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ABSTRACT
Multiscale thermo-hydro-mechanical-chemical coupling effects for fluid-infiltrating
crystalline solids and geomaterials: theory, implementation, and validation.

SeonHong Na

Extreme climate change and demanding energy resources have led to new geotechnical
engineering challenges critical for sustainable development and resilient infrastructure of
our society. Applications such as geological disposal of nuclear waste and carbon dioxide,
artificial ground freezing, and hydraulic fractures all require an in-depth understanding of
the thermo-hydro-mechanical coupling mechanisms of geomaterials subjected to various
environmental impact. This dissertation presents a multiphysical computational frame-
work dedicated to address the issues related to those unconventional applications.

Our objective is not only incorporating multiphysical coupling effects at the consti-
tutive laws, but also taking into account the nonlocal effects originated from the flow
of pore-fluid, thermal convection and diffusion among solid and fluid constituents, and
crystallization and recrystallization of crystals in the pore space across length scales. By
considering these coupling mechanisms, we introduce a single unified model capable of
predicting complex thermo-hydro-mechanical responses of geological and porous media
across wide spectra of temperature, confining pressure, and loading rate.

This modeling framework applies to two applications, i.e., the freezing and thawing
of frozen soil and the anisotropic crystal plasticity/fracture response of rock salt. High-
lights of the key ingredients of the models cover the stabilization procedure used for the
multi-field finite element, the return mapping algorithm for crystal plasticity, the micro-
morphic regularization of the modified Cam-Clay model, and the strategy for enhancing
computational efficiency of solvers, such as pre-conditioner, adaptive meshing, and inter-
nal variable mapping. By introducing the multiphysical coupling mechanisms explicitly,
our computational geomechanics model is able to deliver more accurate and consistent

results without introducing a significant amount of additional material parameters.



In a parallel effort, we analyze the impact of thermo-hydro-mechanical (THM) cou-
pling effects on the dynamic wave propagation and strain localization in a fully saturated
softening porous medium. The investigation starts with deriving the characteristic poly-
nomial corresponding to the governing equations of the THM system. The theoretical
analysis based on the Abel-Ruffini theorem reveals that the roots of the characteristic
polynomial for the THM problem cannot be expressed algebraically. Our analysis con-
cludes that the rate-dependence introduced by multiphysical coupling may not regularize

the THM governing equations when softening occurs.
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Chapter 1

Introduction

1.1 Motivation and objective

Computer models of geological materials are nowadays indispensable for engineers and
researchers to analyze engineering problems, validate designs, and make predictions for
increasingly complex problems. In civil and environmental engineering applications,
many commercial simulation packages such as ABAQUS, FLAC, or Plaxis, have become
default tools for geotechnical engineering and geomechanics analysis. Along with this
trend, a significant portion of research effort in geotechnical engineering has been ded-
icated on developing local constitutive models based on a critical state plasticity frame-
work at the fully drained or undrained limits under the isothermal condition [1-5]. These
models are then embedded in the finite element or finite difference solvers where the
balance of linear momentum is solved in an incremental manner.

Emerging global issues associated with extreme climate events and demanding energy
resources, however, require significant advancements in our knowledge and predictive
capability of complex physical and chemical mechanisms across time and length scales.
These complex processes are difficult to capture locally without considering the length
scales. Furthermore, due to the multiphysical coupling effects, constitutive responses of

a material point is not just influenced by the strain and strain history but is also affected



by the diffusion of pore-fluid, crystallization and re-crystallization of crystals in the pore
space, and thermal convection and diffusion among solid and fluid constituents. Hence,
proposing new phenomenological laws alone is no longer sufficient to meet the demand
for the increasingly complex engineering applications, such as geological disposal of nu-
clear waste and carbon dioxide, unconventional hydrocarbon recovery, hydraulic fracture,
thawing problems in permafrost region, artificial ground freezing for construction, and
tunnel and underground facility detection.

This dissertation investigates the development of computational models that capture
coupled thermo-hydro-mechanical-chemical behavior of geological materials across dif-
ferent length scales. To overcome the aforementioned limitations, our research approach
focuses on not just the development of appropriate constitutive laws but also the deriva-
tion of field equations under the multiphysics aspect. The numerical issues and techniques
in calculating the multifield problems are also explored associated with finite strain theory,
implementation of solvers, preconditioners, and adaptive mesh refinement. The material
parameter identification process inferred from experiments and the bridging-scale and ho-
mogenization techniques that replicate the interplay between microstructural attributes

and macroscopic responses are also addressed.

1.2 Outline of dissertation

This dissertation explores the theoretical and computational modeling of the critical be-
havior of materials under the coupled multiphysics effects. In particular, the failure
mechanism such as strain localization and fracture behavior are described associated
with thermo-hydro-mechanical influence in geomaterials and crystalline solid. Firstly, we
cover two topics, a multiphase frozen porous media and a geological repository for nuclear
waste disposal, respectively. The derivation of governing equations indicates how we

capture the characteristic behaviors such as phase transition and anisotropy. We further



address the failure mechanism in either macroscopic or microscopic aspects to properly
incorporate physical and chemical phenomena. Next, we delve into the field equations
for saturated porous media under the nonisothermal condition. Here the analytical inves-
tigation is performed to identify the influence of hydraulic and thermal diffusion on the
regularization of the multiphase system under strain softening. We then cover numer-
ical techniques and solution strategies associated with resolving multiphysics problems
such as inf-sup condition, preconditioning, nonlocality, and adaptive finite element sim-
ulations. The following summarizes the outline of this thesis.

In Chapter 2, a stabilized thermo-hydro-mechanical (THM) finite element model is in-
troduced to investigate the freeze—thaw action of frozen porous media in the finite defor-
mation range. By applying the mixture theory, the frozen soil is idealized as a composite
consisting of three phases, i.e., solid grain, unfrozen water and ice crystal. A generalized
hardening rule at finite strain is incorporated to replicate how the elasto-plastic responses
and critical state evolve under the influence of phase transitions and heat transfer. The en-
hanced particle interlocking and ice strengthening during the freezing processes and the
thawing-induced consolidation at the geometrical nonlinear regimes are both replicated.

In Chapter 3, a combined multi-phase-field/crystal plasticity approach for crystalline
solids is described based upon computational thermomechanics. The main objective of
this topic is the computational modeling for crystalline rock salt, which is one of the major
materials used for nuclear waste geological disposal. Conventionally, this microstructural
effects of rock salt are often incorporated phenomenologically in macroscopic damage
models. Nevertheless, the thermo-mechanical behavior of a crystalline material is dictated
by the nature of the crystal lattice and micromechanics (i.e. the slip-system). Here we
employ a crystal plasticity framework in which single-crystal halite is modeled as a face-
centered cubic (FCC) structure with the secondary atoms in its octahedral holes, where a
pair of Na™ and Cl~ ions forms the bond basis. Utilizing the crystal plasticity framework,

we capture the existence of an elastic region in the stress space and the sequence of slip



system activation of single-crystal halite under different temperature ranges. To capture
the anisotropic nature of the intragranular fracture, we couple a crystal plasticity model
with a multi-phase-field formulation that does not require high-order terms for the phase
field.

In Chapter 4, the thermo-hydro-mechanical (THM) coupling effects on the dynamic
wave propagation and strain localization in a fully saturated softening porous medium are
analyzed. The characteristic polynomial corresponding to the governing equations of the
THM system is derived, and the stability analysis is conducted to determine the necessary
conditions for stability in both the non-isothermal and adiabatic cases. The result from
the dispersion analysis based on the Abel-Ruffini theorem reveals that the roots of the
characteristic polynomial for the THM problem cannot be expressed algebraically. Mean-
while, the dispersion analysis on the adiabatic case leads to a new analytical expression
of the internal length scale. Our limit analysis on the phase velocity for the nonisother-
mal case indicates that the internal length scale for the nonisothermal THM system may
vanish at the short wavelength limit. This result concludes that the rate-dependence intro-
duced by multiphysical coupling may not regularize the THM governing equations when
softening occurs. Numerical experiments are used to verify the results from the stability
and dispersion analyses.

In Chapter 5, the numerical techniques and solution strategies for resolving mul-
tiphysics problems are investigated. The numerical system of phase-transiting frozen
porous media in Chapter 2 has been solved in a monolithic way to simultaneously ac-
count for different physical and chemical mechanisms. The stabilized finite element for-
mulation based upon the polynomial projection scheme is proposed, in which the inf-
sup deficiency of equal-order finite element is counterbalanced using stabilization terms
based on the weak two-fold inf-sup condition. Furthermore, the preconditioning strat-
egy for the mixed finite element is introduced to resolve the calculation slow down the

issue in direct solvers due to the ill-conditioned tangent matrix system. The operator-split



method to resolve a combined thermomechanics/multiphase damage problems in Chapter
3 is then addressed. For regularization of the numerical system under strain localization
conditions, the micromorphic approach for nonlocal models is further covered associated
with the adaptive mesh refinement techniques. The projection method for global updates
of internal variables located in local quadrature points is further described.

Finally, in Chapter 6, the conclusions of this thesis, with a summary of the main con-

tributions and a description of future work are presented.
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Chapter 2

Computational thermo-hydro-mechanics for phase
transiting multiphase frozen soil in the finite deformation

range

This topic is published as: S.H. Na, W.C. Sun, Computational thermo-hydro-mechanics for
multiphase freezing and thawing porous media in the finite deformation range, Computer

Methods in Applied Mechanics and Engineering, 318(1), 2017, doi:10.1016/j.cma.2017.01.028.

2.1 Introduction

In permafrost regions, soil underneath pavement and concrete structures may experience
freeze-thaw action. During the freezing phase, the crystallization of ice leads to the ex-
panding of voids and micro-cracks in the porous media. When temperature arises, ices
near the heat source may thaw out and turn into meltwater, but this water may be trapped
by the frozen region that remains nearly impermeable. This results in a thaw-weaken soil
that is wet, loose and highly deformable [6-9]. The freeze-thaw action may repeat it-
self everyday due to the temperature difference between day and night near surface, and,
in a larger spatial and time scale, between winter and spring. The accumulated damage
and deterioration of roads, airfields and infrastructure due to freeze-thaw action are of

ultimate importance for vehicle mobility and structural integrity of infrastructure in cold



region. This demand of understanding the freeze-thaw action of porous media undergoing
large deformation is further intensified by the climate changes that bring in more extreme
weather and heavier rains which are expected to accelerate the damages of infrastructure
in alerting speed in the coming decades. For instance, the frost-free season in Fairbanks,
Alaska has been lasted 50 percent longer between 1904 and 2008. The increase of per-
mafrost temperature, which occurs throughout Alaska since the late 1970s, has caused
land subsidence and put public infrastructure, such as roads, runways and sewer system,
at risk [9, 10].

In this chapter we present a finite strain poromechanics theory that fully considers
the thermo-hydro-mechanical coupling effect of the mass-exchanging, phase-transiting
porous media. Previously, significant contributions have been made to derive thermal-
sensitive or degree-of-saturation-sensitive constitutive laws for the frozen soil [11]. These
constitutive laws are often incorporated in thermo-mechanical simulations in which the
presence of unfrozen water is neglected. A notable exception is the work presented in
Nishimura et al. [12] where the infinitesimal strain thermo-hydro-mechanical model is
coupled with a modified Cam-clay model with generalized hardening rules. Unlike the
previous modeling efforts in which the flow of unfrozen water, energy dissipation due
to phase transition and geometrical nonlinearity are neglected (cf. Michalowski and Zhu
[11], Jessberger [13], and McKenzie, Voss, and Siegel [14]), we introduce a new compre-
hensive theory that incorporates all of these important thermo-hydro-mechanical mecha-
nisms into the balance principles (linear momentum, mass, energy) in the finite deforma-
tion range. An implicit total Lagrangian finite element framework is formulated, while
thermal and cryo-suction effects are explicitly captured by a generalized hardening rules
that allow the yield surface to evolve based on the volume fraction of ices in the pore
space and the temperature.

The organization of this chapter is as follows. We first provide the derivation of the

balance principle for frozen soil in the geometrically nonlinear regime (Section 2.2). Then,



the finite strain elasto-plasticity model with the non-mechanical hardening rule and the
finite strain suction-permeability theory is presented (Section 2.3). Following this is the
total Lagrangian finite element formulation of the thermo-hydro-mechanical model (Sec-

tion 2.4). Numerical examples are then provided (Section 2.5), followed by a conclusion.

2.2 Conservation laws

In this section, we present the balance principle (i.e. linear momentum, mass and energy)
for frozen soil undergoing finite deformation. The soil is idealized as a continuum mix-
ture that consists of three constituents, the liquid water and crystal ice, which occupy
the pores inside the solid skeleton, and the solid constituent that forms the solid skeleton.
Based on the classical thermo-hydro-mechanics theory as reported in the previous stud-
ies [7, 15-20], we present a new derivation that takes account of the heat generated from
plastic dissipation and the thermal-convection to replicate the path-dependent thermo-
hydro-mechanical effect of frozen porous media with infiltrating unfrozen water in the
finite deformation range. The incorporation of geometrical nonlinearity effect is criti-
cal for modeling thawing materials in which the cryo-suction effect often leads to soft
soil that develops large strain. The energy required for the phase transition between ice
and water is incorporated into the balance of energy. Meanwhile we adopt the Taylor-
Quinney coefficient to control the amount of mechanical dissipation converted into heat.
We extend both the net stress theory in Gens [21] and the effective stress theory in Zhou
and Meschke [17] for the finite strain problems. Consequently, the energy dissipation
due to fluid diffusion, thermal convection, phase transition and outward heat flux are all
formulated in the total Lagrangian framework. The implications of these modifications

will be examined via numerical examples.



2.2.1 Kinematics of three-phase frozen porous media

We consider an idealized kinematics based on the theory of pre-melting dynamics which
elucidates the mechanism of existence of unfrozen water at temperatures below the bulk
freezing point [8, 22]. In addition, the behavior of crystal ice is captured through crystal
ice pressure obtained by the Clausius-Clapeyron equation. This relation is based on ther-
modynamic requirements for equilibrium that needs to be satisfied by crystal ice pressure,
liquid water pressure and temperature in non-isothermal condition [12, 23]. Within this
framework, we adopt the passive air phase assumption. Hence, we neglect the existence
of air in the pore space and consider a three-phase porous medium composed of solid
skeleton, liquid water, and crystal ice [24, 25].

Based on the mixture theory, if the representative elementary volume exists, then the
three-phase material can be idealized as a mixture continuum where each constituent oc-
cupies a fraction of volume at the same macroscopic material point [26-30]. Unlike solid
composite in which one may assume that all constituents at a material point share the
same trajectories until delamination or other forms of failure, the solid and pore-fluid
constituents do not necessarily follow the same trajectory unless the porous medium is
locally undrained. Therefore, the mappings for materials at a point « of the current con-
figuration can be represented from the configuration of solid skeleton (X°®), liquid water

(X") and crystal ice (X ) counterparts:

x =" (X%t), a=S,L,C. (2.1)

Because the path-dependent constitutive laws and the internal variables that represent
the loading history of the solid skeleton are corresponding to the solid skeleton trajectory,
our formulation will be derived in accordance with the motion of the solid skeleton (¢°).
As a result, the motion of liquid water and crystal ice in THM model at finite-strain is

captured by their relative motion with respect to the solid skeleton. The frozen soil with
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three constituents (solid skeleton (S), liquid water (L) and crystal ice(C)) is homogenized
as a continuum. Therefore, the current density field of a porous medium can be written

as,

p=0p"+p"+p° = ps + " pL + ¢ pc, (2.2)

where p® (o = S, L, C) is the partial mass density of constituent v given by p® = ¢%pq; ¢°
is the volume fraction of each constituent in the current configuration; p,, is the intrinsic
mass density of each constituent . By assuming that the pores inside the solid skeleton
are fully saturated with either liquid water or crystal ice, the density of frozen soil mixture
can be obtained by taking the freezing characteristic function. The freezing characteristic
function (S.) indicates the ratio between the volume of liquid water in the void to the total
volume of the void, while the ratio of crystal ice in the total void space is S¢c = 1 — Sy.
The concept of freezing characteristic function is analogous to the water retention curve
of unsaturated porous materials (in Section 2.3.2). Therefore, the total current density of

(2.2) can be also rewritten as,

p=ps + ¢S + ¢"Scpc = (1 — ¢")ps + ¢" [SupL + (1 — SL)pc] - (2.3)

Note that this becomes the total current density of a fully saturated porous medium under
unfrozen state when S;, becomes a unity (the pores are fully saturated only with liquid

water).

2.2.2 Balance of linear momentum

To capture the stress status during thawing and freezing, we adopt the Bishop’s effective
stress theory for the frozen soil idealized as a three-phase continuum [31]. In other words,
we assume that the total stress o can be partitioned into the effective stress o’ which
evolves due to the deformation and loading history of the solid skeleton, and a net pore

pressure p build up in the void space due to the motion and interaction of the water and
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ice crystal, that is,

o=o' —pl, with p=xp.+ (1 —x)pc, (2.4)

where the parameter X is commonly assumed to be equal to the degree of liquid satura-
tion (x = Sr) [32-34] where pp and pc indicate the liquid water and crystal ice pressures,
respectively. Note that I is the second-order identity tensor. This treatment is a simpli-
fication of the actual retention behavior in which the history or path dependence of the
effective stress coefficient y is neglected. In this formulation, the interaction between
ice crystal and unfrozen water is characterized by a freezing retention curve in an anal-
ogy of the characterization of the water-air interaction via the water retention curve (cf.
O’Neill [35] and O’Neill and Miller [36]). As such, the pore space is assumed to be al-
ways saturated by a combination of two constituents, the ice crystal and unfrozen water.
Furthermore, we follows the treatment in Nishimura et al. [12] and Zhou [37] where the
Bishop’s effective stress principle originally proposed for unsaturated porous media is ap-
plied to capture the interaction among the solid skeleton, ice crystal, and unfrozen water.
It should be noted that while the usage of freezing retention curve and Bishop’s effective
stress theory does imply that the water-ice-skeleton and water-air-skeleton interactions
share similarities, in particular, both of them are determined by pore size distribution and
the water-solid interface tensional force [7, 12, 21, 32], the ice crystal is not considered
as a fluid, and the influence of the presence of ice on the shear strength must be taken
account properly. In this work, this influence is captured via a phenomenological ap-
proach in the framework of finite strain critical state theory. More consistent approach
may require more explicit modeling of the crystallization of ice phase at the pore scales
and treating the ice and solid skeleton as a composite or effective medium composed of
two solid phases [37]. These improvements are out of the scope of this study but will be

considered in future extensions.
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In this work, we adopt the total Lagrangian formulation and hence the model is formu-
lated with respect to the reference configuration of the solid skeleton. Note that the total
Lagrangian formulation is not the only feasible choice. For instance, Sanavia, Schrefler,
and Steinmann [38] has successfully formulated the poromechanics problem in a spatial
setting which results in an updated Lagrangian formulation. Due to the usage of total
Lagrangian formulation in our current work, the balance of linear momentum is written
in terms of the total Piola-Kirchhoff stress tensor, which is related to the first effective
Piola-Kirchhoff stress tensor and the pull back of the contribution from the water and ice

crystal constituents, i.e.,

P=7.F'=17.FT—JpF ", (2.5)

where 7 = Jo is the symmetric total Kirchhoff stress tensor, 7/ = Jo’ is the effec-
tive Kirchhoff stress tensor (e.g. Diebels and Ehlers [39], Simo [40], Ehlers [41], Sanavia,
Pesavento, and Schrefler [42], Sun, Ostien, and Salinger [43], and Song and Borja [44]).
Therefore, by ignoring the inertia forces, the balance of linear momentum in Lagrangian

form takes the following relation in the reference configuration:

VX. P+ pG =0, (2.6)

where pg = Jp is the pullback of the total mass density which can be determined via (2.3).

2.2.3 Balance of mass

We assume that the porous medium is fully saturated with three constituents, solid (S),
liquid water (L), and crystal ice (C). The possibility of phase transition between liquid wa-
ter and crystal ice is considered. The following derivation is formulated with our choice
of primary variables (solid displacement, liquid phase pressure, and temperature) in mind.

Since the frozen porous media we considered consist of three constituents, one may also
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introduce additional primary variables, such as the degree of saturation or ice phase pres-
sure. However, as we will discuss in Section 2.3, one may also exploit arguments from the
Clausius-Clapeyron equation to eliminate the ice phase pressure from the prime variables
by expressing it as a function of the liquid phase pressure and temperature. This approach
allows us to derive a simplified system of equations with just three prime variables. The

balance of mass for a three-phase solid-water-ice mixture, therefore, can be written as,

Dp® S

T 0 —0 2.7
P V=0, (27)
Dp*t o
Dpt + V0 4 V- (ploss) =~ e, (2.8)
D o
D’; + SV 0+ V% (pC0cs) = e, (2.9)

Here my_,c is the rate of liquid water mass changing into crystal ice. In general, the
flow of ice with respect to soil skeleton (vcs) is much slower than the flow of liquid ice.
Therefore, we can assume that vcs ~ 0. Combining (2.8) and (2.9) leads to the following
equation,

Do Dp°

Dt T Dt

+ (Pt + ) VE v + V- (phurs) = 0. (2.10)

We can consider an equation of state for density/pressure relation through a barotropic
flow assumption (e.g. Sun [19], Sun, Ostien, and Salinger [43], and Song and Borja [44]).
Introducing a bulk modulus for each phase (solid, liquid water, and crystal ice), we expand

the total time derivative of the partial density p™ as,

Dp*  D(¢'p) D¢ HbLDpL . (D¢L L&D ) (2.11)

Dt Dt Dt Dt Dt | K, Dt
o Dy D¢ ¢° Dpe
lik - 2.12
ikewise, D1 ,Oc( T A K. Dt (2.12)
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Inserting these relationships into (2.7) and (2.10) gives,

D¢ ¢ Dps |
9 Ups Ve 4y = 0 2.13
ot PR TV E0 213)
D¢" ¢ Dp DS ¢S Dpc\ | 1, o e
pL(Dt Tt ) T\ D TR )T AV
+ V*-(pvLs) = 0. (2.14)

Taking into account the saturation of liquid water and crystal ice, we use the following

identity:

D¢™ D
s
S” D¢S

_ S

m=L, C, (2.15)

in which, S is the saturation of liquid water and Sc (= 1 — Sp) is the saturation of
crystal ice. Combining the equations of (2.13), (2.14), and (2.15) leads to an expression
for the mass balance equation of three-phase porous medium. Note the notation that

(-) = D(-)/Dt is used.

s
PL {(1 - ¢S)SL + Z_pL + [Léb ps + S V- 1

. C S S
pc [(1 — ¢°)Sc + f(—cﬁc + lc(f ps + Sc V¥ ’U] + V¥ w =0, (2.16)

where w = ¢“p 5. The Piola transform of w is

W=JF"! w, (2.17)

where W and w are the Lagrangian and Eulerian relative mass flow vectors with the

following Piola identity (e.g. Diebels and Ehlers [39], Simo [40], Ehlers [41], Sanavia,
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Pesavento, and Schrefler [42], Sun, Ostien, and Salinger [43], and Song and Borja [44]),

VX W =JV® w. (2.18)

Furthermore, we note that (cf. Song and Borja [44]),

Tpn = (Jpa) — ped,  7=S5, L, C. (2.19)

Substituting (2.17), (2.18) and (2.19) into (2.16) gives the mass balance equation in the

reference configuration as,

. L . g gbs; QSL S Qbs .
S v L v . L
PL {(1 ¢”)SLJ + KLPLJ+ s psd + (SL KLPL s ps) J]

. Cc . S, ¢S . ¢C S, ¢S X
+pc [(1 ¢”)Scd + KCPCJ+ s psd + (Sc —chc s Ps) J]

+ VX W =0. (2.20)

Assuming that the change of unfrozen fluid content due to the expansion and contraction
of the constituents of porous medium is negligible compared to that due to changes of

porosity and degree of saturation, mass conservation equation is simplified as,
(1= &%) (p — pe)Sid + [puS + pe(1 — SL)] J + VE-W = 0. (2.21)

Here the Lagrangian liquid water mass flux after a pull-back operation reads (cf. Sun [19]

and Andrade and Borja [45]),
W=pK, (—V¥p.+pF" G), where, K. =JF ' k-F. (2.22)

The pull-back permeability tensor (K1) is obtained by pulling-back the Eulerian effective

permeability tensor to the reference configuration [43]. The constitutive law for the Eule-
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rian effective permeability tensor (k) in (2.38), which depends on the degree of saturation

of the ice crystal, porosity and temperature will be described in Section 2.3.2.

2.2.4 Balance of energy

For the sake of simplification, the previous efforts on frozen soil modeling often adopt a
balance of energy equation that neglects the contribution of mechanical dissipation, heat
convection, structural heating and the geometrical nonlinearity (cf. Michalowski and
Zhu [11], Nishimura et al. [12], Zhou [37], and Michalowski [46]). This treatment is often
a trade-off between convenience and rigorousness. A well-justified simplification may
allow one to derive analytical solution or at the very least shorten the implementation
time. Nevertheless, the additional assumptions also limit the application of the simplified
thermo-hydro-mechanics theory to more general situation. For instead, dissipation due to
the frictional shear of the frozen soil may generate heat that melts the portion of ice crys-
tal in the pore space. Flow of unfrozen water that is significantly hotter or colder than
the frozen soil may cause significant change in temperature of the frozen soil, and the
thawing process may weaken the soil and cause the thaw-soil highly deformable. These
mechanisms are important for modeling frozen soil that exhibits path dependent behav-
iors, especially when the hardening/softening mechanism of the frozen soil is sensitive to
the temperature [12]. These reasons above motivate us to derive a version of the balance
of energy that incorporates all the aforementioned mechanisms.

Our starting point is the balance of energy for three-phase frozen soil at finite strains

expressed in the current configuration which reads (cf. Sun [19] and Simo and Miehe

[47]):
¢LSLCFL

AL

JepT = |-JV® q+ Jw - V=T | + [Dmeen + Rr). (2.23)

Here we adopt an apparent heat capacity cg, which incorporates both the heat capacity
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of frozen soil and latent heat [14, 48, 49], that is,

0S5,
cF:<m¢+wwf&wﬁmmuﬂﬁ&+mu—&hﬁ
oS,
= pscsd® + prec(l — %) St + peee(l — ¢°)Se — pe(1 — ¢S)la—TCa (2.24)

where cs, ¢ and cc are the specific heats of each constituent, and [ is the latent heat
of fusion (liquid water and crystal ice). In (2.23), Dpex, denotes the contribution to the
dissipation due to pure mechanical load and Ry is the heat source term. Assuming that
all constituents of frozen soil follow Fourier’s law, the Cauchy heat flux may be expressed
as the dot product of the gradient of temperature and the effective thermal conductivity
of the multi-phase porous media (k). In this work, we estimate the effective thermal

conductivity as the geometric mean [50], i.e.,
q=—-krV*T, k= K;_¢SHEL¢S/£€C¢S, (2.25)

where ks, k1 and k¢ indicate the isotropic thermal conductivities of solid, liquid water
and crystal ice, respectively. It should be noted that the geometric mean is only one of
the many possible ways to homogenize the thermal conductivity. Another valid choice

can be, for instance, the estimate based on Eshelby equivalent inclusion method (cf. Sun

[19]).
Applying the Piolar-Kirchhoff heat flux Q) corresponding (2.25) reads,

Q=-K; VXT, (2.26)
where K 7 is the pull-back thermal conductivity tensor, that is,

Ky=JF ' k- F7T, k=xl. (2.27)
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(2.23) can be recapitulated in the reference configuration as follows:

(bLSLCFL

PL

JerT = |- VX Q + W - FT.VXT| + [Duen + Rrl. (2.28)

where Dyen = 88 : D and 3 is the Taylor-Quinney coefficient (cf. Taylor and Quin-
ney [51], Stainier and Ortiz [52], and Arriaga, McAuliffe, and Waisman [53]). Here we
assume that the mechanical dissipation of the solid skeleton is primary driven by plastic
work. A more comprehensive study would require the consideration of other dissipa-
tive mechanisms, such as creeping and fracture. Furthermore, it is also possible that the
Taylor-Quinney coefficient of frozen soil can be temperature and strain-rate dependent.
Nevertheless, the identification of the relation among the Taylor-Quinney coefficient and
the temperature and strain-rate requires suitable design of experiments to generate suffi-
cient experimental data. These generalizations of the proposed model will be considered

in the future studies.

2.3 Constitutive model

The balance principle presented in Section 2.2 provides a general description for the three-
phase frozen porous media undergoing large deformation. In this section, we introduce
specific constitutive models to replicate the thermo-hydro-mechanical responses of a soil
undergoing deformation in geometrical nonlinear regime. In particular, we assume that
the soil in the unfrozen and isothermal states may exhibit constitutive responses ade-
quately described by a finite strain Cam-Clay model with an associative hardening rule
(e.g. Borja and Tamagnini [54] and Callari, Auricchio, and Sacco [55]). We then introduce
an additional hardening/softening mechanism which allows the yield surface changes ac-
cording to the degree of saturation of ice crystal to mimic the tensile and enhanced shear
strength due to the presence of ice crystal in the void space. This solid constitutive law is

coupled with the freezing retention model, which relates the degree of saturation of ice
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crystal with temperature and the difference between the ice and pore water pressure.

