame in which the locally periodic microstructure is
captured. This influence is present in the softening response and introduces
orientation-dependent post-peak response. This effect will be referred to as
the periodic frame effect.

In the following chapters, the three effects are demonstrated by several (statist-
ical) characterizations.
11.2.1 Representativeness of the elementary volume

The first type of influence is not directly related to the boundary value problem of
the REV. However, to REV-obtain objective results, the representativeness of the
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microstructural geometry must be guaranteed and the reduction of the influence
of the periodic frame on the grain geometry should be sufficient.

As an example, the convergence of the expected grain elongation e = /15 /14
(to be compared with the experimentally observed distribution of elongation in-
dex e = lo/l1 (1.1)) towards a constant distribution with increasing number of
grains per REV is shown in Figure 11.4. The expected distribution is obtained
from a minimum number of 10.000 grains or 100 REV realizations each per REV
size. The results for n = 0 and n = 1 show that the circularity optimization is
influenced by the size of the REV and convergence of the expected grain elonga-
tion is obtained only for very large REVs. REVs with smaller numbers of grains
suffer from a bias towards elongated grains. This effect is due to the periodicity
in the Voronoi diagrams that prevents a proper optimization and stretches the
grains due to the connectivity of the Voronoi diagram.
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Fig. 11.4: Statistical distribution of grain elongation e as a function the number of
grains per REV n.

As discussed in above, a low number of grains in a single REV can introduce a
strong anisotropic response as the grains form a too small sample size for averaging
and an increasing number of grains will lead to representativeness. In case the low
number of grains would be the only effect playing on the response of the REV, the
expected value for a randomly generated REV with low number of grains should
be the same as the response found with a large number of grains. In a similar
way, an REV with a limited number of grains provides only a limited number
of localization paths between the grains and a low number of grain interfaces
constraints the development of interface damage for certain orientations of applied
deformation. Again, a larger number of grains lead to a better representation as
the constraints on possible patterns of damaged interfaces is reduced.

To study these effects for REVs with relatively lower numbers of grains, a
statistical averaging approach is followed to avoid the time-consuming compu-
tations on REVs with too many degrees of freedom. The averaged result of
several randomly generated microstructures is studied to smoothen out the non-
representativeness of the low number of grains and to obtain the peak response
expectation. Microstructures with 10, 20, 40 100 and 200 grains are studies for
circularity optimization of n = 0 (original Voronoi diagram) and 1 = 1.0 (optimal
circularity). The peak response to biaxial vertical compression under 2 M Pa lat-
eral confinement pressure is studied to make a statistical characterization of the
effect of the size and orientation of the REV on the global response. Figures 11.5
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and 11.6 show the peak response to loading as a function of the orientation of the
REV. A normal and log-normal distribution are then fitted to provide the 95%
probability interval and the median, ploted together with the individual results.
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and lognormal (red) distribution functions as a function of REV orientation
ol

From Figures 11.5-11.6 it can be concluded that for both types of REVs (0%
and 100 % sphericity optimization), an increasing number of grains corresponds
to a decreasing variability in response and therefore a better representativeness
as is expected from the general concept of the REV. More specific convergence
can be observed when the averaged curves for the different numbers of grains
per REV are compared. For this purpose, the average over the expectation as a
function of REV orientation (mean), the average over the standard deviation as a
function of the REV (std) and a measure of the variation in the expected response
as a function of REV orientation 6! (computed as the maximum difference in
response expectation divided by the average response expectation) are computed
and presented in Figure 11.7.
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Fig. 11.7: Statistics of the peak nominal stress as a function of the number of grains
per REV.

From Figure 11.7 the following can be concluded:

e The mean of nominal stress peaks appears to be constant for n = 0 for REVs
with more than 40 grains. In the case of n = 1 a strong dependency can be
observed in the mean of the expected peak stress, which can be related to
the change in elongation as observed in Figure 11.4. The circularity of the
grains appears to have a strong effect on the expected peak stress.

e The standard deviation in the peak response decreases with increasing num-
ber of grains per REV both for n = 0 and n = 1, which is perfectly in line
with the concept of the representative elementary volume.

e The variation in the expected peak response as a function of REV orient-
ation decreases with increasing number of grains per REV. This can be
explained by the increase in possible patterns of damaged interfaces with
the increase of grains in the REV. This convergence with increasing number
of grains comes to a hold at 40 grains, where the relative variation becomes
independent of the number of grains. This means that with more than 40
grains per REV, other effects (the periodic frame effect) become dominant
in the orientation-dependency of the response.

It can be concluded that the REVs with an increasing number of grains in the
REV, a (statistically) more isotropic peak stress response is obtained:. This
indicates that a REV exists in the sense that it gives a reasonably objective
description of the material behaviour and the influence of the boundary conditions
vanishes asymptotically. In the post-peak regime, this is not the case, as the
material periodicity is lost and localizations of interface deformation govern the
behaviour. The influence of the localization manifests itself both through the
length scale that is introduced by the (relative) size of the REV and the periodic
shape effect.

11.2.2 The periodic frame effect

For the series of 100-grain REVs, the orientation-dependent stress response to bi-
axial loading is averaged over the 100 unique realizations. This gives statistically
representative stress-strain curves for REVs with 100 grains at different orienta-
tions @7. Figure 11.8-left shows these curves for the REVs with 100% sphericity
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optimization. Two types of curves can be destinguished based on their soften-
ing rate. These two types of softening response correspond to the two types of
damage patterns in the interfaces; the stronger softening corresponds to a single
localization path in the REV and the weaker softening to a double localization
path. To demonstrate the relation between the REV orientation §/ and the post-
peak response, a crosssection of the stress-strain curves is taken at ¢, = —0.025.
Figure 11.8-right shows the crosssections for the averaged stress-strain curves of
0% and 100% optimization. It is clear that there is a strong influence of the ori-
entation of the REV and more precicely the orientation of the periodic boundary
conditions in the response, with peaks in a 45° interval. Consequence is that
the REV boundary orientations remain influencing the post-peak behaviour and
presents preferential orientation of localization through the softening response.
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Fig. 11.8: Left: 100-test averaged stress-strain response for different loading orienta-
tions of 100-grains REVs with grain sphericity optimization n = 1. Right:
orientation-dependent 100-test averaged response at —2.5% axial strain for
n=1and n=0.
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12. PERFORMANCE AND COMPUTATIONAL EFFICIENCY

Compared to the classical FE methods with macroscale phenomenological con-
stitutive laws, the FE? method is computationally expensive. Although the rel-
ative cost of the microscale computations goes down significantly with increasing
numbers of degrees of freedom at the macro scale, the major part of the compu-
tation time is spent on the micro scale computations.

The possible gain in computational efficiency is therefore an important ar-
gument in the choice for computational homogenization by condensation, as it
makes the additional four computations needed for the finite difference approx-
imation of the consistent tangent stiffness matrix by numerical perturbation ob-
solete. Without these four additional computations, the theoretical reduction in
computation time through the introduction of the condensation is a factor five
(for mechanical problems) or eight (for hydromechanical coupling). However, the
routine for homogenization by condensation requires some matrix operations as
well and a certain overhead of initialization of the problem is required. This will
reduce the factor 5 (or 8) to a theoretical upper limit of efficiency which, especially
for relatively small microstructures, is difficult to obtain.

For the computational homogenization by static condensation (CHSC) to be
effective, both its overall and its absolute efficiency has to be competitive with
the method of numerical perturbation (NP). This requires in the first place a
convergence of the macroscale Newton-Raphson scheme to be of the same quality
as obtained by NP. Secondly, the computational effort required for the condens-
ation needs to be much smaller than the computations it is replacing. In this
chapter the performance of the developed methods are discussed with respect to
computational effort and quality of convergence in doublescale computations.

12.1 Doublescale convergence studies

To assess the convergence of doublescale computations with hydromechanical
coupling, several loading steps of the computation of Test B in Section 10.4 are
repeated. Starting from the same state of deformation, identical loading steps are
applied using either NP or CHSC for obtaining the consistent tangent stiffness
matrices. Three loading steps are evaluated; a loading step in the elastic domain
(e« = —0.25 %), a loading step just after the peak (¢, = —1.00 %) and one at
the end of the snap-through (¢, = —1.20 %). Figure 12.1 shows the graphs for
force convergence (left) and displacement convergence (right) as evaluated by the
macroscale finite element program Lagamine, with;
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FNORM

the norm of the out-of-balance forces (on the DOFs to be solved for),

RNORM  the norm of the reaction forces (the prescribed DOF's),
UNORM the norm of the iterative updates of the DOF's to be solved for,

DNORM the norm of the loading step updates of the DOF's to be solved for.

The ratios FNORM/RNORM and UNORM/DNORM can be compared with con-
vergence criteria for the forces (combining nodal (double) forces and nodal fluid
mass balance) and displacements (DOFs u; v;; and p). Details of the normaliza-

tion of the different terms are not discussed here, as only a comparison between
NP and CHSC is made.

—e— CHSC | £,=0.0025
—o— CHSC|2,=0.0100| |
—+— CHSC | £,=0.0120

—e— NP | 6320.0025
——NP  |£,=0.0100 ||
——NP | t:a:0.0lZD

I . . . . .
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iteration

10g(UNORM/DNORM)

—e— CHSC | £,=0.0025
—o— CHSC|,=0.0100|
—+— CHSC | £,=0.0120

—e—NP  |£,20.0025
—6—NP  |£,=0.0100 |{
——NP | 2320.0120

Fig. 12.1: Convergence graphs for computational homogenization by static condensa-
tion (CHSC) and numerical perturbation (NP) for the HM-coupled biaxial

compression test D =1 x 107! in Section 10.4

The convergence graphs in Figure 12.1 demonstrate that the convergence of
the macroscale Newton-Raphson scheme obtained when using CHSC is of the
same quality as when NP is used. This holds for the elastic domain as well as the
softening domain. However, it is not guaranteed that this result always holds and
the Newton-Raphson algorithm does not necessarily leads to convergence and
stiffness matrix obtained by a numerical approximation such as the numerical
perturbation might sometimes better deal with the material non-linearities to be

taken into account around the test configuration.

For the simulation of the biaxial compression with fluid in Section 10.3, the
convergence profiles for forces and displacements are generated using numerical
perturbation and condensation for obtaining the tangent operators. The com-
parison at different states of deformation (linear domain, at peak response and
after snapthrough) are given in Figure 12.2. The convergence criteria present the

combined normalized errors for nodal forces and double forces.
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Fig. 12.2: Convergence at e, = —0.30%, €, = —1.3% and e, = —1.90% for the mech-
anical biaxial test in Section 10.3

12.2  Computational efficiency: NP vs. CHSC

The finite element method is based on the linearization and discretization of the
nonlinear field equations into a system of linear auxiliary equations to obtain a
solution in an iterative way. From a computational expense point of view, solving
these linear systems of equations is the core business of the finite element method.
With increasing number of degrees of freedom, practically all computation time
is spent in solving the auxiliary systems of equations. In the optimization of the
efficiency of the finite element code, it is key to solve these kind of systems as
efficient and as few times as possible. The reduction of the number of times the
system of equations has to be solved is closely related with the consistency of
the finite element formulation, which was discussed above. The efficiency of the
numerical solvers and routines is discussed in this section.

12.2.1 Condensation vs. numerical perturbation

One of the arguments of the introduction of the computational homogenization
by static condensation is the possible gain in computational efficiency of the
code. This gain is obtained through the reduction of the number of times the
microscale systems of equations have to be executed, as no solutions for the 4 or
seven perturbations are required. The condensation routine, in which no micro-
scale decoupling of the hydraulic and mechanical systems is possible, also involves
solving linear systems of equations and the gain in efficiency will depend on the
complexity and size of these systems of equations with respect to the computa-
tions usually needed for the perturbations. An objective characteristic time for
the computational cost of the perturbations is the time taken by the microscale
model to complete a single iteration of its N-R algorithm. Therefore, the follow-
ing two routines are distinguished in the comparison of computational efficiency:

One microscale iteration This iteration concerns only the mechanical sys-
tem of equations. The main computational work in this routine consists of;

e a loop over the elements, building the element stiffness matrices,

e the global assembly of the system of equations,
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e evaluation of convergence of the NR algorithm
e solving the system of equations to find a correction of the nodal positions
e updating the nodal positions

The number of operations with respect to the number of degrees of freedom is
of a first order O(n!) for all these points except for solving the system of equa-
tions: Triangular decomposition and back-substitution of the system of equations
in skyline storage [Bonet and Wood, 2000, Zienkiewicz and Taylor, 2000, Press
et al., 1993] is used for solving this. With a constant maximum number of degrees
of freedom per equation (a node has only so many nodal connections in the finite
element mesh), this leads to a complexity O(n?) for solving the linear system of
auxiliary equations.

The mechanical condensation routine
Only the purely mechanical condensation routine is considered, because the routine
for hydromechanical coupling is not optimized with respect to the bandwidth of
the coupled system of equations (see Figure 12.3). The main computational work
in this routine concerns;

e building the dense system of equations from the sparce system of equations
(last micromechanical iteration)

e reducing the dependent degrees of freedom and reactions from the system
of equations [K] — [K*]

e solving the condensation system of equations [K*/f][X] = [K*/P]
e matrix multiplication [S] = [K*PP] — [K*P/][X]

Again, the most computationally expensive part of the routine is solving the sys-
tem of equations, which is done by a Gauss-Jordan algorithm and is of order
O(n?) with respect to the number of degrees of freedom n. The complexity of
order two is provided by the relatively low number of degrees of freedom per
equation and the band width that can be taken into account.

Renumbering of the equations following the Cuthill-McKee algorithm [Cuthill and
McKee, 1969, Bonet and Wood, 2000] is used to provides a system of equations
with optimally reduced bandwidth. This is advantageous to both routines, as
the band width can be used for the reduction of the number of operations to
be performed in solving the system of equations. Moreover, a smaller bandwidth
leads to a more efficient skyline storage, as fewer zero terms are taken into account.
This renumbering is only taken into account for the mechanical part of the system
of equations; the combination of hydraulic (p) and mechanical (u;) degrees of
freedom, defined on different nodes with a more complicated level of dependency
has not been implemented. This means that no optimal band width renumbering
is available for the HM-coupled systems of equations in the condensation of the
coupled tangent operators.

An example of a (reduced) HM-coupled system of equations profile is given
in Figure 12.3. It clearly shows the band in the mechanical part of the system
of equations, whereas the hydraulic part and the coupled part show an irregular
pattern, which is unfavourable for both storage and numerical performance.
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Fig. 12.3: Matrix profile of the reduced global system of equations (6.58) for a typ-
ical REV with hydromechanical coupling and 822 mechanical nodes. The
number of nonzero terms in this matrix is 32022

The performance tests in this section, as well as most of the computations
presented in this work, are all performed on a machine with the following pro-
cessor specifications:

Processor : Intel(R) Core(TM) i7-2670QM CPU @ 2.20—3.10 GHz
RAM : 8 GB
cache memory : L1 =4 x 32 kB

L2 =4 x 256 kB

L3 =6 MB

Figure 12.4 shows the average computation time required for the different routines,
obtained from computations on REVs with different numbers of degrees of free-
dom. It shows that for smaller REVs, the computational time is indeed quad-
ratic with the number of equations (O(n?) for both routines and the condensation
routine takes 2 to 3 times as much time as a single microscale iteration.
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grains | DOFs profile size profile memory
10 440 42.780 342 kB
14 580 67.208 538 kB
20 772 101.730 814 kB
28 998 145.952 1.17 MB
40 1346 233.752 1.87 MB
50 1570 262.054 2.10 MB
60 1974 497.604 3.98 MB
80 2458 565.496 4.52 MB
100 | 3086 792.144 6.33 MB
120 3696 1.335.474 10.7 MB
150 4530  2.377.810 19.0 MB
200 5884  5.369.486 43.0 MB
240 6960  9.041.958 72.3 MB
300 8520 16.364.914 131 MB
340 9758  24.198.572 194 MB

Tab. 12.1: Size of upper/lower triangle profile of the global mechanical system of equa-
tions for different REV size.
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Fig. 12.4: Computation time of the condensation routine, compared to the computa-
tion time of the FE iteration.

The sudden strong increase in CPU time of the Newton-Raphson scheme start-
ing at approximately 3000 equations can be traced back to the CPU cache size of
6.144 MB. As the routine for triangular decomposition of the mechanical system
of equations does not take into account the memory access, significant loss in
computational efficiency takes place when the workable set of data no longer fits
the size of the cache memory and RAM memory needs to be accessed. Table 12.1
contains the size of the skyline storage, required for the upper and lower part
of the stiffness matrices. The maximum cache size of 6.144 MB corresponds well
with the start of the rapid increase of computation time for REVs with more than
100 grains.

The effective gain in total computation time between NP and CHSC does
not only depend on the ratio between the two routines discussed above because
the total time is strongly influenced by the number of iterations at the micro-
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scale. In addition, there is a certain amount of time required for the initiation
and preprocessing of the microscale finite element computations, which can be
seen as an overhead cost on the REV computations. It is therefore unlikely that
the upper bound limit of gain in efficiency (5 times for mechanical computations
and 8 times for hydromechanical coupling) will be obtained, especially in case
of small increments, for which the microscale computation requires a small num-
ber of iterations (typically less then 10) to converge. The efficiency is therefore
computation-dependent; both with respect to REV size (relative overhead cost
and numerical efficiency) and model complexity (number of microscale iterations).
In the following paragraphs, results for the assessment of the gain in computa-
tional efficiency are given for the doublescale computations presented earlier.

12.2.2 Gain in efficiency for mechanical computations

CPU time required for the mechanical simulation presented in Section 10.3 using
numerical perturbation and static condensation respectively are measured. An
automatic strategy is used for defining the loading time steps, based on their
(non)convergence. Due to a good agreement in the rate of convergence between
the two methods, the same loading steps could be applied and the total number
of iterations required for obtaining the converged loading steps is equal between
the two methods.

Results are presented in Table 12.2 for the entire computation. The most
important result is the overall speed-up by a factor 3.20. This ratio contains
the overhead cost of the FE computations and the costs of the computational
homogenization itself, which reduces the efficiency from the an optimal ration of
5 to a ration 3.20. In computations with larger microscale problems, the efficiency
ratio can increase.

computations ¢, = 0 — —2.0% NP CHSC ratio
total computation time 6.25x10%7  1.95x10% | 3.20
- on micro level 6.04x10* 1.74x10* | 3.47
- on macro level 2.10x10* 2.10x10? -
number of converged loading steps 36 36 -
number of iterations leading to convergence 189 189 -
average microscale comp. time (per IP) 1210 ms  3.49 ms | 3.47

Tab. 12.2: Computation time for biaxial compression test up to e, = 2.0%

Computations have been performed without parallelization of the computa-
tion. As indicated in Table 12.2, the computations related to the micro level take
most of the time. As these computations are highly suitable for parallelization,
an important gain in efficiency can be obtained by parallelization of the micro
level routine and evaluating multiple REV boundary value problems in parallel.

12.2.3 Gain in efficiency for HM coupled computations

For the three loading steps for the evaluation of the convergence graphs in a
HM-coupled test in Section 10.4, the time per iteration for NP and CHSC is
compared. Compared to the theoretical ratio of 8, the ratio in computation
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time of 4.7 obtained for these computations seems very reasonable, and allows a
very significant speedup. This includes all overhead such as memory allocation,
preprocessing and the additional time for the condensation of the coupled system
of equations, for which no band width optimization is implemented.

step | time/iter CHSC [sec] time/iter NP [sec] | ratio NP:CHSC
€a=0.25 % 4.50 21.42 4.76
€q = 1.00 % 4.25 19.83 4.66
e =120 % 4.36 21.18 4.85

Tab. 12.3: Effective efficiency double scale computation macroscale loading step for
the HM-coupled biaxial compression test in Section 10.4



CONCLUSIONS PART III

It can be concluded that on the material point level, the presented micromechan-
ical model can provide a macroscale HM-coupled constitutive relation by applying
the principle of computational homogenization on the micromechanical REV dic-
tated by the macroscale kinematics. Both macroscale stress response and tangent
operators can be found by computational homogenization, in order to be used in
a material point BVP, simulating the local material behaviour under arbitrary
loading paths. Following the same approach, the micromechanical model is used
in doublescale computations, providing a complete framework for the modelling
of hydromechanical macroscale poromechanical behaviour based on micromech-
anical constituents.

