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Abstract

Modeling fracture and fragmentation in geomaterials due to various loading and environmen-
tal conditions is a challenging problem and requires the latest in experimental, constitutive
modeling, and computational solution method technology. At Sandia, current geomaterial
constitutive models and computational methods are incapable of predictively modeling the
transition of continuous rock-like material to fragmented rock material within the context
of coupled solid-fluid-mechanical physics. To address this need, we proposed to develop a
physically-based geomaterial constitutive model and computational method that can predic-
tively model this transition.

Two problems that would be better understood with such a modeling capability are the
defeat of Hard and Deeply Buried Targets (HDBT) and the long term performance of deep
geologic nuclear waste repositories. It would be useful to be able to predict the behavior of
these buried structures when subjected to extreme dynamic loading conditions such as high
velocity penetration events, explosive blasts, or seismic events. At present, the mechanics
of rock penetration are poorly understood, and there are no empirical data that can be
used to forecast long term performance (over 1000s of years) of deep geologic nuclear waste
repositories. With the computational analysis tool developed by this and future projects to
evaluate potential failure scenarios of nuclear waste repositories, the Department of Energy’s
(DOE’s) efforts to obtain Nuclear Regulatory Commission (NRC) approval could become
easier. In addition to modeling the defeat of HDBT and the long term performance of nuclear
waste repositories, the resulting computational analysis tool will be useful for modeling
fracture and fragmentation in geomaterials such as concrete, rock, frozen soil, and heavily
overconsolidated clay encountered in foundation construction and performance, tunneling
construction, oil and natural gas production, and depleted reservoirs used for subsurface
sequestration of greenhouse gases.

Keywords: constitutive modeling; geomaterials; failure mechanics; embedded
discontinuity; cohesive surface model; coupled DEM /FEM.
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Chapter 1

Introduction

Authors: R.A. Regueiro, A.F. Fossum, R.P. Jensen

As a means of introduction, we provide an overview of the type of problem we are attempting
to solve, our approach to solving it, what we have achieved so far, what research is ongoing,
and what we determined during the project must be left for future work. All finite element
implementations have been carried out and are continuing to be developed in the open-
source, C++ software program Tahoe ( tahoe.ca.sandia.gov ), while all discrete element
implementations have been carried out in the Distinct Motion Code (DMC) developed at
Sandia [46].

1.1 Type of problem to solve

To destroy a hard underground structure such as a tunnel or cave, an explosive must be det-
onated beneath the ground surface with sufficient depth that the ensuing shock waves travel
through inhomogeneous and often anisotropic earth materials (that are fully or partially
saturated with fluid) to reach the target with sufficient amplitude to defeat it (cf. Fig.1.1).
Analyzing such an event requires the ability to predict a projectile’s penetration depth, the
shock wave propagation, and the shock-structure interaction once the shock wave reaches
the target. The solution of such a problem requires high performance computing (HPC),
state-of-the-art geomaterial models, coupled solid-fluid-mechanical governing equations, the
ability to model continua and discontinua, critical damage criteria, and a knowledge of the
in-situ statistical geomaterial properties. To be able to predict the long term peformance of
deep geologic nuclear waste repositories, a similar knowledge base and computational capa-
bility are required. There is concern that in the event of an earthquake, rockfall /rockburst
could impede the operations of the repository or damage the waste packages causing a system
failure.
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CHAPTER 1. INTRODUCTION

The sheer magnitude of such a research undertaking precludes obtaining all of the requisite
technology from a single project. Rather, we propose to focus on the issue of transitioning
from a continuous rock-like material to fragmented rock material within the context of cou-
pled solid-fluid-mechanical physics. That such an innovative modeling capability is necessary
has been made evident by three problems: 1) our inability to predict the path and depth of
penetration observed during penetrator field tests, 2) our inability to predict tunnel collapse
observed during shock wave interaction with a buried target, and 3) our inability to predict
rock failure during deep underground construction and potential seismic loading of nuclear
waste repositories.

nuclear waste repositories Hard and Deeply Buried Targets (HDBT)

Figure 1.1. Deep underground problems.