2.3.1 Constitutive law for skeleton with ice crystals

The finite strain solid constitutive law is derived based on the the infinitesimal-strain gen-
eralized hardening model firstly introduced in Nishimura et al. [12] and further explained
in Gens [21]. This constitutive law has ties to the basic Barcelona model [56] and the gen-
eralized hardening rule [57, 58] in the sense that yield function is expressed not only as a
function of the effective stress invariants and preconsolidation pressure, but also depends
on suction (and indirectly the degree of saturation). As a result, the hardening/softening
of the material can be triggered by a change of the (mechanical) effective stress state as
well as a change on the (non-mechanical) material state (e.g. frozen/unfrozen, chemical
weathering). Here our goal is to extend this model to the finite deformation range, within
the framework of multiplicative plasticity.

As explained in Cuitino and Ortiz [59], one of the key difficulties in introducing consti-
tutive law in the finite deformation range is the cumbersome derivation and implementa-
tion requiring proper linearization of the multiplicative kinematics. One attractive way to
overcome this obstacle is to establish a formal connection between the infinitesimal-strain
constitutive law and the finite-strain counterpart. This idea is not new. For instance, Simo
[40] has shown that in the case of isotropic plasticity, infinitesimal constitutive law can be
extended to a finite strain counterpart by adopting suitable energy conjugated measure.
Borja and Tamagnini [54] introduces an algorithmic design that employs exponential/log-
arithmic mapping and spectral decomposition to derive the analytical consistent tangent
for the Cam-Clay model. Meanwhile, Cuitino and Ortiz [59] introduces a general algo-
rithmic design where one may create a finite-strain version of any constitutive law by
embedding a infinitesimal-strain constitutive law within a three-step framework [54, 59,
60].

This simple and yet efficient approach is used in this study. In the implementation
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process, we first implement an infinitesimal-strain constitutive law with a generalized
hardening rule that depends on the degree of saturation of ice crystal. Following this step,
we introduce additional pre and post-processing steps. In particular, the pre-processing
step allows one to employ logarithmic mapping to project finite strain measures to the
infinitesimal strain counterparts such that infinitesimal-strain constitutive law is used
to generate an incremental stress update. Following this step, the first effective Piola-
Kirchhoff stress tensor can be obtained via the Piola transformation (cf. Cuitino and Ortiz
[59] and Souza Neto, Peric, and Owen [60]). For completeness, this procedure is outlined

below.

(i) Pre-processing. Given incremental displacement Awu, update the deformation gradi-

ent and compute elastic trial state as,

Fp = I—{—VX(A’U,), F,,,:=F\- F, Bi = €Xp [26761]

. . 1 .
Byl = Fy B, (Fa)', il = ~In By

(ii) infinitesimal-strain update. The general elastic predictor/return mapping algorithm
using the relationship between 7 and €.
(iii) Post-processing. Update the first effective Piola-Kirchhoff stress tensor (P’),

/ o —T
ntl — Tpel” Fn+1‘

Note that the relationship between 7’ and € requires the exact calculation of derivative
of logarithmic tensor or consideration of higher order terms in Taylor expansion while
deriving the consistent tangent stiffness matrix (in Section 2.4.2).

In the infinitesimal-strain algorithm, we employ a two-invariant isotropic hyper-
elasto-plasticity model based on the modified Cam-Clay model with associative flow rule

for the reference unfrozen state [54, 61]. We then extend it to capture the mechanical be-
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havior of the frozen state by introducing the cryo-suction effects (cf. Nishimura et al. [12],
Gens [21], and Zhou [37]). Presumably, it is possible to extend this framework for the non-
associative plasticity models, which may capture the constitutive responses more closely
than the associative counterpart. However, in such cases, the restriction imposed by the
principle of maximum plastic dissipation must be carefully considered before incorporat-
ing non-associative flow rule into the balance of energy equation [62]. This extension is
out of the scope of this study, but will be considered in the near future.

Our starting point is to consider the frozen soil as a three-phase porous medium that
consists of two constituents that can be viewed as the same two-phase media in two
different phase regions (i.e. liquid vs. crystalline solid). An important implication is
that one may use the corresponding thermodynamically-consistent Clausius-Clapeyron
equation to establish relation among crystal ice pressure (pc), liquid water pressure (pr)

and temperature (7') [12] at the thermodynamics equilibrium, i.e.,

Pc T
= —pL — pcll 2.29
Pc prL pclin (273.15> ) ( )

where the unit of temperature is in Kelvin and [ is the specific latent heat of fusion. Notice
that, in (2.29), the ice pressure is a function of pore water pressure, temperature and the
densities of both ice crystal and the unfrozen water. Due to the usage of the exponen-
tial/logarithmic mapping, both the ice and pore water pressure described above and the
constitutive relation is described in the infinitesimal strain setting. The elastic responses
of the frozen soil are replicated by an isotropic hyperelasticity model (cf. Borja [61] and
Borja, Tamagnini, and Amorosi [63]), with a modification such that the volumetric con-

stitutive law depends on the amount of cryo-suction pressure, i.e.,

€v0 — €y,

p/ - kscryo + (pO - kscryo) exp ( ) 4= 3M€§7 (2.30)

CT
where p is the reference pressure; sy, is the cyo-suction given by s¢ry, = max(pc—pr, 0);
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k is the parameter describing the increase in cohesion with suction (cf. Alonso, Gens, and
Josa [64]); €, is the reference volumetric strain; ¢, is the elastic compressibility parame-
ter (or recompression index); ¢ and ¢ are the volumetric and deviatoric strain invariants
of the elastic logarithmic strain, respectively; and p is the elastic shear modulus. Note
that the freezing and thawing processes should influence both the stiffness and strength
of the three-phase frozen porous media. In this work, our focus is mainly on the latter,
following the treatment of [12]. Nevertheless, a more comprehensive treatment can be
also made by considering that the change of degree of ice saturation affects the elastic
stiffness. This can be done via a purely phenomenological approach if sufficient experi-
mental data are available or based on a theoretical approach, such as Eshelby’s equivalent
inclusion method (e.g. Zhou and Meschke [17] and Zhou [37]). The yield surface of the

frozen soil that incorporates the cryo-suction effect is represented as follows,

/ pc+kscro 2 2 pc_kscro ?
fz[p—(Ty)} +%— TY : (2.31)

where p, is the preconsolidation stress; M is the slope of critical state line; and p’ and ¢

are the mean normal and deviatoric stresses as defined below,

/ ]‘ ! 3 / /
ngtr(f), qZ\/;MH, E=1-pI (2.32)

Figure 2.1 indicates how the yield surface and critical state line change from unfrozen to
frozen state. We can identify that frozen soil holds stable without the confining pressure
due to the apparent cohesion by cryo-suction. We note that the preconsolidation stress
(p¢) is assumed to be independent upon temperature (cf. Nishimura et al. [12]).

In the return mapping algorithm for the two-invariant plasticity model, we adopt the

hardening law proposed in Borja and Tamagnini [54], Borja [61], Butterfield [65], and
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Figure 2.1: Change of the yield surface from unfrozen (7" > 0 °C) to frozen state (I' =
—2 °C) - tension is positive

Hashiguchi [66, 67] which takes the following form,

e 2e. (2.33)
De

where v is the specific volume of the soil; ¢, is a compressibility index (or compression
index). This hardening law allows the hardening parameter p, to be expressed exactly as

a known function of the plastic volumetric strain €? as,

~p
51}

pc = - DPe (2'34)

Ce — Cr
under the condition of 0 < ¢, < ¢, [54, 61]. Therefore, we employ the residual vector (7)

and unknown vector (x) for a local Newton’s iteration as follows:
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where A is the incremental plastic multiplier; f is the yield function in (2.31), while 0,/ f

and 0, f indicate the derivative of f with respect to p’ and ¢, respectively; a is the local
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consistent tangent operator. More details regarding the process of the return mapping
algorithm presented herein can be found in Borja and Tamagnini [54]. Note that the cryo-
suction pressure (Sy,) in the local Newton mapping algorithm adopts the global variables
of liquid water pressure p; and temperature 7" (for pc). As the thermal and hydraulic
convection-diffusion takes place in the porous media, these two physical quantities are
determined not solely from a local material state, but also dependent on the material state
of the neighborhood. Through the thermo-hydro-mechanical coupling effect, these non-

local effects may affect the path-dependent responses [20].

2.3.2 Freezing characteristic function for frozen soil

In the unsaturated soil mechanics, the water retention curve or the soil-water character-
istic function can be derived from the liquid-air interface energy between gas and liquid
phases coexisting in the pores. This concept can be expanded to a three-phase frozen
soil in which the frozen soil is idealized as a solid-ice-water mixture. In this case, one
relates the difference between the pressure of the ice crystal and the unfrozen water with
the degree of saturation of liquid or ice crystal while neglecting the presence of water
or vapor in the pores (e.g. O’Neill [35] and O’Neill and Miller [36]). The similarity of
the soil retention characteristic to the soil moisture characteristic has been studied in a
number of previous studies such as Koopmans and Miller [68] and Spaans and Baker [69].
Assume that pre-melting theory is valid such that thin water film exists in between the
ice crystal and solid skeleton, one important mechanism that leads to this similarity is
the relative small water-ice interfacial force compared to the water-solid interfacial force.
This allows the absorptive forces dominate. Since adsorptive forces only act on the liquid
phase, whether ice or air is present at the other side of the water-solid interface does not
affect the retention significantly. Consequently, the ice-water interfacial energy can be
neglected.

Mimicking the air-water-suction relation in the van Genuchten retention model (cf.
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Van Genuchten [70]) and neglecting the hysteresis due to the dissipation during the freeze-
thaw cycles, one may introduce a non-hysteretic phenomenological characteristic func-
tion to relate the liquid water saturation with the pressure difference between the crystal

ice and the liquid water (pc — p. > 0), which is cryo-suction [12, 37], i.e.,

Seryo \ ™7™
Sy = |:1 + ( PY > } y  Seryo = max(pC — DL, 0)7 (236)

in which P, n and m are material parameters. P is a scaling parameter, and n and m are
empirical constants defining the shape of the freezing characteristic curve (m = "T’l). We
note that the capillary suction pressure in the water retention curve by Van Genuchten
[70] for unsaturated soil is replaced by the cryo-suction for saturated frozen soil [12]. We
remark that other models for freezing characteristic function can be used (e.g. O’Neill and
Miller [36] - using a given value of water content and the porosity; Zhou [37] - a simpli-
fied temperature only model). Finally, one may substitute (2.29), the Clausius-Clapeyron
equation, into (2.36) to express the freezing characteristic function of (2.36) as a relation
among the degree of saturation of liquid water (Sp.), pore water pressure (p;) and the

temperature (1) when sy, > 0, that is,

(2.37)

S = [1 + [—(1 — pe/pL)pL ;pclln(T/273.15)} ”] —m7

where the unit of temperature 7" is Kelvin; [ stands for the latent heat of fusion. In the
numerical examples shown in Section 2.5, we adopted the parameter n = 2.0, the refer-
ence pressure P = 200 kPa and the latent heat of fusion [ = 334 kJ/kg (cf. Nishimura
et al. [12]). The freezing characteristic function becomes a unity when 7" > 0 °C, which
leads to unfrozen state fully saturated only with liquid water (S;, = 1.0). Figure 2.3.2 (a)
shows how the freezing characteristic function varies by temperature (71') and liquid water
pressure (pp). It should be noted that the pore pressure dependence of the freezing char-

acteristic function remains important near the phase transition temperature but exhibits
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relatively minor impact on the degree of saturation of water once the phase transition
completes [12].

The constitutive law for the flow of the unfrozen water is assumed to be Darcian. We
adopt the saturation-dependent relative permeability (e.g. Luckner, Van Genuchten, and
Nielsen [71]) and the temperature-dependent viscosity (e.g. Grant [72]). As a result, for
the unfrozen water, the evolution of hydraulic conductivity tensor (k) is formulated using
the relation below,

k.
k= "k, (2.38)

r
where k, and p, are the relative permeability and the temperature-dependent viscosity,
respectively. ki is the isotropic hydraulic conductivity tensor at the reference tempera-
ture. Meanwhile, the relative permeability and the temperature-dependent viscosity are

empirical relations that read,

B ™ ,2 509.53
k= /St [1 (1 sl ) ] 1 = 1.5963 x 102 exp (—T_ ) @39)

Here m is a material parameter described above (m = "T’l), T'is the temperature in Kelvin
and Sy, is the saturation of liquid water described by freezing characteristic function [17,
72]. Figure 2.3.2 (b) presents how the relative permeability (k,) changes under various
liquid water pressure and temperature conditions. The relative permeability is highly sen-
sitive to the change of liquid water pressure and temperature. Nevertheless, the relative
permeability and hence the hydraulic conductivity approach to zero once the temperature
is lower than approximately —2 °C regardless of the liquid water pressure. Meanwhile,
a decrease in temperature will also reduce the viscosity. These two mechanisms make it

difficult for the supercooled water to flow as the temperature drops.
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Figure 2.2: (a) Freezing characteristic function (51, degree of saturation) and (b) Relative
permeability (k,) under different liquid water pressure (p.) and temperature (7') conditions

2.4 Variational formulation

In this section, we introduce the variational form, the corresponding equal-order
displacement-liquid water pressure-temperature finite element implementation, and the
corresponding stabilization procedure of the thermo-hydro-mechanical model for frozen
soil undergoing finite deformation range. We first define the standard weak form of the

poromechanics problem based on the conservation laws derived in Section 2.2.

2.4.1 Galerkin form

We proceed the numerical implementation by deriving a weighted residual statement suit-
able for a total Lagrangian formulation. Firstly, we can consider a reference domain B

whose boundary 0B is composed of the Dirichlet and von Neumann boundaries as,

0B =B, U0B, = 0B, UdBg, —0BrUdBg,, (2.40)

0 =0BuNIB, = 0B, NIBg, =0BrNIBg,, (2.41)
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where 0B, is the solid displacement boundary; 9B, is the solid traction boundary; 0B,
is the liquid water pressure boundary; 9B, is the liquid water fluid flux boundary; 9B+
is the temperature boundary; 0B, is the heat flux boundary. Dirichlet boundary condi-

tions of the thermo-hydro-mechanical (THM) problem for frozen soil read,

(
u =u on 0B,,

pL=7pL on 9B, (2.42)

T =T on 0Br.

\

Meanwhile, the von Neumann boundary conditions that describe the traction and fluxes

read,

P-N = Z on GBt,
—N- QPL = GPL on aBQPL’ (2.43)

—-N Q= @T on 0Bg,,

\

where NN is the outward normal vector on the reference configuration 9B. In addition,

we consider the trial space for the weak form that reads,

Vo={u:B > Rluec [H(B)P ulps, =u}, (2.44)
Voo ={p:B—=Rlpr € H(B), pilos, =D}, (2.45)
V= {T B — R|T € Hl('B), T|8BT = T} . (2.46)

Here, H' denotes the Sobolev space of degree one. The admissible variations of the dis-

placement 7, liquid water pressure 1) and temperature 6 read,

Vo =1{n:B = R’ne[H(B)P, nlss, =0}, (2.47)

Vo ={¢:B =Ry € H(B), ¢|ss, =0}, (2.48)
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Vo={0:B—=R|0 € H(B), 0los, =0} . (2.49)

Therefore, the weighted residual statement of the balance of linear momentum, mass and
energy are: find u € V,,, pp € V), and T € V7 such that forallm € V;, ¥ € V, and
0 €V,

G (u>pL7T7 77) =H (u>pL7T7 ¢) =L (uapLa T7 9) = 07 (250)

where G : V,, x V,, x Vi x V;; — R is the weak statement of the balance of linear

momentum, that is,

G(u,pL,T,n):/(Vxn:P—Jpn-G)dV—/ n - tdl. (2.51)
B 0B

H:V, xV, xVpxV,— Ris the weak statement of the balance of mass, that is,

H(u,p., T,v) = /B@D [(1 —¢°)(pL — pC)SL} JdV + /13 W LSt + pe(l — Sp)] JdV

— / VX WdV — ¥Q,dr. (2.52)
B

9Bq,

And L : V,, x V,,, x Vp x Vy — R is the weak statement of the balance of energy, that is,

L(u,p,T,0) :/Q(JCF) TdV+/VX6-KT«VX TdvV (2.53)
B B
L
—/Q(MW-F—T-VXT> dV—/ 00 .
B AL 33QT

2.4.2 Consistent linearization

Since we use an implicit time integration scheme to solve the system of equations, it is
essential to either approximate or obtain the exact expression of the consistent tangent

such that the solution fields of w, pr, and 7' can be updated in an incremental fashion.
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Here we perform the consistent linearization of the weak form (2.51), (2.52) and (2.53)
with respect to variation of displacement, pore pressure and temperature. We first focus
on the linearization of momentum balance equation which adopts the infinitesimal strain

algorithm including the pre and post- processing steps. This can be represented as:

6G (u,pL, T,n) :/VXn:A:(SFdV—/VXn:(F(JFTﬁ)dV
B B

—/n-é(JpG)—/ n - 6tdl’ = 0, (2.54)
B OB

where A in the first term is defined as in (2.55) below. The partial derivative of the effective
first Piola-Kirchhoff stress with respect to the deformation gradient or other tangential
stiffness tensor stemmed from other energy-conjugate pair must be sought, that is,

oP'

— P =Jo F'=+.F" (2.55)

A
OF

Expressing A in terms of index notation using the effective Kirchhoff stress 7' and con-

sidering two point tensors F' and P’ yield,

(2.56)

Note that the difference of F~! and F~T should be considered in tensor and index nota-

tions,

F'=r'G,®g, F'=F;'g,®Gy, (2.57)

where g, and G; stand for the basis vectors of current and reference configurations, re-
spectively. An logarithmic/exponential mapping is employed to allow infinitesimal strain
constitutive law extended into the geometrical nonlinear regime [40, 59]. As a result, the

Kirchhoff stress in the first term of (2.56) can be updated by means of the incremental
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constitutive function of small strain algorithm (7)

ar'  9F et gpeul
OF ~ Qectial = ggetial ©  gp

(2.58)

where,

57

3—7;"‘11 = D = the infinitesimal elastoplastic consistent tangent modulus,(2.59)
66 Il

Oet trial Oln B¢ trial

OB trial L= OB¢ trial ? (260)

8B e tral e tria e tria

— 5 = B, By = 0y (F©" l)pN + Oy (F™) (2.61)

by the definition of the left Cauchy-Green tensor B.

As stated, D can be obtained from the infinitesimal-strain constitutive model in Section
2.3.1. More details regarding the process of deriving the consistent tangent operator D can
be found in Borja and Tamagnini [54]. In the second term of (2.56), the tensor derivative
of the inverse of deformation gradient can be derived using the derivative of the second
order identity tensor, which gives:

aFJQ}D
OFyN

= —Fi0udunFopy = —FipFay- (2.62)

Note that the linearization for update of the effective first Piola-Kirchhoff stress (P’) in

(2.55) includes not only the consistent tangent operator from the infinitesimal-strain con-

stitutive model (2.59) but other terms as in (2.56) to (2.62) to be represented in the to-

tal Lagrangian framework considering the geometrical nonlinearity at finite deformation

regime. As stated, the associative flow rule is used and the general elastic predictor/return-

mapping algorithm is adopted through the relationship between the Kirchhoff stress (7')
1

and the elastic logarithmic strain (¢ = 3 In B), from the left Cauchy-Green tensor B. Note

again that this relation requires the exact calculation of derivative of logarithmic tensor
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or consideration of higher order terms in Taylor expansion while deriving the consistent

tangent stiffness matrix. The following relations can be used for linearization [44]:
§F =V* (6u), O6F'=-F -V*(u), 6J=JV*"(6u), (2.63)

where we recall the following identities [73, 74]: VZ(du) = VX (du)-F~' and V2-(6u) =

VX (du) : F~T. Next the linearization of the mass balance equation reads:

st T.0) =6 ( [ o[0-e)o - pd] av)
+0 (/93 Y [puSt + pe(1 — S JdV)

— / VX sWdV — ¥6Q,dr, (2.64)
B

9Bq,

where the linearization of Sy can be conducted by considering a function of p; and 7" as
in (2.37). In addition, we can use the relation J = JV® @ and V*- 4 = VX4 : F~T
[74]. The linearization of the Lagragian relative liquid water mass flux, W, requires the
linearization of the pull-back permeability tensor K ;, which is represented based on k

in (2.38), that is,

K ,=6(JF ' k-F") =6)F ' k-F'+J5(F ") k-F7
+JF - 0(k)-F '+ JF - k-6(F"), (2.65)
_ Ok Ok ki, Ok, ke, O\ Optr
thé(k) =0k +=—0p, = ——=-6 ——k 5T
witho(k) = poke 5 ot = SL+< 2 L) oT
_ b Ok 051 ¢
fr OSy, Opy, b
k?L ak’?« 85L kr 8ur
— - ——ky | =—|JT. 2.66
+lur05L8T+( 2 L) 5’T] (2:66)

Finally the linearization of energy balance equation can be performed as the same
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procedure for momentum and mass balance equations, that is,

SL (u,p., T, 0) :/95 (JCFT> dV+/VX9-5(KT-VX T)dv (2.67)
B B

L
—/95 (MW-FT-VXT) dV—/ 05Q T .
B 0

PL Boy

Note that the linearization of K1 can be sought considering (2.25) and (2.27) following

the procedure for the pull-back permeability tensor in (2.65).

2.4.3 Time discretization

In order to solve the transient boundary value problem, the weak statement in (2.50) is
discretized in time. In this implementation, the solution is incrementally advanced via
the backward Euler scheme following Sun, Ostien, and Salinger [43] and Sun [19]. The

time-discretized weighted-residual form reads,

~

G (Unt1, Prot1, Tni1, M) = il (Wnt1, Pnt1, Tog1, ) = L (Wnt1, Pns1, Tog1, 0) = 02.68)

where the discrete weak form of the balance of linear momentum now reads

G (Wni1, Prntt, Toy1,m) = / (VX0 : Poyy = (Jup1pnpa)n - G| dV
3

— / n - t,1dl. (2.69)
OBy

Similarly, the discrete weak from of the mass and energy balance equations can be repre-

sented as

SL)n+1 — (SL)n
H o T ) = [ 00 )l - po) 32O gy

vX (Uni1 — Up) .
JAN?

+/ Y [pLSL + pe(l — SL)]nJrl Tt
B
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— / VX W, dV — $Q,, AT, (2.70)
B

9Bq,

TnJrl - Tn
At

+ / VX0 - Ky - VXT, 1dV
B

L
_/9{(m> W F; 7 VXT, | dv
B PL n+1

L<un+1aan+1>Tn+l>9> :/Q(Jn+lCFn+1) av
B

- / 0Qr, . dL. (2.71)
Bq,

2.4.4 Spatial discretization

In this study, we introduce the standard shape functions of equal-order interpolation (lin-
ear) to the testing functions and field variables. Therefore, the following approximations

are adopted:

(

(umuh:i]\faua, n%nh:iNam,
a=1

a=1
pApl = Napra, Yt = Nata, 2.72)
a=1 a=1

TzTh:Xn:NaTa, ezeh:izvaea.
a=1 a=1

\ \

Here the superscript h indicates a spatially discretized function; N, is the shape function
matrix; u,, pr, and T}, are the nodal values of displacement, liquid water pressure, and
temperature; n,, ¥, and 6, denotes the nodal values of corresponding test functions; n
indicates the number of node per element. We can substitute the approximations of (2.72)
into (2.68) and take G, H and L as residuals of the full discrete system of equations for
THM problems. This leads to three-field mixed finite element formulations of the thermo-

hydro-mechanical model for frozen soil in which the Jacobian system in each Newton
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update has a following form:

A B1 D1 ou Rmom‘
B, C E; 5pL = — | Rpas. | - (273)
D, E, F| |oT Rene

Note that the Jacobian has a three by three block structure; du, dpr, 71 are the nodal incre-
mentals over given time interval for displacement, liquid water pressure and temperature
fields; Riyom.» Rias.» Rene, are residuals expressed by the balance of linear momentum, mass
and energy as in (2.68) to (2.71). For a detailed expression of 3 x 3 Jacobian, please refer

to [75].

2.5 Numerical examples

We conducted four numerical simulations to test the applicability and robustness of the
proposed thermo-hydro-mechanical model for frozen soil. Through these models, we an-
alyze the geometrical effect during thawing by comparing results from infinitesimal and
finite strain simulations. We demonstrate how the plastic dissipation influences the three-
phase frozen porous medium at finite deformation range, and validate our predictions
with experimental results. The first two examples are selected to analyze and validate
the simulated phase-transition effect during the freezing and thawing processes. In the
first example, we idealize the frozen soil deposit as a one dimensional domain subjected
to an increased temperature at the top of the surface with drained boundary condition.
Due to the temperature difference, heat flux developing on the top of the deposit leads to
the thawing and therefore the ground consolidates until the steady state is reached. In
another related example, we decrease the temperature at the top surface of a unfrozen
soil deposit so that the outflow heat flux may instead lead to the freezing process starting

at the top and developing through depth of the domain. The third example is adopted

36



a well injection problem. We formulate the frozen ground with a well at the center and
apply both pore flux and temperature gradient to mimic the injection of hot water. In the
last example, we examine the formation of shear band and the influence of plastic dissi-
pation in a biaxial compression test. We vary the Taylor-Quinney coefficient and re-run
the simulations to obtain the axial stress-displacement curve of the sample and analyze
the effect of plastic dissipation. In addition, we obtain the shear band under different
combinations of thermal conductivity and permeability to see how thermal and hydraulic

couplings influence the regularization of THM formulation for frozen porous media.

2.5.1 Thawing consolidation of frozen ground

In this numerical example, we simulate a thawing consolidation process of frozen ground
by a raised temperature prescribed at the top surface. The purpose of this example is to
validate the numerical model and demonstrate the performance of numerical formulation
when phase transition from crystal ice to liquid water occurs. It should be noted that
other experimental data such as those reported in Zhang et al. [76] can also be used for
validation purpose. We discretize the three-dimensional domain and fix the displacement
at the bottom and radial surfaces to simulate an 1-D consolidation induced by thawing.
The domain of frozen soil sample has a height of 10 cm and a cross-section of 0.3 x 0.3
cm? following the previous experimental set up by Yao, Qi, and Wu [77].

Figure 2.3 (a) shows the schematic diagram and test conditions. The initial temperature
of the domain except the top surface is —1 °C and the surcharge load of 50 kPa is applied.
Meanwhile, the temperature at the top surface is prescribed to be 20 °C with a drained
condition by imposing zero pore pressure. The bottom end is kept at —1 °C and the radial
surfaces are insulated and assumed to be undrained to consolidate only through the top
surface. As a result of this setup, thawing consolidation progresses in time until a new
isothermal status is reached. The material properties of solid, liquid water and crystal ice

used in the simulations including the hydraulic conductivity of 7.0 x 10~ m/s can be
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found in detail from Yao, Qi, and Wu [77].

Figure 2.3 (b) shows the thawing settlement results obtained from both infinitesimal
and finite strain simulations. In addition, the experimental results along with the pre-
vious numerical analyses performed by Yao, Qi, and Wu [77] are also presented in the
same figure. This simulation is performed under the elastic range and we obtained the
settlement at the top surface along with time. Both current infinitesimal and finite strain
model show good agreement with the previous experiment data. Furthermore, we can
identify that the infinitesimal strain model predicts larger vertical settlement compared
to the corresponding finite strain model due to geometrical non-linearity effect (e.g., Li,

Borja, and Regueiro [78]).

po =50 kPa 0 : ‘ ‘
— Experiment (Yao et al., 2012)
2+ \""i:::;. Infinitesimal strain (Yao et al., 2012) Bl
T = 20°C R U Finite strain (Yao et al., 2012)
= = 4k -‘:}\‘ - — Current Infinitesimal strain model
l pPL = O0|kRa g S Current Finite strain model
= 6f
E 8
1=
< g 8+
Ti = S =
O,
—1%C A 10}
& 12+
o
<y 14 ! I I I | | |
0.3cm 0 0.5 1 1.5 2 2.5 3 3.5 4
Time "%/ hour '’
(a) Schematic diagram (b) Thawing settlement

Figure 2.3: Schematic diagram of thawing simulation with boundary conditions (a) and
the comparison of thawing settlement results (b) with the previous research [77]

2.5.2 Soil freezing from unfrozen state

In addition to the thawing simulation, the soil freezing test under 1-D heat flux condition
is also conducted to check the numerical implementation regarding phase transition from
unfrozen to frozen states. This example can be considered as an opposite situation of the

previous numerical experiment of which the concept is adopted from the previous study
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Table 2.1: Reference input parameters of homogeneous numerical model for material sen-
sitivity test

Parameter Description Value Unit
Ps Mass density of solid 2.7 Mg/m?
oL Mass density of liquid water 1.0 Mg/m?
pec Mass density of crystal ice 0.9 Mg/m?
Cs Specific heat of solid 900 kJ/Mg/K
cL Specific heat of liquid water 4,180 kJ/Mg/K
ce Specific heat of crystal ice 2,100 kJ/Mg/K
Ks Thermal conductivity of solid 3.0x107%  kW/m/K
KL Thermal conductivity of water 0.6x1073  kW/m/K
K Thermal conductivity of crystal ice  2.2x107%  kW/m/K
0] Initial porosity 0.3 -

k Intrinsic permeability 1.0x10712 m?
Lo Viscosity (at 0 °C) 1.8x107%  kPa-s
Cr Recompression index 0.035 -
Ce Compression index 0.30 -

by Zhou [37]. Likewise in the schematic in Figure 2.3, we formulated three dimensional
domain and fixed the bottom and radial surface displacement. With the initially unfrozen
condition with temperature of 2 °C, we lower the temperature at the top to —2 °C so
that the freezing process mobilizes to downward. The temperature at the bottom surface
is fixed with 2 °C and the radial surfaces are insulated. Table 2.1 describes the input
parameters used in this numerical simulation. We prescribed the impermeable boundary
conditions except the bottom surface with drained condition (p, = 0) to allow water
supply.