With the purpose of easily producing microstructures with statistically con-
sistent grain shapes and a certain randomness, an algorithm was presented gener-
ating REVs based on Voronoi diagrams. The peak response to biaxial compression
was used to demonstrate the influence of the periodic frame on the macroscale re-
sponse. Statistical analysis has shown that a systematic variation in peak strength
as a function of REV orientation is present. The same goes for the influence of
the periodic frame with respect to the post-peak response to biaxial compression:
the definition of the periodic frame has an influence on the post-peak behaviour
that appears as an orientation-dependency in the post-peak stiffness.
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Part IV

APPLICATION TO DOUBLESCALE MODELLING
OF HYDROMECHANICAL BEHAVIOUR OF
CLAYSTONE






13. MODELLING ANISOTROPIC BEHAVIOUR

In this section the anisotropic behaviour of the macroscale response is invest-
igated using a microstructure with a less prominent preferential direction than
in the example computation given above. The anisotropy, which is deliberately
introduced through the grain shape, is investigated by evaluating the response
to biaxial compression of the REV under different orientations /. Microscale
constitutive parameters are chosen such that the initial stiffness of the interfaces
is high with respect to the stiffness of the grains. This results in a nearly isotropic
initial effective stiffness, as the influence of the interfaces will be small.

A REV with grain shape parameters ¢ = 1.5, 7 = 0.2 and 6°*? = 0 (see Section
11) containing 40 grains with identical stiffness properties is defined (see Figure
13.1). The effect of the introduction of the anisotropy due to the elongation of
the grains is studied.

grains: 40
X 1.5
n 0.2
69 1°] 0
solids:
E [GPa| 6
v [] 0.2
interfaces:

f{)n 0.05
Dy n 0.002
t’%m [MPa] 5.0

Fig. 13.1: Microstructure with uniform grain properties for anisotropic macroscale re-
sponse.

13.1 Materialpoint biaxial compression

Biaxial compression under 12MPa confinement stress is applied on a single ma-
terial point. The orientation of the REV with respect to the direction of compres-
sion is changed and the difference in peak stress response to biaxial compression
is studied for characterizing the anisotropy in the material behaviour.

Figure 13.2 shows the stress-responses of seven different orientations. The
initial stiffness of the material is consistent between the different orientations and
is equal to the stiffness of the grains. As an effect of the high initial stiffness of
the interfaces, the macroscale stiffness is governed by the stiffness of the grains
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Fig. 13.2: Response to the biaxial compression for different REV orientations.

The peak response shows a strong variation with REV orientation. Figure
13.3 shows the peak response as a function of REV orientation, visualizing the
anisotropic nature of the material strength. This strength can be related to
the bedding: loading perpendicular and parallel to the bedding gives approxim-
ately equal responses, intermediate orientations give lower strengths and a smooth
graph with peaks at -90 and 0 degrees and a minimum close to 45 degrees can
be drawn as a function of the loading orientation. Such anisotropy in material
strength correspond well to strongly-isotropic shales, see for example the experi-
mental work of Niandou et al. [1997].
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Fig. 13.3: Anisotropy in material strength. The continuous line is obtained from ma-
terial point biaxial compression tests, the points are the nominal peak stress
responses of doublescale biaxial compresison simulations.

The deformed microstructures for REV orientations (and thereby also bedding
planes) at an interval of 15 degrees is given in figure 13.4. From the microscale
point of view, the softening phenomena seem to align with the bedding orienta-
tion, except for the case of parallel (—90°) and perpendicular (0°) loading.
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§ = —75°

0 = —45° 6 = —30° 0 = —15°

Fig. 13.4: Deformed microstructures for different REV orientations; microscale local-
izations.

13.2 Doublescale simulation of biaxial compression

The REV presented in the analysis above is used in the doublescale modelling of
biaxial compression of a 38 x 76 mm sample under 12 M Pa confinement. The
local second gradient model is used to obtain mesh-objective results for strain
localization. The second gradient parameter D is calibrated at 1.25 kN to obtain
a shear band of approximately 5 elements (= 20 mm) wide. REV orientations on
an interval of 15° between 67 = —90° and 6 = 0° is used. The peak response of
the different doublescale biaxial compression tests is included in Figure 13.3 and
coincide perfectly with the local peak response, which suggests a homogeneous
deformation at least up to the peak response. The local stress-strain curves for
two tests are given in Figure 13.5, including the local response obtained by the
material point BVP. Good agreement between the global and local responses is
found until the curves separate at the peak response as an effect of localized
deformation in the doublescale computations. The same pre-peak agreement can
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be found for the other orientations.
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Fig. 13.5: Material point response and macroscale nominal stress response to biaxial
compressive deformation.

Figure 13.6 shows the deformed meshes at macro and micro level for #7 = 0
and #7 = —60. Strain localization in a shear band can be observed in the both
macroscale meshes

-60 DEGREE 0 DEGREE

0

Fig. 13.6: Deformed mesh with total Von Mises equivalent strain at maximum com-
pression. The microstructures show the micromechanical damage (red) and
decohesion (black) related to the macroscale material softening.

Comparing the orientation of the macroscale localization with the micromech-
anical pattern of damage and decohesion, it is important to notice that no correla-
tion between micro and macro localization orientation exists. This has important
implications for possible enhancements of the doublescale approach, such as the
continuous/discontinuous frameworks, for which criteria are required for the ini-
tialization of the discontinuous enhancements of the macroscale domain.

The 67 = —60° test has demonstrated that the orientation of the macroscale
localization is independent of the bedding orientation, and here appears approx-
imately conjugate to the macroscale localization band.



14. CALIBRATION OF THE MICROSCALE MODEL TO COX

14.1 Grain shape modelling

For obtaining the correct shape of inclusions in the REV several approaches can
be envisioned. One of them would be to construct the REV from images of the
microstructure itself by discretization into matrix material and different types of
inclusions. In this way, the observed inclusion geometry and their spatial relation
can very accurately be captured in the REV simulation. However, some modi-
fications are then required to obtain locally periodic REVs and meshing might
be difficult. Moreover, the potential interfaces in the matrix domain will have
to be defined, which requires some assumptions on the potential of micro cracks
forming between the inclusions.

An alternative approach is used here by generating REVs with the routine
introduced in Chapter 11. The characterization of the geometry and orientation
of the inclusions (tectosilicates and carbonates) is available from imaging analysis
[Robinet, 2008, Robinet et al., 2012], as summarized in Chapter 1. The objective
is to capture these characteristics using the Voronoi-based REVs. This is done
by calibrating the grain shape variables (¢, 7 and 6!) against the grain shape
characteristics derived from experimental observations as presented in Chapter 1.

Although a more consistent approach would include the evaluation of the
different types of inclusions individually, the shape of the assembly of grains
generated by the REV generator will be used here. As the REV generator is
not designed to distinguish between different groups of grains, considering their
properties individually is not a valid approach and the characterization of the
grain shapes of the simulations will therefore be done on the assembly of numerical
grains (both inclusions and matrix material) as a whole.

Fitting the numerical simulations of the grain shapes to the experimental
results in Figure 1.3 is based on statistical averaging. For a range of parameters
& and 7, a series of 100 REVs with 200 grains is generated. A fixed bedding plane
gbe? = 10° is used to meet the orientation of the grains (Figure 14.1), rather than
to match the in-situ inclination of the bedding plane which is between 1° and
1.5° [Andra, 2005a]. The histograms of the individual grain orientation 8 and
grain elongation e = ﬂ]g /11) are compared with the equivalent experimental
histograms. The application of the circularity optimization 7 is found to have a
strong influence on the distribution of the orientations, as it tends to align the
grains in the principal direction of §%¢¢.

From the characterization of the COx microstructure, histograms of the stat-
istical distribution of the elongation and orientation of carbonate and textosilicate
inclusions are available. The spatial distribution of the inclusions (clustering of
inclusions, contacts, spatial correlation in orientation, ...) is not characterized.
With the current method of simulation of the microstructure only a single inde-
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‘ 1 to bedding plane || to bedding plane
H ¢ 13 1.0
n 0.1 0.1

Tab. 14.1: Results of the numerical calibration of the grain geometry parameters to
be used in the REV generator against image analysis data on COx.

pendent distribution of respectively grain elongation, grain orientation and grain
size is provided. Assigning different properties to distinguish between different
inclusions can therefore not result in multiple independent statistical distribu-
tions for each type of inclusion without risking a very biased distribution for the
remaining grains that make up the clay matrix. For this reason, the choice of the
individual grains to assign the inclusion material properties to is made randomly
and the resulting distributions of simulated inclusion shapes is identical to the
initial grain shape distributions. This means that only a single distribution is
available from the simulation and comparison between experimental observations
and simulations is therefore a comparison between the distributions of the specific
inclusions (experimental) with the overall grain shape (simulations).

Two sets of histograms of the experimental characterization of the inclusion
shapes are available; one for the carbonate inclusions (Figure 14.1) and one for
the tectosilicates (Figure 14.2). Each set contains histograms perpendicular and
parallel to the bedding plane for the inclusion elongation e and orientation. The
best fit of the numerical simulations for £ and 1 to both histograms leads to the
calibration results given in Table 14.1 The numerical and experimental results
in 14.1 show that the preferential orientation at 10° is correctly reproduced and
the variation in orientation frequency is accurately simulated. The histogram
for elongation index shows a less good agreement, which can be explained by the
effect of elongated carbonate inclusions of organic origin that can not be simulated
by Voronoi-based grain structures.

The histograms for the elongation index of tectosilicates shows a better agree-
ment between numerical and experimental results. The histogram the distribution
of the grain orientation could be improved by reducing anisotropy &, but in that
case the good agreement with the distribution of the carbonates is lost.
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Fig. 14.1: Shape statistics of carbonate inclusions from 2D images perpendicular (left)
and parallel (right) to the bedding plane [Robinet et al., 2012] in comparison
with simulated grain shapes.
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volume % FE [GPa] v []
tectosilicates (quartz) 15% 95 .074
carbonates (calcite) 25% 84 317
heavy minerals (pyrite) 3% 305 154
clay matrix material 57% - -

Tab. 14.2: Elastic properties assigned to the inclusions
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Fig. 14.2: Shape statistics of tectosilicate inclusions from 2D images perpendicular
(left) and parallel (right) to the bedding plane [Robinet et al., 2012] in
comparison with simulated grain shapes.

From the histograms of elongation and orientation it can be concluded that
the Voronoi-based REV generation can, from a statistical point of view, reproduce
well the available characteristics of the inclusion geometry.

With the calibrated grain characteristics, 40-grain REVs can be generated for
further calibration against the mechanical characteristics of the claystone. One
realization of these REVs is given in Figure 14.3. As no geometrical differentiation
is made between the shape or size of the inclusions, inclusion properties can be
assigned randomly based on their volume fraction obtained from image analysis.
The volume fractions given in Table 14.2 are used for the distribution of the in the
REV by calculating the relative number of grains related to each volume fraction
(rounded upward).



14.2 Fitting the macroscopic material response 157

14.2  Fitting the macroscopic material response

With the grain geometry fitted and the inclusions assigned to several grains,
the macroscale response to biaxial compression needs to be fitted against results
obtained from drained triaxial compression tests. Therefore the elastic properties
of carbonates (calcite), tectosilicates (quartz) and heavy minerals (pyrite) are
assigned to the corresponding grains according to Table 14.2. The mechanical
characteristics for the calibration of the remaining grains representing the clay
matrix and the interfaces are obtained from triaxial tests [Andra, 2013, Armand
et al., 2013]. For the numerical modelling under plane strain conditions to be
comparable with the results of triaxial data, the different appearance of stiffness
and Poisson’s ratio need to be taken into account. An apparent plane-strain
modulus EP? can be defined to compare with the Young’s modulus derived from
the triaxial tests;

oo E
pprs — 270 _ _ 14.1
0e, 1—0v2 ( )
The same can be done for the Poisson’s ratio:
0€q
yps — _O%at _ ¥ (14.2)

= 1—-v

The plane strain modulus EP? is the ratio between variations of axial stress
0, and axial strain ¢,, the plane strain Poisson’s ratio vP° is the ratio between
variations of axial strain and lateral strain €;,; . When applied to the reference
parameters for the COx claystone (F & 4.0 GPa and v =~ 0.3, [Armand et al.,
2013]), the plane strain equivalent parameters become:

EP* = 4.4 GPa, VPS = 0.428 (14.3)

This difference in elastic properties has to be taken into account when comparing
the numerical biaxial and experimental triaxial results. The material strength
(nominal peak stress) derived from triaxial tests can not be translated directly to
plane strain conditions as it requires information on the dependency of the the
peak strength (the ’failure’) on the Lode angle (defined by the dependency on the
intermediate principal stress). This information can generally be obtained from
the failure criterion, which is unknown. Moreover, in the doublescale modelling
approach, out-of-plane stress is not defined, which means that the Lode angle can
not be obtained for making the comparison. Only a qualitative prediction can be
made, based on the stress paths of biaxial- and triaxial tests and the properties
of general failure criteria. This would predict a lower (or at least an equal) peak
response in case of triaxial compression compared to the biaxial compression test
(plane strain conditions) when constant confinement stress is applied.

To avoid the quantification of the difference in peak response, the peak re-
sponse of the biaxial compression test is fitted to be equal to the triaxial com-
pression test.
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solids: SimO, —COs FeSy clay
E [GPa) 95 84 305 2.3
v [] 0.074 0.317 0.154 0.11
interfaces:

tc/n 0.05

D?/n 0.002

Tmaer IMPal] 1.0

T [MPa] 5.5

Fig. 14.3: Microstructure '8’ with carbonate (gray), tectosilicate (red) and pyrite (deep
blue) inclusions in a matrix of clay (yellow). Grain selection for material
allocation has been performed randomly.

The remaining micromechanical parameters (the clay matrix elasticity and the
interface cohesion parameters) are adjusted in order to fit the numerical material
point response to the biaxial compression to the post-peak part of the experi-
mental results. This is done following the following procedure:

e The initial state of softening for normal and tangential components of co-
hesion DY and DJ are chosen high, such that the initial stiffness of the
interfaces is high with respect to the stiffness of the grains. The initial
response of the REV is therefore mainly controlled by the stiffness of the
grains.

e The stiffness parameters £ and p to be used for the grains that make up the
clay matrix are fitted such that the initial response to compressive loading
represents the correct macroscale Young’s modulus and Poisson’s ratio (see
(14.1) and (14.2).

e The normal and tangential components of the maximum cohesive forces
Tmer and T;"** are used for fitting the macroscale peak response. The
ratio between T7"** and T,"** is increased in order to reduce the pressure-
dependency of the response.

e The critical opening is chosen such that the macroscale deformation at mac-
roscale peak strength corresponds well with the experimental observations.

With this procedure in mind, the parameters are fitted in a manually-iterative
(trial-and error) procedure until a reasonable fit with the experimental results is
obtained.

Four triaxial tests (1 at 2 M Pa confinement, 3 at 12 M Pa confinement [Andra,
2013]) are used for the calibration. Their stress-strain curves are given in Figure
14.4 together with the results of the calibrated numerical response to biaxial
compression for different REV orientations. They show a good agreement in
initial stiffness, peak stress and axial strain at peak stress. Lateral strain shows
good agreement at low stress levels, but the numerical results show a stronger
dilatancy at higher stress levels and when softening takes place. This high degree
of dilatancy is strongly linked to the fact that relative displacement between grains
(which is needed for interface softening) can only be obtained by the opening of



deviatoric stress [MPa]

14.2 Fitting the macroscopic material response 159

adjacent interfaces. As the rearrangement of grains is not taken into account in
the finite element formulation, this relative opening of the interfaces continues
regardless the state of deformation.

response biaxial compression [2 MPa]
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Fig. 14.4: Deviatoric stress response to biaxial material point compression for orient-
ations at an interval of 15°. In black the experimental results, obtained by
triaxial compression.

In Figure 14.5 the derivatives of axial stress with respect to axial strain are
given, again showing good agreement with respect to the experimental results up
to the point at which the peak stress is reached. It is important to note that
strong fluctuations in the stiffness can be observed in the post-peak domain for
several 2 M Pa confinement tests, some of which indicate a snapback at the end
of the numerical simulation. This effect can not be observed under 12 M Pa
confinement, where the response is much smoother.
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Fig. 14.5: Structural stiffness. In red the responses of numerical simulations for #%FV

at an interval of 15°. In black the experimental results.

A small variation in initial stiffness can be observed in the numerical results.

This variation in initial stiffness is the combined effect of the heterogeneity of the
grain stiffness, the grain elongation with respect to grain shape and distribution
of interface orientations. Figure 14.6 shows the initial stiffness of the material

-0.04
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under confining pressure as a function of the orientation of deformation.
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Fig. 14.6: Anisotropy of the initial stiffness under different confining pressures. Ori-
entation 07FY = —10° corresponds to loading perpendicular to the bedding
plane, which was introduced as °¢? = 10°.

The anisotropy in the peak response is shown in Figure 14.7. Its profile is
much more irregular than that of the initial stiffness, as the peak strength is
mainly determined by the interfaces. Nevertheless, the numerical results show a
very good agreement with the experimental results in general.

By determining the peak stress at different confining stresses, the apparent
friction angle and cohesion is defined by adopting a Mohr-Coulomb failure cri-
terion (Figure 14.7).
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Fig. 14.7: A) Evolution of the deviatoric stress peak with respect to the REV orient-
ation for the 2 M Pa and 12 M Pa lateral stress simulations. B) Friction
angle ¢ and cohesion c interpreted from the Mohr-Coulomb failure criterion
derived from the biaxial compression simulations at 2 M Pa and 12 M Pa.

Unloading and reloading during biaxial compression tests can be performed
to study the residual stiffness of the material as an effect of the interface damage.
Two examples are given for the material response with REV orientations of 0° and
50° respectively, for which unloading to the initial state is applied from several
stages of compression. The results are shown in Figure 14.8. The unloading-
reloading branches are perfectly elastic (no hysteresis is taken into account). The

cohesion ¢ [MPa]
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higher stiffness observed at lower axial strain is due to the regained contact of
the interfaces.

axial stress [MPa]
axial stress [MPa]

10 10
0.06 0.04 0.02 0 -0.02 -0.04 0.06 0.04 0.02 0 -0.02 -0.04
lateral strain <----  ———=> axial strain lateral strain <-——-  ———-> axial strain

Fig. 14.8: Stress response to displacement-controlled axial loading, unloading and re-
loading under constant confining stress for 7Y = 0° (left) and 877V = 50°
(right).

For unloading response that better represents the experimentally observed
behaviour, the interface cohesive laws will have to be modified in order to take
into account plastic deformation. A possible modification is to introduce plastic
behaviour in the interfaces by modifying the unloading branch of the interface
constitutive relation (Figure 14.9). This conceptually simple modification could
provide a proper unloading/reloading branch in the macroscale behaviour.
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Fig. 14.9: Original damage model for interface cohesion (left) and alternative plastic
damage model (right).

14.3 Strain localization in an unconfined compression test

A doublescale unconfined compression test is modelled with the calibrated micro-
structure . A 38 x 76 mm sample is modelled by means of a 10 x 20 element mesh
and strain-controlled loading is applied. Several computations are performed with
a range of second gradient parameters D = 0.5, 1, 2, 4, 8 kN, for a calibration of
this parameter against the mesh-size. No confinement stress is taken into account,
which means that (under the assumption of a Mohr-Coulomb failure criterion for
the comparison between biaxial and triaxial results) the peak stress corresponds
to the unconfined compressive strength of the material.