Modeling fracture and fragmentation in geomaterials for this class of geomechanical prob-
lems requires detailed experimental investigation of the underlying mechanisms of geoma-
terial fracture and fragmentation, an understanding of the coupled physics environment
and the geomaterial response within this environment, proper pre-fracture constitutive re-
sponse accounting for the transition from onset of localized deformation to macro-cracking,
an appropriate fracture/bifurcation criterion and post-bifurcation constitutive response, and
sophisticated numerical techniques to propagate (and branch) fracture surfaces leading to
fragmentation. To be predictive, constitutive models must be well-posed and physically
representative, and numerical simulations must be tractable and independent of spatial
discretization (refinement and alignment, i.e. mesh-independent). At the field scale (me-
ters to kilometers), two modeling approaches can be taken: 1) appropriate up-scaling of
laboratory-scale-motivated models to field-scale models (not addressed by this project), and
2) finite element meshing of field-scale inhomogeneities, such as strata and rock joints, along
with appropriate assignment of geomaterial properties. With a computational tool to sim-
ulate potential nuclear waste repository damage due to a seismic event and the defeat of
HDBTS, effects of various in-situ geologic characteristics can be analyzed, i.e. propagating

16



1.2. APPROACH

potential uncertainties in our knowledge of in-situ characteristics via a deterministic simu-
lation tool. For example, the Yucca mountain repository site is very well characterized (
http://www.ocrwm.doe.gov/ymp/index.shtml ), whereas the geologic characteristics around
a HDBT are not.

1.2 Approach

Our approach to modeling the transition from continuous to discontinuous geomaterial de-
formation response may be summarized by the schematic given in Fig.1.2. We use a realistic
geomaterial constitutive model (the Sandia GeoModel [20]) to model stage 1 homogeneous
deformation up until onset of localized deformation is detected at stage 2. Experimentally,
the onset of localized deformation and ensuing post-bifurcation softening responses can be
studied by applying true triaxial compression stress conditions to parallelipipeds of rock (cf.
Fig.1.4) and sand (cf. Figl.3). The GeoModel is formulated with strong and weak discon-
tinuity kinematics, deriving bifurcation criteria and post-bifurcation traction-displacement
relations. A strong discontinuity is a jump in displacement while a weak discontinuity is a
jump in displacement gradient (strain) [62]. To model propagation of a strong discontinuity,
a post-bifurcation model is implemented via an assumed enhanced strain variational formu-
lation, embedding the bifurcated response within the standard finite element response. To
handle the transition to stage 4, large crack displacements will be accounted for through
re-meshing and the introduction of contacting free surfaces along geometries determined by
the material model (work not yet done).

1. homogeneous deformation 3. propagation of discontinuity

draiHEd Condition -

d 2. localized deformation

“—

4. post-localization/fragmentation

Figure 1.2. Concept of modeling transition from continuous to discontinuous geomaterial defor-
mation response.

A coupled Discrete Element Method (DEM) and Finite Element Method (FEM) can then
model fragments cut by the re-mesh step, making the contact search between fragments more
computationally efficient than using solely an FEM approach. Details are given in Chapt.7.

17
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Figure 1.3. Shear banding in dense sand followed by reduction in load carrying capacity of sand
specimen [70, 69].

Note that for this project, DEM is used to model fragments discretely as opposed to being
used as a micromechanical geomaterial constitutive model, wherein the individual soil or
sandstone particles are modeled discretely. This concept is demonstrated in Fig.1.5. For the
nuclear waste repository example, a wave produced by a seismic event would propagate until
it passes through the tunnel that contains the nuclear waste containment vessel. If the wave
acceleration is high enough, it could cause rockfall/rockburst in the tunnel, whereby the
falling rock could puncture the containment vessel, leading to shorter safe storage life of the
spent nuclear material. Similarly, for the HDBT problem, if the shock wave produced by an
earth penetrator is high enough—depending on the depth of the target, its reinforcement or
lack thereof, in-situ geological conditions, etc.—rockfall /rockburst could occur in the HDBT.