The first column in Figure 2.4 shows the temperature profile along the depth in dif-
ferent times. We can see that the temperature reaches the steady state after 20 hours.
The second column shows the suction pressure profile with different times in depth. It is
observed that cryo-suction due to freezing is developed and progressed downward along
the time. In addition, frost heaving or volume expansion due to freezing in frozen porous
medium is captured through the change of porosity in the third column. The last column

shows how the freezing fringe changes along with time through the ice saturation profile.
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Figure 2.4: Transient responses of the freezing soil - changes of temperature, cryo-suction,
porosity and ice saturation

2.5.3 Injecting unfrozen fluid in frozen ground

To demonstrate the forward-prediction capacity of the proposed model, an injection well
problem is replicated numerically. Figure 2.5 shows the schematics of the current problem.
Due to rotational symmetry, only a quarter of the domain is considered. The domain is
defined by the length (L) of 0.38 m and the injection well radius (R) of 0.03 m. The
initial temperature condition was set to —2 °C. The outer boundaries are assumed to be
impermeable and insulated and mechanically confined with the pressure (py) of 100 kPa.
We assumed the type of frozen soil as a lightly overconsolidated clay (OCR = 1.5), and the
mechanical, hydraulic and thermal properties are described in Table 2.2.

We conducted the preliminary test prescribing the fluid flux without temperature
change, and the constant mass flux of 0.001 cm?/sec. was selected which had little in-
fluence (no equivalent plastic strain) on the domain during the given time (up to 10 hours
from the initial state). Then we prescribed the fluid mass flux with temperature increase

around the well surface to induce the inelastic behavior vicinity of the well causing the
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Figure 2.5: Schematics of injection well simulation: a quarter of the domain (the domain
length, L = 0.38 m; the radius of injection well, R = 0.03 m; the confining pressure, pg =
100 kPa) was simulated from the initial temperature (7;) of —2 °C. The temperature of the

fluid mass flux (f = 0.001 cm?/sec.) was increased to 1 °C

plastic deformation. First of all, we compare the numerical results from infinitesimal and

finite strain models. Figure 2.6 presents the thermo-hydro-mechanical behavior of injec-

tion well at different time for each model. As can be expected, phase transition zones

expand after 10 hours from the initial state due to heat transfer. The increase of temper-

Table 2.2: Mechanical, hydraulic and thermal input parameters for injection well problem

Parameter Description Value Unit
ps Mass density of solid 2.7 Mg/m?
oL Mass density of liquid water 1.0 Mg/m?
pe Mass density of crystal ice 0.9 Mg/m?
Cs Specific heat of solid 900 kJ/Mg/K
cL Specific heat of liquid water 4,190 kJ/Mg/K
ce Specific heat of crystal ice 2,095 kJ/Mg/K
Ks Thermal conductivity of solid 1.27x107%  kW/m/K
KL Thermal conductivity of water 5.80x107% kW/m/K
Kc Thermal conductivity of crystal ice 2.20x1072 kW/m/K
0] Initial porosity 0.3 -

k Intrinsic permeability 1.0x1071° m?
Lo Viscosity (at 0 °C) 1.8x107%  KkPa-s
Cr Recompression index 0.03 -
Ce Compression index 0.13 -
De Preconsolidation stress 150 kPa
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ature makes the crystal ice into liquid water through the freezing characteristic function
(2.37), which leads to the change of liquid water pressure reflected on stream line configu-
ration. Therefore, we can see the different phases from both the temperature contour and
the hydraulic stream line induced by injecting unfrozen water around the well surface.
With respect to the comparison of infinitesimal and finite strain model, we can see the
little difference in heat transfer from temperature contours. However, the expansion of
liquid water stream line is delayed in finite strain model compared to that from the in-
finitesimal model. This can be explained by the effect of geometrical nonlinearity, as we
observed in Section 2.5.1 that the finite strain model estimates less settlement due to geo-
metrical nonlinear effect [77, 78]. The more distinct difference between the infinitesimal
and finite strain models is observed as the time progresses (Figure 2.6).

Next we analyze the effect of latent heat reflected on apparent heat capacity. In the
concept of apparent heat capacity, the freezing characteristic function is introduced into
heat capacity to incorporate the phase transition effect in the energy balance equation
(2.23). Therefore, the effective specific heat of the frozen soil system changes along the
temperature change. When the temperature ranges around 0.0 to —2.0 where the freez-
ing characteristic function shows significant changes, the increase of effective specific
heat of the system delays the heat transfer to account for the latent heat effect in phase
transition. We note that the effect of latent heat due to phase transition is evaluated quali-
tatively. This consideration may play an important role in changes of temperature profile
with time diffuse and related pore pressure distributions, elastic and inelastic behaviors
for the frozen soil [79, 80]. Figure 2.7 shows how the apparent heat capacity influences
the heat transfer and the frozen soil system. At the same time step, the heat transfer de-
velops much faster when the latent heat effect is not considered. These are depicted both
on temperature contour line and liquid water stream line. Moreover, as the phase tran-
sition zone further expands under the no latent heat effect model, the higher equivalent

plastic strain is concentrated around the well surface. This can be further explained from
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Temperature(°C)
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2 hours

After
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(a) Infinitesimal strain model (b) finite strain model

Figure 2.6: Thermo-hydro-mechanical behavior of frozen soil in the injection well problem
- different phase zones indicated by the temperature contour and liquid water stream line
under (a) infinitesimal and (b) finite strain models

the constitutive model (2.31), which includes the temperature change upon the yield sur-
face size due to the cryo-suction. In other words, the increase of temperature accelerates
the plastic behavior by shrinking the yield surface as an recursive process. We further
present the influence of latent heat effect on the mechanical behavior along the time in
Figure 2.8. Along with the prescribed temperature boundary condition, the changes of
temperature around 0.03 m away from the well surface with time are described in Figure
2.8 (a) to evaluate the consideration of latent heat. While the region around the well sur-

face becomes unfrozen state in 1 hour when the latent heat is ignored, the heat transfer is

43



delayed and the well surface region stays below 0 °C until around 5 hours after the initial
state when the latent heat is considered. This is also reflected on cryo-suction pressure
changes in Figure 2.8 (b). The displacement and equivalent plastic strain results in Figure
2.8 (c) and (d) further identify the recursive process between the temperature increase
and vyield surface change. In other words, the more inelastic behavior around the well
surface is observed in a shorter time when latent heat effect is not considered. However,
the heat transfer delay due to latent heat effect causes less concentration of equivalent

plastic strain by procrastinating the change of yield surface against temperature change.

Temperature(°C) Temperature(°C)
A1 Frozen 1

Frozen

(a) No latent heat effect (b) Considering latent heat effect

Figure 2.7: The effect of considering latent heat in apparent specific heat on thermo-hydro-
mechanical behavior of frozen soil. Temperature and equivalent plastic strain distribution
with fluid flow stream line is compared at the same time (after 2 hours from the initial
state)
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Figure 2.8: The effect of considering latent heat in apparent specific heat on thermo-hydro-
mechanical behavior of frozen soil: displacement vs. time at the well surface, cry-suction,
temperature and equivalent plastic strain vs. time around the injection well (0.03 m away
from the well surface)

2.5.4 Thermal softening by plastic dissipation in 2D biaxial test

In this section, we analyze how the plastic dissipation in frozen soil influences the me-
chanical behavior using numerical experiments. The plastic dissipation can be consid-
ered as heat generation due to frictional movement of soils in the shear band. We set up
the numerical simulation based on 2D biaxial test (Figure 2.9). The top boundary moves
downwards uniformly with the rate of 0.0002 m/sec., while a constant confining pres-
sure of o, = 1,000 kPa is applied on the right side of the specimen. The bottom of

the specimen is fixed, and the left side is fixed along the lateral direction for shear band
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initiation. The gravity is neglected for this small specimen to simplify the problem. The
specimen is globally undrained and thus no-fluid-flux boundary conditions are prescribed.
All four surfaces are thermally insulated with no-thermal-flux condition. In other words,
no Dirichlet boundary condition is adopted for both liquid water pressure and temper-
ature fields. The mechanical, hydraulic and thermal properties of frozen soil were used
based on the injection well problem (Table. 2.2), but the preconsolidation stress (p.) of

3,000 kPa was adopted.

Figure 2.9: The schematic of the 2D biaxial test with the dimensions of 0.1 m x 0.3 m
deforming in plane strain: the vertical displacement (J) is applied on the top surface of
the specimen, while the bottom of the specimen is fixed; the left side is fixed in the lat-
eral direction; the confining pressure (o.) of 1000 kPa is applied on the right side of the
specimen. The initial temperature (7;) was set to —1 °C

In general, the loading rate needs to be fast enough so that we can see the effect
of heat generation due to mechanical dissipation. Otherwise, the heat generated would
reach the steady state condition before it acts. Figure 2.10 indicates how the shear band
is formed using the equivalent plastic strain (at 80 sec.) and related temperature distribu-
tions to identify the effect of plastic dissipation, which leads to heat generation. We use
the Taylor-Quinney coefficient 3 to control the plastic dissipation in the energy balance
equation (2.28). When the plastic dissipation is considered (5 = 1.0, Figure 2.10 (b)), the

increase of temperature and heat transfer are observed around the shear band, while no
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heat generation occurs when the plastic dissipation is totally ignored (8 = 0.0, Figure
2.10 (c)). Considering the freezing characteristic function and mechanical constitutive
model we used in this study, it can be expected that the increase of temperature leads
to shrink the size of the yield surface. Figure 2.11 (a) shows how the local yield surface
changes due to heat generation including the local stress path at two indicated points.
Initially at Point 1, the stress path moves upward vertically (Path 1) due to the location of
element and globally undrained boundary conditions with low permeability of the speci-
men. When the stress path reaches the yield surface, the shrink of yield surface because
of heat generation enforces the stress path to follow the trajectory described in Path 1 of
Figure 2.11 (a). At Point 2, the similar behavior is observed but its stress path changes be-
fore hitting the yield surface (Path 2). Due to the location of the element, the local liquid
water pressure changes in the elastic regime even though the boundary conditions are
globally undrained. We can further analyze the local behavior in Figure 2.11 (b). In the
selected elements, the local deviatoric stress-strain behaviors are observed along with the
volume changes. The thermal softening comes from the change of yield surface due to
temperature increase along the shear band. The deviatoric stress-strain curves on Point
1 and 2 give the similar behavior. However, due to the mean effective stress changes in
Point 2 with Path 2, the volume expansion shows different in Point 2 compared to Point
1. The specific volume changes including temperature changes are depicted in Figure 2.11
(c). Both curves of the specific volume-logarithm of —p’ do not encounter the critical state
line of —1.0°C which changes with the temperature. The higher increase of temperature
at Point 1 compared to Point 2 is also identified.

We can further evaluate the effect of plastic dissipation in terms of the stress-strain
behavior of frozen soil specimen. The vertical stress and axial strain obtained at the top
of the specimen are presented in Figure 2.12 (a). Here we include additional test results
with slow loading rate of 2.0 x 10~7 m/s. When the dissipation effect is ignored (3 = 0),

the hardening behavior is captured in the given range of axial strain (< 5%). However,
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Figure 2.10: The effect of plastic dissipation in 2D biaxial test: Equivalent plastic strain
forming shear band (a) at 80 seconds and the temperature distribution with different

Taylor-Quinney coefficients ((b) 8 = 1.0, (c) 5 = 0.0 - no dissipation) in a deformed
shape (scale=1.0)

the fast loading case (2.0 x 10~% m/s) with plastic dissipation effects leads to the strain
softening behavior after the axial strain increases more than 3%. Considering the local
element behavior (in Figure 2.12), the thermal softening due to shrink of yield surfaces
with temperature increase is reflected on the specimen behavior. When the slow loading
rate is adopted (2.0 x 10~7 m/s), however, the vertical stress of the specimen follows
the no dissipation case (4 = 0) with slight decrease of stress values. In other words,
the decrease of loading rate allows the heat to transfer fast enough which leads to the
minor increase of temperature around the shear band. The increase of temperature with
the slow loading rate was less than 0.05 °C. Note that the mechanical constitutive model
is rate independent. However, the proposed framework captures the effect of loading
rate by including the mechanical dissipation as well as coupled governing equations for
thermo-hydro-mechanical interactions. In addition, we present the volume change in
the specimen using the porosity distribution (Figure 2.12 (b)). Note that the porosity

distribution of slow loading rate shows little difference compared to the no dissipation
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case. As can be seen, the strain localization and increase of porosity are concentrated
around the shear band when the loading rate is slow (or when thermal dissipation is
ignored). However, the increase of porosity from other parts as well as shear band in the
specimen are observed when the plastic dissipation is considered. This indicates that the
contribution of heat transfer from the temperature increase along the shear band leads to

thermal softening by affecting the yield surface change.

2.5.5 Coupled THM effects of frozen soil system on shear band

The frozen soil system formulated in this study is not in an isothermal condition and
the phase transition between the liquid water and crystal ice is considered. Thus, solid
response is affected by both thermal and hydraulic couplings. As studied in the previous
researches [19, 20, 81], shear band width is influenced by the thermal diffusivity as well as
diffusivity of the pore fluid. To identify how thermal and hydraulic diffusivities influence
the thermo-hydro-mechanical responses of frozen soil which include phase transition, we
conducted a parametric study by changing the permeability and thermal conductivity.

The numerical experiment is set up based on the 2D biaxial test conducted in the
previous section (Section 2.5.4). Likewise, Figure 2.9 shows the schematics of the test
while the confining stress (o.) of 500 kPa was used. The same rate of moving boundary
condition (0.0002 m/sec) was used on the top of the specimen. Note that the drained
condition was applied on the top and bottom surfaces of the specimen to allow liquid
water flow. Table 2.3 presents a set of intrinsic permeability and thermal conductivity
of frozen soil. First we hold the permeability as the reference value and evaluate the
effect of thermal conductivity by comparing the low and high values. Next we fix the
thermal conductivity with the reference value and analyze shear band with low and high
permeability.

Figure 2.13 demonstrates equivalent plastic strain, temperature distribution and the

pore pressure at 150 sec. after the loading. The equivalent plastic strain results in the
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Figure 2.12: The effect of plastic dissipation reflected on the specimen. Fast and slow
loading indicates 2.0 x 107* m/s and 2.0 x 10~ m/s, respectively

formation of shear band under the high (left) and low (high) thermal conductivities. The
onset of shear bands locates slightly different in both cases, but the concentration of equiv-
alent plastic strain and shape of shear bands show little difference. The temperature dis-
tribution due to generation of heat by plastic dissipation on shear bands differs, however,
because of thermal conductivity difference. As can be expected, the high thermal con-
ductivity leads heat transfer much faster as in Figure 2.13 (b). The pore pressure increase
shows little difference while the stream line of liquid fluid follows the onset of shear band
(Figure 2.13 (c)). In this numerical experiment, the change of thermal diffusivity may
affect the location of shear band due to heat transfer difference.

Next we fix the thermal conductivity and change the permeability. Figure 2.14 demon-

strates equivalent plastic strain, temperature distribution and the liquid water pressure at

Table 2.3: Mechanical, hydraulic and thermal input parameters for thermo-hydro-
mechanical coupling effects of frozen soil on shear band

Parameter Low Reference High

Thermal conductivity (kW/m/K) 3.0 x 107 3.0 x 103 3.0 x 10°
Intrinsic permeability (m?) 1.0x 1072 1.0 x107% 1.0 x 10710
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Figure 2.13: The effect of different thermal conductivities on shear band (equivalent plastic
strain, temperature and pore pressure distributions): the left and right figures in (a), (b)
and (c) present the results under high and low thermal conductivities, respectively

150 sec. after the loading with different permeability conditions. The little difference in
initiation and formation of the shear band is observed. However, a marginally thicker
shear banding and lower concentration of equivalent plastic strain is identified under the
high permeability condition (Figure 2.14 (a)). In addition, slightly faster heat transfer is
captured, which can be considered as convection effect in energy balance equation (Fig-
ure 2.14 (b)). By considering the temperature increase and yield surface change reflected
on the solid constitutive model of this framework, the heat transfer accelerated by con-
vection effects may contribute the size of shear band. The difference in permeability is
identified from the results of pore pressure in Figure 2.14 (c), where the most excess pore

pressure generated by loading is dissipated.
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Figure 2.14: The effect of different permeability on the development shear band (equiva-
lent plastic strain, temperature and pore pressure distributions): the left and right figures
in (a), (b) and (c) present the results under high and low effective permeabilities, respec-
tively

2.6 Conclusions

In this chapter, we present a computational framework that simulates the thermo-hydro-
mechanical responses of freezing and thawing porous media at the finite deformation
range. Our starting point is the mixture and pre-melting theory, which enables one to
derive finite strain constitutive laws for both the path-dependent solid, hydraulic and
thermal constitutive responses. On the theoretical side, we analyze how the degree of
saturation of ice, determined from the unfrozen pore water pressure and temperature,
introduces nonlocality and rate dependence to the non-mechanical hardening/softening

mechanism. Unlike the single-physics solid mechanics problem in which strain and strain
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history alone are sufficient to predict stress, the incorporation of non-mechanical harden-
ing makes the solid skeleton constitutive responses to be highly sensitive to the evolution
of the pore water pressure, temperature and the corresponding gradients. As a result, any
simplification made on the balance principles, such as eliminating the heat generated by
the plastic dissipation in the balance of energy and neglecting the heat convection terms,
may have profound impacts on the quality of predictions on the solid mechanical behavior.
In summary, this work provides a feasible approach to model frozen porous media with
unfrozen water constituents and addresses some key theoretical and computational issues
for capturing the essence of the path-dependent thermo-hydro-mechanical responses of

porous media.
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Chapter 3

Computational plasticity and damage mechanics for

crystalline solids under the nonisothermal condition

This topic is published as: S.H. Na, W.C. Sun, Computational thermomechanics of crys-
talline rock. Part I: a combined multi-phase-field/crystal plasticity approach for sin-
gle crystal simulations, Computer Methods in Applied Mechanics and Engineering, 2018,

doi:10.1016/j.cma.2017.12.022.

3.1 Introduction

The demands for safe and permanent disposal of nuclear waste in geologic formations date
back over decades. Natural rock salt, found in domal and bedded formations and the re-
consolidated counterpart formed in a high-pressure and high-temperature environment,
has been used for geological repositories of nuclear waste disposal in the United States and
Germany [82]. Two operating facilities include the Waste Isolation Pilot Plant (WIPP) in
Carlsbad (New Mexico, USA), and the Endlager fiir radioaktive Abfalle Morsleben (ERAM)
site in Morsleben, Germany [83].

The decision to use salt formation for storage and disposal of radioactive wastes is at-
tributed to its desirable thermo-hydro-mechanical-chemical characteristics, i.e., (1) high

thermal conductivity, (2) low permeability, (3) self-healing mechanism and, (4) biolog-
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ically inactivity of rock salt (as compared with clay). Firstly, the heat generated from
nuclear wastes can be dissipated to the surrounding area much faster in salt than in other
materials since the host salt rock exhibits high thermal conductivity [84]. In addition,
the permeability of rock salt is sufficiently low that it is often idealized as impermeable.
Therefore, it may function as a secured barrier for radioactive wastes [85]. Finally, the
creeping property of salt enables microcracks or damage under mechanical load to be self-
sealed, which may also naturally guarantee the necessary geological barrier function (e.g.

Berlepsch and Haverkamp [83] and Chan, Bodner, and Munson [86]).

Figure 3.1: Disposal operations for Transuranic (TRU) waste at the Waste Isolation Pilot
Plant (WIPP) - reproduced from Hansen and Leigh [87]

Decades of experimental investigations for rock salt provided insight on its mecha-
nisms of brine migration, vapor transport, and related solution-precipitation creeps under
nonisothermal conditions [82, 88-92]. However, the numerical modeling of crystalline
rock salt remains an active research area. Analysis of complex multi-physical responses
of the natural and reconsolidated salt, therefore, is an integral component of the design
of short- and long-term life cycle of a salt repository. In the repository, the facility may
have various phases of operation cycles that involve plugging, sealing, testing, and recon-

solidation of the saline materials [87]. Under such conditions, the reconsolidated salt is
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influenced by moisture content, brine inclusions inside halite crystals, and other materi-
als, such as clay or impurity, that might present in the grain boundary. Within certain
temperature and confining pressure ranges (between 250°C to 790°C and between 0.15
MPa and 12 MPa), the responses of salt may become even more complicated due to re-
crystallization and grain boundary migration. This generally leads to precipitation creep-
ing [93]. A number of previous studies, therefore, investigate the phenomenology and
micro-mechanisms associated with the mechanical behavior of salt [94-100]. These stud-
ies have explored the dislocation, dissolution-precipitation creep, healing behavior, and
flow transport properties of natural or reconsolidated salt under a wide range of load and
temperature conditions in a phenomenological setting where microstructural attributes
of the rock salt are not explicitly modeled.

Since salt formations found in nature often contain varying amounts of impurities,
minerals, and brine inclusion, how to capture these spatial heterogeneous effects without
explicitly model its microstructure remains a major challenge. Various phenomenologi-
cal constitutive models have been proposed to capture the macroscopic responses of salt
(86, 98, 101-109]. For instance, Olivella et al. [110] proposed a general formulation for
nonisothermal multiphase flow of gas and brine in saline media, which was further ex-
tended into a series of works for coupled thermo-hydro-mechanical analysis of saline
materials [111-113]. Although they did not explicitly incorporate the grain boundary,
damage and healing, and the microstructural information, the complicated history- and
rate-dependent behaviors of saline media as well as the multiphase interactions among
constituents including gas, liquid, and solid were addressed by linking fluid flow, per-
meability change, thermal gradient, and phenomenological constitutive law for the solid
skeleton.

While these phenomenological approaches inspired by micromechanics of crystals
have achieved a level of success in the past, more physically consistent forward predic-

tion may require stronger physical underpinnings such that the interaction between the
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impurity, the precipitated brine and the anisotropy of crystalline constitutive responses
can be captured properly [87]. Yet, bridging the multiscale coupling effects from the grain
scale to the field applications remains a challenging task due to the complexity of the phys-
ical nature of rock salt. Our ultimate goal is to create a multiscale polycrystalline material
model suitable for field-scale applications. As a first step toward this goal, this article will
focus on modeling the thermo-mechanical response of single-crystal halite.

In this chapter, our objective is to derive, implement, and validate an elastoplastic
model for single-crystal halite subjected to different thermal and mechanical loadings rel-
evant to nuclear disposal applications. We will incorporate other important multiphysics
and multiscale polycrystalline mechanisms such as the interactions across grain bound-
aries, the intra-crystalline and inter-crystalline brine inclusion, and the role of the impu-
rity and additive on the precipitating and pressure solution of the grain boundaries in
future contributions.

We present a unified mathematical framework that enables us to capture the
anisotropic inelastic brittle and ductile behaviors of single-crystal halite. We achieve this
by combining 1) a thermal-sensitive rate-dependent crystal plasticity formulation that
captures the anisotropic plastic deformation caused by the slip of crystallographic planes
and 2) a multi-phase-field regularized fracture model that captures interactions of the
anisotropic intragranular and transgranular fractures of single-crystal halite under the
temperature range relevant to nuclear waste disposal applications (e.g. the WIPP). The
intrinsic anisotropy of halite stemming from the microstructure is incorporated into the
crystal plasticity theory. This theory is a micromechanics-based constitutive law where
the anisotropic plastic flow is associated with activation(s) of the slip systems oriented
according to the lattice structure of the crystalline materials [60, 114-117]. In this work,
we use the strain energy equivalence theory such that the crystal plasticity framework
can be integrated into a phase field model capturing the evolution of damage. Because the

creeping mechanisms, such as grain boundary diffusion, dislocation creep, and thermal
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activated glide, are highly sensitive to temperature, the temperature-dependent energy
dissipation due to creeping is incorporated into the crystal plasticity model [118-123].
The damage and crack growth of single-crystal materials are captured via the phase field
approach, which is a sub-class of the smeared crack approach. This method allows us to
capture complicated crack patterns without introducing an embedded discontinuity [124—
128]. It should be noted that incorporation of the phase field model is not the only feasible
way to model cleavage fractures. Other methods, such as the introduction of pseudo-slip
in crystalline materials, [129, 130] have been used to model the coupled effect of single
crystal plasticity and damage.

We use a sub-class of the phase field model that employs multiple phase fields to
capture damage accumulated in different directions. The multi-phase-field approach has
been very popular to model a wide spectrum of material behaviors including anisotropic
responses of regularized interfaces for planar dislocation [131], re-crystallization [132]
and anisotropic fracture [133-135]. See also Steinbach [136] for a comprehensive review.
In the content of anisotropic phase field models, one obvious advantage of the multi-
phase-field approach is the lack of higher-order terms that are typically required for the
single-phase-field counterpart to capture non-convex anisotropic fracture energies [137,
138]. As a result, the multi-phase-field model does not require specific finite element
spaces spanned by piece-wise smooth and globally C!'-continuous basis functions. In-
stead, a simple low-order finite element can be used. This simplicity, although offset by
the additional computational cost due to the additional degrees of freedom, motivates us
to use the multi-phase-field model in this work. The number of independent phase fields
and their directional features are assumed to be consistent with the slip planes of halite.
Finally, the crystal plasticity theory and the multi-phase-field approach are incorporated
into a set of multi-physical field equations. The formulations include the balance of linear
momentum, the micro-force equations for plastic slip and multiple phase-fields, and the

balance of energy.

59



The organization of this chapter is as follows. In Section 3.2, we first describe the kine-
matics of a halite grain with multiple slip systems. Then, the application of effective stress
equivalence theory on the multi-phase-field model is discussed with respect to anisotropic
fracture for crystalline materials. Within this mathematical framework, the general gov-
erning equations including the balance of linear momentum, microforce equations, and
balance of energy are derived. The specific choice of a free energy function that combines
the crystal plasticity and the multi-phase-field approaches is provided. Subsequently, in
Section 3.3, the stress update algorithm in effective stress space is described followed by
the description of both rate-dependent and rate-independent settings. In Section 3.4, the
finite element formulation, are presented. Numerical simulations are then provided in

Section 3.5, followed by a conclusion.

3.2 Governing equations

In this section, we present the field equations that capture the thermo-mechanical cou-
pling effect of single-crystal halite. We begin by reviewing kinematics of deformation of
a crystalline solid with multiple slip systems. To capture the brittle-ductile transition and
the brittle fractures that might occur under low confining pressure, a multi-phase-field
model is used. Adopting the ideas originated from Nguyen et al. [135], we introduce mul-
tiple phase fields to model anisotropic damage such that each phase field represents the
damage along a particular preferential direction. Finally, the coupled anisotropic damage-
plasticity behavior of single-crystal halite is captured via the effective stress [139, 140].
The total stress in damaged configuration is then recovered based on the effective stress
and the anisotropic gradient damage computed from the phase fields. Meanwhile, the

field theory for balances of linear momentum and energy are discussed.
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3.2.1 Strain energy equivalence for coupling phase field and plasticity

In this work, an anisotropic phase field fracture framework is coupled with a crystal plas-
ticity model to simulate the anisotropic path-dependent behavior of single-crystal halite.
Here we adopt the strain energy equivalence principle used previously in isotropic and
anisotropic damage mechanics [140-142]. This principle hypothesizes that there exists
a fictitious undamaged counterpart of the damaged halite such that a body composed of
the fictitious undamaged material will experience an effective stress & while the actual
body will experience a stress o. Furthermore, we assume that despite the damage charac-
terized by the multiple phase fields is anisotropic, the effective stress and the total stress
are co-axial. Consequentially, the degradation function g(d) becomes a scalar function of
the collection of phase fields d. The relationship between the total and effective stresses
when both the fictitious and the real material exhibit the same infinitesimal strain (i.e.,
€ = €) are,

o= g(d)&’ (3.1)

and the corresponding infinitesimal stress rate is,

e=> agf) o+ g(d)o, (3.2)

where d;, (i = 1,2, ..., N), is the phase field for each preferential direction and N is the
total number of phase fields. An important implication of (3.1) is that while damage and
plastic processes remain coupled, the plasticity model can be associated with the fictitious
undamaged body. Hence one may use a decoupled plasticity algorithm to first obtain the
effective stress from the strain field then update the total stress using the degradation

function from each material point.
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3.2.2 Kinematics for crystal deformation of the damaged halite

For completeness, we briefly review the kinematics of crystal deformation and restrict the
formulation within the infinitesimal range. More comprehensive treatment of this subject
can be found in [61, 119, 121, 143]. Recall that we adopt the approach in Simo and Ju
[142] in which we assume that the actual (damaged) crystal and the fictitious counterpart
undertake the same strain and strain history.