Figure 14.10 gives the nominal stress-strain curves for all tests (left), together
with the envelope of the nominal stress-strain curves (right). Good agreement
is found between the different test up to e, = —1.1%, at which heterogeneous
deformation starts and the second gradient model induces different solutions for
different second gradient parameter D. A shear band with the same orientation is



162 Calibration of the microscale model to COx

triggered in all computations and the slope of the stress response curve is relative
to the width of the developing band. Convergence problems are encountered
shortly after the initiation of the shear band, forcing the computations to be
performed using smaller loading steps.
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Fig. 14.10: Nominal response to uniaxial compression with different second gradi-
ent parameters. The stiffness indicates that the computations with D =
0.5 kN and D = 1.0 kN tend towards snapback.

Figure 14.11 and 14.12 show the deformed microstructures for the two com-
putations with smallest second gradient parameters at the last converged loading
step. The state of deformation is best described by the VM equivalent stress
(middle). The nodal velocities (left) and VM equivalent strain rate (right) indic-
ate the current activities with respect to deformations. The incipient shear band
seems to develop in the center of the sample, touching the top and bottom bound-
ary due to its high inclination. With continuing compression, the active part of
the band shifts to one side, thereby introducing an asymmetry in the deformation
pattern and a reflection of the band at the top boundary. Strong spatial vari-
ations in strain rate and nodal velocities can be observed in this reflection (the
upper left corner of the sample), suggesting a loss of the mesh independence or
numerical instabilities as the dimensions of the strain localization approaches the
element size. This causes rather erratic nodal displacements, both in space and
time. For larger parameters D the shear band remains at its initial position.
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15. STUDY ON THE LOCAL BEHAVIOUR OF THE
DOUBLESCALE BIAXIAL COMPRESSION

The biaxial compression test for a dry sample presented in Section 14.3 suffers
from computational difficulties that start somewhere after the peak. The compu-
tational difficulties express themselves in convergence problems of the macroscale
Newton-Raphson scheme in the post-peak domain, where small increments are
required to obtain a proper convergence of the macroscale problem. Figure 15.1
shows the details of the nominal stress-strain curve near the end of the D = 1.0 kN
test.
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Fig. 15.1: Zoom on the nominal stress-strain response curve for the unconfined com-
pression with D = 1 kN. The markers indicate the individual loading steps.

To get a better understanding of the processes at play in the macroscale
behaviour obtained in the doublescale computations, several indicators are in-
vestigated for the description of the macroscale behaviour. These indicators are
based on existing theories such as bifurcation analysis, which can not always be
applied directly to any type of model. It must therefore be stressed that these
techniques only serve as indicators of the true behaviour and therefore provide a
heuristic approach to the assessment of the phenomena and serve as an indicator
of computational problems.

In addition to the notion that a heuristic approach is followed, a differentiation
must be made between the analysis of local material behaviour (on the material
point level) and the global behaviour (that of the boundary value problem); the
local second gradient model in large strain formulation and the boundary value
problem are not considered in this analysis and the focus will be on the local
macroscale behaviour of individual material points.

The next sections describe some tools to assess the macroscopic material point
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behaviour and their application on the local material state of the biaxial com-
pression tests.

15.1 Deformed microstructures and interface damage states

The top left corner of the test for D = 1000N shows the strongest spatial variation
in strain rates and can be expected to cause the computational difficulties. Figure
15.2 shows a zoom of the upper left corner of the sample with elements 171,
181 and 191 containing the peak in €yp;. The microstructures of the integration
points in these elements at the last converged loading step are given in Figure 15.3.
Although significant differences can be observed in the distribution of softening
and decohesion even within the same elements, it is difficult to point at processes
that could cause the computational difficulties.

Fig. 15.2: Zoom of the deformed mesh for element and integration point numbering.
Displacements multiplied 10x.
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Fig. 15.3: Deformed microstructures for elements 191 & 192 (top), 181 & 182 (center)
and 171 & 172 (bottom). Red diamonds indicate interface cohesive soften-
ing, black diamonds indicate decohesion, either in normal or in tangential
mode.
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15.2  Gudehus diagrams

A general tool for the evaluation of the local constitutive relations is the repres-
entation of the stress (or strain) response to small strain (or stress) increments
applied on a material point in a certain configuration. This method was proposed
by Gudehus [1979] applying strain increments with constant amplitude in all ori-
entations in €;; space. The graphical representation of the constitutive relation
between strain increment and stress increment is the diagram of stress responses
Ao;; to the applied strain increments. The constitutive behaviour of the material
point can be interpreted by means of the shape of the stress response diagram.

Although the application of equal stress increments to study the behaviour
of its strain response is often applied (see for example Royis and Doanh [1998]),
this approach is not followed here for the simple reason that it is not guaranteed
that all stress increments can be applied. The application of strain increments
does not suffer from this effect and therefore allows the evaluation of the material
response to loading at any given state of the material.

In general, shear strain is not considered in the application of strain increments
and the shear stress response Ao12, which is non-zero, is not taken into account
in the diagram. This results in a diagram as a projection of the Cauchy stress
tensor on the 015 = 0 plane in 011 — 092 — 012 Space.

The strain increments are chosen such that

|Ae| = \/Ae?, + Acd, (15.1)

and

AEQQ

tana = .
A€11

(15.2)

With strain increment |Ae| constant and the orientation « covering the range
between 0° and 360°, a radially symmetric (un-)loading is applied. The stress
response to this loading visualizes the direction-dependent material behaviour.
For small increments |Ag|, the response approximates the incremental relation
consistent to the variation of loading directions. Larger strain probes will include
possible non-linear effects in the stress response and in this case the Gudehus
diagram represents a secant approximation of material response to the different
deformation loading paths. Figure 15.4 (left) shows the Gudehus diagram for the
REV in Figure 14.3 around the initial configuration F* = F® = I for a range
of different strains. This figure clearly shows the nonlinear response effects with
respect to |Aeg|, as the stress does no longer increases in some orientations for
|Ae| > 0.1%. This can be related to the failure of the material. It is clear that
these responses do not represent a linearization of the local material behaviour
but capture an entire loading path.

To compare the diagrams related to the smallest strain increments, the dia-
grams are normalized by |Ae|. The normalized diagrams are shown in 15.4(right).
The difference between the diagrams for smallest strain increments can be related
to the nonlinearities introduced by the penalization of closed interfaces, as the
material becomes stiffer for larger compressive strain increments. The differences
between the diagrams at largest strain increments are the effect of softening and
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eventually decohesion of the interfaces at the microscale, which leads to a de-
crease in secant stiffness, especially in the case of large (> 0.1%) extensional
strain increments.
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Fig. 15.4: Gudehus diagrams for strain probes from the non-deformed state for stress
response (left) and relative stress response (right)

15.2.1 Extended Gudehus diagrams

In general, the Gudehus diagram is a projection of a contour in ¢11 — 022 — 012
space on the 015 = 0 plane and this projection can have different shapes, which is
an ellipse in case of incremental linearity. From the Gudehus diagrams above it is
clear that the behaviour of our model is not incrementally linear at the presented
state and the representation of the incremental relation between stress and strain
cannot be given by a deformation direction-independent stiffness matrix. The
individual evaluation of the response to all strain increment directions is therefore
required for a more detailed evaluation and an evaluation of only the diagonal
components of the strain increments and stress responses is not sufficient and
the shear components need to be taken into account as well. This implies an
evaluation of the incremental response in the spirit of the Gudehus diagrams by
applying a set of strain increments de describing the spherical relation

de| = \/de?y + de3, + dn? (15.3)
with
de1n = dFy
deag = dFs
dvy = dFyo + dFbq, with dFio = dF5;

The strain increment can be characterized by its amplitude |de| and the polar
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coordinates o and § defined in Equation (15.4) and illustrated in Figure 15.5

d d
tana = ﬂ, sin 8 = R (15.4)
deag

Fig. 15.5: Coordinate system for the extended Gudehus diagrams with (symmetric)
shear stain component dy = dF2 +dF>1 where dFi2 = dF»; is used to avoid
the influence of stress rotation.

This type of extension of the Gudehus diagrams introduces two difficulties.

First the choice of the ratio between de;; and dvy is somewhat arbitrary. Second
difficulty is the representation of the results, as the stress increment response
gives a surface in 3-dimensional stress space. Two examples of these surfaces are
given in Figure 15.6, corresponding to the same elements as analyzed in Figure
15.8 at A = 1.76. The stress response for element 1 shows a perfect ellipsoid,
indicating incremental linearity of the material behaviour corresponding to the
elastic state of a material point outside the zone of localized strain. The ellipse
in the corresponding Gudehus diagram is a projection on the 12 = 0 plane of
the cross section of the ellipsoid related to the §y = 0 strain increments.
The stress response in element 181, as part of the strain localization band, gives
a more complex response. The stress response surface has two distinct parts; one
part forming an almost perfectly collapsed surface, the other part is a part of
an ellipsoid that is turned inside-out (the response has changed direction with
respect to the stress response in the initial configuration).
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Fig. 15.6: 3D stress response surfaces with color scale corresponding to the second
order work (¢;;€;5). For element 181 the origin lies outside volume enclosed
by the stress response surface. Relative scales between the diagrams are not
equal, axes (z,vy, z) correspond to (do11,do22,do12)

15.2.2 Test incremental non-linearity of current configuration

For studying the macroscale behaviour of the material in the vicinity of bifurcation
points, several approaches can be followed. A possible approach is studying the
existence and uniqueness of possible solutions of the problem [Chambon and
Caillerie, 1999] or a bifurcation analysis based on the evaluation of the acoustic
tensor [Rudnicki and Rice, 1975, Desrues and Chambon, 1989]. The later makes
use of the tangent operator L;;; under the assumption that it is only dependent
on current stress, deformation and material state parameters and not on the
direction of the rate of deformation. In other words, the macroscale material
behaviour has to be incrementally linear or at least piecewise linear.

It is easily verified from the extended Gudehus diagram that the model presen-
ted here is not always incrementally linear, as the stress response to incremental
loading is different for loading and unloading increments.

Nevertheless, it is possible to investigate incremental non-linearity of the cur-
rent configuration of the microstructure by comparing the difference in stress
response (dJ;; + doig) for strain increments in opposite directions (dzs;;- and de

ij
dsjj = —dsgj). This allows adding a second curve to the Gudehus diagram, rep-
resenting the non-linearity in the model. In the presented model, incremental
non-linearities can be found numerically as an effect of two micromechanical ef-

fects:

e The transition from opened to closed interfaces. Although the transition
is incrementally linear from a mathematical point of view due to the pen-
alization by the squared negative opening, a small numerical variation can
induce strong nonlinear effects, which in practice manifests as incrementally
nonlinear behaviour. This effect can be observed in the Gudehus diagrams
for the initial state of the REV, where compression and extension show sig-
nificant differences for a strain increments of |Ae| = 2 x 1076, A less strong
penalization can provide a better linearity for the behaviour of closed inter-
faces, but compromises the physical representation of the interfaces.

e The softening of the interface cohesive forces. The use of the simplified
damage model introduces incrementally nonlinear effects when changing
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between increasing and decreasing relative displacement Auwu, either in nor-
mal or in tangential direction.

A combination of these two micromechanical effects leads to the non-linearity
diagram, as presented in Figure 15.7.
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Fig. 15.7: Gudehus graph for Micro 8 initial state, with incremental nonlinear differ-
ence diagram for |de| = —1 x 107°

When the non-linearity diagram reduces to the origin, the behaviour is incre-
mentally linear and da;f = —do,;. For a complete evaluation of the incremental
nonlinearity, the third component of the deformation, dy needs to be taken into
account and the criterion for numerical incrmental linearity is given by

|dot + do~ |
15.5
|dot| + |do—| <€ ( )
with
|do| = \/d0112 + dogs® + doqs? (15.6)

If this is true for all strain increments |de| then the material behaviour increment-
ally linear from a numerical point of view.

This numerical approach for the evaluation of linearity should be handled
with care, as the small strain increments can comprise material nonlinearities
that are interpreted as incremental nonlinearities. An example of such an ef-
fect is the polynomial penalization of the interfaces, which easily introduces a
direction-dependent response for small but nevertheless finite strain increments.
The effect of such material nonlinearities captured by the finite strain increments
can be observed in the example above; from a numerical point of view the model
is incrementally nonlinear, although from a mathematical point of view all the
global material behaviour should be incrementally linear. The apparent incre-
mental non-linearity is thus an effect of the choice of the strain increment, which
can not be taken small enough to numerically linearize the effect of the polyno-
mial penalization of closed interfaces.



15.2 Gudehus diagrams

173

€qa = —1.20

€, = —1.30

€q = —1.40

gq = —1.76

E.1,1P.1
x 10°
1
=90°
0.5
a=0°
0
-0.5 —+— Ao
Ac*+AG™
+  origin
-1
-1 -0.5 0 0.5 1
x 10°
x10°
1
=90°
0.5
a=0°
0
-0.5 —+—AC
Ac*+A G
+ origin
-1 ; ; ; n n
-1 -0.5 0 0.5 1
x10°
x 10°
1
=90°
0.5
a=0°
0
-0.5 —+— Ao
Act+A G
+  origin
-1
-1 -0.5 0 0.5 1
x 10°
x10°
1
=90°
0.5
a=0°
0
-0.5 ——A0C
Ac*+A G
+ origin
-1
-1 -0.5 0 0.5 1
x 10°

E_181, IP_1
x 10°
1
—+— Ao
+ -
A AU‘+A o 4=90°
0.5 + origin
a=0°
&
S) 0
<
-0.5
-1
-1 -0.5 0 0.5 1
Aoy, x 10°
x10°
1
—— Ao
Ac*+A o™ o
0.5 +  origin =90
a=0°
&
=) 0
<
=180°
-0.5
-1
-1 -0.5 0 0.5 1
A %11 x 10°
x 10°
1
05 a=90°
a=0°
0
-0.5 —+— Ao
Act+A G
+  origin
-1
-1 -0.5 0 0.5 1
x 10°
x 10°
1
—— Ao
Ac*+Ao”
0.5 +  origin
a=90°
N —g°
N 0 a=0
g a=180°
a=270°
-0.5
-1
-1 -0.5 0 0.5 1
A %11 x 10

Fig. 15.8: Gudehus diagram for IP1 in elements 1 (left) and 181 (right) around the
peak and at the end of the computation.
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From the Gudehus diagrams in Figures 15.6 and 15.8, several conclusions can
be drawn:

e The loss of homogeneity starts before the peak response is reached, as the
Gudehus diagrams are different between elements 1 and 181. Looking at the
deviatoric strain rate reveals that significantly non-homogeneous deforma-
tion can be found at stresses as low as 80 — 85% of the peak stress.

e Both integration points show a slight non-linearity before the peak response.

e The stress response surface in the 3D extension of the Gudehus diagram
collapsing into a disk can serve as an indication of numerical difficulties
in the finite element computation. It is straightforward to observe that in
case of a (partly) collapsed surface, only a restricted part of the orienta-
tions in stress space is accessible by strain increments. Moreover, identical
stress increments of the remaining accessible stress space can be reached
by different strain increments. At the local scale, this can indicate both
problems of existence of a solution (due to an inaccessible stress space) and
uniqueness of a solutions (different strain increments for the same stress in-
crements). Whether or not these local problems lead to numerical problems
in the Newton-Raphson iteration of the macroscale finite element loading
step will depend on the complete macroscale boundary value problems.
Nevertheless, the collapse of part of the Gudegus stress response surface
can be seen as an indication of difficulties arising from the constitutive law.

15.2.3 Elasticity condition

A more theoretical approach to assess the incremental non-linearity of the mater-
ial would therefore be the analysis of the state of all individual micromechanical
components that might introduce incremental nonlinearities. In the presented
model with damage interface laws and polynomial penalization of closed inter-
faces, the only possible direction-dependent response at the microscale comes from
interface softening (AuZ >0 A Au;/é¢ = D;). This implies that if Au,;/0f < D;
for all interfaces, incremental linearity is guaranteed from a mathematical point
of view and we can say that the material is in an elastic state. This elasticity
criterion is easily verified at the end of the computations and can serve as an
indicator for the local state of the material. Although easily implemented at the
level of the element loop of the microscale finite element program, this method
has a strong model-dependence.

15.3 Uniqueness and the second order work criterion

Simplifying Equation (3.1) to a small-strain, classical framework and considering
stress rate ¢ as a generalization of all o, the balance equation can be rewritten
as [Chambon and Caillerie, 1999

/dijé;jdﬂ—/t'mf —0 (15.7)
Q T

with

e=-(F+F") -1 (15.8)

1
2
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and v} a kinematically admissible virtual velocity obeying the boundary condi-
tions. By doing so, the second gradient model and the finite strain formulation at
the macroscale are no longer taken into account and the value of the theoretical
results obtained hereafter reduce to an indicative quantity.

It can be verified [Hill, 1958] that a unique solution exists when

/ Aé’ijAéide >0 (159)
Q

with Ag = £2 - ¢l the difference between any two kinematically admissible fields
of strain rate ! and &2 that comply with equation 15.7. Equation 15.9 is met
when Ad;;Aé;; > 0 for the entire domain, which allows the local evaluation to
provide a guaranteed uniqueness of the global BVP. This expression resembles
the second order work defined as

W () = dijéis (15.10)

For several constitutive models in the framework of small strains it can be proved
that 2W () and W (A€) = Ad;;A&;; can be interchanged in the assessment of
uniqueness of solutions but for a general model only Aé can guarantee uniqueness
according to (15.9) and the second order work W = ¢;;5;; is only a specific case
of 2W(Ag) that does not suffice to prove uniqueness [Chambon and Caillerie,
1999].

For closed-form analytical constitutive relations it can be straightforward to
derive these criteria for second order work for all possible combinations of strain
rates. In computationally more challenging models, such as our doublescale
model, this is not possible and a numerical approach is needed, computing the
stress rate ¢;; corresponding to a range of possible strain rates €;;. In case of
rate-independent behaviour of computational models, the strain rate ¢ and cor-
responding stress rate o can be replaced by a strain increment de and its stress
response do .

The execution of the extended Gudehus analysis provides a set of stress re-
sponses to strain increments in all directions in 3D strain space. Although this
set of strain increments only contain those related to |de| = cst, combinations of
any two strain increments de' and de? can be obtained. In this way the following
three quantities of second order work 2W are defined;

217l 21 -1
o ‘W' =¢;0;

21172 _ 22 -2
o ‘W™ =¢ij07;

o CWT = AéijAdi; = (€3 — },)(07; — o)

In case one of the three is negative, uniqueness can (locally) no longer be guar-
anteed. If all three values are positive, the second order work of any linear
combination of é! and €2 needs to be evaluated to complete the analysis. This
can be done by defining a fourth term W% as
2 a -2 -1 .2 .1
W= (Eij - aEij)(Uz‘j - anj)

=alé;jAG;; + (1 —a)é};67; + (a° — a)é} oy, (15.11)

=W — oW + 2w 42w 4 2w
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with a € R+, Given that 2W" > 0, 2772 > 0 and 2W" > 0 the minimum value
of 2W*(a) is found to be

1 2 N
min <2Wa(a)) =27 - % (2W i 2:://‘/14_ w )

(15.12)

Following this approach allows a full evaluation of the uniqueness of the solution
using only the numerical pair stress responses to strain increments |de!| = |de?| =
cst. The complexity of the number of strain increments to be applied (and thereby
the number of finite element computations to be executed) is hereby reduced from
3 to N2. Moreover, the results obtained from the extended Gudehus diagrams
can be used in this evaluation. Nevertheless, it must be noted that;

e The evaluation remains a numerical approximation and only a finite number
of orientations of strain increments can be tested. It can not be guaran-
teed that possible orientations leading to negative second order work are
neglected.

e the developments as an extension of the Gudehus diagrams is done in the
framework of small strains, thereby omitting the effect of material rotation
in the behaviour.

e Only local information is obtained and the kinematical admissibility with
respect to the macroscale boundary conditions and equilibrium equation is
not yet taken into account. This implies that certain results of negative
second order work do not lead to any instabilities, simply because their ori-
entation(s) of strain rate do not correspond to the actual loading direction.