1.2.1 Discussion of existing models and other potential approaches

Current computational capability for modeling fracture and fragmentation in geomaterials is
neither predictive nor independent of spatial discretization. For many Sandia finite element
failure analyses, elements are deleted whose stress has reached a specified failure criterion.
This deleted mesh volume decreases as the mesh is refined, and as a result the dissipated
energy likewise decreases. Mesh-dependent simulations like these have no useful approxi-
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Figure 1.4. Onset of cracking in Tennessee Marble [26].

mation capability. It is well-documented in the literature that mesh-dependence has two
causes: 1) ill-posed constitutive equations leading to ill-posed governing partial differen-
tial equations (PDE), and 2) inadequate numerical implementation techniques such as the
standard finite element method for post-failure response. There are numerous constitutive
models for modeling localized deformation leading to free surface formation in geomaterials
using nonlocal models and/or bifurcated response models. Nonlocal models for geomaterials
typically introduce material length scales to regularize the constitutive model in order to
have a well-posed governing PDE and hence mesh-independent simulations. These nonlocal
models include spatial gradients of internal state variables and their associated boundary
conditions, or they include weighting function integrals of certain internal state variables
over domains defined by the length scale. When modeling geomaterials at the laboratory
scale (centimeters), physically-based nonlocal models may be needed in order to calculate
accurately the onset of localized deformation and transition to macro-cracking. The onset
of localized deformation in geomaterials, when analyzed at the micrometer to millimeter
scale, can exhibit nonlocal effects such that the deformation at a material point depends
spatially on its neighboring material deformation. Local continuum models do not account
for these spatial/length-scale effects. It is possible at the field scale (meters to kilometers),
we may be able to ignore these nonlocal effects, but we have yet to confirm this assump-
tion. Nonlocal and generalized continuum inelasticity models for geomaterials need further
investigatation and are beyond the scope of this report. On that note, however, the start of
one such investigation has been supported by the project and is summarized in [39]. Besides
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Rockfall due to seismic event at nuclear waste repository
FEM DEM/FEM

Penetration and shock wave interaction with HDBT

FEM DEM/FEM

R

DEM/FEM

Figure 1.5.  Concept of coupled DEM/FEM for modeling rockfall/rockburst for nuclear waste
repositories and HDBTs.

nonlocal models, some bifurcated response models also contain a material length scale, and
they assume a pre-bifurcation (pre-failure) material response using standard local contin-
uum constitutive models, a bifurcation criterion to determine onset of localized deformation
(and fracture), and a post-bifurcation traction-displacement constitutive relation to govern
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post-bifurcation response. Examples of such models are the cohesive zone approach [24] and
the strong discontinuity approach [62]. We have chosen to use a bifurcated response model
that is well-posed (and hence leads to nearly mesh-independent simulations), specifically the
Sandia Geomodel [20] formulated with strong and weak discontinuity kinematics.

Various computational techniques are available for implementing bifurcated response models.
Here, we summarize and compare a few techniques, including our approach, based on a
variational statement of equilibrium (i.e., finite element and meshfree methods).

e Our Approach (Strong Discontinuity Plasticity / Enhanced Strain Finite
Element / Re-Mesh Contacting Free Surfaces / Coupled DEM/FEM for
fragmentation): Rate-dependent, anisotropic, single-surface, geomaterial plasticity
model formulated with strong discontinuity kinematics; 3D assumed enhanced strain fi-
nite element implementation of strong discontinuity; adaptive re-meshing and insertion
of contacting free surfaces to account for large slip and crack-opening displacements;
coupled DEM/FEM for modeling fragments cut by re-meshing. Advantages: nearly
mesh-independent; computationally efficient; account for large crack displacements and
fragmentation. Disadvantages: crack displacement not continuous between elements
and does not resolve stress at crack tip.