The elastoplastic deformation of a single-crystal grain is attributed to the interactions
between crystal blocks along the predefined crystallographic planes in the slip system. A
slip-system is defined by a combination of crystallographic planes (i.e. slip planes) and
the corresponding sliding directions (i.e. slip directions). The atomic arrangement of the
slip system of crystalline materials leads to a preferential direction of the plastic flow,
hence the overall constitutive responses of a single crystal is anisotropic. In Face Cubic
Centered (FCC) crystals, for example, the slip-systems are defined by the densest packing
planes in terms of atomic arrangement as the slip-plane {111} and slip-direction (110).
This dense packing causes FCC materials, such as aluminum, copper, gold, and silver
to exhibit higher ductility than the Body Cubic Center (BCC) crystals such as, iron and
chromium (although packing alone is not the only factor that influences ductility) [61].
One may view the halite structure as a FCC with secondary atoms in its octahedral holes
(cf. Williams [144]). As a result, a set of the slip-planes is known to be {110} (rather
than {111} for FCC), and the corresponding slip directions are (110). This set of planes
is electrically neutral, and the motion on these planes avoids charged layers gliding over
one another (cf. Hansen [100] and Carter and Norton [145]).

We consider a continuum body (B) with material points identified by the position
vectors © € B. The displacement of a material point with time ¢ can be denoted by
u(x,t), and we define the strain measure (€) as the symmetric part of the displacement
gradient, i.e.,

€:=V¥y = %(VU + (Vu)"). (3.3)
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Figure 3.2: The description of the slip-system of single-crystal halite, (a) an aggregate of
many atoms for the face centered cubic crystal structure (reproduced from Callister Jr
and Rethwisch [146] — adapted from the original Moffat, Pearsall, and Wulff [147], (b) a
unit cell for the sodium chloride (NaCl) crystal structure (reproduced from Callister Jr and
Rethwisch [146]), and (c) the slip-system {110}(110)

The additive decomposition of the infinitesimal total strain leads to,

€e=¢€"+ e+ é, (3.4)

where €° and €” indicate the elastic and plastic components, respectively. Meanwhile, the
thermal component is assumed to be isotropic and defined as a function of the thermal
expansion coefficient, i.e., e = a(0 — 0y)I, where « is the thermal expansion coefficient;
0 is a reference temperature at which the thermal strain €’ = 0 (cf. Clayton [130], Al-
dakheel [148], and Miehe et al. [149]). In crystalline materials, the elastic strain describes
distortion of the lattice structure which vanishes when the applied stress is released. On
the other hand, the plastic strain is irreversible and evolves due to the slip on crystallo-
graphic planes. In this work, we assume the thermal expansion as an elastic response and
consider it in the elastic part of free energy functional in (3.41) followed by Anand and

Gurtin [150].
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The a-slip system is composed of: 1) m®, the unit normal to a crystallographic plane,
and 2) s, the direction of plastic slip on that plane. Therefore, the slip-system « is defined
by orthonormal vectors (1m®, s®) based on the crystallographic features of crystals. We

then obtain the plastic strain by summing over all crystallographic slips,

e => 48 (3.5)

where 7“ indicates the plastic slip corresponding to the slip-system «. S denotes the
symmetric part of the Schmid tensor (i.e. m* ® s®), which can be expressed as follows,
S = % (Mm*® s+ s*@m?). (3.6)
Note that the summation convention is not employed in respect of indices relating to the
slip systems. Furthermore, the thermal expansion and structural heating are included
by using a thermal-sensitive elastic stored energy function for thermoelastic coupling in
(3.40). For crystals with cubic symmetry crystals, the second-order material tensors such
as thermal expansion and conductivity are all symmetric with one independent compo-
nent [151]. For other types of crystals, the anisotropy of any symmetric second-order
material tensors can be introduced via spectral decomposition. In this case, one may as-
sume that the principal crystallographic directions are parallel to the eigenvectors of the
material tensors (cf. Meissonnier, Busso, and O’Dowd [152]). The thermal effect on the
inelastic behavior of single-crystal halite is incorporated via the temperature-dependent

flow rule for the plastic slips (Section 3.2).

3.2.3 Multi-phase-field approximation for anisotropic fracture

The phase field fracture modeling can be considered as a regularized smeared approach.
In this approach the cracks are not explicitly captured via embedded discontinuities but

approximated by an implicit indicator function obtained from regularizing the strong dis-
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continuities with a characteristic length [153-155]. Here we assume that this characteris-
tic length is sufficiently smaller than the grain size but larger than the finite element mesh
size used for numerical simulations. In those cases, the strongly anisotropic damage and
fracture behaviors can be captured either via a single phase field within a higher-order
Cahn-Hilliard framework [127, 137, 138] or via multiple phase fields, each constrained by
governing equation without the forth-order terms [134, 135]. Due to the simplicity of the
latter approach, we adopt it to capture the damage and fracture behavior in single-crystal
halite.

In a regularized framework where the sharp crack topology is approximated by a diffu-
sive representation, the phase-field variable, d(x, t) € [0, 1], is an implicit function whose
value indicates the location of the smeared crack(s). Let T denote a set of discontinuous
fractures inside a body B. Then the total area of the crack surfaces can be described by
an area integral over J. By introducing a crack density function I';(d, Vd) the total crack

area can be described by the volume integral as,

1
= / dA ~ / I'y(d,Vd) dV where I')(d,Vd):= ﬂdQ + %|Vd|2. (3.7)
T B

Here [ indicates a length scale that controls the width of the smooth approximation of the
crack. The assigned scalar phase-field values 0 and 1 represent the intact and completely
damaged region, respectively. The phase-field value between 0 < d < 1 indicates a
partially damaged material state at the corresponding material point. The regularized

crack surface can be further extended to the anisotropic case as,

1 l
= —d*+ —w: (Vd® Vd), (3.8)

['(d, Vd, w) = d* + 2

where w is a second-order structural tensor, which is invariant with respect to rotations
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for characterizing the material anisotropy [127]. This tensor can be defined as,

w=I+pI-mem), (3.9)

where I denotes the second-order identity tensor; m indicates the unit normal vector to
the potentially preferred cleavage plane; 3 >> 1 is the parameter penalizing fracture on
planes not normal to the unit vector m. The isotropic crack surface energy function in
(3.7) can be recovered by setting 5 = 0.

To capture the anisotropy inherent in the crystalline materials, we associate the ori-
entations of each slip plane as a potential cleavage plane. Adopting the multi-phase-field
technique first introduced by Oshima, Takaki, and Muramatsu [133] and further devel-
oped in [134, 135], we assign multiple phase fields d = {d;,ds, ..., d,} to quantify the
damage accumulation on each slip plane normal to the unit vector m’. Therefore, the
total crack length can be defined by the summation of each anisotropic crack density

function which is rewritten as [134, 135],

I
['i(d, Vd,w) = Z {Q—Z(di) + Wi (Vd; @ Vd,)| ,
where w; = I + (I — m' @ m"). (3.10)

For convenience we use the underline to denote a set of variables. In analogy to (3.6),
m' corresponds to m® — the unit normal vector of each crystallographic slip plane. The
length scale [ and penalizing parameter /3 are assumed to be the same for each slip system.
These parameters may further differentiate for each slip system based on the microscopic

information of crystalline materials.
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3.2.4 Balance of linear momentum and microforce

In this section, we derive the balance of linear momentum and microforce for single crys-
tals with damage via the principle of virtual power. The virtual-power formulation of the
single crystal using microforce balance is well established and has been described in the
literature [117]. Based on this standard theory, De Lorenzis, McBride, and Reddy [156]
extended the virtual power formulation by introducing an additional microforce balance
associated with a crack phase-field. In this, our new contribution is to extend this work for
the multi-phase-field formulation coupled with crystal plasticity. We postulate the exis-
tence of multiple microforces, each microforce conjugates to a phase field for anisotropic
damage in a single crystal. Furthermore, we extend this framework to incorporate ther-
mal diffusion such that non-isothermal condition can be simulated. For simplicity, we
limit our analysis within the small deformation range and the small temperature differ-
ence assumption [150]. As described in Section 3.2.2, therefore, the thermal expansion
effect is included in the elastic stored energy function (3.40) based on the standard virtual
power formulation [150]. This treatment may be sufficient for a geological disposal under
the limited temperature change condition for low-level radioactive waste materials, for
example, generated by military activities (e.g. the Waste Isolation Pilot Plant, WIPP) [87,
157].

The standard derivation procedure using the principle of virtual power for phase-field
modeling of fracture in a single-crystal are described in great detail in Gurtin, Fried, and
Anand [117] and De Lorenzis, McBride, and Reddy [156]. Here we briefly outline the ex-
pression of virtual power formulations including macroforce (i.e. the total Cauchy stress),
microforce for a single crystal, and additional microforces for multiple phase fields asso-
ciated with the resultant balance equations. In a domain B, the internal power (J) over a

subregion P C B may take the form of,

J(T):/Tcr:éedv—kZ/Tﬂ“ﬁadVJrZ(/ﬂ)&i-VdidVJr/?mdidV), (3.11)
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where o indicates the Cauchy stress with the power-conjugate to €°; 7 denotes the micro-
scopic force associated with the slip rate y<; £, is the microscopic stress power-conjugate
to Vd;; and m; is the microscopic internal body force (power conjugate to d;). Note that
the summation convention is not employed regarding indices related to multiple phase-
fields. Each phase-field variable corresponds to the direction of a crystalline slip system.
As mentioned in Section 3.2.1, o is a total stress considering damage to the material ob-
tained by (3.1). The calculation of the total stress and a stress update algorithm will be
explained in a later section. Now we assume that the external power (W) acting upon

P C B has the form as,

W(T):A?t(n)'ﬁdAvL/?b-ﬂdV—%zi:(A?Xi(n)'didAﬂL/?

N d; dA) . (3.12)

where t is the traction vector with outward unit normal n2; b is the macroscopic body force;
X; and )\; are the microscopic external traction and body force, respectively, both power-
conjugate to d;. Note that a scalar external virtual microscopic force power conjugate
to 4* is not considered [117]. An additional assumption is made such that each field,
that is u, €°, 7%, and dl is known at some arbitrary known but at fixed time and can be

independently specified within the kinematic constraints, (3.3) to (3.5), as
VG =& 4 Y 478 (3.13)

By denoting each virtual field by u, €°, 4%, and dNZ', a generalized virtual velocity V can be

defined by [117, 150, 156],

(S

V= (u,€,7,d). (3.14)

Then the principle of virtual power is the requirement that, J(P, V) = W(P, V), that is,
/a:éedv+2/waaadv+z (/5i-indv+/mJidv)
P —Jo - P P
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:A?t(n)-ﬁdA—l-/?b-’ﬂ,dV—i-;(A?Xi(n)-didA+LAididA), (3.15)

for all virtual velocities V. Again, the derivation of balance equations is straightforward

[117, 150, 156], thus resulting in the following final expressions:

V-0 +b=0, (Linear momentum) (3.16)
t(n) =0 -n, (Macroscopic traction) (3.17)
7 =71%with 7% = §% : o, (Microscopic force balance for each slip system) (3.18)
V-& —m+ X\ =0, (Microscopic force balance for each phase field) (3.19)

Xi(n) =&, -n. (Phase-field microscopic traction) (3.20)

Here 7* indicates the Schmid stress or the resolved shear stress, which represents the
macroscopic stress o resolved on the slip system «. In addition, the number of (3.19) and
(3.20) is consistent with the number of each phase-field corresponding to the slip system
of single-crystal halite. We further note that the macro and microforces are related based
on (3.18) such that 7* represents the force applied on the lattice of a single crystal for
dislocations on the slip system « while 7* constitutes internal forces on the slip system «
[117]. The multiple phase-field variables, however, do not show clear relations associated
with the macroforce and the microforce on the slip systems. This interaction is established

based on our choice of a free energy functional, which will be covered in a later section.

3.2.5 Energy balance equation and dissipation inequality

To capture the thermo-mechanical behavior of a single crystal, we present an energy bal-
ance equation which includes contributions of heat conduction, mechanical dissipation,

and structural heating. The first law (energy balance) can be expressed in a local form,

e=0:€—V-q+ry, (3.21)
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where e is internal energy per unit volume; q is the heat flux vector; 7y is the heat source
term. This equation can be rewritten in greater detail by including the dissipation of the
plastic slip and the work done by the growth of phase field (3.15). Recall that the rate of
the phase-field change is power conjugate to the microforce [158, 159]. The balance of

energy, therefore, reads,
é:a:ée—i—ZWa"yo‘—i—Z(ﬁi-Vdi—i—mdi)—V~q+r9. (3.22)

Then the second law of thermodynamics (Clausius-Duhem inequality) is,

T =i+ V- () =2 =0, (3.23)

in which 7 is an entropy term, and 6 is absolute temperature. Here the the flux vector (q)

can be expressed using Fourier’s law for heat conduction,
qg=—k-Vo, (3.24)

where k is the thermal conductivity tensor. In addition, we may recall the Helmholtz free

energy (1)) which shows the relation between the internal energy (e) and entropy (n) as,

Y =-e—0On. (3.25)

Therefore, the dissipation inequality (%) can be rewritten as,

Dt = O - é€+27r"7°‘+2(§i-Vdi+m di> — (779'+1/}> —%q-V@EO. (3.26)
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Now we consider the Helmholtz free energy function for thermo-elasto-plastic crystal

materials of the following form,
) =(e,s,0,d,Vd), (3.27)

where €° is the elastic strain ; 6 the temperature; d a set of crack phase-fields and its
gradient Vd; s a set of a local scalar measure related to the plastic slip accumulation for

each slip system defined by,

t
§%:=4%>0 where s%(t)= / A*dr. (3.28)
0

The substitution of (3.27) into (3.26) induces the dissipation inequality as the following

form,

(U—gi)Zée—i-Z?Ta")/a—Z%éa—i‘Z(ﬂ'i_%)di
: oy . 1
+Z< aw) Vd; — (+%>9—5q-v020. (3.29)

Well-known arguments (e.g. Standard Coleman-Noll arguments) lead to the constitutive

relations for the Cauchy stress and entropy, respectively,

W0
o= Pec n= 20 (3.30)

We then further derive the dissipation inequality by following the individual group terms.

The inequality related the each phase-field variable can be expressed as,

Z (m gﬁ) ' Z ( aavwcl,) - Vd; >0, (3.31)

1
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which leads to the phase-field microscopic constitutive equations as,

N
ovd;’

and &, = (3.32)

Substitution of (3.32) into (3.19) with the assumptions of no microscopic body force (\; =

0) leads to the multi-phase-field equations as,

O o
V- <awi> ~ %, =0. (3.33)

Note that previous phase field fracture models, such as the time-regularized viscous crack
propagation mode in Miehe, Welschinger, and Hofacker [124], often introduce dissipation
function that depends on rate of phase field and that of the phase field gradient. Such an
extension is out of the scope of this study but will be considered in the future. Interested
readers are referred to previous works such as Stainier and Ortiz [52], Miehe, Welschinger,
and Hofacker [124], Mota et al. [160], and Yang, Stainier, and Ortiz [161], for a variational
consistent way to introduce rate-dependence for path-dependent materials. Based on

(3.30) and (3.32), the reduced dissipation inequality becomes,

Ty —Sa ——q Vo >0, (3.34)
2 Z

Dp

where D,, denotes the plastic dissipation rate. Considering the definition of ¢g¢, the in-
equality (3.34) can be further reduced to,
1 O
Z (T4 4+ g“5%) — rkh VO >0, where ¢%= —a—w, (3.35)
80{

o
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in which the thermodynamic force g* power-conjugate to $* is introduced. Finally, the

balance of energy is obtained by substituting the free energy (3.25) into (3.22):
b+ +nd—o: ée—zw%a—Z(givdﬁmdi) +V-q—19=0. (3.36)

This equation can be rewritten by combining the constitutive relations of (3.30) and (3.32)

as,

821/} e a s 821/} 82w 821/} .
—05g2% = Z YT+t H;( 90950 " )+Z(898d +a0ava VY

%,
—l—@(a@aee.e)—v-q—kn). (3.37)

Considering a choice of a free energy function in (3.40), we may reduce the equation as,

an/] Lo a 8277; . €
—0@ —Z(WV +98)+0<aeaee.e>—v-q+m, (3.38)
N—— \a ,

Dipecn—Hy

which can be written in a simplified expression by Simo and Miehe [47],

o0 = [Dimech — Ho) — V - q + 9. (3.39)

Here ¢, is the specific heat per unit volume at constant deformation; D, denotes the
contribution to the dissipation due to pure mechanical load and/or thermal flow, which
may be consistent in the form of So : €” with [ the Taylor-Quinney coefficient; Hy is the

non-dissipative (latent) thermoelastic structural heat or cooling.
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3.2.6 A specific free energy functional

We derive the explicit expressions for the balance equations by choosing the following

stored free energy functional:
¥ =9f(e,0,d) + 0P (s,d30) + §°(d, Vd, w) +4°(6). (3.40)

The elastic part U is composed of the thermoelastic strain energy (w®) considering the
thermal expansion [149, 150, 161-164], which is multiplied by the degradation function

g(d) for damage evolution:

~

1
¢ = g(d)w(e®, 0) with w®(e®, 0) = 568 :C% e —3aK (0 — 0p) tre, (3.41)

Firstly, the degradation function g(d) for multiple phase-field can be assumed to have a

simple form [134, 135] as,

g(d) = (1 -k JJ(0 = d:)* + k. (3.42)

7

This function has been chosen such that ¢'(d; = 1) = 0 to guarantee that the strain energy
density function takes a finite value as the domain is locally cracked. The small parameter
k < 1 is introduced for maintaining the well-posedness of the problem for partially
broken part of the domain [134, 135, 165]. Next C° denotes the fourth-order elasticity
tensor, which may constitute the isotropic or cubic symmetry for crystalline materials. «
is the thermal expansion coefficient for isotropic behavior, K is the bulk modulus, and 6,
denotes a fixed reference temperature. To avoid crack propagation under compression,
the elastic strain can be further decomposed into a positive part w¢ and negative part w¢®

by the spectral decomposition or the volumetric and deviatoric split [135, 149, 166, 167].

)¢ = g(d)ws +u, (3.43)

74



where the description of w¢ and w¢ for crystalline materials will be revisited in the fol-
lowing section.

We then take the contribution of plastic work for crack growth into account to sim-
ulate ductile fracture behavior. The simple equation for the plastic work may have the

form:

~

37 = gld (u? —ut), where g(d)? = g(d) and w? = S e

In our formulation, the plastic work is temperature-dependence due to the incorporation
of temperature-dependent creep motion (see the viscoplastic flow rule in (3.60)). Never-
theless, we follow the treatment in Simo and Miehe [47] and assume that the free energy
function is temperature-independent for simplicity. As such, the thermoelastic heating
contains no latent plastic terms and is in fact identical to the Gough-Joule effect, as ex-
plained in Simo and Miehe [47]. A more comprehensive treatment that considers the
plastic contribution in thermo-plastic solids can be found in recent work by Aldakheel
[148]. Here the degradation function for plastic work is assumed to be identical to that of
the elastic work, and a plastic work threshold w}, may be introduced for controlling the
plastic deformation in ductile fracture [149, 167]. The angle bracket operator is defined

as,

0 ifz<0
(z) = . (3.45)
z ifz>0

The plastic work w” comes from the hardening contribution, which is consistent with the
Taylor hardening in (3.58). Therefore, the thermodynamic force g* power-conjugate to

5% in (3.35) can be explicitly described as,

9" ==Y hs" (3.46)
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The stored energy function ﬁc(c_i, Vd,w) describes the total anisotropic crack surface
energy. The total crack density formulation is previously defined by (3.10) based on the
diffusive crack topology using the multi-phase-field approximation (Section 3.2.3). By
assuming the same fracture energy for each slip direction (or the same energy release

rate, G.), the total crack energy function can be expressed as,
=Gy l(di)Q + Ewi - (Vd; @ Vdy)| . (3.47)
— |21 2

The purely thermal contribution on the stored energy function ¥ constitutes the heat

transfer, in which the equation of z@e may have a simple form as [149, 161-164, 168, 169],

W =, [(0 — 6y) — 0log(0/60)] , (3.48)

where ¢, is the specific heat defined in (3.37). The specific heat is assumed to be a con-
stant for single-crystal halite based on Urquhart and Bauer [84]. In addition, we simplify
the thermal-mechanical-fracture coupling problems by assuming that the stored thermal
energy is not affected by fracture [149].

Finally, the microscopic multiple phase-field evolution equation for each phase of

(3.33) now becomes,

where J; is the strain-history functional that governs the evolution of the irreversible
crack propagation (cf. Nguyen, Réthoré, and Baietto [134] and Nguyen et al. [135]). This

functional may takes the following form,

H; = max {H(l —d;)? [w + (WP — wh)] } : (3.50)
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3.3 Constitutive law

In this section, we present the constitutive law to capture the anisotropic behavior of
crystalline materials. We combine the multi-phase-field method and the single-crystal
plasticity theory to replicate the damage-elasto-plastic behavior via the effective stress
theory [170-173]. The effective stress theory hypothesizes that there exists an effective
stress space where local stresses are redistributed to the effective area such as the un-
damaged skeleton of the body, undamaged material micro-bonds, the vicinity of growing
voids. In addition, we also employ the hypothesis of strain equivalence. This assumption
states that the strain caused by applying the total stress on the actual damaged material is
the same as the strain caused by applying the effective stress on the fictitious undamaged
material. As a result, the local elastoplastic constitutive responses and the evolution of
internal variables can be resolved in a decoupled manner. While this technique is often
employed for coupling damage and plasticity models (e.g. Borst and Verhoosel [140]),
Choo and Sun [174] have used this technique to couple a pressure-dependent plasticity
model and the phase-field fracture framework.

Recalling the specific free energy function, (3.40) and (3.41), with the constitutive re-
lation (3.30) reaches that the Cauchy stress, or total stress, can be resolved as,

o
e

o =g(d)o with 6 =C°: € —3aK (0 —0y)1, (3.51)

where & denotes the effective stress or damage effective stress. It should be noted that
the term effective stress of this study is different from that of porous media, in which
the effective stress indicates the stress of the solid skeleton when saturated or partially
saturated with fluid [19, 20, 28, 43, 175-179]. The stress update algorithm for the multi-

phase-field approach coupled to crystal plasticity is described in Algorithm 1.
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3.3.1 Single crystal elasticity

In this study, the elastic response of single-crystal halite is described by the fourth-order
elasticity tensor C¢ as in (3.41) and (3.51). As a crystal structure having cubic symmetry,
single-crystal halite can be represented by three elastic constant, C, C12, and Cy4, where
the x, y, and z axes are aligned with the crystallographic axes (e.g. Hirth and Lothe [180]
and Wachtman, Cannon, and Matthewson [181]). Apart from the anisotropic features
originated from the microstructure, the elastic behavior of halite depends on temperature,
pressure, and loading conditions [182, 183]. Therefore, the experimental set-up including
sample preparation process is an integral part to estimate the elastic parameters. There
have been many efforts to measure the elastic constants of natural rock salt. According
to Birch [184], the ultrasonics, one of the dynamical methods, may be the best technique
to estimate the elastic properties of halite including its aggregates. One of the pioneering
works was proposed by Oliver and Pharr [185], in which the load-displacement data from
indentation experiments is used for determining elastic modulus of materials. Here we
assume that the effect of elastic anisotropy is minor compared to the effect of plastic and
damage anisotropy, following the standard assumption in crystal plasticity [186]. A more
accurate model may apply the Zener anisotropy factor (cf. Clayton [151] p. 559) to esti-
mate how severe the assumption of elastic isotropy is for halite. The optimal estimation of
material parameters via inverse problems or optimization procedure, and the calculation
of Zener anisotropy factor for halite are out of the scope but will be considered in future
work. The average bulk modulus (K') and Poisson’s ratio (), obtained from single-crystal
data in Carter and Norton [145], are presented in Table 3.1.

The thermoelastic strain energy (w°) in (3.41) can be rewritten in terms of volumetric

and deviatoric strain as,

1 1
w’ = 5[((62)2 + (€5 €5) —3aK (0 —0p)e, with € = geiI + €5, (3.52)
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where K and p are the elastic bulk and shear moduli, respectively, € = tr €® is the vol-
umetric strain, and € is the deviatoric strain tensor. By decomposing the elastic strain
into volumetric and deviatoric contributions, we can further separate the thermoelastic

strain energy as follows to prevent unrealistic crack propagation under compression:

1
W= SR + (€ - €6) — 3K (8 — ) {ec)
. (3.53)
we = §K<62>% —3aK (0 — 0y){e)_
This additive volumetric-deviatoric split is proposed by Amor, Marigo, and Maurini [187],

while the split of the compressive and tensile components via spectral decomposition can

be found in Miehe, Hofacker, and Welschinger [125].

3.3.2 Single crystal plasticity

This section presents the stress update algorithm for single-crystal plasticity on effective
stress space. The unified fully implicit return algorithm for both rate-independent and
rate-dependent settings are implemented based on Miehe and Schroder [121]. Within
this framework, a multisurface-type model with the elastic domain is used as in Cuitino
and Ortiz [118], and the power low-type viscoplastic slip-rate is introduced for single-
crystal halite. This slip-rate equation takes temperature and rate-dependent effects into
account to describe dislocation creep. For the rate independent limit, the pseudo-inverse
method based on the singular value decomposition (SVD) is used for the inverse of the
Jacobian matrix in the constitutive equations [120, 121].

Followed by (3.3), we first denote by the homogeneous strain rate € in a crystal and
consider its additive decomposition into elastic (€°), plastic (€”), and thermal (¢°) parts,
respectively.

e=¢e+e+é. (3.54)

The plastic component coming from the slips on crystallographic planes results in the
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following expression (cf. (3.5)) :

&=y 45" (3.55)

Again, ¥* and S denote the plastic slip rate and the symmetric part of the Schmid tensor
on a-slip system, respectively.

Now we present the stress update algorithm for a crystal with 2V potentially active
slip systems, J := {1,2,...,2N}. Considering the microforce balance equation (3.18) for
the slip system and crystal plasticity theory [60, 121, 122], the yield condition can be
expressed as a function of the Schmid resolved shear stress (7¢) and the critical resolved
shear stress (7y) for each slip system. Here we set up the yield condition based on the

effective stress and critical resolved shear stress [139, 188],
f*=1"—71y, where ™ =0:8". (3.56)
Then a non-smooth convex elastic domain in the stress space can be defined as,
E={(e,77)]| f*<0 for «a =1,2,....,2N}. (3.57)

The evolution of these resistances within a multislip deformation process is governed by

the hardening equations,

p=hy 4% (3.58)

The hardening of the yield surface is characterized by the simple Taylor hardening law
that introduces only one additional material parameter, i.e., the plastic modulus (k). Here
we rewrite the plastic strain rate in Koiters’s form for rate-dependent single-crystal plas-

ticity as,

a o 2N e
aj; —Zlfy Se (3.59)

2N
&= 4
a=1
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where the slip rate 7 satisfies a constitutive viscoplastic form under loading conditions
to incorporate plastic flow by the dislocation creep motion in single-crystal halite as (cf.

Hansen [100], Miehe and Schroder [121], and Wawersik and Zeuch [189]):

recen( Q) o
Y

Here () represents a fitting parameter; () is the activation energy; R is the universal

gas constant; 0 is the absolute temperature; p is a strain-rate-sensitivity exponent. The
overstress function f** is defined by,

foif fo s Q)

fot = (3.61)

0 otherwise

The slip rate 4* takes the form of (3.60) such that the rate-dependence can be introduced
into the plastic constitutive responses [150]. Note that the dislocation creep equation ob-
tained from the experiments [189] is not originally intended for describing a microscopic
slip-system response. Instead, it was first used to describe the macroscopic response of
a specimen. Nevertheless, we hypothesize that the creeping equation of the slip system
takes a similar form. To minimize the discrepancy between simulated results and exper-
imental data, we calibrate the material parameters by solving the inverse problems [190,
191].

The unified stress update algorithm on effective stress space is outlined for both rate-
independent and rate-dependent crystal plasticity frameworks. Algorithm 1 describes
the elastic predictor phase on effective space, while the plastic corrector and determina-
tion of active slip systems are performed in Algorithm 2. In the rate-dependent case, the
viscoplastic regularization of single-crystal plasticity for halite (3.60) is used. At the rate-

independent limit, the slip rate ¥ satisfies the classical Kuhn-Tucker conditions [121, 122,
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143, 192]:

Y20, f2<0, 44/ =0, (3.62)

for all a. Furthermore, the inverse of the Jacobian (D) can be obtained directly if it is non-
singular. If the loading rate is sufficiently low such that the response is approaching the
rate-independent regime, the Jacobian (D) may become singular. In this case, the Moore-
Penrose pseudo-inverse, which can be determined via the singular value decomposition
(SVD), is used to compute the incremental plastic slip [120]. For brevity, we drop the

subscript n + 1 for variables pertaining to the time ¢,, ;.