With the developments above and using the stress response data obtained from
the extended Gudehus analysis, the terms 2W?', 2W?2, 2W% and 2W* can be
computed for all available (combinations of) strain increments as approximations
of the strain rate. Figure 15.9 gives a stereographic plot of the orientations de'
for W1 < 0 (red dot) together with de! (blue circle) and Ae (red cross) for
WA < 0|W*' > 0 as a function of & and 3. The current macroscale loading is
indicated with a blue cross. The results shown are those of integration point 3 in
element 181 at different states of deformation (see Figures 15.2 and 15.1). Well
before the peak (¢, = —1.1%), negative second order work W1 and negative
22 can be observed, although their corresponding orientations de' and Ae
do not agree with the current loading. Right after the peak (¢, = —1.4%),
the orientations with negative second order work appear around the orientation
of current deformation rate, developing into a well-defined zone of orientations
towards the end of the loading path visible as a red cloud in the projection at
g = —1.76%.
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Fig. 15.9: Negative second order work 6;;¢;; (red) and Ad;;Aé;; (blue) in element 181
around the peak and at the end of the computation.

From the figure above it can be concluded that, locally, uniqueness can not be
guaranteed for states of deformations well before the peak, although it is likely
that the orientations corresponding to the negative second order work are not
admitted by the kinematically constraints of macroscale balance- and boundary
conditions. After the peak, local uniqueness of the solution is definitely lost as
the orientations of negative second order work and current loading direction co-
incide. This is a first indication of numerical instability, leading to computational
difficulties at the macroscale.

Appendix B contains some more examples of stereographical representations
of the different definitions of negative second order work.

15.4 RICE bifurcation criterion

The mechanical tangent stiffness matrix 4C™ provided by the computational
homogenization of the REV response to deformation F' describes the variational
relation

M,
doryy = Cz‘jk;(SFlzz (15.13)

This relation is consistent with respect to the direction of deformation at time
t. As the model is incrementally non-linear, each other increment of deformation
0F;; entails a different tangent operator 4C. Under the strong assumption that
C’i%l can be used for any strain increment (incremental linearity) the derivation
of Rice’s criterion for bifurcation [Rudnicki and Rice, 1975], this derivation is

usually rewritten as
0ij = Lijkir (15.14)

where the constitutive tensor L is roughly approximated by #C under the as-
sumption that the geometrical nonlinearities can be ignored (see Bésuelle and
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Rudnicki [2003] for a review). The theory then defines an orientation for a pos-
sible localization band with a normal tensor 77, such that the rate of deformation
inside the shear band can be written as

Er = €+ gru (15.15)

where €0 is the rate of deformation outside the band and § characterizes the
direction of relative displacement of the opposite sides of the band. From the
stress continuity equilibrium V - & = 0 it follows that

nioi; = nioyy (15.16)
It is important to repeat here that the influence of the global boundary value
problem and the local second gradient model on the continuity are ignored in this

analysis. Combination of (15.15) and (15.16) leads to the condition
nj Lijrigery = 0 (15.17)

This naturally holds for the trivial solution g, = 0, which corresponds to the
homogeneous deformation as one of the solutions. Rice’s criterion for bifurcation
is met when a second, non-trivial (§ # 0), solution to (15.17) exists. Such a
solutions exist if

det(A) <0 (15.18)

with A the so-called acoustic tensor corresponding to n;L;;iin;. The existence
of a non-trivial solution indicates a local bifurcation point. In case of a homo-
geneous problem, this point is instantaneously reached over the full domain. In
case of a (initially) heterogeneous deformation, the bifurcation criterion can be
met locally. As mentioned earlier, our model is an incrementally non-linear model
and the bifurcation analysis cannot be extended any further than (multi)linear
models as ‘L will depend on both 7 and §. A more consistent approach might
comprise the comparison of the current loading rate £;; with the vector product
gin; corresponding to possible orientations of the strain tensor that meet the
bifurcation criterion.

Given the constitutive tensor *L (or in its place the orientation-dependent
consistent tangent *C) analytical solutions to Equation (15.17) can be found
[Vardoulakis, 1980]. Finding a solution contains solving a fourth-order equation.
In case the orientation of § is of little interest, a more pragmatic way of evaluating
Rice’s criterion it to perform a numerical analysis of (15.18) for a series of 7 with
different orientations. This way of evaluation only requires a computation loop
over the different orientations performing the matrix multiplications of comput-
ing the determinant of the acoustic tensor. Once a deformation has been applied
on the REV and a solution is found for the stress response and the corresponding
linearization of the constitutive relation, the evaluation of the Rice criterion is
a straightforward routine which takes negligible computational effort. The Rice
criterion can therefore easily be used in an evaluation of the doublescale com-
putation without additional computational effort. In addition, the orientation of
7i corresponding to the minimum if det(A) can serve as an indicator of possible
localization orientations.

Figure 15.10 shows the zones where the Rice criterion is satisfied for several
states of deformation of the biaxial compression test under evaluation.
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Fig. 15.10: Rice’s criterion for different stages of the biaxial compression test; shaded
element quadrants indicate (3det(A) < 0) in the corresponding integration
point. Displacements multiplied 10x.

15.5 Different local indicators in a global setting

Through the adoption of several simplifications and assumptions, a number of
indicators has been defined for the local material behaviour. These indicators are
here used to give some insight into the (global)state of the boundary value prob-
lem. Figure 15.11 contains the indicators of the sections above with Rice criterion
(using the approximation of the direction-independent stiffness matrix) with 7 for
the minimum determinant of the acoustic tensor, the numerical elasticity condi-
tion and the different conditions of negative second order work 2W" and 2W*=.
Starting at the first state of deformation corresponding to ¢, = —1.1% which
lies well before the peak, the criteria of second order work indicates local loss of
uniqueness in a zone which is later to be the zone of strain localization. From
the stereographical plots in 15.9 and Appendix B it was concluded that at this
stage the current loading rate and the loading increments related to negative
second order work do not agree and the possible fields of velocities that satisfy
Ag;jAc;; < 0 do most likely not obey the boundary conditions of the macroscale
BVP. The Rice criterion at this stage is not met and the orientation of minimum
determinant of the acoustic tensor is conjugate to the final shear band orientation.

It is interesting to note that heterogeneous deformation is encountered far
before the peak, which indicates that the local second gradient model plays a
role in the pre-peak part of the computations and the results of computations
for different second gradient parameters will diverge from a point well before
the peak. This can be observed from the fields of of VM equivalent strain in
Figure 15.11, where the incipient shear band can be observed well before the
peak response and a variation in the order of 10% in the total VM strain can be
observed as soon as ¢, = —0.011.

For the states of deformation around the peak, the following observations are
made;
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e Negative second order work criteria seem to behave chaotically, changing
rapidly between the different states of deformation. Whether or not this
is a numerical effect of the large loading steps or inaccurate convergence
criteria is not clear.

e The low number of points for which local uniqueness can not be proved at
the peak, suggests that the solution found at the peak (¢, = —1.3%) is most
likely a unique solution. This can explain the good convergence at the peak
and the possibility of taking (relatively) large deformation loading steps in
the computations.

e The Rice criterion is met for a small part of the domain before the peak
response is reached. The first continuous ’band’ of points that meet Rice’s
criterion is found at the peak and corresponds well with the developing
band.

e Vector 77 corresponds well with the orientation of the incipient shear band
for all points for which Rice criterion is met.

At the final state (e, = —1.76%) the Rice criterion and negative second or-
der work criteria show very good agreement and both criteria seem to accurately
follow the shear band activity (see the VM strain rate in Figure 14.12). The align-
ment of orientations related to negative second order work and current loading
direction shown by the stereographical plots for this state of deformation, suggest
that uniqueness is lost. This might explain the computational problems of finding
a well-converged solution.
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Fig. 15.11: Different indicators of localized deformation rate with Rice criterion and
orientation of vector 7 (top), the different indicators based on second order
work and interface softening rate (middel) and Von Mises equivalent strain
in current configuration with displacements magnified 10x (bottom)

As a final remark, it can be stated that the evaluation of 2! < 0 seems to
be sufficient for most points; only very few points exists for which 2" > 0 and
2w <0 (or 2W*" < 0). However, the kinematical admissibility of deformation
increments de' and de? has to be considered in this type of analysis.
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16. MODELLING OF A GALLERY EXCAVATION

The setting of the underground research laboratory (URL) described in Section 1
is taken as the starting point of the modelling of a gallery excavation problem with
the doublescale model, first for purely mechanical behaviour and later with taking
into account hydromechanical coupling. The focus will be on the development of
strain localizations around the gallery excavation as a response to the unloading
of the future gallery wall to simulate of the excavation of a gallery drift.

For a reasonably low constraint on the development of shear bands around
the gallery, the element size must be small with respect to gallery dimensions:
The width of possible shear bands must be small enough with respect to the
dimensions of the gallery and the mesh size must be small enough to allow a
proper integration over the strain gradients on the element level (to guarantee
mesh-objective results). In case the chevron cracks of Figure 1.4 are modelled
by a single shear band, the shear band in the numerical modelling is supposed
to be in the order of 10 cm wide. To have a shear band of at least 3 elements
wide, this band width requires an element size of 3 cm, which is too fine to apply
in a doublescale computation of a gallery with a diameter of 5.4 m. Therefore,
concessions have to be made with respect to the correct band width and the
computational expense. The same goes for the choice of the domain (a quarter
gallery against a full gallery) and the detail of the microstructure in the REV.
Nevertheless, the use of realistic boundary conditions with a model of restricted
detail can be used to study general tendency in the response and can serve as a
proof of concept for future computations with higher details and computational
cost.

16.1 Macroscale geometry for mechanic analysis

Figure 16.1 shows the mesh for the spatial discretization at the macroscale. The
quarter of the domain around the gallery is divided into two zones. A first inner
zone from the gallery wall up to a distance of 3 times the gallery radius. This is
the zone in which the EDZ is expected to develop. A second zone is defined up
to a distance of 50 m. At this distance, influences of the excavation on the stress
state is expected to be negligible, thereby defining the computational domain. A
fine mesh is used for the first zone, dividing the quarter circle of the gallery wall
by 40 equally-sized elements. The length-width ratio of the elements in the first
zone is set to one to optimize element integration. In the second zone, where only
small elastic strains are expected, the elements are stretched to reduce the total
number of microscale REV boundary value problems to solve. This gives a total
number of 1640 elements.
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Fig. 16.1: Macroscale mesh for the modelling of gallery excavation.

The choice for a quarter of a gallery is one based on the computational ex-
pense of the problem. Although for the modelling of a gallery excavation often
only a quarter of the gallery is considered assuming symmetry to be maintained
throughout the computation, the validity of this assumption is not maintained
when localization phenomena take place and non-symmetric solutions can be en-
countered. This was demonstrated for initially symmetric problems in several
studies, such as Sieffert et al. [2009] and Marinelli et al. [2015]. In case of aniso-
tropic behaviour that does not coincide with the horizontal and vertical axes, the
boundary conditions will certainly influence the response, as will be demonstrated
later on. Zero displacement perpendicular to the radial boundaries is used to en-
force the quarter of the gallery domain. Boundary conditions with respect to the
gradient of displacement, which can be used for enhancing the symmetry [Zervos
et al., 2001, Francois et al., 2014] with respect to the local second gradient model
is not used here. These conditions are only applicable in models with axes of
symmetry on the domain boundaries which does not apply to the general model
derived from the microscale computations. As a consequence, the double stresses
perpendicular to the radial boundaries are considered zero. This is once more not
consistent with the modelling of a full gallery.

An initial stress state at zero deformation is used to simulate the in-situ stress
state given in Section 1.4:

0" — [16.12 0

0 12,4} MPa (16.1)

The boundary traction related to the far-field boundary (blue) and gallery wall
boundary (red) have both a normal and a tangential component as an effect of
the anisotropic stress state. These components can be computed as the product
of the stress tensor o and the normal outward vector 7. The farfield boundary
traction (in blue) is thereby given by

15

field _
T; =0

n; (16.2)



16.2 Mechanical simulation of quarter gallery I 185

On the gallery wall, the boundary traction is gradually reduced until a support
of 77" = (0.3 M Pa is reached that acts normal on the gallery wall.

Tall = (1% — 6,73 ) (1 — A)ny + 8,754 (16.3)

The dimensionless time or loading parameter A is used to define the state of
unloading of the gallery wall, simulating the excavation. In-situ stress conditions
are maintained for A = 0 and the final gallery wall support ¢%“? is obtained at
A=1.

For the modelling of possible strain localization phenomena, the element size
has to be small enough to guarantee mesh independent results. Referring to the
observations made around the galleries of the URL (Section 1.4), the distinct
localizations that can be taken into account individually are those of the chevron
cracks as a homogeneous zone in the order of a decimeter wide. The extension and
shear fractures close to the gallery wall can only be modelled in a homogenized
way in a continuous zone of deformation.

With a minimum element size of 10c¢m (corresponding to 40 elements at the
gallery wall), the localization bands will be at least 30 ¢m wide. This can be
a reasonable first approximation of the width of the chevron cracks. A detailed
mesh is generated in a zone around the gallery up to 4 times the gallery radius
(10.4 m) as no strong deformations are expected outside this zone. In order
to apply a consistent farfield pressure, the total domain of computations was
extended to 50 m from the gallery center. Only a few elements were used to
model this zone, as the deformation and stress fields in this zone are expected to
be nearly homogeneous.

16.2 Mechanical simulation of quarter gallery I

The gallery excavation computation is performed using the calibrated REV 8
(Figure 14.3). For the calibration of the second gradient parameter, the compu-
tations of the biaxial compression are used, calibrating the local second gradient
model parameter D at a relatively low value of 40 kN, which in the setting of
unconfined compression would correspond to a final shear band of approximately
10 ¢m wide.

The unloading of the reaction forces on the gallery wall according (16.3) is
applied with convergence criterion on forces ey = 1 x 10~ and displacements
€u = 1 x 107%, providing well-converged solutions. The resulting fields of de-
viatoric stress and strain are shown in Figure 16.2. The deviatoric strain field
shows no strain localization in shear bands. Only the initiation of localization of
deformation is visible close to the upper part of the gallery wall. This zone shows
the highest deviatoric stress of the domain. When looking at the evolution of
the deviatoric strain with unloading, the integration points for the element at the
top of the gallery wall appear to have past the peak deviatoric stress just before
complete unloading (Figure 16.3).
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Fig. 16.2: Micro ’8: VM equivalent strain and deviatoric stress after gallery excavation
at A= 1.

This deviatoric stress peak corresponds with the maximum of deviatoric stress
of biaxial compression under low confinements, as for example observed for biaxial
compression at 2MPa confinement (Figure 14.4) and the doublescale unconfined
compression (Figure 14.10). The microstructure in this element shows only a
slight initiation of softening, with the early development of continuous paths of
interfaces in a state of softening.
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Fig. 16.3: Left: Deviatoric stress in the integration points in element 1600 (on top
gallery wall). Integration point 1 and 4 are closest to the gallery wall.
Right: Deformed microstructure of IP4 at A =1

The absence of strain localization in shear bands in the numerical simulation
after calibration of the mechanical behaviour is not in good agreement with the
observations of localized deformation in the field. An explanation for this absence
is not easily found and can be sought in different directions. A possible reason is
the incorrect representation of mechanical properties of the constitutive law which
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were not considered in the model calibration. The constant dilatant behaviour
with continued loading for example might not be representative for the claystone.
In combination with a relatively large internal length scale, this could lead to
an arching effect around the gallery, leading to a too resistant response of the
material.

16.3 Mechanical simulation of quarter gallery II

For further studies on the localization around the gallery excavation, an altern-
ative REV is calibrated against the experimental data. As a trade-off between
computational efficiency on one hand and accuracy in representing a material
with enough detail on the other, the number of grains in the REV is reduced by a
factor two with respect to the example given above. To avoid a too strong effect of
the heterogeneity of the grain stiffness with the reduced number of grains, homo-
geneous grain stiffness is adopted equal to the initial material stiffness mentioned
in literature (Andra [2005a] and the references therein).

From a series of 100 REVs with 20 grains each, the REV with the lowest an-
isotropy in the peak strength was chosen. This REV (REV 28, shown in Figure
16.4) was then calibrated against the experimental results from triaxial compres-
sion tests under 12 M Pa confining stress. The results of the calibration are given
in the accompanying table:

GREV [°] -80.0
solids: 20
E [GPa) 4.0
v 0.3
ki: [X 10720777/2] 1.0
0[] 0.18
interfaces:

f/n 0.125
D?/n 0.01
t’%” [MPa] 1.00

Fig. 16.4: Microstructure 28’ for the modelling of

Only a partial calibration with respect to experimental results was performed
for this microstructure. As for a given microstructural geometry the effective fric-
tion angle (as the pressure-dependency of the peak response) and the dilatancy are
difficult to control, not all parameters available from the experimental data can be
calibrated. The approach followed here is therefore to only calibrate against the
12 M Pa experimental results. It has to be stressed again that the comparison is
done between numerical results obtained under plain strain conditions and exper-
imental results obtained from triaxial compression tests. As the influence of the
Lode angle (or the intermediate principal stress) on the behaviour of the Callovo
Oxfordian claystone is not well known, an assumption of the failure criterion is
required to make a comparison. Although it was pointed out in Section 14.2 that
the biaxial compression can be expected to lead to higher peak responses than
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triaxial compression tests, the peak stress is here calibrated conservatively in or-
der to correct for the possible influence that the strong dilatancy might have on
the localization. For this reason, the peak stress response to biaxial compressive
loading is calibrated to significantly underestimate the failure load and thereby to
favor the localizations. The peak stress response as a function of REV orientation
is calibrated not to exceed the maximum of the experimental results (Figure 16.5).
With an effective friction angle that is higher than observed by experiments, this
leads to a material that is weaker than the COx under low confinement.

response biaxial compression [12 MPa]

deviatoric stress [MPa]
N
o
:

0 | | | | | | | | | )
0 -0.005 -0.01 -0.015 -0.02 -0.025 -0.03 -0.035 -0.04 -0.045 -0.05
axial strain

Fig. 16.5: Deviatoric stress response to material point biaxial compression at 12 M Pa
confining stress for different orientations 8 compared to the experimental
results obtained by triaxial compression tests.

Figure 16.6 shows the anisotropy in the peak response to biaxial compression
at 2 M Pa and 12 M Pa confining stress. The initial orientation of the REV has
been rotated —80° such that the maximum peak stress coincides with loading
in 0° orientation. It is clear that for all orientations, the peak strength of the
material is lower than the strength observed in the experiments.
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Fig. 16.6: Peak response to biaxial compression as a function of REV orientation for
confining stress of 2 M Pa (red) and 12 M Pa (blue).

Figure 16.7 shows the evolution of the deviatoric strain. For four stages, the
total deviatoric strain and the strain rate is plotted. As most of the unloading
at the gallery wall results in homogeneous deformation around the gallery, most
focus goes to the final 10% of the unloading, during which strain localization
takes place. From the plots of deviatoric strain, the following can be observed:

e Strain localization is triggered along the gallery wall, but the initial location
of localization of strain (visible at the top of the gallery, the point of highest
deviatoric stress in the early stage of unloading) does not necessarily lead
to the first localization bands.

e Bands are activated and deactivated during the evolution of deformation.
This is not related to instabilities of different solutions, but rather to the
evolving anisotropy of the material through the geometry of the microstruc-
ture.

e The localization bands appear to have preferential directions, instead of the
curved bands that are observed in the field or reproduced using classical con-
stitutive relations [Varas et al., 2005, Marinelli et al., 2015] or constitutive
relations from REV numerical simulations leading to a more isotropic ma-
terial response [Nguyen, 2013].

e The localization bands appear mesh independent and reasonably constant,
demonstrating the ability of the local second gradient model to properly
regularize the continuum for this complexity of constitutive behaviour. A
more complex behaviour with stronger fluctuations of material stiffness as
observed in the biaxial compression test with the REV in Flgure 14.3 will
lead to more variation in the dimensions of strain localizations.
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Fig. 16.7: Deviatoric (Von Mises equivalent) strain and strain rate for different stages
of excavation, simulated by the unloading parameter A.
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To further study the preferential orientation of the localization bands, deformed
microstructures are plotted for different points in different bands. These micro-
structures are given in Figure 16.8.