e Strong Discontinuity Plasticity / Meshfree: Use meshfree method instead of
enhanced strain finite element method. Advantages: may not need to re-mesh as
early in deformation history since meshfree method allows for large distortion of the
underlying discretization grid. Disadvantages: relatively more expensive, but we
plan to consider this approach for future work.

e Cohesive Zone / Finite Element Method: use cohesive zone models and cohesive
surface elements along continuum element faces [31]. Advantages: no bifurcation
criterion needed since cohesive zone elements (with inherent cohesive strength) are in-
troduced at each element interface. Disadvantages: if elasto-plastic, mesh dependent
with regard to refinement and alignment and does not replicate continuous rock-like
materials. If rigid-plastic, some sensitivity to mesh alignment.

e Cohesive Zone / Meshfree: similar to Strong Discontinuity Plasticity / Meshfree
approach; we will consider this approach when considering meshfree methods [31].

e Extended Finite Element Method (X-FEM): embed linear elastic, analytical so-
lution at crack tip into X-FEM ([40] and references therein). Advantages: continuous
crack displacements across element edges potentially providing improved robustness;
resolve stress around crack tip. Disadvantages: requires analytical solution at crack
tip; more expensive because requires additional global degrees of freedom as crack
propagates. Extension to 3D requires level sets and potentially more computation
time than an embedded discontinuity approach.
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1.3 Accomplishments

Accomplishments that will be discussed in more detail in this report are briefly mentioned
here. For the reason of providing a potentially more robust bifurcation analysis, an im-
plicit integration of a simplified Sandia GeoModel was carried out [22] and is summarized
in Chapt.2. In order to determine loss of ellipticity of the acoustic tensor, a numerical 3D
bifurcation algorithm for small deformations was implemented in Tahoe and is discussed in
Chapt.3. Also in this chapter is a more extensive bifurcation analysis of the GeoModel.
With regard to a post-bifurcation, traction-displacement constitutive law, an elastic-plastic
and rigid-plastic cohesive zone model for geomaterials is described in Chapt.4, along with
its implementation using a cohesive surface element in Tahoe . For a similar rigid-plastic co-
hesive zone model, an enhanced strain, embedded discontinuity 3D element implementation
is discussed in Chapt.6. Chapter 7 describes the DEM/FEM coupling procedure, presenting
results for one way coupling.

1.4 Ongoing research

We are working on the discontinuity tracing algorithm for the embedded discontinuity el-
ement (EDE) in three dimensions. Bifurcation conditions for the Sandia GeoModel under
locally undrained conditions are being formulated. Also, a two-way DEM/FEM coupling
procedure is being developed.

1.5 Future work

Work that we plan to accomplish in the future (cf. Chapt.9):

1. Implement the rigid-plastic geomaterial cohesive zone model using Lagrange multipliers
rather than a penalty parameter.

2. Complete a two-way DEM/FEM coupled implementation.

3. Formulate and implement fully coupled solid-fluid mechanical governing equations with
strong and weak discontinuities in three-dimensions.

4. In terms of developing a universal bifurcation criterion for rate-sensitive and rate-
insensitive constitutive models, we will investigate the evaluation of cohesive zone
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yield criteria at various angles within a body. For rate-sensitive materials, bifurca-
tion to localized deformation is not determined by loss of ellipticity as viscous effects
regularize the governing equations (cf. Fig.3.7). Perhaps an embedded cohesive zone
yield criterion that is rate-sensitive can provide a universal bifurcation criterion for
rate-sensitive and rate-insensitive material models.