Algorithm 1 Elastic predictor phase on effective stress space

1: At integration point compute strain increments Ae
2: Compute the effective trial stress 6" =, + C° : Ae
3: Assemble trial active set /" = {a € J | 6" : §* — 719, > 0}
4: if &/" = then
Elastic response: set 0 = ", TV =Ty o =,
C = C¢, and exit
5: else
Plastic response: call Algorithm 2
Update o, 7y, and &7
C « C¢, and exit
6: end if
7: Resolve the total stress o = g(d)o

In Algorithm 1 we assemble the trial active set by checking the yield conditions for
each slip system (3.56) under the given temperature §. When the trial active set is empty,
the material is in the purely elastic regime. If the trial active set contains any element,
Algorithm 2 is triggered and the Newton iteration for the plastic response is performed. In
this iteration step, the active slip system is successively checked and reassembled followed
by two constraints. Firstly, we check v“ in the trial active set whether each parameter
violates the discrete loading conditions, (3.60) and (3.62), in the sense v* < 0. If this is the
case, we drop the slip system from the active set .7 and restart the local Newton iteration.
Secondly, we check the yield conditions again for the slip systems, not in the current trial

active set. We then reassemble the active set and restart the local Newton iteration by
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Algorithm 2 Plastic integrator and determination of active slip systems

1:

2
3:
4

11:

12:
13:
14:
15:

16:

17:
18:

R A

Initialize the active set & = &7,

: Set initial values for plastic slip iteration: v* =0 Va € g

Get the current effective stress: 0 = 6" — C® : (Za L8 )

: Compute the residuals for active slips systems («, 8 € &) and construct the Jacobian

(D)
=6 S = Ty 4 1
At
DOF _ G §P (Alﬂa . 1) 1/p +roges Zt (Aiﬂa + 1)1/p1
WlthTy—TYn+O;h7 =1/ {C’oexp( ]_?9)}

. if D is singular then

Perform singular value decomposition on D and obtain the Moore-Penrose pseudo
inverse from SVD:

D—1::V®41ﬂ

else Compute D! by inversing D, then set D~! = D! based on standard inversion
end if

Update incremental plastic slip: y* <— >+ >, (D~1)*r?
If (/> ey [r®]? > tol) go to 3

Check the minimum loaded system (I) :

if v < 0 for some a € & then &7 < {&/ \ a*} and go to 2
where v = min[y®] Va € &

else goto 15

end if

Check the maximum loaded system (II):

if f* > 0for some o € J\ & then o/ < {&/ Ua*} and go to 2
where [ = max[f*]|Va € J\ &

else Construct the consistent tangent-moduli:

C?:=C"—> ) (D" ©: 8% ® (8. C)
a€d BeEA

end if
Return to Algorithm 1
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initializing v* = 0 for all & € 7. Otherwise, Algorithm 2 is terminated, and the updated

parameters are forwarded to Algorithm 1 for the total stress calculation.

3.4 Variational formulation

This section describes a finite element formulation that combines the multi-phase-field
and the crystal plasticity for modeling thermo-mechanical behaviors of single-crystal
halite. We first derive the variational form of thermo-mechanical problems with mul-
tiple phase fields representing damage along preferential directions. This is followed by
the description of a staggered scheme for solving the equilibrium (momentum and energy

balances) and multiple phase-field equations in Section 5.2.3.

3.4.1 Galerkin form

We consider a domain B with its boundary 0B composed of Dirichlet boundaries (solid
displacement 0B,,, temperature 0By) and von Neumann boundaries (solid traction 0By,

heat flux 0B,) satisfying,

0B = 0B, UIBy = 0By UIB,
(3.63)

0 = 0B, N OB, = OBy N OB,

The prescribed boundary conditions (Dirichlet and von Neumann boundary conditions)

read,

u=u on 0B,
oc-n=t on 0B,

=6 on 0By, (3.64)
—n-q=¢q on 0B,

Vd-n=0 on 0B,
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where 1 is outward unit normal on surface 9B. For model closure, the initial conditions
are imposed as,

u = U, 0= 90 at t = t(). (3.65)

In addition, we consider the trial space for the weak form that reads,

Vu ={u:B = Ruc[H(B) ulss, =u}, (3.66)
Vo ={0:B—>R|ge H(B),0ss, =0}, (3.67)

Vi ={d:B-Rlde H(B)}, ie, Vi ={di:B—R|d e H(B)}.(3.68)

Here H' denotes the Sobolev space of degree one. The number of d; depends on how we
define preferential directions, which is consistent with the slip systems for single-crystal

halite. The corresponding admissible spaces of variations are defined as,

Vﬂ = {’I’] B — Rgl’l’] € [HI(B)],nlagu = 0} , (3.69)
V¢ = {’QZ) B — R|¢ € HI(B),@M@@e = 0}, (3.70)
V, ={¢:B—>RlpeH (B)} ie, Vy ={¢i:B—Rlp;e H (B)}.(3.71)

Therefore, the weighted residual statements of the balance of linear momentum, energy,
and phase-field are: Findu € V,,, 0 € Vj,and d € ﬁ such that allm € V;,, v € V};, and
eV

G(u,0,d,m) = H(u,0,d,v) = L(u,0,d, ¢) = 0. (3.72)

Consider the governing equations given by (3.16), (3.37), and (3.49). Through the standard

weighted residual procedure, we obtain the variational equations as,

G:Vux VogxVgxVy =R,

G(u,0,d,n) = / Vn:odV — / n-tdl' =0, (3.73)
B oB
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H:Vy x Vo xVygxVy —R,

H(u,6,d,v) = /B Ve, 0dV — /B " [Z(w%a +9°5)

a

av — / ¥ (3aKI : &) 0dV
B (3.74)

+ / Vi - kVOAV — | 1bgdD = 0,
B 0B
L:VaxVyxVyxV,—R,

Li(u,0,d;, ¢;) = /Bgzﬁz [2(1 — d;) ;] dV + /93 %

(pidi + 1PV ¢, - wi - Vdy] dV, (3.75)

where H; is previously defined by (3.50).

3.4.2 Linearization for the staggered algorithm

Due to nonlinearity and path-dependence nature of the proposed model, linearizing the
system of equations is necessary if an implicit solver is used. In this work, the system of
equations is multi-physical. As a result, this system of equations can be solved either in
a monolithic or operator-split manner [193, 194]. As previously numerical experiments
with single phase-field problems show that the operator splitting approach may poten-
tially be more robust [125, 165], we propose a semi-split iterative strategy that is covered
in the later chapter 5. In this procedure, the multiple phase fields are advanced followed
by the thermo-mechanical solver, which updates the displacement and temperature fields
together. The solution strategies are described in the later chapter.

To obtain the numerical solution of the thermo-mechanical problems iteratively, the
linearization of residuals of the governing equations is required. Due to the usage of the it-
erative sequential solver, the operator-split residual will only update one set of unknowns
within one split iterative step. Hence the linearization is only consistent numerically for
the staggered solver but not for the monolithic counterpart. With this in mind, we first

describe the linearization of the balance of linear momentum with respect to the displace-
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ment and temperature as follows:
0G(u,0,d,m) = / Vn:C:éudV — / V - nlg(d)3aK]o0dV, (3.76)
B B

in which C = ¢g(d)C® can be obtained from the constitutive laws based on the effective
stress concept (Algorithms 1 and 2). Likewise, the linearization of energy balance equation

can be derived as follows:

SH(u,0,d, ) = /3 e, 60dV — /B m [Z(w%ugasa) dv — /B 6 (3aKT : €)0dV

— / ¥ (3aKI : €)§0dV + / Vi - k6(VE)dV. (3.77)
B B

We note that the plastic dissipation and structure heating terms in the energy balance
equation (3.38) can be considered as a source term due to internal mechanical work. The
consistent linearization of these terms for full implicit calculations requires complicated
computations unless we employ automatic differentiation tools (e.g. Albany [195-197]).
We, therefore, adopt the semi-implicit scheme for the energy balance equations by com-
bining the backward Euler and forward Euler schemes (5.9). This procedure leads to the

following tangent for the energy balance equation,

SH(u,0,d, ) = /B e, 60dV — /93 b (3aKT : &) 50dV + /B Vi - k6(VO)dV. (3.78)

For completeness, we include the linearization of the multiple phase-field equations as

follows:
G. 9

—2¢,H;5d;dV + /
B

B

Note again that this equation is for phase-field variable d;, and other phase-field variables

exhibit identical expressions.
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3.5 Numerical examples

We present numerical examples to validate and evaluate the applicability of the proposed
combined multi-phase-field crystal plasticity model for single-crystal halite. Firstly, plane
strain (2D) tests are used to investigate influence of different orientations of the slip sys-
tem on anisotropic behavior of halite. In particular, we compare the stress-strain curves,
plastic slips, and crack phase fields obtained from multiple simulations with different
relative angles between the slip-system and the loading direction. Then, we conduct ad-
ditional tests with different mechanical and thermal boundary and initial conditions to
evaluate the thermo-mechanical coupling effects of halite. A two-dimensional tension
test with an existing crack is set up to examine how rate-dependence affects the onset and
propagation of anisotropic fracture. Finally, to provide an insight on how grain boundary
toughness affects the macroscopic mechanical behaviors, we conduct three tensile load-
ing simulations on bicrystals with the same crystal properties but with grain boundary
exhibiting different critical energy release rates.

The material properties, such as stiffness, strength, thermal parameters, activation en-
ergy, of halite depend significantly on the environmental and loading conditions. In an
idealized case in which experimental data are sufficient, a subset of material parameters
can be determined from the first principle, while the rest of the material parameters are
then inferred by solving inverse problems [190, 191, 198]. However, due to the complex-
ity of the inverse problems that involve both crystal plasticity and anisotropic fracture,
such an approach is not used but will consider in the future study. As an alternative,
the material parameters used in this study are obtained from the various sources in the
literature. Firstly, the elastic moduli and fracture energy of single-crystal halite are ob-
tained from the previous study by Tromans and Meech [199]. The length scale [ in Table
3.1 is on the order of mesh size and is used as a regularization parameter [135, 187, 200].
Meanwhile, the critical resolved stress, hardening parameter, and creep parameters are

obtained from Wawersik and Zeuch [189] and Wenk et al. [201]. The thermal parame-
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Table 3.1: Material properties of the specimens for the numerical simulations

Parameters Description Value Unit

K Bulk modulus 25.0 GPa

v Poisson’s ratio 0.25 -

T Critical resolved shear stress 5.0 x 1073 GPa

h hardening parameter 1.0 x1071 GPa

G. Fracture energy 1.15 J/m?

l Length scale 1.0 x10™° m

Ié] Anisotropy factor 40.0 -

Q Activation energy 14.0 kcal/mol
R Gas constant 1.986 X107  kcal/mol/K
Co Shape factor 1.0 -

p exponent parameter 10.0 -

o Thermal expansion coefficient 11.0 x107¢  1/K

Co Specific heat 2.0 x10° J/m3/K
K Thermal conductivity 2.0 W/m/K

ters including the specific heat, thermal conductivity, and thermal expansion coefficients
of halite were studied by Urquhart and Bauer [84]. The material properties used in this
study are summarized in Table 3.1. Note that the some of these material parameters,
such as such as thermal conductivity, heat capacity, hardening parameter, and activation
energy are strictly speaking temperature dependence [148]. For instance, experimental
data in Urquhart and Bauer [84], Birch and Clark [202], and Smith [203] have shown that
the thermal conductivity of single-crystal halite may be reduced by half from —75 °C to
100 °C whereas the the specific heat remains close to 2.0 MJ/m?/K. Nevertheless, these
measurements are highly dependent on the experimental settings and the discrepancies
among different data sets are large compared to the statistical noise. As a result, due to
the fact that the geological disposal for nuclear waste is expected to operate in a higher
temperature range [82], and the lack of sufficient experimental data to incorporating the
temperature dependence of all the aforementioned material parameters, the temperature
dependence of these material parameters are not considered in this work.

The implementation of the numerical model leverages Geocentric, a massively parallel

finite element code for geomechanics, which is built on the open-source finite element
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library deal Il [204, 205] interfaced with the p4est mesh handling library [206], and the
Trilinos project [207]. This code base has been widely used in previous studies including

multiphysics problems [128, 177, 178, 194, 208-210].

3.5.1 Effect of crystal orientations

In this section, numerical examples are presented to investigate the anisotropic mechan-
ical behavior of single-crystal halite when subjected to loadings under different orienta-
tions of the slip system. Figure 3.3 depicts the boundary conditions and the definition of
Euler angles for rotating the slip system. For boundary conditions, the horizontal direc-
tions are constrained on both top and bottom surfaces of the sample. The bottom surface is
further constraint along the vertical direction, and the displacement boundary condition
is applied at the top surface to compress the sample. Note that the influence of confining
pressure is not considered, but its effect considering the grain boundary simulation will
be covered in future study. As can be seen from Figures 3.2 and 3.3, two cleavage planes
(or slip planes) projected onto the 2D plane are used for directional information of multi-
phase-field calculations. To be specific, unless changing orientations of the slip systems,
each cleavage plane aligns to 45° and 135° directions onto 2D (x-horizontal, y-vertical)
plane, respectively. While such a simplified treatment can be physically reasonable in a
plane strain idealized setting, a more comprehensive modeling effort should consider the
non-coaxial cases. For instance, fracture planes that are more likely to fail, such as {100}
[201], can be associated with one of the phase fields. This improvement will be considered
in future studies. We note that the full set of {110}(110) slip systems are considered for
dislocation slip in crystal plasticity calculations, while the two slip planes are assumed to
be aligned with the fracture planes.

For halite or other FCC crystals undergoing plane deformation, it is not essential to
consider the whole set of the slip systems in the crystal plasticity model if the planar

double-slip model is used [60, 211]. This simplified model has been introduced in the

90



pioneering study reported in Rashid and Nemat-Nasser [211] where only two “effective”
slip systems whose slip and normal directions lies on the plane of loading. In this work,
we follow the notation in Borja [61], Borja and Wren [119], and Borja and Rahmani [122]
and use two Euler angles (¢, 1) to describe the orientation of the crystal axes relative to
the fixed reference system. We firstly use the default orientation (i.e. the slip orientations
as in Figure 3.2), and then set ¢ to 10° and 30°, respectively, to rotate the slip system on the
x-y plane. Due to the constraint at the top and bottom surfaces, we obtain the localized

plastic and damage zones without adding other conditions (e.g. geometric or material

defects).
H 0,
y
(. X
(a) (b)

Figure 3.3: Analysis of material anisotropy by changing the orientation of the slip system,
(a) the set-up for plane strain compression test, (b) the definition of Euler angles (¢, 1)
in the three-dimensional plane (reproduced from Borja [61]) including the slip system of
single-crystal halite (see each slip system in Figure 3.2)

Four thousand bilinear quadrilateral finite elements are used to discretize the domain
with the height H = 1.0 mm. The displacement, temperature, and multiple phase fields are
interpolated by the same basis functions. As a result, there are 12,423 displacement de-
gree of freedoms (DOFs), 41,141 temperature DOFs and 8,282 phase-field DOFs (4,141 for

each phase-field) before applying the essential boundary conditions. Under three differ-

91



ent orientations, (¢ is fixed at 0 °; with ¢ = 0°, 10°, and 30°, respectively), we observe the
significant influence of material anisotropy on the mechanical responses without intro-
ducing any defects or inhomogeneity. The constraint boundary condition with material
anisotropy facilitates the different responses and patterns of plastic and damage behav-
iors. In these simulations, the reference temperature, or the initial temperature condition
is set to 25 °C for all three test cases. The top boundary is moving downward during the

simulation with the strain rate of 1.0x107°/sec.
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Diffrential stress (MPa)

0 0.05 0.1 0.15 0.2 0.25
Vertical strain (%)

Figure 3.4: Stress-strain curve of single-crystal halite with different orientations of the
slip-system (the Euler angle v is fixed 0° while changing ¢ = 0°, 10°, and 30°, respectively)

To analyze the mechanical responses under plane strain tests, the differential stress
(the difference between the most and least compressive principal stresses) vs. axial strain
curve obtained from specimens of different orientations are presented in Figure 3.4. Al-
though little difference is observed in the stress-strain curves obtained from the ¢ = 0° and
@ = 10° cases, the resultant plastic slip patterns in Figure 3.5 clearly show the anisotropy
of the plastic and damage responses. When Euler angle ¢ is within the range from 0°
to around 10 °, the damage is localized at the boundaries. In the case of ¢ = 30°, how-
ever, we observe the localized damage zone in the center of the domain, not the edges.
Furthermore, the plastic slip is also concentrated in accordance with the damaged zone.

These patterns are consistent with the stress-strain curve in Figure 3.4, which suggests
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the brittle fracture behavior. The temperature field for the effect of energy dissipation

converging to heat is not presented, which has a minor role to influence the mechanical

Rotation ¢ = 0° Rotation ¢ = 10° Rotation ¢ =30°

behavior of halite.

Phase Field
El.o

0.75

EO.S

Plastic Slip
3.0e-3
i

153

EOAOe-%—O

Figure 3.5: Phase-field values (top) and plastic slip results patterns (bottom) with different
orientations of the slip-system to investigate the material anisotropy under plane strain
compression test condition. The patterns are captured at the last numerical step of each
case. Euler angle 6 = 0° is fixed while ¢ varies 0°, 10°, and 30°, respectively

3.5.2 Thermal effect on anisotropic creeping

We conduct the plane strain compression tests with different boundary conditions to ana-

lyze the thermal effect on halite. Firstly we designed the boundary conditions as depicted
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in Figure 3.6. The left boundary is fixed along the horizontal direction, and the bottom
surface is fixed against the vertical direction. The moving boundary with a constant strain
late (1.0x1077/sec.) applies the loading on the top surface as in the previous numerical
example. Under the same mechanical loading condition, we set three different initial ref-
erence temperatures on the sample domain: 25 °C, 50 °C, and 90 °C, respectively. In these
cases the same Euler angles ¢) = 0° and ¢ = 70° are used. Under different equilibrium tem-
perature conditions, the mechanical responses including fracture and plastic behavior are

evaluated.

o R— o
o ls %
Temperature 25°C
= a5k Temperature 50°C| |
H % Temperature 90°C
N—"
w 20
7
L
O 60 > 15
=
=10t
L
=
A |
y
O  04H 1; X 0

g 2 ( 2 0 0.1 0.2 0.3 0.4
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(a) Test set-up (b) Stress-strain curve

Figure 3.6: Analysis of temperature effect on mechanical responses, (a) the set-up for
plane strain compression test, (b) stress-strain curves for each temperature condition (6,
=25 °C, 50 °C, and 90 °C, respectively)

First of all, we compare the mechanical responses under different temperature condi-
tions using the differential stress and vertical strain curves in Figure 3.6. In these cases
the ductile fracture behaviors are observed while the plastic behaviors differ due to the
difference in initial temperatures. Our crystal plasticity model adopts the creep behavior
of halite that constitutes the temperature, which is essential in analyzing salt problems.
Although the calibration has not been completed for temperature dependence and the

fracture initiated on the sample, the influence of temperature on the mechanical behavior
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of halite is clearly identified. Furthermore, we present the damage and plastic patterns
at the same vertical strain, 0.23 % in Figure 3.7. Followed by the stress-strain curves in
Figure 3.6, the clear fracture initiated from the top left edge is observed when the tempera-
ture is 25 °C. The plastic zones including the localized region can be further identified. As
the initial temperature increases, the less damage is observed at the same displacement,
which can be easily expected from the stress-strain curves. Interestingly, the more plastic
slip is concentrated at the right bottom area of the domain as the temperature increases.
This indicates that the temperature may further influence the patterns of plastic zones

under the same mechanical loading condition.

3.5.3 Loading rate effect

In this section, we conduct a simple tensile test on a halite specimen with a pre-existing
crack. By changing the prescribed loading rates, we examine how the loading rate affects
the interplays between the plastic deformation and the crack growth. The size of the
square domain L is Imm X 1mm, and the initial crack length is 0.5 mm. The bottom
surface of the specimen is constrained along both horizontal and vertical directions while
the top surface is stretched vertically under a constant loading rate in each simulation.
As demonstrated in Figure 3.8 (b), the ductile-brittle transition of halite under different
loading rate is captured. Increasing the loading rate leads to higher peak differential stress
and the material also behaves more ductile in the softening regime. This is consistent
with the behavior of crystalline rock [212]. A closer look at the crack pattern and the
distribution of the plastic strain also reveals that the loading rate affect the macroscopic
responses as well as the anisotropic fracture and plastic deformation.

In particular, when the loading rate is slow (¢ =1.0% 10~ 7/sec.), the main crack tends
to follow the cleavage plane directions (see the right figure in Figure 3.9). As the strain
rate is increased to ¢ =1.0x 10~%/sec, (the 10¢ case in Figure 3.9), a slight zig-zag pattern is

observed. It appears that initially the crack follows the cleave plane but diverts the propa-
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Figure 3.7: Phase-field values (top) and plastic slip results (bottom) patterns with different
initial temperature conditions at the same vertical strain, 0.23 %. The constant displace-

ment loading is applied at the top, and the Euler angles are fixed with 1) = 0° and ¢ =
70°
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Figure 3.8: Analysis of the loading rate effect under two-dimensional tension test, (a) the
set-up for boundary value problem, (b) stress-strain curve with different loading rates
(¢ = 1.0e~"/sec.). The initial temperature 6y is set to 25 °C, and the Euler angles are set to
1 =0°and ¢ = 0°

gation direction due to loading conditions. This crack then follows another cleavage plane
at the left edge of the domain. Finally, when the loading rate further increases (see the left
figure in Figure 3.9), the crack propagation appears to be straight and the damaged zone is
also more diffusive than the low-strain-rate counterpart. This result is perhaps attributed
to the different amount of energy dissipation due to creeping deformation. As the plas-
tic flow of each slip system is highly sensitive to the loading rate (3.60), the changes of
loading rate may affect the magnitude and direction of the overall plastic flow. In the low
strain rate case where the results resemble closely to the rate-independent crystal plastic-
ity, the plastic flow is likely to be dominated by the fewer slip system, which causes plastic
deformation appears to be more anisotropic. This in return changes the distribution of
the driving force for each multiple phase field system in (3.50). As the multiple phase
fields and plastic slip both evolve differently under different loading rates, this leads to

the crack pattern appears to be more anisotropic in the low-strain-rate case.
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Figure 3.9: Phase-field values (top) and plastic slip results (bottom) patterns with different
loading rates are illustrated. The results are captured at the last numerical step of each
simulation with the loading rate ¢ = 1.0e™"/sec

3.5.4 Crack propagation in a bicrystal halite

In this final example, we simulate a tensile test conducted on a bicrystal domain to investi-
gate the interaction between grain and grain boundary. Similar boundary value problems
have been used previously in Oshima, Takaki, and Muramatsu [133] and Nguyen et al.
[135] to model intragrain and grain boundary fractures. In this study, our major point of
departure is 1) the introduction of crystal plasticity model to capture the plastic flow of
the slip system inside the crystal and 2) the modeling of plastic slip of the grain boundary.
To simplify the modeling effort, the grain boundary is approximated using a crystalline
material with a finite thickness that has a single-cleavage plane of which the slip direc-
tion is aligned to the longitudinal direction of the grain boundary. The upshot of this

treatment on grain boundary leads to a much simpler numerical model in which there is
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no need to capture the embedded discontinuities via the cohesive element or enrichment
function. However, as explained previously in Wei and Anand [213], one must be cau-
tious that representing strong discontinuities with regularized interfaces might lead to an
unrealistic large volume of a fraction of grain-boundary regions if the thickness of the
regularized interface is too large. The setup of the boundary value problem is depicted in
Figure 3.10, the grain boundary locates on the diagonal of the domain, which is separated
into two grains having different orientations (30 and 60 degrees). This pre-existing crack
is purposely put inside the gain such that the intragrain crack may propagate toward the
grain boundary:.

We adopt the fracture energies reported by Tromans and Meech [199], which esti-
mates ideal fracture energies of both grain and grain boundary of a variety of minerals
including halite. In this chapter, the grain boundary fracture energy was estimated to
86% of the grain fracture energy: 1.155 J/m? for the grain, and 0.993 J/m? for the grain
boundary, respectively. We further assume the critical resolved stress 7v = 7.5 MPa,
hardening parameter (h = 5 GPa), and activation energy ) = 10.0 kcal/mol/K). To ana-
lyze the relationship between the crack patterns and the grain boundary fracture energy,
we conduct multiple simulations where the fracture energy of the grain boundary is as-
sumed to be 86%, 75%, and 50% of the intra-grain counterpart. Other material properties
of the grain boundary, that may differ from the grain due to diverse reasons, such as im-
purity, solid mass exchange, precipitation creep, etc., are out of the scope in this study
but will be considered in the future. The material parameters used in the simulations can
be found in Table 3.1. We note that the material parameters of halite are highly sensitive
to thermal and mechanical conditions. The well-designed experiments, therefore, need
to be conducted to calibrate the numerical models for particular engineering application
purposes.

The simulated crack patterns of a bicrystal with three different grain-boundary frac-

ture energies (86%, 75%, and 50% of intragrain fracture energy), are shown in Figure 3.11.

99



168

(@)

Initial Crack
0.33L

Grain Boundary

(Thickness = 0.01L)
y

60°

Figure 3.10: The numerical set-up for a bicrystal is depicted to analyze the impact of the
grain boundary fracture energy on crack propagations (reproduced from Oshima, Takaki,
and Muramatsu [133]). The Euler angles ¢ are set to 30° and 60°, respectively to left and
right side grains. The single cleavage plane is assumed to the grain boundary with the
direction of 45° along the diagonal. The initial temperature is set to 25 °C, and the fracture
energies of the grain boundary are adopted 86%, 75%, and 50% of the grain fracture energy,
respectively

In particular, The damage represented by the combined phase field (the left figures) and
the magnitude of the plastic slip (the right figures) for the cases where the grain-boundary
fracture energy is 86%, 75% and 50% are (a) and (b), (c) and (d), and (e) and (f) accordingly.
In the 86% case, the crack initiates from the pre-existing crack tip and propagates through
the grain boundary until reaching the right end of the domain. In other words, the grain
boundary causes the refraction of the crack, a phenomenon commonly observed in mate-
rials with inter-layer(s) [214].

When the grain-boundary fracture energy is reduced to 70% of the grain fracture en-
ergy, as shown in Figure 3.11(c) and (d), the main fracture behavior is similar to the previ-
ous case before reaching the grain boundary. However, when the crack reaches the grain
boundary, it grows along the grain boundary before the crack refraction occurs. In the
last case where the grain-boundary fracture energy is further reduced to 50% of the grain

fracture energy, the crack simply propagates along the grain boundary once reaching it.
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One interesting implication of this result is that the assumption that cracks only occur
along the grain boundary may only be valid when the interface is sufficiently weak. Oth-
erwise, it is possible that the grain boundary may lead to crack refraction, which may in
return leads to damage and even fragmentation of crystal grains. Although this example
is significantly simplified set-up, this result is an indicator that the intragrain fractures
could be significant in polycrystalline materials in certain circumstance. In those cases,
the phase field approach may provide a convenient mean to capture the interactions of

intragrain and grain-boundary fractures.

Case 1 with the vertical strain levels of each sequence

:0.069%, 0.072%, and 0.080%

(a)

(d

Phase Field Plastic Slip
xzanstRRRRIER: i LN,
07 08 09 1.0 0.0 - OE-3

Figure 3.11: Phase-field values (left) and plastic slip results (right) patterns with different
fracture energies of the grain boundary are illustrated. Case 1 (a) and (b) assumes the
fracture energy of the grain boundary with 86% of grain fracture energy; Case 2 (c) and
(d) with 75%; Case 3 (e) and (f) with 50% of the grain fracture energy, respectively
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3.6 Conclusions

In this work, we developed a framework that combines the multi-phase-field method and
the crystal plasticity theory under non-isothermal conditions for modeling single-crystal
halite. This work is a starting point for modeling coupled thermo-hydro-mechanical be-
havior of polycrystalline rock salt. Under the postulation of microforces associated with
plastic and fracture behaviors, the microstructure information coming from its slip system
is incorporated into the governing equations. Both rate-dependent and rate-independent
features are captured via the crystal plasticity stress update algorithm. Besides, the multi-
phase-field method presents anisotropic damage of which each directional crack phase-
field is associated with the slip planes. The energy balance equation is further encapsu-
lated into the numerical framework to address the heat conduction, plastic dissipation,
and thermoelastic structural heating. The numerical examples for single crystals demon-
strate that, under the mechanical loading, the proposed numerical framework well cap-
tures the material anisotropy by rotating the slip-system orientations and the variation of
inelastic to fracture behavior under different temperature conditions. Furthermore, the
thermal loading by heat flux in a single crystal exhibits the anisotropic deformation, or
distortion due to temperature increase. The tension test by changing the loading rate indi-
cates the brittle-to-ductile transition along with the change of fracture patterns. Finally,
the numerical example using a bicrystal presents the impact of fracture energy of the
grain boundary on the inter- and intra-granular fracture, in which the grain boundary is
simplified using a single cleavage crystal material. Although this framework for single-
crystal halite is a starting point to be utilized as field scale simulations for polycrystalline
rock salt, the results suggested here clearly indicate that this contribution provides quan-
titatively compatible physical behaviors of halite and potential applicability for practical

engineering applications, e.g., a geologic repository for heating generating nuclear waste.
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Chapter 4

Thermo-hydro-mechanical (THM) coupling effects on the
dynamic wave propagation and strain localization in a

softening porous media

This topic is published as: S.H. Na and W.C. Sun, Wave propagation and strain localiza-
tion in a fully saturated softening porous medium under the non-isothermal conditions, In-
ternational Journal for Numerical and Analytical Methods in Geomechanics, 40(10), 2016,

doi.org/10.1002/nag.2505.