Fig. 16.8: Macroscale mesh with VM equivalent strain after unloading (A = 1) and
deformed microstructures for different integration points.

The pattern of interface softening and decohesion at the microscale is strongly
related to the mode of localization at the macroscale; each orientation of localiz-
ation at the macroscale corresponds to a specific pattern of the interface degrad-
ation. This can be traced back to the anisotropy in the post-peak response. Each
of the preferential orientations of macroscale localizations corresponds to one of
the valleys in the post-peak response domain.

For REVs with relatively low number of grains, the pattern of anisotropy is
already present in the peak stress and will for the better part correspond to the
post-peak anisotropy. This anisotropy (a material property) can be linked to the
initiations of the different localization bands.

16.4 Quarter gallery with hydromechanical coupling

In this section, the modelling of the gallery excavation is repeated for the case of
hydromechanical coupling, which introduces a time-dependency into the model-
ling framework. Even if the modelling of the excavation itself can be considered
as an undrained exercise, the dissipation of the (induced variation of) pore water
pressure after the excavation is a transient process.

The in-situ conditions are simulated for a gallery orientated in the direction of
the minor principal in-situ stress. This corresponds to the following initial stress
state for the modelling of the cross section of the gallery excavation problem in
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plane strain conditions :

0% = 16.12 MPa
09 = 12,70 MPa
%% = 0.00 MPa
p° = 4.70 M Pa

The modelling of the hydromechanical coupling requires the (loading) time
steps to be controlled carefully to guarantee a proper time integration and ap-
plication of the different loads. This leads to a strong increase in computation
time. To be able to perform these kind of computations, a coarser mesh is used
to reduce the computational cost of the total number of microscale computations.
To be able to properly capture the hydraulic pressure gradient of the dissipating
fluid pressure, the zone of square elements is extended to 50 m from the center
of the gallery and the full domain is extended to 200 m. Figure 16.9 shows the
mesh with the applied boundary conditions, where the number of elements along
the quarter circle of the gallery is reduced from 40 to 20.

Fig. 16.9: Mesh for HM-coupled computation of gallery excavation.

For the boundary conditions applied on the mesh in Figure 16.9, three groups
of boundaries are considered;

1) the gallery wall

pro= ptl-A)

T'L't = U:]S(l - Ainech)nj (164)

2) the farfield boundary

t 15

po=p
ut = 0 (16.5)



16.4 Quarter gallery with hydromechanical coupling 193

3) the radial boundaries

min; = 0

n; are the components of the normal vectors to the boundaries and X! ,_, and
)\;; the loading multipliers for forces and fluid pressure as a function of time.
Figure 16.10 presents the applied loading on the gallery wall, simulating a passing

excavation front at the plane of interest at ¢ = 14 days [Andra, 2013]

0 5 10 15 20 25 30
time [days]

Fig. 16.10: Multipliers A for the gallery wall boundary conditions as a function of time,
simulating the excavation front passing at t = 14 days.

For the regularization, the second gradient model with parameter D = 40k N
is used, identical to the mechanical simulation of the gallery excavation presented
in 16.3.

REV 28 with the constitutive parameters given in Figure 16.4 is used at the
microscale. For the coupling between the mechanical hydraulic opening of the
interfaces with the fluid problem, the minimum opening of the interfaces is defined
at 0.02 um and the relation a” = dAuy, /06u, = 1 mm (Equation (5.66)) is used
to introduce a physical length in the hydraulic opening. With these values and
an isotropic grain permeability k11,90 = 1.0 x 1072 m?, the initial permeability
of the REV is:

Qo _ [1:260.00
~ [0.00 1.28

} x 10720m? (16.7)

The (average) porosity of the grains is set at ¢ = 0.18. This results in an initial
fluid content of 180.56 kg/m?, including the effect of fluid compressibility and
interface hydraulic volume. A REV orientation of %Y = 0° is used. For this
reason, the specific modes of localized deformation can not be compared with
those presented in Section 16.3.

A first impression of the response to unloading is given by the physical conver-
gence of the gallery wall with time of the ground response curves [Brown et al.,
1983, Alonso et al., 2003, Lee and Pietruszczak, 2008]. This response is given in
Figure 16.11 for three points along the wall; the intersection with the horizontal
axis (0°), the vertical axis (90°) and the intersection of the gallery wall with the
diagonal (45°). The convergence during the first 28 days ~ (0.08 year) shows
strong resemblance with the mechanical loading parameter \,,ccn (Figure 16.10)
and indicates a predominantly elastic response to unloading of the gallery wall.
This elastic response is due to the close-to-undrained conditions of the material
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around the gallery. This can be verified by the pore pressure field after unload-
ing (t = 30 days), which is given in Figure 16.12 together with the Von-Mises
equivalent strain. With the exception of the gallery wall on which fluid pressure
is enforced to be zero, the fluid pressure is negative in the zones of higher de-
formation and reaches negative pressures as low as —4 M Pa. This negative pore
pressure as a direct reaction to the mechanical unloading of the gallery wall is
explained by the dilatancy due to the deformation of the material. This dilatancy
is a direct result of the opening of interfaces that is required for any macroscale
deformation other than that due to elastic deformation of the grains. The pres-
sure drop of around 8M Pa is in the range of the drop in mean total stress due
to the unloading of the gallery wall.
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Fig. 16.11: Gallery convergence with time: gallery wall displacement relative to gallery
center

The longterm response (1-500 years) corresponds more to transient behaviour,
with asymptotic convergence of points = 0° and = 45°, which can be related
to the dissipation of the fluid underpressure that allows further gallery wall con-
vergence through deviatoric (and therefore volumetric) deformation. The point
at 8 = 90° initially shows the same response, after which an acceleration with
time can be observed. This stronger convergence can be related to the (initiation
of) localized deformation close to this point. The activity of these localizations
can be observed at different locations, depending on the state of dissipation of
the negative pore pressures. Examples of this effect are given by the strain rate
fields in Figure 16.12 at times ¢ = 5 years and ¢ = 50 years. This time-dependent
response due to the pressure dissipation is strongly influenced by the dilatant
nature of the material. A consequence of formulating the microscale model such
that the dilatancy is high and pore volume can only increase with deformation is
that the development of negative pore pressures can not be avoided.
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Fig. 16.12: Response to unloading at t = 30 days, t = 5 years, t = 50 years and ¢t = 500
years.

16.5 Evolution of permeability

The evolution of the permeability with macroscale degradation is investigated
in this section. For this purpose, Figure 16.13 shows the distribution of the
individual components of permeability tensor k at the end of the simulation.
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Fig. 16.13: Permeability distribution at the end of the simulation for hydromechanical
coupling. Color scales are truncated.

The permeability increases in the zones of stronger deformation (close to the
gallery wall) as an effect of the opening of individual interfaces. The orientation of
the individual interfaces influence the orientation of the increase in permeability,
which introduces a strong anisotropy of permeability. The increase in permeabil-
ity as reported in literature (see Section 1 and Armand et al. [2014]) is not found
in the simulations. This can be explained by the two-dimensionality of the mi-
crostructure and the need for grain contacts in case of a compressive state of the
material. This prevents the development of continuous paths of opened interfaces
for the fluid to percolate from one side of the REV to the other and therefore
keeps the permeability low. An extension of the microscale model to 3D or the
introduction of an interface dilatancy effect to simulate the effect sliding inter-
faces with rough surfaces could introduced the effect of the three-dimensionality
of the pore network (see for example Massart and Selvadurai [2012]).

An exception to this restricted evolution of permeability can be found in some
REVs in the upper corner, for which excessive strains lead to complete decohesion
of the interfaces and a continuous opening of interface channels. This leads locally
to an increase of the permeability of several orders of magnitude, but the mode
of deformation in these elements is far from mesh-objective and the modes of
deformation ae not necessarily representative for the correct structural response.



17. MESOSCALE HETEROGENEITY; RANDOM REV
ORIENTATION

The effect of the orientation of the microstructure and the periodic frame of
the REV has been discussed in different sections above. Section 11.2 has demon-
strated that the orientation of the REV with respect to the macroscale introduces
anisotropy in the material behaviour, either as a desired effect, or as an effect of
the non-representativeness of the microstructure in the REV. In addition, the
influence of the periodic frame in the post-peak regime was demonstrated to play
an important role. In section 16.3 it was demonstrated that the combined effect
of microstructure and periodic frame leads to preferential orientations of shear
bands due to the anisotropy of the macroscale material behaviour.

The representativeness of the REV in the non-softening regime is easily ob-
tained by taking more and more grains into consideration and complies with
the classical definition of the REV. However, the increasing number of degrees
of freedom in the microscale finite element computations leads to an excessive
computational cost of the evaluation of the microscale boundary value problem.

In this section an alternative approach is followed to mask the effects of both
the low number of grains in the REVs and the periodic frame by introducing a
spatial variability of the configuration of the microstructure and orientation of
periodic frame. The configuration of the REV can be changed by means of a
variation of:

e realizations of the microstructure
e microscale constitutive parameters
e orientation of the microstructure
e orientation of the periodic frame

e a combination of these points

Furthermore, different approaches can be envisioned for the introduction of the
spatial variability, based on the spatial correlation between the parameters on
which the variation is applied. The introduction of this spatial correlation is
required to obtain mesh-independent spatial variation of material properties and
therefore a mesh-independent computation.

In a first attempt the only variation that is introduced is the REV orientation,
which is the most straightforward variation from an implementation point of view.
The variation of the orientation of the REV implies that the variation of the
orientation of the microstructure and the orientation of the periodic frame are
identical and only §%FV is changed. No spatial correlation is introduced, which
implies a certain mesh-sensitivity to be expected in the results as an additional
length scale is introduced by the size of the macroscale mesh. Nevertheless, the
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application of the local second gradient model will regularize an important part of
this mesh sensitivity and the internal length of strain localizations is maintained.

The REV orientation is defined randomly and independently in each integra-
tion point, as schematically presented in Figure 17.1. The values for 7" are
uniformly distributed between 0° and 180°.

Fig. 17.1: Macroscale enhanced finite elements with REV orientation %%V assigned
randomly to the integration points.

17.1 Microstructure REV

The microstructure for this test is given in Figure 17.2 together with the con-
stitutive parameters. The low number of grains leads to a concise finite element
problem to be solved at the microscale, which allows a detailed macroscale com-
putation with a fine mesh as well as small loading steps.

grains: 8

£ 1.0
n 1.0
solids:

E [GPa] 7.2
v 0.200
interfaces:

E() [GP&] 3.3
7™ [MPal] 5.0
o¢ 0.125

Fig. 17.2: Microstructure REV 184 with microscale constitutive parameters.

Figure 17.3 shows the material-point response to unconfined biaxial compres-
sion for different REV orientations §%FY. A small variation in the initial stiff-
ness can be observed, as an effect of the interface distribution. The orientation-
dependency in peak response to biaxial compression shows a combination of low
number of grains, periodic frame orientation and material anisotropy with a peak
of increased strength every 30°. The slopes of the softening branches of the
nominal stress response show relatively few variations between the different REV
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orientations, with 2 or 3 notable exceptions, related to microscale damage in a
single path through the REV.

A) o1 response curves B) peak response
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Fig. 17.3: A) material point response to unconfined compression for REV orientations
on a 10° interval. B) peak response as a function of REV orientation 6.

Two doublescale unconfined biaxial compression tests on a 38x 76 mm? sample
is are simulated by means of a regular mesh of 40 x 80 finite elements. Local
second gradient model parameters D = 100 N and D = 25 N are used for the
two simulations.

Figures 17.4 and 17.5 show ey 5 and €y p; for different stages of the simulation
with D. As an effect of the spatial variation at the intermediate length scale,
slightly heterogeneous strain fields are obtained from the first loading step on (in
the order of 10% in step A). Multiple incipient shear bands can be observed from
the point where the global response becomes non-linear in step B and C (the first
non-linear effects appear around 50% of the peak strength). The bands develop
at different rates until the peak of the global stress-strain curve is reached (step
D), where some bands stop being active and localized deformation takes place in
a few bands only. In the post-peak regime (Figure 17.5) only two active bands
remain and the demain outside these bands is unloading (hence the rate of ey s
is negative). These bands develop from the peak onwards, becoming narrower
and more distinct untill they reach a final width. Eventually, one of the bands
becomes inactive (between step F and G) and further deformation takes place in
a single remaining active band. It should be noted that no special measures were
taken to either trigger or stop the development of strain localization. This is fully
controlled by the material behaviour and its intermediate scale of heterogeneity
that was introduced through the random distribution of the initial orientation of
the REV.

In Figures 17.6 and 17.7 the results of the simulation for D = 25 N are presen-
ted. The fields of deviatoric strain and rate of deviatoric strain in the initially
linear part (step A) shows no difference with the simulation with D = 100 N and
has a spatial scale of fluctuation directly prescribed by the element size. Hetero-
geneity of deformation at a spatially larger scale occurs as soon as nonlinear re-
sponses are obtained (step B). The length scale of these heterogeneities is difficult
to compare quantitatively between the simulations for D = 25 N and D = 100 N,
but it can be observed that the heterogeneities for a smaller parameter D tend
to have a smaller length scale. Again, the incipient localization bands fade out
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during the continuous pre-peak loading (step C and D) after which a single shear
band develops from the point of peak response onwards (steps E-H). Due to the
smaller parameter D the band width is less wide. Moreover, only a single shear
band develops after the peak. As a result of the reduction of both the width and
the number of shear bands, snap-back is more likely to take place. Step H is the
last converged point before snapback and no solutions can be found without the

use of more advanced loading control algorithms.
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Figure 17.8 gives a magnification of the deformation of the shear band of the
simulation with D = 25 N. With a x10 magnification of the displacements, the
deformed mesh shows clearly that the width of the shear band is mesh-objective
with a width of about 6 elements. Nevertheless, smaller fluctuations in the dis-
placement fields can be observed at the level of the element, both as irregularities
in the mesh and as small local variations in the deviatoric strain field. These
fluctuations are the effect of the random variation of the REV at the integration
points and can be seen as an intermediate scale of heterogeneity with a length
scale that is directly related to the element size. The amplitude of these fluc-
tuations are determined by the anisotropy in the REV response, influenced by
both the microstructure anisotropy and the periodic frame effect in the post-peak
regime.

Fig. 17.8: Magnification of Figure 17.7H) at the point where the shear band touches
the domain boundary (displacements multiplied x10) with truncated ev s
colorscale.

The variation of the REV orientation has restored the isotropy of the material
at the macroscale, which has allowed the conjugated shear bands to develop,
as well as the reflection on the top and bottom of the sample. This does not
necessarily mean that the periodic frame effect has been resolved; the effect has
been masked by spreading out the response in all loading direction, but locally
still constrains the modes of deformation. In addition, the size-dependency of the
REV has not been resolved and the number of grains per REV still plays a role
in the (post-peak) response.

Nevertheless, the application demonstrates the capabilities of the doublescale
modelling approach in case the periodic frame effect and problems of microstruc-
ture representativity are resolved.

17.2 Microscale mode of deformation

The macroscale shear band can now be compared with the deformation of the
microstructure and the damage of the interface decohesion. For this purpose, the
deformed REVs along a cross-section through the shear band in the final stage of
both simulations is made (see Figures 17.5H) and 17.7H)). Along the cross sections
A — B and C — D, ten deformed microstructures are presented in respectively
Figure 17.9 and 17.10. As an effect of the variation in REV orientation, the
modes of deformation at the microscale are no longer unique to the macroscale
mode of deformation as it was observed in for example Figure 16.8. Due to the
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different states of deformation at the end of the simulations (steps H), the results
in Figures 17.9 and 17.10 can not be compared in detail.

el. 1627

el. 1628

el. 1629

el. 1630

el. 1631

Fig. 17.9: Deformed microstructures of integration point 2 for the elements 1629 to

1638 along cross section A — B (Figure 17.5H))

el. 1629

el. 1630

el. 1631

el. 1632

el. 1633

el. 1634

el. 1635

el. 1636

el. 1637

el. 1638

Fig. 17.10: Deformed microstructures of integration point 2 for the elements 1629 to
1638 along cross section C' — D (Figure 17.7H))

17.2.1 Comparison with experimental observations

Several aspects of the incremental strain fields show good resemblance with ex-
perimental observations. Figure 17.11 shows incremental deviatoric strain fields
(second invariant of strain increments) obtained from an experimental biaxial
compression test on a sample of Callovo-Oxfordian claystone under a lateral con-
finement of 12 M Pa [Bésuelle, 2015]. The fields of deviatoric strain increments
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for different loading steps are obtained from digital image correlation between
photographs taken before and after the loading step [Lanata, 2015].

Comparing the experimental results with the numerical results presented in
the section above, the following observations can be made in both numerical and
experimental fields of deviatoric strain increments:

e The deviatoric strain field in the initial (approximately linear) stage of de-
formation shows no spatial correlation, although a certain heterogeneity is
observed as small as the resolution of observation.

e With continuing axial loading, heterogeneity in the form of conjugated
bands start to develop well before reaching the peak stress response. This
heterogeneity starts to appear at the moment the stress-strain relation be-
comes non-linear. In the numerical simulations, this non-linearity is the
direct effect of interface cohesion softening.

e Towards the peak, some of these bands become inactive while others show
increased activity. The most active bands tend to prevail after the stress
response peak.

e Just after the peak only a few bands remain active, of which a single band
prevails.

The numerical results obtained with the random distribution of the REV ori-
entation indicates that for the accurate modelling of pre-peak heterogeneous de-
formation with incipient shear bands, the introduction of an additional scale of
heterogeneity can be of great importance.



17.2 Microscale mode of deformation 207

x10°
12
10
8
6
4
2
‘© 0
a 50
s 140,
%]
0.015 g 40
o
= 10
0.014
©
0.005 '§ 5
= 20+
©
o £
< O
30 < o} 0
. 14
6 0 L L L
5 0 0.01 0.02 0.03 0.04
4 normalized axial shortening [-] 10
3 —
2
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CONCLUSIONS PART IV

In this Part the developed model was calibrated against the experimental data of
available for the Callovo-Oxfordian claystone. Good agreement was obtained with
respect to the mechanical properties of material up to the peak response under
biaxial/triaxial compression tests, notably for effective Young’s modulus, friction
angle and cohesion. The model was shown to be capable of reproducing a realistic
anisotropy in the peak strength by introducing a weak bedding plane through the
preferential direction of grain orientation. However, obtaining perfectly isotropic
peak stress responses proves very difficult to obtain with only a limited number
of grains in the REV. Nevertheless, anisotropy in the response of the calibrated
REV falls within the experimentally observed variation as a combined effect of
anisotropy and reproducibility of the experimental test results.

The application of the calibrated model (including the heterogeneity of the
grain stiffness for the simulation of inclusions embedded in a clay matrix) in the
modelling of biaxial compression of a sample has demonstrated that computa-
tional difficulties can prevent an ’advanced’ analysis of the post-peak behaviour.
Different tools for studying possible instabilities in the macroscale behaviour were
demonstrated. Definitive conclusions could not be drawn from these studies, al-
though they gave more insight in the macroscopic complexity of the BVP.