. For materials and applications for which localized deformation zones require a weak
discontinuity representation (i.e., finite shear band thickness), the embedded weak dis-
continuity finite element implementation will be considered. Weak discontinuities are
more complicated because in order to achieve mesh-independent finite element simula-
tions, several cases must be considered. The element domain may lie completely within
the shear band, partially within the shear band, or the shear band may be completely
embedded within the finite element. On the other hand, strong discontinuities have
measure zero (i.e., have zero thickness, in theory), and hence the discontinuity may
always be embedded in a finite element.

. A major goal of all future work is to extend all formulations and implementations to
finite deformations.

. Of utmost importance is to coordinate our modeling with laboratory experiments and
field case studies in order to transfer the modeling and simulation technology to indus-
try users via Tahoe and DMC.
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Chapter 2

Overview of simplified Sandia
GeoModel and its implicit numerical
integration

Authors: C.D. Foster, R.A. Regueiro, A.F. Fossum, R.I. Borja

The Sandia GeoModel [20] is a constitutive model that we want to use to model homo-
geneous deformation of geologic materials up until the point of failure, at which time a
post-localization constitutive model and numerical method (such as Cohesive Surface Ele-
ment in Chapt. 5 and Embedded Discontinuity Element in Chapt. 6) will attempt to model
the propagation of cracks until the material is fragmented and then modeled using DEM as
discussed in Chapt. 7. Given numerical instabilities resulting from ill-posedness of the gov-
erning equation close to when loss of ellipticity is detected (cf. Chapt. 3), it is desirable to
have an implicit numerical integration of the constitutive model, which this chapter reports.
The contents of this chapter may also be found in the paper [22].

2.1 Introduction

The mechanical behavior of rocks and concrete can involve one or several interacting mi-
cromechanical processes. In low-porosity rocks, typically the macroscopic behavior is elastic,
followed by dilatancy and shear localization with loss of strength. The dilatational behavior
is associated with the onset of microcrack growth [17], [21]. Porous rocks exhibit more varied
behavior. At low mean stresses, they often exhibit compaction, followed by significant pre-
failure dilatation before shear failure. The dilatation can be a result of microcrack growth as
above, but also grain rotation and sliding. At higher mean stresses, the material undergoes
inelastic compaction resulting from pore collapse, accompanied by strain hardening. On
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continued loading, the material may still fail in shear.

To capture these behaviors, we will need fairly advanced constitutive models. Such models
can be computationally expensive to numerically integrate. Since yield surfaces and evolution
equations are not simple, the evaluations of these functions can be computationally intensive.
The ability to minimize the number of function evaluations can save significant run-time
costs.

Many of these materials, though certainly not all, are elastically isotropic or approximately
so. This restriction can be useful in reducing computation time. For models that also have an
isotropic yield function and are isotropically hardening, spectral decomposition can reduce
the number of function evaluations and the number of equations to be solved. Tamagnini et
al. [66] and Borja et al. [9] have recently used this approach for three-invariant models for
geomaterials. The algorithm is not new, however. Simo [58] [60] [59] used spectral directions
to enable a return-mapping algorithm for finite deformation plasticity.

The spectral decomposition involves the determination of the eigenvalues and eigenvectors
of the stress tensor, which we will refer to as the principal values and principal directions of
the tensor. Hence, the stress tensor can be written as

3
o= ZaAm(A) (2.1)
A=1
where 04 are the eigenvalues of the stress tensor,

mA = n@ @ nA) (no sum) (2.2)

and nY are the corresponding eigenvectors.

For isotropic hardening and elasticity, the elastic strain, plastic strain rate, and stress tensors
are coaxial, i.e. they share the same principal directions. Hence the spectral decomposition
of the elastic strain tensor can be taken as an alternative to the spectral decomposition of
the stress tensor.

This decomposition can be put to use in two ways. First, for isotropically hardening models,
the trial stress affH and converged stress o, at time ¢,,, have the same principal direc-
tions. If we decompose the trial stress, we automatically know the principal directions of
the converged stress. Then there are only three unknowns, the principal values, needed to

determine the full stress state. This number is half the six unknowns needed to determine
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2.2. INFINITESIMAL ELASTOPLASTICITY

the stress tensor using traditional algorithms. Since typically we are dealing with relatively
complicated constitutive models with non-linear hardening, these can be solved for using a
Newton-Raphson iteration. By reducing the number of equations by three, this algorithm is
made more efficient.