4.1 Introduction

Localization of deformation in solids occurs in many natural processes and engineering
applications. Examples of localization of deformation include the formation of Liider and
Portevin-Le Chatelier (PLC) bands [215, 216] in metals and alloys, crack bands in concrete
[217], and shear, compaction and dilation bands in sand, clay, ice and rocks [43, 218—-222].
For single-phase porous media under the static condition, the onset of strain localization
is related to the loss of ellipticity, while the dynamics counterpart is due to the wave speed
becoming imaginary [223-226]. These cases have been studied via stability and perturba-

tion analyses in Hill [224] and Hill [227], which prove that perturbation grows instead of
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decays in unstable materials due to the ill-posedness of the governing equation. This ill-
posedness of the governing equation, which can be triggered by strain softening and/or
lack of normality [218], can lead to tremendous difficulty to replicate strain localization
in computer simulations. One undesirable consequence is that the numerically simulated
localization zones exhibit pathological dependence on the mesh size [226, 228-233]. As a
result of this inherent mesh dependency, the size of mesh may affect the simulated post-
bifurcation local and global responses, which do not converge upon mesh refinement [19,
234].

To circumvent this mesh dependency, a material length scale must be introduced in
the governing equation. Belytschko et al. [235] summarized a number of ways to intro-
duce length scale and coined them localization limiters. These methods include introduc-
ing nonlocal or gradient based internal variables [216, 236], or higher-order continuum
[237-239], and incorporating rate dependence in constitutive model [226, 240] to regu-
larize the simulated responses after the onset of strain localization. This rate-dependent
localization limiter is relevant to many deformation-diffusion coupling processes in mul-
tiphase materials, as the transient diffusion process is likely to introduce rate dependence
to the mechanical responses due to the coupling effect. The previous works [81, 239, 241,
242] analyze the rate-dependent effect in fluid-infiltrating porous solid via stability and
dispersion analyses, and derive the inherent length scale as a function of permeability
and viscosity of the fluid among other material parameters. Zhang and Schrefler [239],
Benallal and Comi [243], and Abellan and Borst [244] argue that while disperse effects
are indeed observed in two-phase porous media, the physical length scale introduced via
hydro-mechanical coupling effect vanishes at short wavelength limit.

Nevertheless, the aforementioned stability and dispersion analyses are based on the
assumptions that the porous media is under the isothermal condition, and the thermal ef-
fect is negligible and decoupled from the hydro-mechanical processes. These assumptions

are reasonable for numerous engineering applications in which thermal effect plays little
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role on the safety or efficiency of the operations. However, thermo-hydro-mechanical
coupling effect is critical for various applications, such as geothermal energy piles [245],
geological disposal of carbon dioxide and nuclear wastes [246], freezing-thawing of pave-
ment systems [6], and landslide triggered by thermal induced creeping [247].

To the best knowledge of the authors, there is no study concerning the thermo-hydro-
mechanical coupling effect on the inherent length scale of porous media under non-
isothermal condition. The purpose of this article is to fill this important knowledge gap.
In particular, we apply the Routh-Hurwitz stability theorem to the THM governing equa-
tions and determine whether small perturbation can grow into localized instability and
whether dispersive wave can propagate at finite wave speed in a thermal-sensitive soften-
ing porous media under the general non-isothermal condition and at the adiabatic limit.
Our analysis indicates that the characteristic polynomial for the porous media under the
general non-isothermal condition is of the fourth-order in the stability analysis, and of
the sixth-order in the dispersion analysis. According to the Abel-Ruffini theorem (Abel’s
impossibility theorem), a polynomial higher than the fifth-order has no general algebraic
solution. As a result, we prove that it is impossible to express the internal length scale
algebraically for the general non-isothermal case. On the other hand, under the adiabatic
condition, we prove that the characteristic polynomial is reduced to the third-order for the
dispersion analysis. Therefore, we derive the algebraic expression of length scale for this
limit case and compare both new results with the previous works on isothermal porous
media [81, 244, 248].

The rest of this chapter is organized as follows. We first perform the stability analysis
for both general non-isothermal and adiabatic cases, and determine the onset of instabil-
ity in Section 4.2.2. We then investigate the dispersive wave propagation in Section 4.2.3.
In particular, we derive the phase velocity for the non-isothermal case at the long wave-
length limit, and the vanishing of the physical internal length scale is observed at the

short wavelength limit. For many thermo-hydro-mechanical coupling processes at very
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small time scale, the thermal conductivity of the porous media is negligible. For those
adiabatic cases, we derive the simplified expression of the internal length scales and an-
alyze the wave propagation speed during strain softening. In section 4.3, we conduct
numerical experiments using an 1D dynamic THM finite element code to compare and
validate the analytical derivation in Sections 4.2.2 and 4.2.3. Furthermore, the influences
of hydraulic properties (permeability) and thermal parameters (thermal conductivity and
specific heat) on internal length scale and wave propagation behavior are evaluated for
both non-isothermal and adiabatic cases, respectively. Finally, concluding remarks are

given in Section 4.4.

4.2 Stability and dispersion analyses

In this section, the governing equations for the wave propagation of a one-dimensional
softening bar composed of fully saturated porous media under the general non-isothermal
and adiabatic conditions are introduced. We perform stability and dispersion analyses on
both cases and obtain the corresponding characteristic polynomials. Then, we derive the
explicit expression of phase velocity and determine the vanishing length scale under long
and short wavelength limits for the non-isothermal condition. In the adiabatic condition,
analytical derivations of the cutoff wavenumber and internal length scale are investigated
for dynamic wave propagation in a two-phase porous medium. These new results are

compared with the stability and dispersion analyses for isothermal porous media.

4.2.1 Model assumptions and governing equations

The thermo-hydro-mechanical response of fluid infiltrating porous solids is governed by
the balance principles, i.e., the balance of linear momentum, mass and energy. Biot [249]
formulated a general thermodynamics theory for non-isothermal porous media. McTigue

[250] derived a field theory for the linear thermo-elastic response of fully saturated porous
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media. This model is extended in Coussy [175] to incorporate the structural heating effect.
Belotserkovets and Prévost [16] derived analytical solutions of an elastic fluid-saturated
porous sphere subjected to boundary heating, prescribed pore pressure and flux. Selvadu-
rai and Suvorov [251] analyzed the same thermo-hydro-mechanical problem of a spherical
domain. By neglecting the heat generated and dissipated due to deformation of the solid
skeleton and the flow convection of the porous spheres, the analytical solution of THM
responses of the sphere composed of a fluid-saturated elasto-plastic material was derived
and compared with finite element solution.

In this study, we adopt the governing equations of Coussy [175] and Belotserkovets
and Prévost [16]. We assume that the strain is infinitesimal and that there is no mass
exchange between the solid and fluid constituents. The gravitational body force and heat
convection of among the constituents are neglected. Furthermore, we ignored the differ-
ence between the acceleration of the fluid and solid skeleton in (4.1) and (4.2) to simplify
the analysis as previously done in Zienkiewicz et al. [24] and Zhang, Sanavia, and Schre-
fler [81]. As a result, the governing equations of the linear momentum, the fluid mass

balance and the energy balance read,

V(o' =bp—pBT)— pii =0, (4.1)
1 .
bV - u— EVip + i 3a,T = 0, (4.2)
pcT — k2T + Ty BV - i — 3o, Top = 0, (4.3)

where o is effective stress (nominal effective stress in Liu et al. [252]), p is pore pressure,
T' is temperature, u is displacement of solid skeleton, and b is the Biot’s coefficient. The
mobility, &, is defined as k = ky/ptr = kperm/prg, in which k; is the intrinsic permeability,
tiy is the fluid viscosity, kpern, is the permeability or hydraulic conductivity and g is the
gravity acceleration. Furthermore, 7} is the reference temperature as defined in [16]. /3

is calculated as f = 3aK, in which a; is the linear thermal expansion coeflicient of
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solid, and K is the bulk modulus. Also, a, is described as, a,,, = (b — n)ay + bay,
including porosity n and the linear thermal expansion coefficient of fluid ory. Here, p =
(1 — n)ps + npy, in which p, and p; are solid and fluid mass densities, « is the thermal
conductivity, and c,, ¢ are the specific heats of solid and fluid. The Biot’s modulus is
denoted as M, which is a function of the Biot’s coefficient b, porosity n, the bulk modulus

of the solid grain K and that of the fluid constituent K7, i.e.,

1 _b—n_l_ n (4.4)
M K, K; '

In this study, the volume-averaged specific heat of the constituents, pc = (1 — n)pscs +
npyscy, is considered to be specific heat of two-phase fluid-solid mixture. In addition,
we assume that the temperature is at equilibrium locally and hence there is no tempera-
ture difference between the two constituents at the same material point. To simplify the
stability and dispersion analyses, we limit our attention to a one-dimensional dynamic

thermo-hydro-mechanics boundary value problem.

4.2.2 Stability analysis

In this section, we analyze stability of a one-dimensional wave propagation in a thermal-
sensitive fluid-saturated porous media. Our goal here is to determine the necessary
and sufficient conditions to maintain stability of the thermo-hydro-mechanical system
in the generalized non-isothermal case and at the adiabatic limit. Our results are com-
pared with the previous analyses on isothermal porous media. In particular, we apply
the Routh-Hurwitz stability theorem to the characteristic equations of the general non-
isothermal and adiabatic THM systems. The Routh-Hurwitz criterion enables us to de-
termine whether it is possible that the solution of characteristic equation can have a real
and positive part, which in return implies that homogeneous state is unstable and a small

perturbation may grow [216].
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Non-isothermal case

To investigate the stability of an equilibrium state, we apply a harmonic perturbation
with respect to an incremental axial displacement, pore pressure and temperature. For
an infinite one-dimensional thermo-sensitive porous medium initially in a homogeneous
state, the solution of displacement, pore pressure and temperature in space-time (x,t)

may take the following form,

du A,
dp — Ap ei(kwxfwt) — Aeikwar/\t’ A\ = —iw, (45)
dT Ar

where k,, is the wavenumber, w the angular frequency, and A eigenvalue. A,, A, and
Ar are the amplitudes of the displacement, pore pressure and temperature perturbations,
respectively. Following the approach in Zhang, Sanavia, and Schrefler [81] and Abellan
and Borst [244], we use an incremental linear constitutive model to relate the infinitesimal
change of the nominal effective stress and that of the total strain for the one-dimensional
THM problem, i.e.,

(j'/ == Et@ = Eté, (46)
Ox

where E; is the tangential stiffness modulus of the solid (cf. Abellan and Borst [244]).
The relations among the one-dimensional total stress o, Biot’s effective stress ¢” and the

nominal effective stress o’ are [252],
og=¢"—bp=¢ — BT — bp. (4.7)

The spatial derivative of the incremental nominal effective stress equation (4.6) gives,

da’

5 = ~EAK exp(ikur + M), (4.8)
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The substitution of (4.5) into (4.1) to (4.3) therefore gives,

—Eik2 Ay — i(bky) Ay — i(Bky) Ar — pA2A, = 0, (4.9)
i(DkyA) Ay + kK2 A, + M™INA, — 3amA\Ap = 0, (4.10)
pC)\AT + /fk’?ﬂAT + Z(Toﬁk’wA)Au — 30émT0)\Ap = 0. (4.11)

A non-trivial solution to this set of homogeneous equations exists if and only if the fol-

lowing relation holds,

—Eik2 —p)2 —i(bky) —i(Bky)
i(bkw)) kK2 4+ M7A —3a,\ | =0, (4.12)
i(ToBkyuN) —3a,ToA  pe + kk?2

which can be rewritten as shown below,

(—Ekl — pX?) [(kkS, + M7IN) (peh + kkL) — (—3amA) (—3amToN)]
+i(bky) [i(bkw) (peh + KkEL) — (=30 ) (i(ToBkw))]

—i(Bky) [i(bkA) (=30 ToX) — (kK% + M~ N)(i(ToBkuN))] = 0. (4.13)
Expanding (4.13) yields,

1 1
—Mp2c>\4 + 902 pToA* — Mpliki/\g — pPckk2 N3
1
—MchtkfﬂV — pc* k2N — prkki N\
1
—MﬁQTOka/\Q — 60, BbTok2 N + 9,2, Tok?2 \?

1
—MEtnkf‘u)\ — V?REIN — pcEkkEN — BPRTokE N — EjkrkS =0, (4.14)
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After rearranging (4.14), the characteristic equation is a forth-order polynomial that reads,

a4)\4 + (13)\3 + CL2>\2 + al)\ + ag = O, (4.15)

with the following real coefficients,

as = p(pc — 902 ToM), (4.16)
az = p(k + pckM)k2, (4.17)
ag = (pcEy + pcb* M + prkME? + B*Ty + 60, BbToM — 9E, 02 ToM)k2,  (4.18)
ay = (B + b*kM + pcEkM + B*KToM )k, (4.19)

ap = BkxMES. (4.20)

According to the Routh-Hurwitz stability criterion, the stability of the governing equa-
tions is maintained if and only if all the solutions of characteristic polynomial have neg-
ative real part [253, 254]. For the fourth-order polynomial shown in (4.15), the necessary
condition to satisfy the Routh-Hurwitz stability criterion is to have the coefficients listed

in (4.16) to (4.20) hold the following properties,

a, >0, azas > agaq, and agasa; > aw% + agao ,where n =0,1,2,3,4. (4.21)

We first examine (4.21);, which requires all coefficients a;,7 = 0,1, 2, 3,4, to be strictly
positive. Notice that these coefficients are all the functions of the material parameters
that characterize the mechanical, hydraulic and thermal responses of porous media. As a
result, one may deduce the necessary condition to satisfy (4.21); by examining the phys-
ical meaning and the possible ranges of the material parameters. Here we categorize the
material parameters into three groups — strictly positive, non-negative, and real number
(which can be negative, zero or positive). Among these three groups, we first assume that

the total density p, specific heat c, Biot’s modulus M and Biot’s coefficient b are all strictly
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Table 4.1: Assumptions on range of the material properties of thermo-sensitive porous
media

Parameter Description Range
p Total Density R*
c Specific Heat R*
M Biot’s Modulus R*
b Biot’s Coefficient (0,1]
k Mobility [0, 00)
K Thermal Conductivity [0, 00)
o' Thermal Expansion Coefficient [0, 00)
To Reference Temperature [0, 00)
E, Tangential Modulus R

positive and hence greater than zero. Meanwhile, the mobility %, thermal conductivity &,
thermal expansion coefficient «,,, and the reference temperature 7{, are assumed to be
non-negative (if the temperature unit is Kelvin). Finally, the tangential stiffness F; can
be both positive, negative or zero, as summarized in Table 4.1.

With the aforementioned assumptions in mind, we notice that ay, a; and a3 may all
become non-positive when both thermal conductivity and permeability of the material
become zero. This result indicates that the wave propagating in non-isothermal porous
medium may lose stability at the undrained limit even though there is no softening. At the
adiabatic limit, we found that one of the roots of the characteristic polynomial is zero and
at least one of the root may have a positive real part if at least one of the four conditions
listed at the end of section 4.2.2 is met. On the other hand, a, is greater than zero if both
solid and fluid constituents do not exhibit thermal expansion such that «,,, = 0. However,
to maintain stability, the specific heat must be large enough such that ¢ > 9a2 Ty, M /p. In
other words, from a theoretical standpoint, it is possible for the THM governing equations
to lose stability if the fluid and solid constituents are both nearly incompressible but the
porous medium is vulnerable to significant thermal expansion (e.g. marine clay). This
indicates that material softening is not the only indicator that detects the loss of stability

in the THM problem. Furthermore, a necessary and sufficient condition for ay > 0,a; > 0
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and ap > 0 is to have £, > 0, i.e., no softening occurring. A few algebraic operations

reveal that,

—pcb? M — prkME2 — 82Ty — 600, BbTo M

pc — 9a2 ToyM ’

—b*kM — B2kTyM
Kk + pckM

as > 0 implies that F; > (4.22)

a; > 0 implies that E; >

(4.23)

Since the stability condition also requires a; > 0 and hence pc — 9a2 TyM > 0, both
(4.22) and (4.23) would not be violated unless softening occurs (i.e. F; < 0). Meanwhile,

the explicit expression of aga; > ay4a reads,

Ex*Mp*kS + 02k M?p k2 + ck* kM2 p°kS + B2rpTokt + 600,08k M pToks
4902 Dk M2 pTok? 4 60u,bBck M? p*Tok + 902 B2k M?pT3k: > 0,

(4.24)

which can be expressed as below,

pkiy, [pPck* kMK, 4+ KTo (B + 3ba,, M)* + kM (pr*k, + M (bpe + 3Ban,Tp)?)| > 0.
(4.25)
Condition (4.25) always holds if the wavenumber is real, either the permeability or the
thermal conductivity is non-zero and the rest of the material parameters are strictly posi-

tive. Finally, azasa; > a4a% + a§a0 can be expanded as,

V2 ke M?p*k)Y + b*c® Eckk M? p* kS + b' Pk MP p° kS + b*ck® k> MP p°k LY

+ VS ERM? kS + BPE > TopkS + b* B2 k* M TopkS + 6a,,bBE k> MTypkS,

+ 6ozmb3ﬁl<a2M2T0pk’fU + 9aibQEtﬁ2M2Topk;§] + 9afnb4/{2M3Tgpk§U + B%Etk/fMTopzkfv
+ 12ambﬁcEtk:M2T0mp2szu + BQk:QﬁQMQTOka:llUO + 6amb360kﬁM3T0p2k§U

+ gazanCEtkl-{M?)TOkai +v? 202k2M3T0p3k§U + 6amb502Etk2M3T0p3ki
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+ Bk MPTop k0 + Bk MTE pkS + 60, b3k M>T3 pk
+ 902 B2E ik M?Ty pk® 4 1802 b* B2k MPTZ pk® + 60u,,b3°ck> MP Ty p* kS

+ 9043n520Etk2M3T02p2ki + 9afnﬂ4k2M3Tg’pki > 0, (4.26)
which can be further simplified as,

Eipky (k4 pck M) [6a,bBMTo(k + pckM) + b*M?(p*ck + 9o, k1)
+B8°To(k + 902, kM*Ty)| + pki, M(0°k + B*kTy) [p*ck®kMPKL + KTo(B + 3a,bM)?

+kM (k*pki, + M(pch + 30, 8Tp)?)] > 0.

(4.27)
In other words, agasa; > aqa? + a%ag implies that,
—M (b*k + B2KTy) [pck?k M2k2,
2 2 1.2 2
B > +rTo(8 + 3a,bM )? + kM (k°pk;, + M (pcb + 3a,,515)?)] (4.28)

(k + pckM) [6a,,bBMTy(k + pckM) ’
+02M?(p*k 4+ 902, kTy) + B*To(k + 902, kM?Ty)]

which would not be violated unless softening occurs (i.e. F; < 0) as the above (4.22) and
(4.23).
As a result, the THM governing equations may fail the Routh-Hurwitz criterion if at

least one of the following situations happens:

1. Softening occurs such that F; < 0.
2. Both permeability and thermal conductivity of the porous media become zero.
3. Specific heat ¢ < 9a2, Ty M /p.

Adiabatic case

The stability analysis conducted in the previous section can be significantly simplified

by assuming that the entire one-dimensional bar is in the adiabatic or isothermal condi-
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tion. While the latter case has been extensively studied in the past [81, 239, 244, 248],
the stability analysis of adiabatic porous media has not yet been established. For many
engineering applications in which high-rate and shock responses are of interest, it is rea-
sonable to assume that the thermal conductivity is negligible. In those cases, we may
derive the characteristic equation for the adiabatic condition by assuming the thermal
conductivity to be zero, K ~ 0. As a result, the characteristic equation of the adiabatic

THM system reads,

—Ek2 —p)? —i(bky)  —i(Bky)
i(DkyX) kK2 4+ M7'A —3a,\| =0, (4.29)

i(TofkwA) —3a,ToA PCA

which can be rewritten as shown below,

(—Eik2 — pA®) [(kKZ, + M~'X)peA — (—3amA) (—3amToN)]
+i(bky) [ (DkwA) peXh — (—3amA) (i(To Bk )]

—i(Bkuw) [i(kuA) (=3 To) — (kk2, + M~'A)(i(ToBk,A))] = 0. (4.30)
Expanding (4.30) yields,

1
—Mp2c)\4 + 9pa ToA — pckk2 N3

1 1
—Mchtk:ﬁ,/\Q — peb? k2N — MBQTO%AQ — 6 BOTok2 A2 + 9,0 Tok? N2

—pcEkkEN — BPkToki N =0,

(4.31)

which can be rewritten as,

1 ,
-3 [p(pc — 902, ToM)N + p*ck Mk N
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+(peE; + pcb* M + 52Ty + 60, BbTyM — 9E;a2 ToM) k2

+(pcEy + B°Ty)kMk,] = 0. (4.32)

This equation can be expressed into a more compacted form that reads (M # 0),

b3)\4 + bg/\3 -I— bl)\2 —I— bo)\ = O or (bg)\s —I— bQ)\Q + bl)\ + bo))\ = 0, (433)

where the expressions of the coefficients are,

bs = p(pc — 9a2 TyM), (4.34)
by = p*ckME? (4.35)
by = (pcE; + pcb* M + B*Ty + 60, 6T M — 902 E, Ty M)k? (4.36)
bo = (pcE; + B*Ty)kMEL. (4.37)

At the adiabatic limit, the vanishing of the Laplacian term in the balance of energy equa-
tion leads to a fourth-order characteristic polynomial (4.33) of which one of the roots is
obviously zero (A = 0). This root represents a neutrally stable condition in which per-
turbation neither grows (which requires a positive real part) or decay (which requires a
negative real part) [216]. To determine whether perturbation may grow, we examine the
rest of the roots corresponding to (4.33) and analyze the ranges of material parameters
that lead to at least one root having a positive real part (and hence causes a perturbation
to grow). Note that the coefficients b;,7 = 0, 1, 2, 3 in (4.33) are either functions of an ex-
ponentiation of the wavenumber of a particular order, i.e., k?u kﬁ), or independent of k,,.
Furthermore, each coefficient does not depend on the exponentiation of the wavenumber
with multiple orders as as in (4.18). This feature allows one to derive the cutoff wavenum-
ber, which provides the range of wavenumbers where wave propagation is possible in the

adiabatic porous media.
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Now apply the Routh-Hurwitz stability criterion to the polynomial corresponding to
the non-zero roots, i.e., b3\® + by A2 + by A + by = 0. The necessary condition to satisfy the

Routh-Hurwitz stability criterion reads,

b, > 0 and byb; > b3by ,where n =0,1,2,3, (4.38)

where byb; — b3by > 0 can be written as,

pkM? (pch + 304, 8T0)% k2 > 0. (4.39)

This condition holds when the mobility £ is positive. In analogy to the general non-
isothermal case, we can identify the necessary condition that leads to instability. The

loss of stability may appear if one of the following criteria is met:

1. Mobility k£ = 0, in which case by and b, are both equal to 0.

2. Tangential modulus E; < —(3%Tp/pc) leads to by < 0.

3. Tangential modulus F; < —(pcb? M + 32Ty + 60, SbTo M) [ (pc — 902, To M) leads
to by < 0.

4. Specific heat ¢ < 9a2, Ty M /p so that by < 0.

Remark 1

Notice that in many THM formulations, such as Selvadurai and Suvorov [251] and Sel-
vadurai and Suvorov [255], the work done or energy dissipation of the fluid and solid
constituents are assumed to be negligible in the balance of energy equation. In this case,
the energy balance equation (4.3) may be simplified as,

k O°T
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Hence, the mechanical and hydraulic responses are only one-way coupled with the heat
transfer process. While the temperature changes may still cause deformation and/or flow,
(4.40) indicates that neither deformation of the solid skeleton or the pore-fluid flow may
impose any influence on the temperature due to the simplified assumptions. In this special

case, the characteristic equation reads,

—Ek2 —p)2 —i(bky) —i(Bky)
i(bkw)) kK2 4+ MN —3a,\ | =0. (4.41)
0 0 peh + kkZ

In the one-way coupling THM formulations, the characteristic equation will have two
roots identical with those in the fully saturated isothermal condition [81, 244, 248], while
the additional root is A = —rk? /(pc) which is either equal to zero (when x = 0) or
negative (when  is positive). In other words, if the thermal conductivity is non-zero,
then the governing equations of the one-way coupling THM system and the isothermal

THM system share the same necessary and sufficient conditions for stability.

4.2.3 Dispersion analysis

Even if stability is lost, numerical simulations may still continue and give meaningful
results as pointed out by Abellan and Borst [244]. However, when the THM problem
becomes ill-posed, the physical length scale inferred from the physical properties vanishes
and a numerical length scale, which is often the mesh size, may influence the numerical
solutions and cause mesh dependency.

The dispersion analysis provides a tool to predict the vanishing of finite non-zero
physical wavelength by checking whether the associated cutoff wavenumber or damping
factor can be identified. Recall that a wave is considered dispersive if the phase velocity
(or wave velocity, v,) depends on the wavenumber [81, 239, 243, 244, 248, 256—-259]. In this

case, the waves of different wavelengths travel at different phase velocities and hence the
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shape of a dispersive wave may change as it propagates [260]. To capture localization of
deformation properly, governing equation must be able to change the shape of an arbitrary
loading wave into a stationary wave in a localization zone [231, 244]. It is well known
that wave propagation in the standard single-phase continuum upon the occurrence of
strain softening is not dispersive, and hence the mesh dependency is observed [216, 244].

In this section, our objectives are to (1) investigate whether a dispersive wave can
propagate at the long and short wavelength limits in the non-isothermal case, and (2)
examine the cutoff wavenumber and internal length scale when strain softening at the

adiabatic limit.

Non-isothermal case

We assume that the solution of the governing equations of a damped, harmonic wave prop-

agating in a thermo-sensitive fully saturated two-phase porous media takes the following

form:
du A,
dp _ Ap ei(sz—wt) _ Ae)\rt—&-i(kw:v—wt) : (442)
dT Ar

where A,, A, and Ay are the amplitudes of the displacement, pore pressure and temper-
ature accordingly. In the dispersion analysis, we split the possible complex eigenvalue
into real part (\,) and imaginary party (w or \;) as A = A\, — iw. According to Zhang,
Sanavia, and Schrefler [81] and the dispersion analysis of adiabatic case below, the cut-
off wavenumber can be derived using the discriminant of cubic polynomial of eigenvalue
when the same order of wavenumber term exists in each coeflicient of the characteristic
equation (e.g. (4.33)). However, in the characteristic equation of non-isothermal condi-
tion (4.15), the coefficient a, has two different orders of wavenumber (k2 and k) and the
derivation of discriminant of quartic polynomial cannot give the explicit expression of

wavenumber having the complex conjugate roots. Nevertheless, we may still determine
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the relation between the phase velocity and the real and imaginary parts of the eigenvalue
by substituting A\ = A\, — iw into (4.15). This process, based on Abellan and Borst [244],

decomposes the characteristic equation into real and imaginary parts as follows,

(14)\;4“ + Clg)\i + (12)\7% + a1>\r +ag — a2w2 — 3(1,3/\7«OJ2 — 6(14)\72&&)2 + CL4OJ4
+i(—aw — 2a2 . w — 3a3)\2w - 4a4)\i’w + azw® + 4a4)\7«w3) =0. (443)
The imaginary part of (4.43) vanishes if the following condition holds,

w=0 or w2 _ 4@4)\? + 3@3)\% + 2CLQ>\T+CL1
dag\, + as '

(4.44)

For the dispersion analysis of dynamic governing equations, we can assume w # 0 and
take the condition of (4.44),. By considering the coefficients a;,7 = 0,1, 2, 3,4 of (4.16)
to (4.20), we know that w is expressed in terms of wavenumber (k,,), and the relation of
phase velocity (v, = w/k,,) and wavenumber can be derived. Since the phase velocity is
dependent on the wavenumber, we can find out that the wave propagation is dispersive.
Furthermore, by substituting (4.44), into (4.43), the equation of real part of eigenvalue \,

can be expressed as shown below,

[64a3 XY + 96a3ai N> + (48a3aq + 32azai) A, + (8a3 + 32azazas) A}
+(8agai + 4aiay + dajasas — 16aga?) N2 + (2a3as + 2a1a3 — 8apaszas) A,

+ayasas — apaz — a%@] /(16a3A\? + Sagas), +a3) = 0. (4.45)

Unfortunately, as proven by the Abel-Ruffini theorem (also referred as the Abel’s im-
possibility theorem [261]), there exists no general algebraic solution in radicals to poly-
nomials of degree five or higher with arbitrary coefficients. In other words, there is no
general formula that allows the real part of eigenvalue ), to be expressed algebraically,

even though it is still possible to solve (4.45) numerically. However, we can estimate A,
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by taking long and short wavelength limits considering the coefficients a;,7 = 0,1,2, 3,4
and (4.44) to (4.45).