The application of the method in the modelling of gallery excavation problems
has demonstrated that the calibrated model does not necessarily reproduce the
localization phenomena that were observed in the field. A further investigation
into the post-peak behaviour may be required in order to see if fundamental dif-
ferences in the global material behaviour can explain these discrepancies. The
use of a material with a ’conservative’ calibration of the material strength was
demonstrated to be able to capture the progressive development of shear bands
around the gallery. The effect of the post-peak anisotropy, introduced by a com-
bination of material anisotropy and boundary condition orientation, was observed
in the shape and orientation of the shear bands. This effect clearly points out the
need for a more representative post-peak behaviour.

The application of the model to the simulation of hydromechanical coupling
has demonstrated that the build-up and dissipation of (negative) pore pressures
can have an important effect on the initiation and progression of both the con-
vergence of the gallery wall and the development of localizations of deformation.
The evolution of the hydraulic conductivity is found to be relatively low due to
the remaining contact between the grains, which prevents the development of con-
tinuous percolation paths through the entire REV. This can be seen as a strong
effect of the microscale modelling in 2D.

The introduction of a random distribution of initial REV orientation shows
that isotropy can be restored by randomly distributing the orientation-dependent
effects of the material anisotropy and the periodic frame. This effect also restored
the unpredictability of developing shear bands as the anisotropy no longer con-
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strains the reflection of shear bands at the top and the bottom of the domain. The
introduction of an intermediate scale of heterogeneity, although directly defined
by the finite element dimensions, allows the initiation of multiple localizations of
deformation in the post-peak regime of biaxial compression tests, showing good
resemblance with experimental observations.
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Several novelties were presented in this work on the development, implementa-
tion and application of a finite element squared (FE?) model for hydromechanical
coupling: An existing microscale model for hydromechanical coupling [Frey, 2010]
was modified in order to meet the requirements of consistent computational ho-
mogenization. This modified model was used to fill a representative elementary
volume (REV) for modelling the local hydromechanical behaviour of a poromech-
anical continuum at the macroscale. The macroscale response to kinematical
loading of this REV was used to provide a numerical constitutive relation and was
implemented in a finite element code, coupled to an existing locals second gradi-
ent model for hydromechanical coupling Collin et al. [2006]. For this purpose the
method of computational homogenization by static condensation was extended
to the case of hydromechanical coupling to obtain the consistent tangent oper-
ator that relates a variation of the kinematics to a variation of the homogenized
response. A simple algorithm was then developed for generating periodic micro-
structures for a given set of grain shape characteristics. These characteristics
were used to calibrate the modified microscale model to the Callovo-Oxfordian
claystone, after which the calibrated model was applied in the doublescale nu-
merical simulation of the excavation damaged zone around a gallery excavation,
taking into account hydromechanical coupling. The ability to model strain local-
ization effects in was demonstrated in both academic examples and a (simplified)
engineering problem.

This Part gives the concluding summary of the work on these contributions and
gives in indications for further studies and improvements.

First order computational homogenization by static condensation, commonly
used for upscaling in purely mechanical micro-macro computations, was exten-
ded in this work to the framework of hydromechanical coupling and formulated
to meet the specific characteristics of the micromechanical model. Developments
have been detailed for the specific microscale model, although the general ap-
proach and formulation can be used for other steady-state microscale models for
hydromechanical coupling. Performance tests have demonstrated that the nu-
merical accuracy of this method in the macroscale Newton-Raphson iteration for
solving the macroscale nonlinear problem is of the same quality as that of its nu-
merical alternative of finite difference approximations by numerical perturbation.
Both theoretical and practical examples have demonstrated a significant gain in
computational efficiency.

The developed extension of computational homogenization for hydromechan-
ical coupling was implemented as an independent constitutive relation for local
hydromechanical coupled behaviour in a finite element code. The use of the model
in combination with a local second gradient constitutive law in a HM-coupled fi-
nite element formulation has allowed the modelling of strain localization without
mesh dependency.

A micromechanical material description with discontinuous grains and inter-
faces was used to fill up a REV to provide a computationally homogenized con-
stitutive relation for a macroscale poro-mechanical continuum description. The
formulation of the mixture theory of hydromechanical coupling in the poromech-
anical continuum at the macroscale, which in a classical formulation makes use
of a phenomenological expression of the behaviour of the mixture of both the
solid and the fluid phase, is now obtained by modelling the solid and and fluid
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phases separately at the microscale and using the homogenization of the response
to kinematical variations to obtain the constitutive relations. By this approach
the poromechanical formulation of the macroscale hydromechanical coupling is
obtained in a natural way and the description can therefore be based on physical
considerations of micromechanical interactions between the solid and fluid phase
rather than expressing the the hydromechanical coupling by phenomenological
laws. The evolution of pore space (leading to fluid storage) and permeability as
an effect of (micromechanical) deformation is controlled by the mechanical part
of the REV, as the pore channel network evolves under deformation of the REV.
This gives the means of modelling the anisotropic evolution of permeability as a
response to material deformation, based on specific configuration of the material
microstructure.

Examples have demonstrated that enforced deformation of the REV can lead
to an evolution of the hydraulic properties by means of a traceable evolution of
the pore channel network. The physical changes in the pore channel network form
the basis of the alteration of the fluid system of equations.

Although diffusive flow in the grains has been introduced to take into ac-
count transport of fluid mass through the clay matrix, the main advantage of the
presented model is the ability of modelling hydromechanical coupling based on the
interaction between solid and fluid phases rather than modelling a poromechan-
ical mixture. For the modelling of fluid transport through the (undamaged) clay
matrix, the diffusive flow model has to be interpreted as the homogenized result
of the underlying microstructure of clay particles and platelets. As the micro-
structure of the clay matrix is defined at a smaller scale than the microstructure
of the embedded inclusions, the clay matrix microstructure should either be taken
into account by separate REVs at a smaller scale (introducing a third scale to
take into account) or by a phenomenological law to represent the homogenized
effects of the microstructure on the (coupled) hydromechanical behaviour. As
the introduction of a third level of computations is unrealistic, the latter option
is chosen and a (uncoupled) description of a continuum with hydromechanical
behaviour is used to represent the homogenized behaviour of the clay matrix.

The approach of modelling the material as an assembly of grains that can
interact at their interfaces allows (in addition to a natural way of obtaining hy-
dromechanical coupling in a poromechanical continuum formulation) the intro-
duction of anisotropy in the mechanical behaviour based on the geometry of the
grains that form the microstructure. Although a further specification of aniso-
tropy would be possible by a variation of microscale constitutive relations, it was
shown that anisotropy in (initial) macroscale stiffness, peak strength and soften-
ing response can be obtained by a variation of the average grain size and shape
only. However, the anisotropy introduced by the material interferes with the an-
isotropy introduced by the periodic frame in case of softening behaviour. First
by the constraint of the low number of possible localizations passing the REV
boundaries (in case of REVs with a low number of grains) and later by the peri-
odic frame effect through the orientation of the periodic constraints on possible
microscale localizations of interface damage.

The application of the microscale model has demonstrated that the basic geo-
metrical distributions of the spaces of the inclusions can be easily reproduced by
means of a Voronoi-based microstructure and that REVs of restricted complexity
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can be calibrated against experimental data with respect to post-peak stiffness
and peak strength. This reproduction of the basic geometrical characteristics of
inclusions is of importance for the model to be useful in sensitivity analysis of the
material model and the influence of the variation of these characteristics could be
obtained by numerical simulations.

The doublescale modelling approach was successfully applied in doublescale
simulations of biaxial compression tests in both purely mechanical and hydromech-
anical formulations. Although the micromechanical constitutive relations, the
microstructure in the REV and the macroscale boundary value problem were re-
latively limited in complexity, the results serve as a good proof of concept for the
application of the finite element squared method for hydromechanical coupling
to academic problems. Its application to the modelling of gallery excavations has
demonstrated that the method can be applied to engineering problems when a
good balance between microstructural detail and computational efficiency is taken
into account, although the increased computational cost introduced by the mi-
croscale computations remains an issue. With respect to the computational cost
it must be noted that significant reduction in net computation time can be made
in case (massively) parallel computation is implemented. As the REV boundary
value problem has to be solved for each macroscale integration point individually,
the FE? method is very suitable for parallel processing.

The simulation of the gallery excavations has demonstrated that localized
strain response around the gallery is not evidently obtained with the microscale
model calibrated against experimental data, indicating that certain characterist-
ics of the material behaviour are not properly simulated and further development
of the model (on the microscale model as well as the doublescale framework) is
required. For future applications and development of the method, the follow-
ing points need consideration: Both the size and the orientation of the periodic
boundaries of the REV were statistically demonstrated to have an influence on
the post-peak behaviour, making the periodicity of the boundary conditions an
inherent property of the constitutive behaviour as soon as the periodicity of the
material is lost. This is one of the consequences of maintaining a continuum de-
scription in the post-peak regime of deformation, and a sound way of maintaining
a continuum approach is not readily available: Coupling between a microscale
with discontinuous microstructure and a macroscale poro-mechanical continuum
in the post-peak domain without relying on additional constraints such as the
(artificial) regularization by the periodic boundary conditions remains a major
challenge in the fully consistent application of the presented doublescale approach.
In the meantime, the periodic boundary conditions are used as the regularization
of the micromechanical behaviour. For further development of the method, the
following points can be formulated to serve as recommendations:

e A first point is to assess the issue of post-localized dependency of the REV
response on the periodic boundary conditions. A consistent and objective
way of maintaining the continuum approach is required for a proper use
with the second gradient model. A certain enhancement will be required
for this purpose, replacing the boundary conditions as a method for local
regularization.
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e For a certain phenomenon (either mechanical or hydraulic) to be present

in the macroscale behaviour, a micromechanical process must be present to
locally initiate these phenomena at the microscale. Plasticity in the mac-
roscale response was given as an example of these phenomena, for which
the introduction of a plasticity model at the interfaces was suggested in-
stead. In analogy with this example, additional characteristics of the ma-
terial behaviour need to be represented at the microscale and the microscale
constitutive relations should be modified to take these effects into account.

It was demonstrated that the doublescale modelling of localizations around
gallery excavations can be obtained with the presented model. It is clear
that the given examples do not contain the required level of detail at the
macroscale due to restrictions with respect to the mesh size and that the
micromechanical model gives a too strong variability with orientation. A
pragmatic approach for more realistic results would be to increase the num-
ber of elements at the macroscale and the complexity of the REV at the
microscale. This will have consequences on the computational load and asks
for a more time-efficient architecture of the code. In a first stage, this can
be obtained by a parallelization of the computations of the boundary value
problems on the individual REVs. Other approaches that can reduce the
total computational cost without such as adaptive remeshing, a combination
with reduced-basis methods, or the combination of the doublescale model
with a phenomenological model in regions of lower degrees of deformation.

For a more progressive evolution of the permeability under material de-
formation, the incorporation of additional effects that better capture the
three-dimensional nature of the development of connected pore channels
is required. These effects need to account for connected interface openings
throughout the REV, which currently are prevented due to the normal grain
contacts. The change from 2D to 3D in the formulation of the REVs might
contribute to the more realistic representation of the model, although this
will have a major impact on he computational load of the REV boundary
value problem, both through the increase in the number of degrees of free-
dom and the interconnectivity of these degrees of freedom, which reduces
the sparseness of the systems of equations to be solved.
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A. REV ROTATION

Between the definition of the macroscale strain state in the form of macroscale
deformation gradient tensor F™ and its application in the periodic boundary
conditions of the REV, the following corrections are made;

e application of initial REV deformation F° related to the initial stress state
o (FM0 =T1) #£0.

e the (rate-objective) rotation of the REV with respect to the global axis by
angle 97

e the decomposition into a symmetric stretch tensor U%FY and rotation
RREV

The different transitions are schematically presented in Figure A.1.

' ' '
M\ 3 ptot!_ 3! EREV! ' [IREV !
F r F FR=Ya U™y
l v l v 1 ' ' '
' . \ ' H '
. : : . RREV :
' h ' h ' h ' '
' ' ' ' ' ' | ' '

| H ' H : h -

: H inital stress 1 H REVinitial 1 \ small strain/ micro

' H deformation ' h orientation ' H large rotation computation
| H gradient tensor H 0<86'<180° H ' decomposition ; ;
l 1 Fn= ] ' 1 ' 1 FREV=RREVUREV ] 1
' H H H ' H i H
' H ' H . | ' H
: : : : : ! ! :
! CM ' ! Ctot ' :CREV ' ! c-REV-
' - . < ' < H H
Lo gt | gREV : o'REV

Fig. A.1: Schematic representation of local deformation gradient transformation before
application on the REV and the associated stress definitions

In the following three sections, the different operators with respect to deform-
ation gradient tensor F, stress tensor o and tangent operator 4C are given.

A.1 Initial stress deformation

The initial deformation gradient tensor F°, related to the initial stress state, is
taken into account by defining the total deformation gradient F°! as the macro-
scale deformation applied on the REV in initial state of deformation:

M 70
Fitht = Fip Fy; (A-1)
Under the assumption that F° = I, no geometrical correction is required for the
transformation of the stress state and

oM ~ gt (A.2)
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To be fully consistent in the linearization, the tangent operator is corrected for
the initial state of deformation:

Ci]"/j[kl = Cijk"l};ﬁn (A3)

Note: in the main part of this work, the correction for initial stress state was
kept out and a direct transformation between [|M and [|[®EV was made, which
corresponds to the case where FO =T and ¢ =0

A.2 Initial REV rotation

The REV is rotated with respect to the macro scale frame by an initial rota-
tion angle #7. For numerical simplicity, not the actual REV is rotated, but the
deformation gradient that is enforced on its boundaries. This means a rotated
deformation gradient tensor F%EV is defined, corresponding to the rotation of
Flot by angle 67, thereby introducing a reference frame are the macroscale and
one at the microscale.

X, X2 ‘XYz

X1 REV

REV macro REV micro

Fig. A.2: REV in the macro coordinate system (left) and the same REV as evaluated in
the micro scale (right). The transformation operation is the rotation by angle
6° of the enforced deformation (macro to micro) and the same rotation in
opposite direction of the resulting stress and tangent stiffness matrix (micro
to macro).

Defining a macroscale vector 2 and a microscale vector Z2FY | the rotation
of the deformation is defined by the rotation tensor R? as

M = RVZREV (A.4)
with

_|cos(f) —sin(6)
n [sin(@) cos(0) } (A-5)

This leads to the following transformation of deormation gradient and stress
tensor;

FREV — RHTFtOtRQ (A6)

oM = ROGREV ROT (A7)

Note here that in this rotation the stress is rate-objective, since the rotation R’
is constant. This allows a straightforward rotation of the tangent operator:

= R RjsC.55 R Rl (A.8)
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A.3 Polar decomposition for small strain-large rotation

A small strain-large rotation assumption is adopted at the micro level in order
to avoid difficulties with the continuity of stress state in and around the inter-
faces. This means that for the evaluation, the macro deformation gradient Fj;
(formulated in large strain and therefore non-symmetric) is decomposed in a pure
rotation R;; and a symmetric stretch Uy; according to

Fj = RixUy; (A.9)

A variation of the components of the deformation gradient tensor F' now becomes

5Fij = (sRikUkj + RikéUkj (A.lO)
When the stress Uf‘f corresponds to the deformation gradient Fj; we can define
the rotated stress state U;]REV that corresponds to the stretch U;;. The relation

between the two stress states is given by

ol = R0y "V R, (A.11)
and so;
6 = Ro'R” + Ro'R” + Ro'R” (A.12)

When we define the tangent moduli

do, ; .
Ciil = — 5ii = Ciipl F A.13
gkl 8Fkl or Oij JklL kL ( )
o’ .
/ ap -/ '
a = or Onp = Ca Uys A.14
B6 U5 B By ( )

we can find the relation between Cjj;; and C;Bv s by several substitutions using
the equations above. After some tedious algebra [Mathematica] we find that; ori

Cijki = RiaR;j3C., OUss ORap Rag (A.15)

— R R )
afys OF i3 OFy, Oaj JB OF}, Oai

o= (aR : F) oR"+R [40’; (w : Fﬂ R" + Ro’ (aR : F)T (A.16)

OF OF OF
or:
T IRia ' Uys , ORjg
kal = aFkl O—OzﬁR],ﬁ + Rla aBvs (SFkl Rjﬁ +R7«C¥Jaﬂ 8Fkl (A].?)
with:
dUys 1 ORw

oFy I, 99 (042 — 041) 8ysU12 + (1 — 646) (012U11 — 611U22)) + 041051 Rt
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(A.18)
scratch
(A.19)
and
ORio 1 ORio ORp (A.20)

OFy I, 00 00

where Iy is the first strain invariant tr(U), d;; is the Kronecker delta and 6 is the
angle of rotation represented by R.
With the symmetric stretch U,s enforced on the micro REV the resulting stress

ol 5 and tangent moduli C/ ; s can be rotated back to the correct orientation

ap
with equations (A.11) and (A.15) to correspond to the deformation gradient Fy;.
Following the same procedure, the hydraulic tangent operator and the coupling
tangent operators can be rotated from the symmetric configuration [[FEV to the

macroscale configuration [|M.



B. STEREOGRAPHICAL PROJECTIONS OF LOADING
INCREMENTS LEADING TO NEGATIVE SECOND ORDER
WORK

On the following page, the stereographical projection of the loading orientations
leading to negative second order work or Ae : Ag < 0 is given for the integration
points along cross sections A’ — A” and B’ — B” (Figure B.1) are given. The
figure gives det(A) < 0 to indicate the approximate position of the shear band.

A

Bl Bll

Fig. B.1: Crosssection along which the evaluation of negative second order work and
Ae: Ao <0
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C. INTRODUCTION OF DIFFUSIVE FLOW IN THE FREY
MODEL

For the developement of the diffusive flow in the grains, we will consider the
following :

e Fluid is compressible: p! = poexp(pt/k™)
e Grain pore volume is constant (small strain assumption)
e grain permeability is constant

This means that the solid part of the hydraulic problem does not change and only
pressure p is a variable, but the problem is nonlinear due to fluid compressibility.
The introduction of diffusive flow in the grains, requires to redefine the hy-
draulic problem and write it in a purely nonlinear problem that is solved iterat-
ively.
We define the following;:
= grain porosity (constant)
= fluid density
= sink term

= O™ 6

= fluid storage term [kg m 3571
In this chapter, all variables etc. are at the micro scale.

A short description of the introduction of double porosity at the micro level.
The new fluid system to be solved includes the original system of interfaces with
compressible fluid (no changes). In addition to that, a flui pressure degree of
freedom is defined in each node inside the grains. Diffusive flow of compressible
fluid inside each grain is taken into account. Interaction between the flow in the
grains and the flow in the interfaces is allowed by means of a ’connecting channel’,
basically a large connectivity term prescribing quasi-equal pressures on opposite
sides of the interface (see Figure C.1).

In the new fluid system, all nodes i; and n; shown in Figure C.1 have fluid
degrees of freedom. Nodes n; are the nodes that are part of the mechanical system
as well. Nodes 7; are the interface nodes, existing only in the fluid interface
elements.

Three types of hydraulic elements are distinguished;

e 2D porous elements for the grains, bounded by nodes n; (green surfaces)

e 1D fluid channel elements for the interfaces, bounded by nodes i; (blue thick
lines)

e 1D connection channel elements, connecting the interface channel system
with the grain porous media, between elements i; and n; (blue lines)
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N5

Fig. C.1: Hydraulic finite element discretization with nodes n part of the poromech-
anical elements and nodes i in the interface channel network. Connection
elements between the grains and the interfaces are defined connecting n and
i.