Firstly, we found that taking the long wavelength limit, i.e. k, — 0, yields the eigen-
value A\, — 0 in (4.45). As demonstrated in Abellan and Borst [244], this result leads to
the relation of phase velocity and wavenumber according to (4.44),. Therefore, we can

explicitly derive the phase velocity for the long wavelength limit as shown below.

B+ PRM - peEkM + BT (B, M BTokM
P p(k + pckM) \ p p(k+pckM) " p(k+ pckM)’
(4.46)

We can further observe that the phase velocity o f (4.46) is reduced to the classical bar ve-
locity, v, = \/m when thermal effects are ignored and the fluid is removed (or simply,
when ~ and k are ignored). Figure 4.1 shows how the phase velocity changes depending
on the thermal conductivity and permeability (or mobility k), where the material prop-
erties are selected from the previous studies [19, 81]. When the thermal conductivity is
given, for example xk = 2.5 x 1073kW/m/°C, the phase velocity does not change until the
permeability decreases below ke, = 1.0 X 107% m/s. Besides, when the permeability is
further decreased and beyond the range, 1.0x 1078 < Eperm < 1.0% 1079 (m/s), additional
response from the phase velocity is not observed. In other words, the phase velocity of
the THM system can be influenced by how the permeability and thermal conductivity are
combined, but the effect is limited.

For the short wavelength limit, i.e. k, — 00, we can estimate that A\, ~ kllvo from
(4.45) and the wave velocity becomes proportional to the wavenumber, v, ~ k,, from
(4.44). By adopting the relation of the internal length scale and damping coefficient from
a single-phase rate-dependent medium [260], the internal length scale (/) is defined as

follows:

[ = lim (—%) ~ lim k. =0. (4.47)

kw—00 r kw—00

This means that the internal length scale vanishes at the short wavelength limit. The loss
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Figure 4.1: Phase velocity vs. permeability with different thermal conductivities (With
E, = 30 MPa, pc = 4.5 kJ/m?/°C, M = 200 MPa and T}, = 20 °C)

of physical internal length scale also suggests that any grid-based numerical model that
solves the THM governing equations may exhibit mesh dependency, as any regulariza-
tion effect induced by multi-physical coupling may vanish if the physical length scale
vanished.

In other words, the rate-dependence introduced through multiphysical coupling may
not regularize the THM governing equations when softening occurs. This conclusion
echoes the previous dispersion analysis of isothermal two-phase porous media by Abel-
lan and Borst [244], which also indicates that the internal length scale vanishes at the
short wavelength limit. The wave propagation behavior of non-isothermal condition
when strain softening occurs is further evaluated by numerical experiments in Section

4.3.2.

For the adiabatic case, we derived the internal length scale of the adiabatic THM sys-

tem within a limited range of wavenumbers by expanding the derivation for isothermal
porous system in Zhang, Sanavia, and Schrefler [81]. In addition, we conducted para-

metric studies to analyze how the specific heat and permeability may affect the cutoff

wavenumber and the corresponding internal length scale.
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Adiabatic Case

By assuming that the thermal conductivity is approximately zero, we obtained the charac-
teristic equation of a damped harmonic wave propagating in a porous medium at the adi-
abatic limit. Based on the derivations in Section 4.2.2, we conducted a dispersion analysis
and derive the expression of the internal length scale when the porous medium remains at
the adiabatic limit. Our starting point is the third-order characteristic polynomial, which

takes the following form,

D(A\) =X +a) + b\ +c=0, (4.48)
where,
0 0 pck M
= e r— 4.49
a=ay o = Lor (4.49)

peEy + pch? M + BTy + 600, BOTyM — 902, BTy M
N p(pc —9a2 TyM) ’
002 0 (pcky +62T0)kM

— — 451

b=21", v° (4.50)

y =k, (4.52)

When strain softening occurs, the tangential modulus F; becomes negative. In this case,
waves propagating in the porous medium can be either dispersive or non-dispersive, de-
pending on the wavenumber £,,.

Our objective here is to determine whether it is possible to propagate waves with
finite speed when stability of the THM system has already been lost. Recall that the
stability analysis in Section 4.2.2 indicates loss of stability when either one of the following
conditions holds , i.e., (1) E; < —(8*Ty/pc), (2) ¢ > 92, ToM /p, (3) k = k = 0. Here,
we assume that the permeability is non-zero and focus our attention only on the cases in

which condition (1) and (2) hold. Furthermore, we assume that the softening tangential
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modulus E; > —b?M always holds [81, 227]. In other words, our objective is to determine
whether the roots of the characteristic polynomial contain positive real part for the special

case where the following condition holds,
—b*M < E, < —B*Ty/pc , ¢>9a2ToM/p , k> 0. (4.53)

Given the condition expressed above, we conclude that at least one of the roots has a
positive real part. This is due to the fact that F; < —3%T,/pc implies that pcE;+ 5T, < 0,
which in return leads to D(0) < 0. Meanwhile, lim, ., D(z) > 0, as the characteristic
polynomial of (4.48) is monic. According to the intermediate value theorem (or more
specifically Bolzano’s theorem, cf. Morales [262]), the two aforementioned conditions
combining the fact that the polynomial with real coefficients is continuous imply that
(4.48) has at least one root with positive real part. Thus, there are two possible sets of
solutions of D(\): (1) one positive real root and a pair of complex conjugate roots, (2) three
real roots in which at least one is positive. As discussed in Zhang, Sanavia, and Schrefler
[81], the first case enables waves to propagate by remaining the governing equations to
be hyperbolic under strain softening condition. In the second case, however, the wave
speed becomes imaginary which leads the dynamic governing equations to be elliptic:
the finite element analysis will show mesh dependency [81]. Therefore, we evaluate the
cubic polynomial of (4.48) to have one real root and a pair of complex conjugate roots by
considering that the discriminant (denoted as, AA) should be less than zero. According to

(4.48) to (4.52), the discriminant of cubic function can be expressed as,
A = —41)033/3 + a02b02y4 + 18a°°cy* — 27002y4 — 4a0300y5. (4.54)
This expression can be rewritten in terms of coefficients, w, r and s, i.e.,

A==y (wy? +ry + s), (4.55)
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where,

w = 4a03co, (4.56)
r =27 — %% — 18a°0° ¢, (4.57)
s = 4%, (4.58)

To keep the discriminant (/) negative, we note that the quadratic polynomial of wy? +
ry + s in (4.55) should be always positive. Under the given condition in (4.53), we know

0 is negative and a' is positive. Besides,

that the coefficient w becomes negative since ¢
we can find out that s becomes positive since 8" is come to be positive. Therefore, we can
derive the only positive root of wy? + 7y + s = 0 in the form of (—r — /1% — 4ws) /2w
based on the fact that w < 0 and s > 0. In other words, this makes (4.55) be always

negative (A < () when the square of the wavenumber y (= k2) is within the range

described as follows:

r— i —dws

2w

0<y<— (= K cur)- (4.59)

The cutoftf wavenumber (k,, .) as a function of the permeability or mobility (k), specific
heat (pc), tangential modulus (E}), reference temperature (7;) and other material prop-
erties of porous media has also been sought in this study. Meanwhile, the influences of
the permeability and specific heat on the cutoff wavenumber are depicted in Figure 4.2.
The reciprocal of permeability shows a linear relation to the cutoff wavenumber in log-log
plane, however, the specific heat shows limited effect until it reaches to 1.0. In this regard,
we can find out that the permeability is closely related to the cutoff wavenumber while
the specific heat has little influence on it.

Within the range of cutoff wavenumber, three roots (one real and two complex con-

jugate roots) of the third-order characteristic equation can be determined by Cardano’s
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Figure 4.2: Relationship of the cutoff wavenumber with permeability and specific heat
under adiabatic condition

formula. By letting A = 2 — £, the third-order polynomial (4.48) can be rewritten as,

where,
1 2 1 3
p=3(Bb—a®), q=-(2a° —9ab+27c). (4.61)

This equation has three roots that take the following forms,

5= A+ B, 22,3:—A;Bi%§(,4—3), (4.62)
where,
A:g—g+ qZQJrg—i, st—g— qZQJrg—; (4.63)
Therefore, we can rewrite the solution \ as follows,
/\1:(A+B)—§, A2,3:—A;B+%(A—B)—§, (4.64)
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and distinguish the real part and imaginary part in the roots:

/\T:—%(A—FB)—E, o V3

30 A= T(A — B). (4.65)

By substituting the complex root into the damped harmonic equation like we did before

in (4.42), we have (note that \; = w):
U(ZE, t) — Aeikwxe)\,«t—iwt — Aeikwre)\,«t—i)\it7 v = [u7p7 T}T (466)

Recall the relation between the phase velocity v, and the wavenumber £,

vp = | 2” , (4.67)

(Ar)t changes into ehw((Ar)/ille — g—or where

By means of t = x/v,, the damping term e
« is the damping coefficient [81]. Notice that the thermo-hydro-mechanical coupling
introduces rate dependence to the mechanical response, even if the solid phase continuum

does not exhibit any viscous behavior. As a result of this rate dependence, the internal

length scale [ is introduced, i.e.,

A
l=a! a=-"Tk,, (4.68)
Al

in which A, and ); are obtained from (4.65). It is obvious that the definition of internal
length scale holds only for dynamic analysis. The damping coefficient o and the internal

length scale [ can be expressed as below:

|A+B+2alk, . V3(A-DB)
 VB(A-B) ' |A+B+ia|k,

(4.69)

Therefore, we can identify the internal length scale as a function of the mobility (k), spe-

cific heat (pc), wavenumber (k,,), reference temperature (7j), tangential modulus under
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strain softening (£;) and other material properties as:

l = f (k7 pc7 kw7Et’ M7 B? amaTO) N (4'70)

Remark 2

In the adiabatic condition, we derived the cutoff wavenumber which guarantees the wave
propagation is possible. Within this range, we can analyze how the damping coefficient
changes along the wavenumber by normalizing it with the cutoff wavenumber in Figure

4.3.

Damping Coefficient

0 0.2 0.4 0.6 0.8 1
Normalized Wave Number

Figure 4.3: Damping coefficient (o) vs. Normalized wavenumber

In this figure, we can see that the damping coefficient (o) approaches zero when the
wavenumber decreases, which is natural phenomenon considering the definition of «.
On the other hand, the damping coefficient approaches to infinity when the wavenumber
converges to the cutoff value, which states that the internal length scale, a reciprocal of
a, vanishes. This fact is also analogous to the case of long wavelength limit under the
non-isothermal condition (4.47). The effect of permeability (or mobility, k) and specific
heat (pc) of porous media on the internal length scale is compared in Figure 4.4. We can

see that the permeability has proportional relation to the internal length scale while the
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Figure 4.4: Relationship of the internal length scale with the permeability and specific
heat under the adiabatic condition

specific heat has limited effect.

4.3 Numerical experiments

To illustrate the influences of thermo-hydro-mechanical coupling on the width of local-
ization zone, we use an implicit dynamic finite element code to simulate one-dimensional
wave propagation in a thermo-sensitive fully saturated porous bar with different set of
material parameters. Our objective here is to use the numerical experiments to (1) verify
the theoretical analysis on the phase velocity and internal length scales in Section 4.2.2
and (2) confirm whether mesh dependency occurs when the physical internal length scale
is predicted to be vanished according to (4.47) and (4.70).

As mentioned previously in Section 4.2.3, we did not obtain the expression of inter-
nal length scale for the non-isothermal condition, as the general algebraic expression of
the internal length scale does not exist according to the Abel-Ruffini theorem [261]. As a
result, we first limit our focus on the adiabatic condition and performed numerical exper-
iments to validate the analytical expression of the internal length scale. We then analyze

the simulated wave propagation behavior of the non-isothermal condition with a series

129



of numerical simulations under the different thermal conductivities. The changes of wave
propagation behaviors observed in the numerical simulations due to changes of the ther-
mal conductivity are also compared. We found that the observed behavior is consistent
with the phase velocity expressed in (4.46).

(p=0,T=0)

=

| L |
I |

Figure 4.5: One dimensional soil bar in axial compression

q(t)
de,

t €

Figure 4.6: Applied stress and local stress-strain diagram

The numerical model consists of a softening bar constrained to move in only one di-
rection. In addition, heat transfer and pore-fluid diffusion are also confined to be one-
dimensional. The length of the bar is 10 m. At x = 0 m, the bar is fixed and has zero
displacement, while a perturbation of force is applied at z = 10 m. Both pore pressure
and temperature are prescribed as zero at z = 10 m. A constant time step At = 1.0x 1072
sec. is used to all the numerical simulations. The absolute mass densities of soil and fluid
are selected as p; = 2,700 kg/m?® and p; = 1,000 kg/m>. The elastic and tangential
moduli under strain softening are assumed to be 30 MPa and —20 MPa, respectively, and
the Biot’s modulus (M) is considered to be 200 MPa. The reference temperature 7 is set
to be 20 °C, and the numerical condition of applied stress and local stress-strain diagram
are depicted with boundary conditions in Figures 4.5 and 4.6. Here, { is set to be 0.1 sec.,

qt, is applied as 500 kPa, and o, values are indicated in the figures for each simulation.
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Table 4.2: The internal length scale under the different conditions (Adiabatic case)

kperm(m/s)  pc(kJ/m3/°C)  I(m)(k,, = 1.0) Comparison
5.0 x1073 4.5 4.10 the reference
2.5 x1072 4.5 0.19 permeability change
50 x107% 2.4 x1072 0.94 specific heat change

4.3.1 Adiabatic case

The reference case of internal length scale under the adiabatic condition is calculated with
the permeability (Kpe,r) of 5.0x107 m/s and the specific heat (pc) of 4.5 kJ/m?/°C. The
internal length of each case is described in the following Table 4.2 when the wavenumber
is assumed to be unity. The numerical simulations are investigated with the element size
of 0.4 m.

The reference case gives the internal length scale of 4.10 m and the plastic wave is able
to propagate. We can verify this from the numerical simulation results depicted in Figure
4.7. Nevertheless, in another two numerical experiments, one with increased permeability
and the other with lowered specific heat, the harmonic wave ceases to propagate and the
plastic zone seizes at a certain depth as shown in Figure 4.8. This fixed plastic zone with
time indicates that the wave is unable to propagate. This observation is consistent with
(4.69) and the relationship among the internal length scale, permeability and specific heat
showcased in Figure 4.4. Similar plastic strain patterns were noticed by Zhang, Sanavia,
and Schrefler [81] in dynamic wave propagation simulations under the isothermal condi-

tion.

4.3.2 Non-isothermal case

With the results shown in Figure 4.7 as the reference, we vary the thermal conductivity
and determine how the thermal conductivity affects wave propagation. We assumed that
the thermal conductivities of fluid and solid are the same and selected the value from

the previous study by Sun [19], k = 2.5 x 107 kW/m/°C. According to our previous
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analysis, both thermal conductivity and permeability can influence on the behavior of the
THM system (Figure 4.1). In order to analyze this effect, we conducted parametric study
of thermal conductivity under two permeability conditions: (1) 5.0 x 10™2 m/s from the
reference case in Section 4.3.1, and (2) 1.0 x 107'° m/s as low permeability case. A series
of numerical simulations are performed by varying the thermal conductivities provided
that the specific heat (pc) is assumed to be 4.5 kW/m/°C.

Firstly, we introduced the thermal conductivity into the reference case and conducted
the numerical simulation. When x = 2.5 x 1072 kW/m/°C was adopted, the numerical
simulation showed little change in the plastic strain compared to the adiabatic condition
in Figure 4.7. However, when the thermal conductivity is increased to 1.0 kW/m/°C, we
found the wave propagation behavior started to change. These results are depicted in
Figure 4.9. The plastic strain is increased compared to the adiabatic case, and the plastic
wave is still able to propagate along time. Considering the initial and boundary conditions
of temperature field, we expect that the prescribed zero temperature at the surface (10 m)

contributes additional compression to the one-dimensional bar.
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Figure 4.9: Developement of the localization zone (non-isothermal condition with x = 1.0
kW/m/°C, o, = 30 MPa)

Next, we started from the numerical set up of adiabatic limit with the permeability
equal to 1.0 x 107° m/s. When the thermal conductivity of 2.5 x10~% kW/m/°C was ap-

plied, the response of plastic strain gave little effects compared to the adiabatic condition.
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Figure 4.10: Developement of the localization zone of non-isothermal condition with
different thermal conductivities - plastic zone moves toward the depth along the time
(kperm = 1.0 x 1071 m/s, pc = 3.5 kW/m/°C, o, = 3.8 MPa)

When r became larger than 1.0 x 10~ kW/m/°C, however, we found the changes of plas-
tic localization zone. Figure 4.10 depicts the changes of wave propagation with different
thermal conductivities under the low permeability condition. We can identify that both
permeability and thermal conductivity influence on the behavior of wave propagation
under strain softening from Figures 4.9 and 4.10.

Furthermore, we took two cases in Section 4.3.1, in which the wave was not able
to propagate, and re-analyzed the simulations by introducing the thermal conductivity.
Again, the thermal conductivity of 2.5 X 10™% kW/m/°C showed little effect on both cases.
Figure 4.11 shows when x = 1.0 kW/m/°C was applied. We can see the width of localiza-
tion zones and the plastic strains are increased compared to adiabatic case in Figure 4.8.
However, the plastic wave does not propagate along time. This indicates that the thermal

conductivity appears limited effect on regularization.

Remark 3

We conducted additional numerical simulations for the non-isothermal case to analyze

the influence of mesh size on shear band width. The permeability of 1.0 x 107!° m/s
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Figure 4.11: Development of the localization zone under no wave propagation - the plastic
strain stays the same depth along the time (Non-isothermal condition, x = 1.0 kW/m/°C)

was selected to have enough internal length scale for stability. The thermal conductivity
(k = 2.5 x 1073kW/m/°C) and the specific heat (pc = 4.5 kJ/m?/°C) were adopted from
the previous study by Sun [19]. The one-dimensional domain were discretized by 10,
20, 25, 30 linear finite element of equal sizes to study mesh dependency. As shown in
Figure 4.12 (a), the plastic strain distribution from the numerical simulations suggests
mesh independence. In addition, Figure 4.12 (b) describes temperature field distribution
of the numerical simulations for the non-isothermal condition. With the same material
properties used in the mesh study, the domain with 25 elements is selected. We can see

how the temperature changes with different thermal conductivities.

4.4 Conclusions

The one-dimensional wave propagation in a full saturated, thermo-sensitive porous
medium has been analyzed. The stability analysis indicates that the governing equations
of the thermo-hydro-mechanics system leads to a characteristic polynomial at least one
order higher than the isothermal poromechanics counterpart. By applying the Routh-

Hurwitz stability criterion to this higher-order characteristic polynomial, we determine
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Figure 4.12: Independence of the strain localization zone width under different mesh sizes,
and limited changes of temperature field along the bar under various thermal conductivi-
ties (at t = 1.0 sec with kperm, = 1.0 x 107%m/s, pc = 4.5k]/m?/°C)

that instability may occur if (1) strain softening occurs and/or (2) specific heat per mass
is less than a critical value proportional to Biot’s modulus and the square of the thermal
expansion coefficient and (3) when both permeability and thermal conductivity are zero.
Dispersion analysis on the THM system reveals that a dispersive wave may propagate in
a fully saturated, thermo-sensitive system under certain limited conditions. Nevertheless,
the internal length scale introduced by the thermo-hydro-mechanical coupling vanishes
at the short wavelength limit. For the adiabatic limit case, we derive an explicit expression
of the internal length scale as a function of permeability, specific heat, wavenumber and
other material properties. The cutoff wavenumber is also identified. Our results indicate
that there is a limited range of wavenumbers that allows dispersive waves to propagate

at finite speeds.
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Chapter 5

Numerical techniques and solution strategies for coupled
multiphysics mechanisms in crystalline solids and

geomaterials

In this chapter, Sections 5.2.1, 5.2.2, and 5.2.3 are reproduced from the published papers: Na

and Sun [177]; Na and Sun [75].

5.1 Introduction

This chapter covers specific numerical issues, which can be potentially raised from the
muliphysics problems, and how we resolve those topics in terms of numerical and phys-
ical aspects. Firstly, we focus on the stability of numerical solutions and the efficiency
of computational calculations. Because the numerical system of multi-component prob-
lems are often constructed by the equal-order dimensional spaces for each component,
the inf-sup condition is not satisfied in the limit cases. In addition, the system of equa-
tions has high condition number due to different physics. The stabilized procedure and
preconditioning strategy associated with monolithic simulations are addressed to solve
those numerical issues. We further introduce the operator-split scheme to resolve the

multiphysics problem including fracture behavior. Next, we discuss the computational
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methods to regularize the local constitutive law, which leads to pathological mesh depen-
dence in strain localization problems. The scale dependence in multiphase materials is
further addressed in terms of the plastic length scaled introduced by the nonlocal consti-
tutive model. By leveraging that nonlocality, we cover the adaptive meshing strategy that
updates the plastic internal variables based upon the concept of Lie algebra and configu-

rational force.

5.2 Inf-sup, preconditioing, and operator-split

The lack of two-fold inf-sup condition is caused by the usage of equal-order finite dimen-
sional space for displacement, liquid water pressure and temperature. This well-known
effect has been intensively studied for poromechanics problems in the last few decades
[16, 19, 43, 178, 263, 264]. Here, we adopt the stabilization procedure to overcome this nu-
merical deficiency in the system of frozen porous media covered in Section 2. To ensure
that the stabilization procedure we used leads to stable results, we introduce a new nu-
merical test called weak two-fold inf-sup tests to check whether solution remains stable
for arbitrary mesh size. We then address a system of equation with high condition num-
ber due to unknown variables with different physical features: displacement, pressure,
temperature. Here we propose a possible solution to overcome this problem, which is a
preconditioner specialized for the THM system to speed up the simulations. Lastly, the
operator-split scheme, an alternative method of monolithic approach, for multiphysics

problems associated with fracture is addressed, the relevant topic is covered in Section 3.

5.2.1 Spatial stability and two-fold inf-sup tests

In classical poromechanics FEM models that employ solid displacement and pore pres-
sure as the prime variables, the interpolated pore pressure field is known to suffer from

spurious oscillation in the undrained limit [24, 265] if displacement and pore pressure are
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spanned by the same basis function. The cause of the problem is due to the lack of inf-sup
condition [24, 43, 209]. Similar spurious oscillations have been addressed in THM problem
with the equal-order finite element when the prime variables of the displacement, pore
pressure and temperature were considered in a very fine temporal discretization or near
the undrained limit [19, 252]. Previously, Liu et al. [252] introduced an interior-penalty
procedure on the discrete Galerkin model of the thermo-hydro-mechanics problem in geo-
metrically nonlinear range. On the other hand, Sun [19] analyzes the cause of the spurious
oscillation of pore pressure and temperature and proposes a projection-based stabilization
method for the finite-strain thermo-hydro-mechanical problem to eliminate the spurious
modes in the pore pressure and temperature [266]. In this study, we adopt the polynomial
projection scheme of Sun [19] to stabilize the THM problems, in which the inf-sup defi-
ciency of equal-order finite element is counterbalanced using stabilization terms based on
the weak two-fold inf-sup condition. Nevertheless, a systematical numerical procedure
to test the validity of the stabilization procedure has not yet proposed.

Our starting point is the result from Howell and Walkington [267] which proves that
saddle-point problems containing more than two solution fields require the two-fold inf-
sup condition to maintain spatial stability [19, 178]. By considering the finite element
model with a saddle point structure form: (u”, pl, T") € VI, x V' x V!, where V', V!
and V are the finite dimensional spaces chosen for displacement, liquid water pressure
and temperature interpolations, the discrete two-fold inf-sup condition holds if and only

if there exists a constant Cy > 0 such that,

b pTh) V- whdV
p (00t 07 70

> Co (IIpkllvg + 17"l )
whev [l v I

where, (pf,T") € V! x V. (5.1)

Note that the coefficients of a and b are described by Si, Sc(= 1 — Si) and pc which

are functions of liquid water pressure and temperature fields (i.e., a = 9(Spr)/dpL +
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d(Scpc)/0pr, b= 0(SipL/OT) + 9(Scpc)/0T);

s - ||VphL and || - ||y are the norms

corresponding to the finite dimensional space V', VZD’; and V. The same associated norms

are equipped to the solution spaces and their corresponding test functions. We choose the

norm ||-[lyn = ||-|l1 and||-HVp;i = [Illv2 = Il llo. where ||- || indicates the standard Sobolev
norm of order k, which leads to the relation, Cy <HP£LHVPhL + HThHVTh> > Co ([lpf + T™|[o).

Adopting the same basis functions for displacement, liquid pore pressure, and tem-
perature leads to a formulation that lacks the two-fold inf-sup condition as stated in (5.1).
However, as pointed out in Sun [19], the spurious pressure and temperature oscillation
due to the lack of two-fold inf-sup condition can be eliminated by introducing the addi-
tional gradient or projection terms that counterbalance the inf-sup deficiency. This study
adopted the projection stabilization scheme to eliminate the spurious oscillations. Note
that an analytical proof of the inf-sup condition for a particular choice of finite dimen-
sional spaces can be difficult [268]. As an alternative, we introduce the usage of numerical
inf-sup test [234, 264, 268-271] for analyzing the thermo-hydro-mechanical formulation.
The underlying idea of this inf-sup test is to consider the liquid water pressure and tem-
perature fields together as a product space and introduce proper norms for this product
space. Following this step, one may solve a series of generalized eigenvalue problems of

(5.2) corresponding to the inf-sup condition (cf. (5.1)) for a selected number of elements,

that is,
G"Vh = \s"V", (5.2)

where ), is the smallest non-zero eigenvalue, in which /), corresponds to the inf-sup
value; the matrices G" and S" are defined for a given finite element discretization, as
detailed in reference Bathe [268] and Chapelle and Bathe [269]. To perform a two-fold

inf-sup test for the product space, one may partition the Jacobian matrix of (2.73) such
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that,

A B, Dy
A H;
B2 C El — ) (53)
H, K
D, E, F
B, C E
where H; = lBl Dl] , Hy = , and K =
D, E, F

We limit our focus in a very fine temporal discretization in which the heat transfer and
pore-fluid diffusion terms are both assumed to be minor. Note that this limit case leads
the matrices H; and H, to be H; ~ H; = H.

Following Chapelle and Bathe [269] and Bathe, losilevich, and Chapelle [270] and two-
fold inf-sup test of Howell and Walkington [267] and Sun and Mota [234] based on (5.1)
and (5.3), the matrices for the eigenvalue problem in (5.2) are represented as,

G"=H"K"H")T and (w")'$"w" = |w" %/Z’ (5.4)
where H" and K" are the expressions of H and K discretized by shape functions (2.72).
Meanwhile, the expression of G" depends on the choice of weighted norm equipped for
the product space of the interpolated pore pressure and temperature. In our case, we
follow the procedures depicted in Bathe, Iosilevich, and Chapelle [270], Bathe et al. [272],
and Sun, Cai, and Choo [273] and simply use the condensed lower diagonal matrix K" to
form the weighted norms. It should be noted that this particular G” is not the only valid
choice. For instance, one may also replace K" with its inverse in (5.4) such that the two-
fold inf-sup test is directly related to the statically condensed system of equations as have
done in Sun and Mota [234]. However, as pointed out in Chapelle and Bathe [269], a choice
that involves inversed matrix may likely increase the computational cost for evaluating

the inf-sup tests due to the fact that the inverse matrix is more dense and the inverse
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operation can also be costly. S", which is referred as the norm matrix in Chapelle and
Bathe [269], is obtained from the linear operator that gives the norm || - ||y following
Bathe [268], in which [[u"||} = [, VZu - V®udV (cf. Sun [19], Mira et al. [264], and
Pantuso and Bathe [274]).

Note that the numerical inf-sup value is sensitive to the norms chosen to construct the
inf-sup test. While the existence of the inf-sup value and hence the validity of the inf-sup
condition can be proved by any equivalent norms, the actual choice of the norms used
to construct the inf-sup test may affect the trend of the numerical inf-sup values upon
mesh refinement [271, 272]. Here we select the problem of 1D thawing consolidation for
the numerical inf-sup test. The problem description including boundary conditions can
be found in Section 2.5.1. The number of elements with 4, 8, 16 and 32 are selected for the
numerical inf-sup test (Fig. 5.1). The stabilized inf-sup value is bounded which indicates
the test is passed (e.g. Mira et al. [264], Bathe [268], Bathe, losilevich, and Chapelle [270],

and Bathe [271]).

log(inf-sup value)

8t —6—Raw
—6— Stabilized

-1.5 -1 -0.5
log(1/N)

Figure 5.1: Inf-sup test of 1D thawing consolidation (the results from the number of ele-
ments with 4, 8, 16 and 32 are presented)
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5.2.2 Pre-conditioner for three-field system

It is well acknowledged that the implicit monolithic solvers for mixed finite element may
lead to ill-conditioning tangential matrix system [208, 275]. Since the residuals of the bal-
ance of mass, linear momentum and energy are all of different units, the eigenvalues and
singular values of the block matrix system could be of several orders of difference and in
different signs. Presumably, direct solvers such as Gaussian elimination may allow one
to obtain incremental updates even when condition number of the tangent is high, pro-
vided that the condition number is still sufficiently small compared with the inverse of the
machine error. Nevertheless, the direct solvers are often slower due to the significantly
higher numbers of arithmetic operations. Another feasible possibility to resolve this is-
sue is to design a proper pre-conditioner and then use it with an iterative solver. This
approach is adopted in this study. The implementation of the preconditioner leverages
the open source finite element library, deal.II (cf. Bangerth, Hartmann, and Kanschat
[204] and Bangerth et al. [205]) interfaced with p4est mesh handling library [206], and
algorithm libraries from the Trilinos project [207]. When the coupled thermo-hydro-
mechanical (THM) model is solved in an implicit monolithic scheme, the nonlinear system
of equations may leads to a three-by-three block-partitioned tangential matrix through a
consistent linearization process (Section 2.4.2).

In this study, we extended the block-preconditioned Newton-Krylove solvers for orig-
inally designed for a u/p formulation by Dawson et al. [276] and White and Borja [208].
The underlying idea is to simply consider the space of the interpolated pore pressure and

temperature fields as a product space and design a pre-conditioner such that,

P Jz = P!, (5.5)

where J is the Jacobian;  is the solution fields; b is the residuals; P! is the preconditioner.

The strategy of preconditioning is to choose P &~ L such that P~'J ~ U when a block LU
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factorization of J is concerned as J = LU, in which the quality of this approximation
determines how fast the Krylov solver converges [208]. In this study, we first express the
3 by 3 system of equations (2.73) into 2 by 2 system as written in (5.3). In this case, the
block Schur complement with respect to A is S = K — H,A 'H; (cf. Demmel, Higham,
and Schreiber [277]). Therefore, the template using the “exact” preconditioner and its
approximation can be described as,

Al 0 P’ 0

P! = (5.6)

Q

STH,AL ST P, 'H,P,' P!

Note that the exact inverses A~* and S™! are too expensive to compute, which requires
designing good approximations (P, and Py '). In particular, we extend the approximation
of Schur complement (S) for THM problem based on the hydro-mechanical systems [208]

as,

SM = KD - (IM, (57)

M, 0

where M = with [Mﬂ]:’b = / NoNodV, (m=p1,T).
B

0 My
Here, we choose Kp with matrices at diagonal positions (C and F) to simplify and im-
prove the calculations based on physics point of view (assuming weak coupling between
pressure and temperature) [204, 205, 208]. In addition, M is the extended mass matrix in-
cluding liquid water pressure and temperature fields. The methods to estimate the optimal
coefficient o and the approximation of A~ and S~ for the block Krylov solver in isother-
mal poromechanics problem can be found in White and Borja [208] and White, Castel-
letto, and Tchelepi [194]. Note that it is also possible to estimate an optimal choice of «

for thermo-hydro-mechanical problems. In such a case, the parameter a should be differ-

ent for each block to deliver the optimal performance. One feasible strategy can be found
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Table 5.1: Residence norm (square root of the inner product of residual column vector)
and the number of Krylov iterations at the selected Newton steps for comparison of pre-
conditioning strategy (coarse mesh condition with the total degrees of freedom 120)

No Preconditioning | Diagonal Preconditioning | Current Preconditioning
Newton Steps Krylov Krylov Krylov
RHS norm . RHS norm . RHS norm .
Iteration Iteration Iteration

Trial Step 5.9E-03 7839 5.9E-03 4 5.9E-03 4
Iteration 1 1.9E-01 2575 1.9E-01 4 1.9E-01 4
Iteration 5 1.1E-03 7335 1.1E-03 4 1.1E-03 4
Iteration 10 7.5E-10 6951 7.5E-10 4 7.5E-10 4
Solve time (s) 3.10 0.16 0.16

in the interesting works done by White, Castelletto, and Tchelepi [194] and Kim [278],
where the relationship of the operator-split solvers (fixed stress split [279]); adiabatic
split [280]) can be exploited for the pre-conditioners. The improvement of precondition-
ing strategy for thermo-hydro-mechanical formulation will be considered in the future.
Nevertheless, based on the evidences collected from the numerical experiments, even the
simple preconditioning strategy in (5.6) has already provided significant improvement in
efficiency for THM solvers. In these numerical tests, we adopt the thawing consolidation
problem as a benchmark to evaluate the efficiency of the preconditioning strategy within
the infinitesimal deformation range. The detailed problem descriptions are provided in
Section 2.5.1. Due to the difference in scales of the tangential term with respect to the
displacement (e.g. tangential stiffness), pore pressure (e.g. hydraulic conductivity) and
temperature (e.g. thermal conductivity), the thawing consolidation may lead to a highly
nonlinear problem whose consistent tangents can be very ill-conditioned (i.e. with a very
high condition number).

To evaluate the efficiency of different preconditioning strategies, we first introduce
a coarse mesh (the total number of unknowns is 120 with 72 degrees of freedoms for
displacement, 24 for liquid water pressure and another 24 for the temperature fields)
and solve the corresponding system of equations with and without applying the pre-
conditioners. The number of iterations required to obtain the converged solution from

the solver without any no-preconditioning strategy is compared against the counterparts
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Table 5.2: Residence norm (square root of the inner product of residual column vector)
and the number of Krylov iterations at the selected Newton steps for comparison of pre-
conditioning strategy (refined mesh condition with the total degrees of freedom 420) -
No preconditioning case does not yield converged solution within 50,000 iterations with
the same tolerance (107)

Diagonal Preconditioning | Current Preconditioning
Newton Steps RHS norm Krylf)v RHS norm Krylf)v
Iteration Iteration

Trial Step 1.6E-02 38 1.6E-02 13
Iteration 1 1.6E-01 19 1.6E-01 15
Iteration 5 1.9E-03 16 1.9E-03 13
Iteration 10 7.4E-10 17 7.4E-10 13
Solve time (s) 10.2 5.28

in which two different preconditioning strategies are used (Table 5.1). For comparison
purposes, in addition to the pre-conditioner introduced in (5.7), we implement a simpler
block-diagonal pre-conditioner where each diagonal block is separately inverted and no
Schur-complement approximation is introduced, which is one of the simplest approaches
one might use in practice. The preconditioining strategy for the current study saves the
calculation time by reducing the Krylov iterations. Regardless of whether a precondi-
tioner is used, the norm of the residual obtained after each Newton iteration step is iden-
tical as expected. Although there is no significant difference between the diagonal and
current preconditioning strategies, the number of Krylov iterations is significantly re-
duced in both cases — an indication that both pre-conditioners are effective for this simple
problem.

To analyze how mesh refinement affects the performance of the pre-conditioners, we
re-run the numerical experiments with a finer mesh (the total number of unknowns is 420
with 252 degrees of freedoms for displacement, 84 for liquid water pressure and another 84
for the temperature fields). In this case, the solver without any pre-conditioner does not
yield converged solution within 50,000 iterations with the same tolerance (10~%). How-
ever, the solvers equipped with either pre-conditioner is still able to deliver converged

solution, as shown in Table 5.2. This result also indicates that the pre-conditioner in (5.7)
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outperforms the simpler diagonal pre-conditioner. It requires less Krylov iterations in
each Newton-Raphson step and is approximately 48% faster. Both numerical experiments

indicate the importance of pre-conditioners on the solver performance.

5.2.3 Operator-split solution strategies

Due to nonlinearity and path-dependence nature of the proposed model, linearizing the
system of equations is necessary if an implicit solver is used. In this work, the system of
equations is multi-physical. As a result, this system of equations can be solved either in
a monolithic or operator-split manner [193, 194]. As previously numerical experiments
with single phase-field problems show that the operator splitting approach may poten-
tially be more robust [125, 165], we propose a semi-split iterative strategy. In this proce-
dure, the multiple phase fields are advanced followed by the thermo-mechanical solver,
which updates the displacement and temperature fields together. These sub-systems are
iteratively updated until all the residuals are below the tolerance.

In the proposed operator-split setting, the crack driving force J(; (3.50) is fixed while
the multiple phase-fields are updated. As a result, the split multi-phase-field incremental

problem becomes linear. The schematic of solution strategies is summarized as follows:

Linear solver
R(u,0)=0 R(d)=0 with I, |
? 0 5.8
" 6d=0 ntl Su=0, 60=0 ntl o (5.8)

Vv
Iterative solver

where R(u, 0) and R(d) are residuals expressed as follows:

R(u,0) =
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(5.9)
R(d

1) =
{ / o [2(1 — di, )M, ] AV + /3 GT [idiy, + PV - wi - Vd,;, ] dV.  (5.10)

B

These equations are consistent with (3.73) to (3.75), in which the backward Euler method
is used for time discretization for heat transfer. Under the iterative solver in (5.8), the

solutions are advanced followed by Algorithm 3. This procedure requires the consistent

Algorithm 3 Solution strategies using iterative and linear solvers

Require: Compute w1, 041, and d,,_;
1: Initialize: k = 0, u* = u,, 0* = 0,, and fix d,,
2: while || R(u, 8) ||> Tolerance do
3: Compute Au, A6:
5R (u, 0) ﬁz — R(u,0)
4: Update u**1, gk+1
uh ! u® Au
o] = [3] + [35
end while
Upy1 — uk+1’ 9n+1 — 6‘k+1
Update: 3, ,, using updated u,,4; and 0,,,;
Compute d,, , , by solving the linear problems of multiple phase-field variables
end

R A

tangent dR of the operator-split sub-problem, which is described in the following section.
To obtain the incremental updates of the multiple phase fields, the updated J{; from the
displacement and temperature variables at time ¢,,, is incorporated into the linear phase
field solver. We then update the phase-field variables as in (5.8). To simplify the imple-

mentation, the temporal discretization of plastic dissipation and structural heating, i.e.,
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the term Dyecn — Hp in (3.38) is treated explicitly. As shown in previous work such as
Wang and Sun [29, 30] and Wang and Sun [155], this semi-implicit approach can be ef-
fective if used properly. Finally, it should be noticed that one may choose other partition
strategies to solve the same system of equations. For instance, the thermo-mechanical
problem can also be solved using an isothermal or adiabatic approach. The exploration
of different partition strategies and the construction of the proper pre-conditioners are

important subjects but are out of the scope of this dissertation.

5.3 Nonlocality and adaptive mesh refinement

The nonlocal Cam-Clay model is presented associated with micromorphic settings. Start-
ing from the critical state plasticity theory [281, 282], the regularization is achieved by
considering global and local internal variables linked by penalty term in a modified hard-
ening equation in the local constitutive model. The global and local internal variables are
then resolved together via the modified Helmholtz equation which adopts a plastic length
scale introducing size effect (e.g. Aldakheel [148], Forest [283], Miehe, Teichtmeister, and
Aldakheel [284], and Miehe, Aldakheel, and Teichtmeister [285]). This numerical frame-
work that connects the local and global internal variables may guide us to establish a new
nonlocal constitutive model base upon the existing local plasticity model. By leveraging
the nonlocal constitutive laws, we then develop adaptive mesh refinement to enhance
computational efficiency based on configurational force and Lie algebra. Therefore, the
adaptive mesh refinement near the critical regions (i.e. shear, compaction, and dilation
bands in sand, clay, and rocks) is an efficient tool for the strain localization problems (cf.
Ortiz and Quigley IV [286], Verfiirth [287], and Schrefler, Secchi, and Simoni [288]), pro-
vided the regularized material responses are achieved based on a nonlocal model. Here
our focus lies on how to properly perform the mesh refinement on problems involving

history dependent materials (cf. Ortiz and Quigley IV [286]).
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5.3.1 Micromorphic approach for nonlocal critical state plasticity

The local constitutive model for plasticity or damage under softening behavior exhibits
the pathological mesh dependence in finite element implementations. In other words, the
size of finite elements by spatial discretization controls the deformation localization zones.
One of the approaches that can resolve this issue is to use the gradient plasticity model
that constrains the width of localization zone by utilizing the plastic length scale, which
influences the plastic dissipation. Here we construct this gradient plasticity model based
upon the existing critical state plasticity law, the modified Cam-Clay [282], by leveraging
the micromorphic regularization approach.

The main difference between the local and nonlocal modified Cam-Clay models lies in
the hardening equation. In order to describe the nonlocal constitutive law, we start from
the yield surface equation, that is, a two-invariant yield surface for plastic response based

upon the effective stress (o),

q2

fv=1p +p'(p —p) = 0. (5.11)

Here p/. < 0 is a plastic internal variable determining the size of yield surface, that is
known as the preconsolidation pressure. The mean normal stress p’ and deviatoric stress

q are defined by,

1 2
p'=gule) ¢= \/; Isll, s=o' —pT. (5.12)

In this theory, the hardening law for the current model takes the form,

-/ Eg /
Pe= — Des (513)
Ce — Cp

under the condition of 0 < ¢, < ¢, which accommodates the bilogarithmic relationship

between the specific volume and the preconsolidation pressure. € indicates the plastic
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volumetric strain.

For the nonlocal constitutive model, we express the hardening equation as a residual
form that is considered as an additional equation in the local nonlinear system. Base upon
the given exact expression of the hardening parameter p/, we extend this relation to link
the local internal variable (& = p.) and the global micromorpihc variable (). Introduc-
ing the penalty parameter [148] leads to the discrete hardening equation expressed as a

residual form,

e _ ge trial
fr=r.— p/c,old exp <%) +¢,(a—a)=0. (5.14)
c T

Here we note again that the local internal variable & is equal to p, which is linked to the
global micromorphic variable a by the penalty parameter ¢,. The local nonlinear system

of equations, therefore, is assembled by the local residual vector (r) and the unknown

vector (),

( 3\ ( A

g —eetmal 1 AND, f £¢

gt — g¢ trial + AN /f g

r=¢ " ! ;T = TV a=r1(x), (5.15)

fy AN

/
\ Ir ) | P

which is solved by a local Newton’s iteration approach. More details about the process
of the return mapping algorithm and calculation of the Jacobian can be found from the
previous works [54, 61].

With these two local and global internal variables in mind, the micromorphic regular-

ization setting is constructed by formulating the modified Helmholtz equation,

a—PAa =a. (5.16)

This additional governing equation connects both the local internal variable & = p/, and
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the micromorphic variable o associated with the plastic length scale /,, which prevents
mesh sensitivity of the materials under the strain localization phenomena. The associated

Neumann boundary condition of the micromorphic equation is used in the form,

Va-n =0 on 0B. (5.17)

By constructing the hardening relation in local plasticity model associated with the micro-
morphic regularization setting, we establish the nonlocal critical state plasticity model. In
other words, this approach may shed light on easily establishing nonlocal models based
upon the Cam-clay type constitutive laws.

This micromorphic setting can be combined with the existing governing equations.
Associated with the u-p formulation for saturated porous media (e.g. White and Borja
[209]), for example, the modified Helmholtz equation (5.16) is augmented as an additional
governing equation. In this case, we may write the local forms of the balance equations

as,

V(o' —pI)+ pg =0 (Momentum Balance). (5.18)
1
V-u+V- (——k . Vp) =0 (Mass Balance). (5.19)
Pr9
o — l}%Aa = & (Micromorphic Regularization). (5.20)

Here, o0 = effective Cauchy stress tensor, p = excess pore pressure, I = second-order
unit tensor, u = displacement field for the solid matrix, p = density of the mixture in the
saturating fluid, g = vector of gravity accelerations, k = tensor of hydraulic conductivi-
ties, p; = density of the fluid phase, and g =|| g ||.

The operator-split solution strategy (cf. Section 5.2.3) is adopted to solve the prob-
lem. To be specific, the momentum and mass balance equations are advanced monolithi-

cally followed by the micromorphic regularization equation. This approach simplifies the
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Micromorphic Regularization
M Global Iteration

(Eqns. 5.18 ~ 5.20)
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r
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Discrete Hardening Equation

Figure 5.2: The conceptual illustration of the interaction between the local (&) and global
() variables

derivation of the local Jacobian for Newton’s iteration and the global consistent lineariza-
tion procedure. Therefore, the finite element discretization of (5.18) and their linearization
are straightforward because no couplings need to be constructed under the micromorphic
setting. Note that the equal-order finite element approach is adopted, where we use the
stabilization scheme to resolve inf-sup deficiency under undrained condition by White
and Borja [209]. Figure 5.2 conceptually describes how the global and local iterations are

connected.

5.3.2 Recovery of internal variables using Lie-group interpolation

We then leverage the nonlocal constitutive laws via adaptive mesh refinement to enhance
computational efficiency. While increasing the number of degrees of freedom is an ob-
vious remedy to improve the quality of finite element solutions (e.g. Diaz, Kikuchi, and
Taylor [289]), this approach naturally demands the more computational resources and
is inefficient to capture the localization of deformation. Furthermore, modeling strain
localization with conventional finite element method often leads to pathological mesh
dependence by strain softening (e.g. Needleman [226]). Therefore, the adaptive mesh re-

finement near the critical regions (i.e. shear, compaction, and dilation bands in sand, clay,
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and rocks) is an efficient tool for the strain localization problems (cf. Ortiz and Quigley IV
[286], Verfiirth [287], and Schrefler, Secchi, and Simoni [288]), provided the regularized
material responses are achieved based on a nonlocal model. Here our focus lies on how to
properly perform the mesh refinement on problems involving history dependent materi-
als (cf. Ortiz and Quigley IV [286]). In order to describe the adaptive meshing procedure,
we address the three key components, that is, 1) mesh refinement criteria, 2) transfer of
internal variables (i.e. tensor variables), and 3) reestablish of equilibrium.

The first key issue for an adaptive meshing scheme is the calculation of a suitable
criteria for mesh refinement. This problem is closely related to how to identify the critical
regions or singularities, such as strain localization and fracture, where the accuracy of
finite element approximation is diminished. In this study, the adaptive meshing criterion
is set the configurational force, or equally termed material force. We consider the case of
small strains, the Newton-Eshelby stress (3) is defined based upon the effective stress as
[290],

S=WI-H" o, (5.21)
where H(u) = u ® Vx and W is the strain energy density. The discrete configurational
force is obtained [291, 292] as,

G = / > . DAV (5.22)
Be

Note that D = V x )\, indicates the gradient of the test function. The discrete material
forces are obtained from the existing solutions at the equilibrium state. In other words,

the force calculation can be considered as a post-processing procedure. For adaptive mesh

refinement, we can set the criteria by adopting the absolute value of G! = |G'|, where
| - | indicates L? norm of a vector.
To properly recover and update the internal variables, next, we compute the spectral

decomposition of the tensor and obtain the logarithms of the rotation and stretch compo-
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nent separately. In other words, we choose an internal variable, for example, the plastic
strain, and construct the rotation tensor using the eigenvectors. The eigenvalues give
rise to the stretch components. For the rotation tensor, we perform the logarithmic map-
ping that leads to a skew-symmetric tensor. The eigenvalues and each component of the
skew-symmetric tensor are then projected onto a new mesh considered as a scalar value.
The interpolated components of the skew-symmetric tensor are projected back to recon-
struct the rotation tensor via the exponential mapping. The projected tensorial internal
variables are then recovered based upon the reestablished eigenvalues and eigenvectors.

The logarithm of a rotation tensor can be computed using the explicit formulas [160,

293]. Firstly, the angle of rotation () is obtained by,
1
6 := cos! {é(trR — 1)} , Re SO(3), 6€[0,n]. (5.23)

Depending on the 6, the logarithm of the rotation is determined as follows,

0 if 6 =0,
0 .
logR=q5—— (R-R') if6e(0m), (5.24)
+ 7 if § =0,

\

Here ¥ is the skew-symmetric tensor such that ¥-u = vxu Yu € R3, v is the eigenvector
corresponding to the eigenvalue of 1 of R, and the sign is selected according to continuity
from the field in the neighborhood. The exponential map can be explicitly expressed

likewise the logarithm [160, 293]. Assuming the W € SO(3), we define the angle of

- (L) o2

rotation as follows,

The exponential map for the skew-symmetric tensor W then is given by the following
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Figure 5.3: The projection of integration field z into the nodal values of the discrete target
field zj, in the existing (STEP.I) and refined meshes (STEP.II)

expression,

I if =0,

sin 0 (1 —cosb)
I w
LR

expW = (5.26)

W2, iff >0,

The projection of the components, the logarithms of the rotation and stretch compo-
nents, are conducted using L, projection. As proved in Mota et al. [160], the projection
of internal variables using L, is derived naturally based upon the variational approach.
Furthermore, the global L, projection leads to smooth linear field, which is identical to
the linear least squares regression of the nodal values of the original source field [160].

The recovery of target field z;, by nodal values Z,, the interpolation functions \,, and the
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source field z can be expressed by,

Zn(X) = Aa(X)Z,

-1
Zp = )\a (/ /\a/\ﬁIdV) / )\@Zdv
B B

For effective computational of the integrals, the interpolation functions A\, and \s are

(5.27)

adopted using the shape functions [160]. Figure 5.3 describes the concept of the projection
procedure. The projection of scalar internal variables, therefore, is straight forward.
Lastly, the reestablishment of equilibrium then completes the adaptive mesh refine-
ment process. Our strategy is to project either elastic or plastic strain tensor based upon
the additive decomposition of the total strain (e = €° + €”). As the total strains are recov-
ered by the symmetric gradient of the displacement fields, which are always nodal values,
the projection of plastic strain tensors result in the elastic strain tensors and vice versa.

To sum up, the mesh refinement process can be summarized as follows:

Algorithm 4 Establishment of equilibrium in adaptive meshing process

Require: Numerical simulation is converged to equilibrium at the numerical step n:
1: Compute the magnitude of configurational forces and screening the mesh refinement
criteria (post-processing in the step n)
2. if the criteria is satisfied then
a. refine the mesh for the elements satisfying the criteria
b. project the internal variables
c. interpolate them on to the new mesh
d. construct the system of equations
e. reestablish the equilibrium at the step n
3: else
no refinement process is triggered
4: end if
5. Move on to the next step n + 1

As an example of numerical simulations, we construct a boundary value problem
which is a vertical cut depicted in Figure 5.4. To lead the strain softening behavior, the ini-
tial over consolidation ratio (OCR) parameter is set to 3.33. This example illustrates that

the results of numerical simulation show consistent behavior under the different mesh
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conditions constructed by the different number of refinement. In other words, we not
only observe the mesh dependence is circumvented, but identify that adaptive meshing

process is performed properly.
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Figure 5.4: Numerical examples (vertical cut) that show the consistent results of the pro-
posed numerical techniques under the different mesh refinement numbers: the same re-
finement criterion (L?-norm of the configurational forces) is used

5.4 Conclusions

In this chapter, we address the potential numerical issues in the coupled multiphysics
problem and the possible solutions to resolve those challenges. Firstly, the spurious oscil-
lations in the liquid pressure and temperature fields are circumvented by the projection
stabilization scheme associated with the weak inf-sup condition for freezing and thawing
porous media at the finite deformation range. We then propose the preconditioner of the
three-field thermo-hydro-mechanical system to enhance the computational efficiency, in

which the performance of iterative solver, Krylov iterations, is improved. On a related is-
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sue, the semi-implicit scheme to couple multi-field problems including damage behavior
is also presented based upon the operator-split strategies. Finally, the nonlocal finite ele-
ment approach associated with adaptive meshing technique is described. Our numerical
methods indicate that the proposed methods are highly applicable to effectively capture
the coupled thermo-hydro-mechanical-chemical behaviors including plasticity and frac-

ture.
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Chapter 6

Closure

6.1 Scope and contribution

This dissertation explores theoretical and computational methods to analyze failure me-
chanics in geological materials associated with the coupled multiphysics processes. We
develop a computational framework that incorporates the complicated physical and chem-
ical mechanisms across different length scales by leveraging the finite element methods
and corresponding constitutive laws.

In order to effectively characterize the materials, our research covers macroscopic and
microscopic points of view that are selectively adopted depending on the application prob-
lems: the frozen soil is conceptualized as an effective medium; the components of rock
salt are considered explicitly (e.g. gains, grain boundaries, brine inclusions, clay contents,
etc.). Those features are materialized via mathematical formulations, where the governing
equations are discretized and simulated based on the finite element counterparts.

In Chapter 2, the contribution on computational modeling of phase-transiting frozen
porous media in macroscopic aspect begins with that, for the first time, we simulate and
capture the thermo-hydro-mechanical responses of freezing and thawing soil in the finite
deformation range. The mixture theory and pre-melting dynamics enable us to derive fi-
nite strain constitutive laws for the path-dependent solid, hydraulic and thermal constitu-

tive responses. This work provides a feasible approach to model frozen porous media with
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unfrozen water constituents and addresses some key theoretical and computational issues
for capturing the essence of the path-dependent thermo-hydro-mechanical responses of
porous media.

A cornerstone for modeling coupled thermo-hydro-mechanical-chemical behavior of
polycrystalline rock salt is presented in Chapter 3. The main contribution is introducing
the crystallographic information into modeling to account for the intrinsic anisotropy
of salt coming from its microstructure. Our numerical framework provides numerical
simulations that show qualitatively compatible physical behaviors of halite, such as rate
dependence, brittle-ductile transition, anisotropic inelasticity and fracture, and thermal
sensitive creep mechanism, by adopting the reduced number of material parameters. This
result indicates the potential applicability of our approach for practical engineering appli-
cations, e.g., field scale problems for a geologic repository of the heat generating nuclear
waste.

Subsequently, Chapter 4 describes a theoretical study for a saturated thermal sensitive
porous medium, in which we investigate the coupled therm-hydro-mechanical effects on
failure mechanism. Based upon the one-dimensional wave propagation setting, we evalu-
ate the material and numerical stability of saturated porous media associated with strain
softening under the non-isothermal condition. Our main contribution is evaluating the
influence of thermal and hydraulic diffusivities on regularization effect and its limitation.
This is analytically investigated by deriving the internal length scale as a function of per-
meability, specific heat, wavenumber, and other material properties

Lastly, in Chapter 5, we propose new remedies to address some major difficulties en-
countered in computational poromechanics problems and our strategies to resolve those
issues. For monolithic mixed finite element method, we remedy the lack of two-fold inf-
sup condition and improves the iterative solution scheme by proposing a preconditioning
strategy for the nonlinear system of equations of the multi-component materials. Besides,

we explore the semi-implicit approach that combines the monolithic and operator-split
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solution strategies associated with multiphysics behavior including damage. The micro-
morphic approach for nonlocal critical state plasticity leveraged by adaptive meshing via
Lie-algebra and configurational force further sheds light on robust computational meth-

ods for coupled multiphysics problems.

6.2 Future Perspective

This research has focused on the development, implementation, and application of a com-
putational framework to investigate demanding challenges for resilient infrastructure sys-
tems associated with coupled multiphysics process. Although the presented numerical
approaches are already capable of reproducing the coupled thermo-hydro-mechanical-
chemical behavior for freezing soil or geological rock salt, there are further topics and
issues that require extended development and consideration.

Regarding the frozen soil, the hysteresis loop of the freezing retention curve is often
observed during the freezing and thawing cycles. This is further related to the growth
of ice lens which can be associated with the existence of air and the void ratio of soil.
The formation and dissipation of the ice lens, furthermore, not only influence the heaving
behavior but also cause damage to the underground and the superstructure. Considering
additional components of the frozen soil system with respect to fracture, dynamic behav-
ior, and the brittle-ductile transition is a very exciting topic and possible extension of the
current study.

For the rock salt, we may categorize the distinct feature of the material as follows:
single crystals, clay contents, brine inclusions, and grain boundaries. While the first
two components have been mainly focused on this thesis, brine inclusions and grain
boundaries are essential components associated with the precipitation creep, dissolution-
precipitation, pressure solution, etc. These characteristics can be also encapsulated by

extending the phase-field method based upon Cahn-Hilliard equation that considers the
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chemical potential functions of the rock salt. The key point lies in how to connect the
chemical reaction, such as grain growth and pressure solution, to the mechanical defor-
mation associated with the plastic or damage behavior. For a comprehensive description
of rock salt, the more sophisticated and fundamental functional are needed.

Besides, combining different features based upon either homogenization theory or
multi-scale approach is an integral part in analyzing geological materials like frozen soil
and rock salt. The behavior of a representative volume element (RVE) with the pro-
posed multiple grains, multiple components, and phase boundaries may be considered
as a sub-scale model for field-scale geomaterials. The data-driven approach and off-line
multiscale technique is a potential tool to be used to link microscopic responses to macro-
scopic scales. This systematic method enables us to have proper multiscale multiphysical
computational models that capture coupled thermo-hydro-mechanical-chemical effects
for fluid-infiltrating partially crystalline geological materials based on its microstructural
information.

Finally, my future research application areas may include (1) modeling multi-physics
processes in soil, rocks, and granular media under extreme climate events, (2) earth re-
source engineering and assessment of hazards caused by natural and/or induced seis-
micity, geologic CO, sequestration, and nuclear waste storage, (3) dynamics of deep-
geosystems, coastal systems, and off-shore systems for energy production and resilient
infrastructure, (4) analytical, experimental, and numerical study of soil-structure interac-
tions, (5) data analytics and machine learning for geomaterial and geostructure charac-
terizations, and (6) geomechanical simulations with multi-phase groundwater flow and

reactive transport processes.
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