C.1 2D porous elements

Developments for diffusive flow in grains We start with the balance of momentum
for the fluid phase :

o t
lJrFiS/W,t
al‘i

and the mass balance equation for the fluid :

/ <Mtp* —m! gp >dQ - / Qtp*dQ — / gp*dl (C.2)
z;
Q Q

q

+p"g; =0 (C.1)

with @ a sink term and M the storage term. Because we are in steady state, this
will reduce to

a *

/ m; 3i_d9= / g'p*dl (C.3)

Q ’ T,
The mass flux m! is defined as a function of the true fluid velocity with respect
to the solid phase V;W/ Sit,

mylt — pw,t(p‘/iw/svt (04)
The constitutive law for the fluid reads:

. pw,t .
Pt = b (C.5)

Computation of the fluid mass flow, for the moment leaving out the gravtational
forces gives

wik (O,
i gt (B g et o
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Fluid mass density is given by

My = p™ 'ty (C.7)

g =mln; on T}, (C.8)

Let’s continue, for iteration from 71 to 72 :

/ mrt P g0 / g p*drT! = R (C.9)
3:52-
Q rst
op* (- . .
%(mlz—mll) dQ:—W 1 (ClO)
Q

under the assumption that § does not change... We can further rewrite this into

Ka T1 a * . .
/pﬂ; ;’x' ;;_dﬁ—/(flp dr = Wt (C.11)
Q (2 1 Fq
6p* 9 K 6p7'2 1 K 8p7'1 1
T T ——— ) dQ... = —WT 12
/Bazl (p @ O0x; P @ O0x; d w (C.12)
Q

We now define :

del — p7'2 _ pTl (Clg)

dpw,‘rl _ pw,T2 _ pw,Tl (014)

dQDTl _ s07‘2 o (PTI =0 (015)

dul* = u* —ul'=0 (C.16)

Taylor expansion and disregarding all second-and-higher order terms gives:

dp* K OpT! 1 K Odp™ 1

dp¥W ™ — wTi _— ~  |dQ=-—-R" C.17

/8@( P W 0xy tr o 0xy ( )

Q

where all terms related to volume deformation are ignored. Because we know
that

[

dpw,'rl — T

dp™ (C.18)

we can further rewrite into

8p* pw,rl K ap-rl 1 1K adp-rl 1
— dp” Wl ——— |dQ = —R" C.19
/&Ej( kv p Oz ptp u O0xy ( )

Q
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We now write in matrical form:

/[ (*17314)] [WTIHdPTl ]de 7RT1

Q
with
adpﬂ'l ap*rl
89:11 1 aaw 1
adp” Tl = [op”
[d (x, y)] e [P z,y)] dy
del p*rl
w, Tl K p Tl opT!
p Iz 0 kw o dxy
[WTI] = 0 wrle pY7  kOpTh
P m kY p Oxo
0 0 0

(C.20)

(C.21)

(C.22)

Finite element discretization on 4-node quadrilateral elements will give

1 1
node T /1/1 TTl WTI][TTI][ ]dfdn[ node] - WTl

[ node} [Kelem“dpnode] = WTl
with
71
(AP, = [TT[APE,)]
[dP(f 77)] [B] [dPnode]
and
dp‘(r%L_l)
dp(iq -
[dPnode] ~1d S’Tl’ 2
Plr141)
dp{Zy 41

The out-of-balance residual is calculated as:

W= (T [ BT ey = (P )

(C.23)

(C.24)

(C.25)

(C.26)

(C.27)

(C.28)

(C.29)
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¢; and @ are the nodal residual terms.
shape function :

N | . , o
NG = 21+ 676) (1 +&76). zi = NOa) (C.30)
OND 1)y 4 e
o6 T 15 (1+&52,83-4) (C.31)
(1)
Op AN aN®  gN®  gND @
[%i)l‘| = [3}9\[5(11) 8(19\/582) 816\,5(13) 8?\/6(14) @ eledb(2:3) (C.32)
852 352 362 6{"2 652 (4)

C.2 1D fluid channel elements

This type of elements are the elements that were present in the original version of
the code, modelling the flow between smooth quasi-parallel platens by means of
a 1D channel. The mass flow @%% in the channel between nodes i; and i; (i # j)
on position s is given by

() = —p(s)r() 22 (C.33)

with p(s) = exp (p(s)/k™) the fluid density, x(s) the hydraulic conductivity of the
crossesction of the channel at location s. Mass conservation in the channel re-
quires that w(s) is constant over the element and with the assumption of constant
pressure gradient over the interface it can be found that

@l = i pzo (exp (Z”) — exp (Z;)) (C.34)
exp (L& L_ds

with @%% the flux from node i; to node i; (mind the difference with what has
been written before...). This expression is summarised as

ot — ¢hlg ()\ii _ )\ij) (C.35)

When we want to solve only the fluid system of equations, the variable ¢ is
constant (x is only dependent on ;). This means that the variational expression
for 6w'% will become

’Ll’L7

datiti =

kw

op*i
(C.36)

(X0 — Nis o) | St — % [N =] {51)1}

If we now want to build a ’element stiffness matrix’ for the variation of fluxes dg¢*
away from nodes i;, we get:

) [ ] o a1
5q* —e2 N S22k | | 0p” '

kw
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to compute the net flow away from the nodes (for the residual in Newton-scheme),
the flow away from the nodes can be computed as

i1 u—)iliQ
RES

C.3 1D connection elements

For the coupling of the flow in the porous grains and the channel interfaces,
connection ellements are used for the exchange of fluid between the mechanical
nodes n; on the boundaries of the solid grains and the interface fluid nodes i;. An
arbitrary (large with respect to the interface channel conductivity) conductivity
is used for this type of channels, to allow large fluid exchange with a low pressure
gradient. Without defining the dimensions of the channel, the fluid mass flow in
the channel is given by

Ip(s)
0s

w=—kp(s) (C.39)

because we will choose k such that the pressure gradient is small and the length
of the channel is small as well, we can assume a constant density p(s) = p.
Conservation of fluid mass now requires the pressure gradient to be constant as
well, whichallows to write

w=—=" —p") (C.40)

with [ the length of our connection element. We now define a single parameter
K¢ such that

K* is chosen such hat it is large compared to the conductivity of the interface
elements connected to node i;. In this way the assumption of a small pressure
gradient can be justified. In this way we can write the variational equation for
the fluid mass flow from i; to n; as

(5@i‘ni — _KC((Spm _ 5p“) — [KC —KC] {gﬁnlz} (C.42)

for the variation of the fluxes away from the nodes we can write the element
‘stiffness’ matrix as

) i1 KC _KC 5} i1
{5;]711 } = |:_KC KC :| {55711 } (043)
C.4 Boundary conditions

The boundary conditions are enforced as follows;
At the beginning of each iteration, the pressure in the nodes at the top boundary
and left boundary are updated:

pt=p + ApREY (C.44)



C.4 Boundary conditions 243

After this, the element system of equations is build, the fluxes are computed and
the global system of equations is assembled. Equilibrium is checked based on
fluid flux. Convergence criterium is the norm of the residual fluxes (taking into
account periodicity) divided by the norm of the fluxes on the REV boundaries
(without periodicity). When the convergence criterium is not met in the curent
configuration p™', an update 6p™! is computed to correct for the residual nodal
fluxes ¢ 7L,

The degrees of freedom on the top and right boundary are reduced from the
system of equations using the following relations:

opT =6p~ dqt = —dq~ (C.45)

The reduced system is solved for the pressure update dp™' and the pressure DOFs
(including the reduced DOFs) are updated to find p™2.

1. Initiate arrays

2. Gather info on boundary conditions and inclusions : LDEXT
3. set PPEN = P_X(1)

4. LOOP to solve average pressure: WHILE |DP_AV| >1E-6

(a) LOOP to solve fluid problem: WHILE convnorm < 1E-6
i. ZERO arrays
ii. Update porepressure difference: P_top = P_bottom + DP_I
iii. Build integration point SOE’s solid elements: W
iv. Integrate SOE to solid element stiffness matrix: GELEM
v. Build interface element stiffness matrix: GELEM
vi. Compute solid integration point fluxes
vii. Integrate fluxes to find element nodal fluxes
viii. Assemble global system of equations
e for solid elements : GELEM— GFLUID
e for interface elements : GELEM — GFLUID
e for connection ellements : T — GFLUID
ix. Assemble residual fluxes: FRES — RFLUID
e for solid elements : FRES — RFLUID
o for interface elements : FRES --> RFLUID
o for connection ellements : expression --> GFLUID
x. penalize porepressure: GFLUID(n,n)+1, RFLUID (n)+PPEN
xi. Reduce system of equations
e transport follow DOFs to lead DOFs in GFLUID and RFLUID
e annul follow DOFs and fixed DOFs

e remove follow DOFs and DOFs: GFLUID — G, RFLUID —
FLUID

xii. Compure residual norm: CONVNORM
xiii. Check convergence

xiv. Solve fluid system [G]{dp} = fluid LU-decomposition and back-
substitution
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xv. copy lead DOFs to follow DOFs : FLUID — RFLUID
xvi. update porepressure

(b) END LOOP

(c) compute average pressure

(d) compute pressure diff: DP_AV

(e) update penalization pressure: PPEN = PPEN + DP_AV

5. END LOOP
pass info to existing module arrays
PPORE — QB

compute fluid mass M

© ® N>

M — SIGMB



D. COMPUTATIONAL HOMOGENIZATION FOR
CONSISTENT TANGENT OPERATORS OF THE FREY MODEL

The modifications of the Frey model into the model presented in this work has
been performed in several stages and several modifications were only made after
the full development of several transitional versions. One of these versions con-
tains only the adoption of small strain/large rotation for the mechanical system
and treats the hydraulic system in the original way of linearization in the expo-
nential of the fluid pressure A = exp(p/k™) and including the effective pressure
gradient over the REV and the drag forces acting on the grain boundaries. This
appendix covers the condensation routine for the computational homogenization
of the HM-coupled tangent stiffness matrix for this transitional version of the
microscale model. Not all details of the Frey model are repeated here and for
the details of the hydraulic system and its coupling with the mechanical system,
reference is made to the thesis by Frey [2010], see also Frey et al. [2013], Marinelli
2013].

First, some equations are repeated to state the relations between the macro
scale problem and the micro scale problem. These equations are used later on to
link the condensed rigidity matrix to the variables that link the micro and macro
scales . The computations for the condensation are described in different steps.
Parts of the code of the most time-consuming steps are given to show the code
and the non-zero profiles of the matrices involved in the condensation are given.
The computation time of the different steps of the condensation routine are given.
They show which parts of the routine take the most computational effort.

In addition to the presented approach for condensation, an alternative way
is described as Method 2. The different approach to the condensation of this
Method 2 avoids the problems that make Method 1 so slow.

D.1 Preliminaries

The microstructure that will be used for the examples is given in figure D.1. To
deal with the renumbering of all types and subsets of degrees of freedom we define
the following notation, which corresponds to the
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@) 3

(1) (%)

Fig. D.1: 120-elements REV mesh used as example.

variable value indice notation
NITI no. of fluid nodes 120 it,jtkt,...

NICO no. of interface elements 128 ic,jc.ke,...
NELEM total no. of elements 384 ie,jeke,...
NGAUC no. of int. point interface el. 2 igt,jgikgi,...
NPOIN no of nodes mechanic 441 ip,Jp,kD,-..
NNODE no. of mechanical nodes per element 4 in,jn,kn,...
NNODF no. of hydraulic nodes per element 2 if gf.kf,...
NDGOF no. of mech. deg. of freedom 882 id,jd.kd,...

To address nodes that are located at the boundaries, an additional letter is added:

: top boundary
: bottom boundary
: right boundary
: left boundary

~ 3 O

In this way, the displacement of a mechanical node on the top boundary will
be either u”* or u’, the fluid pressure on a hydraulic node on the right bound-
ary will be p®.

In addition, the following sets of DOFs will be used:

d : dependent DOF's : located on the top and right boundary and corner node (3)
i : independent DOFs : all but the dependent DOF’s

p : prescribed DOFs : located on the corner nodes (1), (2) and (4)

f : free DOF’s : all independent DOFs except the corner nodes

The indices for nodes and elements will be written in superscript, a comma will
be used to separate these indices. The indices for dimensions (i, j, k, ...) will be
written in subscript. To give an example, the variation of the interface element
volume as a function of the variation of the displacement of its corner nodes can
be written as:

avz’c

ic,in
ou,”

(D.1)

Matrices will be written as [A] with components A%/, column vectors as {A},

the combination of column vector {A} and {B} as , a vector as @ with

A
B
components a;, a second order tensor as a with components a;;, a fourth order
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tensor as *A with indices Aijki-

List of variables

f (nodal) force

ﬁp (nodal) normal force on interface boundary by fluid pressure in the global frame
ﬁ (nodal) tangential force on interface boundary by fluid pressure gradient in the global fran
g gravitational acceleration

m; fluid mass flux in direction ¢ (macro)

P (nodal) fluid pressure

D REV average fluid pressure

pM macro level fluid pressure (= p)

Ap fluid pressure difference between opposite REV boundaries

q't net fluid flow at fluid node it: nonzero at boundaries

Q = [Q%;QP] boundary fluxes; first component is fluid flux over left REV boundary, second over right
U; (nodal) displacement

z (nodal) position vector

[Csym] 7 X 7 consistent tangent stiffness matrix in coordinate system x
CTE* 1/k

Fij Deformation gradient tensor component

M fluid mass per volume (macro)

M fluid mass variation per unit volume (macro)

R;; Rotation tensor component

Usj Stretch tensor component

1% volume in general

Vicigi fluid volume related to interface integration point

1% total fluid volume

VREV total volume of the REV

10} element conductivity term

K19 element conductivity

A exponential fluid pressure term A\ = exp(p/k®), \2P = exp(Ap/k¥),...
P density

pv fluid density

ag\f Cauchy stress components at macro level

o Cauchy stress components at micro level

w interface element fluid mass flux from node 1 to node 2

Ay, normal opening of interfaces

r boundary domain

[int internal boundary domain: interface boundaries

et external boundary domain: boundaries of the REV

Q general volumetric domain

Qv fluid domain

D.2 Balance equations and definitions before condensation

Stress

The definitions of the homogenized quantities that form the coupling between
the macro scale and the micro scale are defined here, starting from the balance
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equation

anj

633]'

=0 (D.2)

when no external (body) forces are considered. The definition of the macro stress
oM as the integral over the micro stress o™ is written as a result of the small-

strain assumption:

1 m

QREV

Application of the divergence theorem provides an integral of the boundary trac-
tion over the domain boundaries:

1 1 - .
M _ m _ ext = nt =
o ——V/O' av 7 /( T)ds + /(f T)ds (D.4)
Q

ext Tint

with I'®®* the REV external boundary and I'™** the internal boundaries on which
internal forces are acting. These internal boundaries are the grain boundaries.
Because of the small strain assumption and antisymmetry of the cohesive and
normal fluid forces, the only internal forces that need te be taken into account are
the fluid drag forces f D, acting on both interface sides. The other forces acting on
the interface boundaries are antisymmetric and therefore cancel out under small
strain assumption. When the integral above is discretized, the following equation
for the macro stress is found;

1 ip i ip i
of =yEev | 2 fEp+ X filal (D-5)

ipelext ipelint

Under small strain assumption, variation of this expression gives:

1 ip, i ip, i
b = prmv | Do OfTaf+ D0 dfilal (D.6)

ipGFezt ,L'pel"int

Fluid terms

The flux w'® in interface element ic from fluid node 1 to fluid node 2 is calculated
by

¢ic()\2 _ )\1) — (D.7)

with ¢ = ¢(ui") the element conductivity term dependent on the displacements
ui™ of interface element nodes in and A/ = exp(p'/ /k) the pressures in interface
element fluid nodes if. w is the flux in terms of fluid mass.

Conservation of fluid mass in the steady state micro problem requires that the
sum of the fluxes towards any fluid node is zero, which gives the conservation of
fluid mass in the fluid nodes as

Z wicon _ qit =0 (Dg)

icon
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with icon the interface elements connected to the fluid node it. For the fluid nodes
on the boundaries, the sum of the opposite fluid nodes equals zero. The fluid mass
fluxes Q¥ and QP over the left and bottom REV boundaries are defined as the
sum over the nodal fluxes ¢* on these boundaries;

QF = ) ¢ (D.9)

itlel'
QF = Y ¢® (D.10)

ithel'B

with T'F and T'B the left and bottom boundaries of the REV.
The fluid mass per volume M is defined as

1 1 e
M= o / pUdv M = gy, VIOt (D.11)

Quw ic,ig1

with Q¥ the fluid domain and VFFV the REV volume. The volume V%" is the
volume corresponding to the normal hydraulic opening Awy at the integration
point igi in interface element ic.

Variation of equations (D.9),(D.11) gives

C,igi

SM = Z szc 1gz 1]1 +Z Z Vzc 191 gp;tg (5 jt (D12)

ic,igt ip jt ic,igi

=>. > tp DED DD 6q (D.13)

ip ztlEFL J jt ztbel“L

(D.14)

SIDI s> Y

]t
ip ztbeFB j jt itbel'B p

Input/Output variables

From the periodicity conditions and the coupling between the macrolevel and the
micro level, we have the following relations with on the left hand side the micro
scale variables and on the right hand side the macro scale variables. :

(5u£c)/x§-c) — (5UM (D.15)
3;0
Ap, /2P = D.1
N (D.16)
opM
Apy/atd = D.1
0Aps/xs 68@ (D.17)
é(vlw/ pdv)5ﬁ = o (D.18)

Uijy is the stretch % at the macro level . p is the REV average fluid pressure
J

at the micro level, which is equal to the local fluid pressure at the macro level.
Apq is the pressure difference between the right and the left boundary. Aps is



250Computational homogenization for consistent tangent operators of the Frey model

the pressure difference between the top and bottom boundary of the REV. Note

that on the left hand side x?) and x§4) are constant (small strain assumption)
but that V* can evolve with time.

The flux over the boundaries Q¥ and QP can be related to the macro flux m
by

QY = mi(as) —af) —ma(al? — 2tV) (D.19)
Q" = mae? —at") —mi(af?) - 3" (D.20)
(D.21)

With xgl) = xél) = 0, small strain assumption and some rewriting this gives;

1

m = Epv <x0§2)QL +:c§4)QB> (D.22)
1

M2 = YRRV <x0§2)(QL+x;4)(QB) (D.23)

The variation of the fluid mass with time M is computed as the finite difference
approximation over the time step. For a time step At from t" to t"*! we have:

n41 n
w1 MY — M

M? D.24
Az (D.24)
Because M*" does not change, the variation of this equation gives
b OMTT
5Mt +1 — (D25)

At

Because the time step is not part of the computations at the micro level, the
devision by the time step is done at the macro level. The output of the micro
level therefore only contains terms for Mand not M.

The relation between o and the micro-scale variables is given above.

Combined

The goal is to find the 7 x 7 consistent tangent stiffness matrix [A(7,7)] for the
macro scale that holds the relation:

Oy, 003
[Axn] § 22— ¢ = om (D.26)
spM oM

Subscript « is used here to indicate that this is the consistent tangent stiffness
matrix with respect to the z-coordinate system in which the deformation of the
REV is symmetric. Equations (D.15)-(D.18) will link the left hand side to the
nodal variables. Equations (D.6),(D.11), (D.22) and (D.23) will link the right
hand side to the nodal reactions.
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D.3 HM-coupled condensation: Method 1

Based on the definitions of homogenized macro response in the section above, the
first homogenization procedure for the tangent operators is given in this section.
This method was introduced in Eijnden et al. [2013] and repeated here in detail
with focus on the numerical implementation. The method is presented in 8 sub-
sequent steps in order to demonstrate the computation time, which can become
a major drawback of this method.

Step 1 : initialization

Declare dimensions of matrices, memory, etc. This part only concerns the pro-
graming part of the code.

Step 2 : assembly of partial derivatives

A preparational part of the subroutine computes the following partial derivatives
that will form the building blocks of the matrices used in the condensation. These
equations are written in discretized form, directly relating the nodal degrees of
freedom and nodal reactions. These partial derivatives concern the hydraulic and
coupled terms. The mechanical system of equations has already been obtained
while solving the micro problem.

The following matrices of derivatives are constructed:

68‘1/;’39 dVdu_e(ic,ig,j,i) (D.27)
aAaZ”szg dDUndu_e (ic,ig,j,1) (D.28)
g‘;ﬁ dVdu (id) (D-29)
%fic dCTEJKAP (ic) (D.30)
Ok L
FIoRE dKAPADUn_e (ic,ig) (D.31)
i“;: dphidu_e(ic,j,i) (D.32)
o' dphidu(ic,id) (D.33)

ouid
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Ow'®
apicjf

awic

auic,imi

9Q;

auid

9Q;
ap'it

apico,ig
apit

oM

Ouid

oM
apit

8F 1c,in
P;
apizl:,if

anid
apit

ic,in
afti

aui_c,jn
J

aftid
Ouid

aftzco,zn
8pico,if

6ft id
apit

dwdp_e(if,ic)

dwdu_e(in,i,ic)

dQdu(i,id)

dQdp (i, it)

drhodp(ic,ig,it)

dMMdu (id)

dMMdp (it)

dfndp_e(ic,in,i,if

dfndp(id,it)

dfDdu_e(ic,in,i, jn,j)

dfDdu(id, jd)

dfDp_e(ico,in,i,if)

dfDdp(id,it)

(D.34)

(D.35)

(D.36)

(D.37)

(D.38)

(D.39)

(D.40)

(D.41)

(D.42)

(D.43)

(D.44)

(D.45)

(D.46)
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Step 3 : build global system of equations

From the mechanical part of the code, a complete mechanical system of equations
is available;

o 3fid
id,jd mech
Gme]ch - Auid (D47)

in matrix notation, this will give:

[Gmech] . {671'} = {5fmech} (D48)
with dimensions
[Grecn] : NDGOF x NDGOF
{6u} : NDGOF

{6fmeen} : NDGOF

The forces f,‘fech contain the nodal stress equivalent forces and the interface
cohesive forces. Using the partial derivatives defined in Step 2, this mechanical

system of equations is extended into a HM-coupled system of equations [G]:

[G] {5“’} = {{g (D.49)

|:8f'm.ech 7 d@} [7%7 afp]

ou ou op Op
Gl=| [-9Y] |21 ] (D.50)
R
ou Ip
Dimensions :
. NDGOF+3xNDGOF+NITI
{u} : NDGOF
{p} : NITI
{f} : NDGOF
{M} 1
@ = 2

This assembly of the coupled global matrix includes the summation for obtaining
Qi and M.

Step 4 : Compute transformation matrix T_p

A transformation matrix is needed to eliminate the pressure degrees of freedom p
from the system of equations. This transformation matrix [T},] is the incremental
relation between the nodal fluid pressures p?* on one side and the mechanical
nodal displacements ¢, REV pressure difference Ap; and REV average pressure
p on the other:

ou
[Tp) {0p} = { 6Ap (D.51)
op
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This means that [T},] has dimensions NDGOF + 3 x NITI. In the original code,
the following hydraulic system of equations is solved [Frey, 2010]:

[@{A} = ([2u] + [®a]) {2} = {0} (D.52)

Matrix [®] has dimensions [NITI x NITI] and contains 2 types of equations.
This system therefore can be written as a sum of two matrices, each containing
one type of equations. In this way we have;

e [®,]: containing terms ¢ for equations ¢*“(\i¢2—\1) = ( with >

ic connected to it
0

e [®A] : containing the constraints on boundary conditions : A\ \AP2 — \itt —
0 )\itl)\Apl _ )\itr =0
K

w is the flux in the interface element from local hydraulic node 1 to 2. Equa-
tion (D.52) is the singular system for which one value of A needs to be fixed by
penalization in order to have one solution. For the homogenization, this pen-
alization will not be used. Instead, an additional incremental relation for the
average fluid pressure is added to the system. With ¢ the conductivity terms of
the interface elements and \* the exponential pressure terms at the fluid nodes
(A = exp(p/k™)) we have; @, = ®,,(¢) and ®p = P (A\2P). Variation of equation
D.52 gives:

DR} + [@[{0A} = ([0@] + [0@A]]) {A} + [@]{dA} = {0} (D.53)

This can be written as

Ot 9pic - . IR OND : 1.0 O
w i 7 i AD jt (bzt,jt kt _
Z ( o7 (911,“16“ + DE aA;ﬁj(S D | A +J§k:t Tp’“ op 0

ic,jt,id

(D.54)

This singular system needs one additional equation in order to be solved and this
equation is given by the definition of the average pressure. The average pressure
P is calculated as the integral of the fluid pressure over the fluid domain divided
by the fluid volume. Discretization gives

B Z Z Vic,igpic,ig
p= =i zng (D.55)
variation of the average fluid pressure can be written as
_ 1 OVY g
p= - (Vw)2 Z <and5uzdpzc,Lszc,zg)
ic,ig,id
1 8pic,ig . o
+ Ve Z < apt 5p”Vw’lg> (D.56)
ic,tg,it

1 ic,i oVicis id
o 2 <P g 0 )

ic,ig,id
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or

1 o aviqig _avw ; 1 iei ) ic,ig ; ~
Ve Z Z <Pw’lg Juid ) — pauid ou d—l—Vw (V ' gigpit > Sp't = op
id

ic,ig ic,ig,it

(D.57)

This equation is added to one of the equations in (D.54), preferably the equation
that was previously used to penalize one nodal pore pressure. This will be fluid
node it = itpe,. When we now switch over to matrix notation, equation D.54 can
be written as :

ou
A1) 5Ap § = {0} (D.58)
dp

Matrix [A;] has dimensions NITI x NITI 4 NDGOF + 3. In the same way, using the
partial derivatives given above, equation D.57 can be written as

ou
[A2] { 0Ap » = dp (D.59)
op

'Matrix’ [A3] has dimensions 1 x NDGOF + 2 + NITI. Adding [As] to [A;] will give
[Ag]:

0
ou 0
[As]  6Ap p = q P (D.60)
op 0
0

Partitioning [A3] = [A B (] gives

0
ou 0
[[A] [B] [C]]{dAp, ={D}ip {D}=q1p (D.61)
op 0
0

with dimensions
: NITI x NDGOF

NITI x 2
NITI x NITI
NITI

SESEES
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isolating {0p} gives:

ou
{op} =1C17" [-[4] {D} —[BI]q op (D.62)
6Ap
which means that [T),] can be defined as
(L) =[C17" [-[A] {D} —[B] (D.63)
The fluid pressure DOF's are eliminated using the matrix [T},];
ou of
K] = [G] [“[”T[ﬂ K] 6p b ={sM (D.64)
P 0Ap om
with
[I] : [NDGOF x NDGOF] :  identity matrix
0] : [NDGOF x 3] : zero matrix
[K] : [NDGOF +3x NDGOF +3] : matrix for new system of equations

Step 5 : Elimination of dependent DOFs

This step starts from system of equations

ou of
[K]< 0p p =(0M (D.65)
0Ap 0Q
The periodicity conditions for displacements are:
ulipt = uszb + u(4) — um
uZpr — u;pl + u§2) _ ugl) (D66)
ugs) _ ugz) I u§4) B Uz('l)

with ipt, ipb, ipr and ipl the nodal numbering for nodes on the top, bottom, right
and left boundary of the REV and (¢) the numbering of the corner nodes given
in Figure D.1. These conditions are used for the elimination of the dependent
degrees of freedom (those on the top and right boundary and corner node (3)).
This elimination entails the distribution of the dependent left hands side of (D.67)
over their three dependencies at the right hand side of (D.67), which makes the
dependent variables obsolete in the system of equations.
For the forces, the periodicity conditions read:

Sfrt = _gpivb
ST = s f (D.67)
(D.68)

and for the homogenized macroscale stress tensor, the following summation is
required as constraining condition;

S0PV = / S fixjdl (D.69)
Iy
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with " the boundary of the REV, f; the traction forces acting on the boundaries
and z; the coordiates at which the traction forces act. After discretization, this
corresponds to the summation of the nodal forces f;pt,f;pb, s fi(4) and their

ipt _ipb

Thal : : : '
conditions, the second term in the integral disappears (ffptéx;pt = —f}pbéx;-pb,
f:préxj»pr = ...). Parts of the first term of the right hand side of equation (D.69)
can be written as

corresponding coordinates x . x§-4). Because of the periodic boundary

(Sf;ptl';pt _ 5fipt (mzpb + 11754) _ .2751)) (D?O)
5fiipr$§pt _ 5fipr(x::pl + xl(?) _ xl(,l)) (D.71)
5fi(3)x§3) _ 5f(3)(x§4) +l’§2) xz(l)) (D.72)

(D.73)

This means we can add the dependent boundary forces to the independent bound-
ary forces without changing the result of equation D.69 and in the meantime elim-
inate the variation in reaction forces by defining a reduced reaction force column
vector {f*}:

OFT = [P o (% 0)

OFFT = SIS (= 0)

6fi*ipb — 6fipb + (Sfipt (% O)

OF = T o (= 0)

5fi*(1) — 5f(1) _ 5f(3) — Z 5f;pt — Z (szpr (D.74)
ipt ipr

5fi*(4) — §f(4) + 5f(3) 4 Z §fipt
ipt

5fi*(2) — 5f(2) + §f(3) 4 Z (Sfipr
ipr

In this way, the variation of the dependent boundary forces are taken into account
in the {df*} and the dependent DOFs are eliminated from the system of equations
when the same additions are done for the rows of [K] in equation (D.65). The
result is the reduced system of equations containing only independent variables
and reaction:

[K*{oU" } = {oF™"} (D.75)

with {U} the independent DOF’s (all except top/right boundary and corner 3),
the average fluid pressure p and the pressure difference over the REV Ap;. The
column vector {§F'} contains the variation of the independent nodal forces, the

variation of the mass in the REV § M and the variation of the mass flux over the
boundaries §Q);.

Step 6 : The actual condensation

{6UT} and {§F'} are partitioned in prescribed (?) and free () DOF’s:

K*pp gPf] (P oF*P OF*P
|:K*fp K*H:| {Uf} - {5F*f} = { 0 } (D76)
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with

st sul

5 duy)

of Suy”

s5f3 sul’)

{5F*p} = 5f;(4) {(5Up} = 5’(1,(14)

of5 duy”

6Ap, Q"

AN iQP

5p SM

The partitioning is actually taken into account in the numbering of the DOF’s
and therefore does not take any special operations in the code.

In a balanced REV, the nodal forces on the free nodes { F*'} are equal to zero.
This enables the condensation on the prescribed DOFs to

[S]{6UP} = {6 F*P} (D.77)

with
[S] = [K*PP]— [K P[]~ K] [Kiemp] = (K] [KP]
(D.78)

To find [S], first the matrix [Kiemp) = [K*|71[K*P] is computed by solving
[K*H)[Kemp) = [K*P]. This is done using LU-decomposition and backsubstitu-
tion. Once the term [Kjyey,yp| is calculated, the nodal stiffness matrix [S] is found
by a simple mulpiplication:
[S] = [K*PP] — [K™P7] % [Kyemp) (D.79)
Solving the system to find [Kyep,,p] is the main cause of the high computation
cost of the condensation routine. Looking at the profile of the matrices involved
(see figure below), makes clear why; matrix [K*/f] has hardly any zero values.
For this reason the computational homogenization procedure above is a compu-

tational inefficient way to obtain the consistent tangent operators for the hy-
dromechanical coupling (see below).

Step 7 : system of equations for drag forces

A matrix for the system of equations for the fluid drag forces is build:

[Gp] {(;Z} ={0fp} (D.80)

This is done using the partial derivatives dfDdu(id, jd) and dfDdp(id,it) defined
in Step 2

Using elimination matrix [T,,] defined above, the pressure DOFs are eliminated
just like we’ve seen before:

ou
0] = (6 [ Kol { 0t =100} (D8
op
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The dependent displacements can be eliminated from system of equations [Kp]
using the periodicity conditions of the boundaries similar to Step 5. Partitioning
in prescribed and free DOFs then gives the following equation

Ky K] {ggi} = {0fp} (D.82)

with {6Uf} and {§UP} as defined above. The programming for this elimination
of the dependent DOF's is exactly the same as described in Step 5.
The condensation in Step 6 has shown that

{0UT} = —[Kiemp){6UP}. (D.83)
This means that we can substitute for {§U/} to find [Sp] as

[Sp] = [KF) = K3 [ Kem) [Spl{oU”} ={éfp} (D.84)
the dimensions of [Sp] is NDGOF x 9.

Step 8 : find the tangent stiffness

From above we have the relation

1 ex 1 in
boyy = VREV /6fi txjdr"‘m / o fi™ ;T (D.85)
Text Tint

After discretization, f£*! is given by the prescribed forces f; (1:24) 4 {F*?} in
equation D.77, fi" is given by the drag forces fp.’ in equation D.84. This means
we have;

1 *(C C 1 7 7

c=1,2,4

with corner node forces f: (©) as the only external boundary forces and fp Ep as the

only internal boundary forces. Substitution of § fi* © and § fp; using equations
(D.77) and (D.84) will give the relation between §o™ and JUP. Using equations
(D.15)-(D.18) allows to substitute the components of §UP for the variables of the
macro scale (stretch U;;, pressure gradient V,,,p and average pressure p).

For the mass flux Q¥ and Q¥, equations (D.22) and (D.23) give the relation with
the macro scale mass flux 7.
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To repeat all relations, we have:

sl = sUuM sUM e
Uy 11 9501 )+ 1237
opM (o) Op (2)
0A =
P1 axi\/fﬂﬁol +8x§” 02
M @ WM
0A =
D2 azi\/fﬂﬂol +8x§” 09
soll = e (350wl + 07 P 4 65 Vg
1 * *
solf = e (0 1)+6f1(2 w0 + 67 VoY)
1 * * *
bodl = e (05 Vaol? + 05 >+5f2<4>x0§4>)
1 * * *
608t = e (050t + 055 wef? + 35 Va0l
1
by = e (@l + Qo)
1
bma = gy (@l + Q7o)

(D.98)
(D.99)
(D.100)

(D.101)

When using the symmetry in the Cauchy stress tensor, the substitutions men-
tioned above can be performed by the multiplication with a transformation matrix

[T:]:
1 T 1 T
[Coym] = W[Tm] [SN[T:] + W[%] [Sp][T]
with
[ l‘o% 1‘0% 0 0 1
0 0 xo% xoé
ZL'()% Ioé 0 0
0 0 z0f o3
[wo] =
o1 -1 Z0o -1 0 0
0 0 ,To{vil Qioévil
.Iojlv xoév 0 0
L O 0 $01 J)oév 1

(D.102)

N = NPOIN

(D.103)
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and

Ty )

0
0
0

o o o

Ty xél) 0 0
0 0 mgl) xgl)

xgz) ch) 0 0
0 0 2 .2

x§4) :rgl) 0 0
0 0 :1754) zg4)

o o O
o

0 0 0
0 0 0
0 0 0
0 0 0
0 0 0 (D.104)
0 0 0
.Z‘§2) xéQ) 0
x§4) xgl) 0
0 0 1]

Note that the matrix [Sp] only concerns the first four (related to the stress)
lines of stiffness matrix [Csym], the zeros are added to make the matrices fit.
Furthermore, for a rectangular REV with two boundaries on the axes most of the
terms in [T;] will be zero.
Once consistent tangent stiffness matrix [Csy,] is determined, it is rotated back
to the macro coordinate system in a separate routine, together with the resulting
stress and fluid flux.

D.4  HM-coupled condensation: Method 2

Using the partial derivatives defined in the Step 2 above, the following matrices
can easily be assembled:

oM =

op= [l fe) {51}

5 ) -1

Dimensions:
p
M

{r}

e 6 { )

op

op

01

01

: NDGOF

: NITT

: NDGOF

: NITIT

: 1 x NDGOF

1 x NITI

: 1 x NDGOF

1 x NITI

: NDGOF x NDGOF
: NDGOF x NITI
: NITI x NDGOF
: NITI x NITIT
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(D.106)

} (D.107)
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Fig. D.2: Non-zero profile of matrix [K] to condense on corner nodes in Method 2.
The non-zero values that lay outside the band currently prevent efficiency of
the solver. A better numbering of the DOFs that better takes into account
the coupling between the hydraulic and mechanical DOF's is needed to solve
this.

with ¢* the nodal fluid imbalance; non-zero values represent a source at the
node... The combination of these three equations gives:

[GPM] - [GP] p

[GMm] [GMh] Su B SM
Gy jemn | anf T of (D105
[Ghm) (G dq
Using periodicity equations
Pt = yipb (4 _ (D)
WP = Pl 4 (2 (D
pitt = pitt 1 p@ _ 5@
itr _ it | (2) (1)
= + —
pipt b Z,pbp b (D.109)
fi = _fi
fior — _ gipl
gt = —git
qitr — _qitl

and equilibrium condition (residual forces and mass fluxes are zero at all nodes
that are not involved in the periodic boundary conditions) the dependent DOF's
(top boundary, right boundary and upper-right corner node) can be eliminated
from this system of equations as was done before for forces only. This gives us a
system with the independent DOFs {u'} and {p’} :

[[II((:J\ZZ]] [[I[((:J\Zhh] ] K} 4 56]6
[K*mm] [K*hm] {5pi} = (5f*i (D.110)
[K*hm] [K*hh] 6q*i

The fact that [K*] is build directly from [K], means that it maintains its sparcity
and a proper renumbering of the DOFs can reduce the band width of the matrix
[K] significantly. Only the dependent DOFs have been eliminated to find [K™*],
which meand the size of [K] is still in the order of the number of DOF's in the
total REV. Figure D.2 shows the matrix [K] without renumbering and with a
renumbering including the fluid terms. The system [K] can now be condensed
on mechanical corner nodes (¢) and artificial hydraulic nodes (g), located at the
mechanical corner nodes. This is done in the same way as before, but now for
both forces and fluxes. The condensation gives:

[§7m] (5P o7
[S*Mm] [S*Mh] 5’LL(C) _ SM
[S*mm] [S*h’m] 5p(g) (;f*(c) (D'lll)

[S*hm] [S*hh] 5q*(g)
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with (¢) indicating the prescribed corner nodes (1), (2) and (4). (g) indicates
the ’ghost’-points for the fluid system located at the mechanical points (1), (2)
and (4). This means we now have a system of 11 equations of which equation
nine is directly dependent on equations ten and eleven (6¢() = —§¢ — §¢®).
From the first equation and the variation of the pressure difference over the op-
posite boundaries 6Ap; = dp — 5pM) . §Ap, = dp™ — sp(1) it the following
transformation matrix can be built:

(5u§1) 6u§1)
sud!) sfM
ou | | oY
oug | of?
(5719 6ul® p =4 5@ (D.112)
Sus s
sp) dAp:
opt?) dAps
5p) op

with [S**] the following matrix:

1 0 0 0 0 0 0 0

0 1 0 0 0 0 0 0

0 0 1 0 0 0 0 0

0 0 0 1 0 0 0 0

0 0 0 0 1 0 0 0

0 0 0 0 0 1 0 0

0 0 0 0 0 0 -1 1

0 0 0 0 0 0 -1 0
_S*pm(l) S*pm (2) S*pm (3) S*pm (4) g*pm (5) g*pm (6) S*ph (1) S*ph (2)
(D.113)

We define matrix [T},] as the inverse of this matrix to find the same matrix [S] as
in Method 1 as :

[5*mm] - [5*hm]
[S] = | [S**m]  [S**"] | [T)] (D.114)
[S*Mm] [S*Mh]

Note that the seventh equation (q(l)) is fully dependent on the eighth’ and equa-
tion nine (q(z) and equation 10 (q(4)) because of the periodic boundary conditions.
This seventh equation can therefore be left out of the system of equations and
the result is a 9 by 9 matrix [S] like we’ve seen before in Method 1.
For the drag forces, the exact same procedure can be followed; first condensation
on corner nodes (c¢) and ghost nodes (g), followed by transformation matrix [T},]
to find matrix [Sp]. Once [S] and [Sp] are found, the consistent tangent stiffness
matrix is easily found following Step 8 from the method 1.

The big advantage of this method is that renumbering of the DOFs will lead
to a sparce matrix with relatively small band width such thet term that we used
to call [Kyemp| in the foregoing can be computed efficiently.
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