Second, the spectral directions can be used to generate the consistent tangent with great
efficiency. This formulation relies on the coaxiality of the stress and plastic strain increment,
however, a property that is lost when we introduce kinematic hardening.

This paper presents an algorithm for the implicit numerical integration of models that
have kinematic hardening or combined isotropic and kinematic hardening using the spec-
tral decomposition of the relative stress (difference between the stress and a back stress; cf.
Eq.(2.29) ). To the authors’ knowledge, this algorithm is novel. Traditionally, these models
have been integrated implicitly without spectral decomposition [28] [52] [34] [33] [38] [19] [37]
[29] [36] [1], a potentially more computationally costly alternative to the algorithm presented
in this paper.

2.1.1 Notation

The summation convention, or Einstein’s notation, will be used throughout the paper where
not explicitly stated otherwise by the note (no sum). For example, 0;; = 011 + 092 + 033. In
the previous section, Eq.(2.1) could be written without the summation symbol and still have
the same meaning. Equation (2.2) does not have an implied sum only because it is explicitly
indicated. Vector and tensor quantities will be written in symbolic form using boldface.
Scalar quantities will not be boldface. Vector and tensor products are defined as follows: 1)
The symbol ‘" implies the contraction over the inner index of two vectors or tensors. For
example, for vectors @ and b, a - b = a;b;, and for tensors o and 3, (a - 8);; = ik Fk;-
2) Similarly, the symbol " represents the contraction of the innermost two indices of two
tensor quantities. For example, av: B = «;;8;; or (C': €);; = Cyjri€r- 3) The symbol symbol
‘®’ denotes an outer or tensor product, with no contraction on any of the indices, such that
(CL &® b)zg = aibj and (a &® ﬁ)ijkl = aijﬂkl-

2.2 Infinitesimal Elastoplasticity

The geomaterial model is formulated within the framework of infinitesimal elastoplastic-
ity and hence is only valid when the displacements and rotations are small. Under these
conditions, the strain can be approximated by the infinitesimal strain tensor €
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e=Vu= %(V’u, + (Vu)) (2.3)

where w is the displacement vector, ()" is the transpose operator, and (e)° denotes the
symmetric part of the tensor. We also assume an additive decomposition of the strain tensor
into elastic and plastic parts

e=€"+¢€ (2.4)

Assuming that a Helmholtz free energy density function v (e¢, ) for isothermal conditions
depends on the elastic strain €® and the vector of strain-like internal state variables ¢ (which
will evolve with plastic flow), and following the standard thermodynamic arguments of Cole-
man and Noll [12] [11], the Clausius-Duhem inequality (dissipation density D) then reads

D=0c:& —q-¢>0 (2.5)

where the stress o and vector of stress-like internal state variables q are determined by

op 0
Poe s 1= Py

(2.6)

where p is the mass density. The variables o and €°, and g and ¢, are thermodynamically
conjugate.

Assuming linear elasticity and linear dependence of q on ¢, the isothermal free energy func-
tion is written in quadratic form as

e 1 & € & 1
p¢(€>C):§€:C:€ +§CMC> (27)
and the resulting constitutive equations in rate form are
o =c & =c:(e—¢&); q¢g=M-¢ (2.8)
where ¢ is a constant fourth-order elasticity tensor and M a constant hardening tensor.
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Based on the assumptions of the mathematical theory of plasticity, the behavior is elastic at
a given stress state if a given convex yield function, f(o,q), is less than zero. Plastic flow
can only occur when f = 0, and values of o and g that result in f > 0 are inadmissible. For
a given set of internal state variables, we refer to {o : f(o,q) = 0} as the yield surface.

We assume also the existence of a plastic potential function g that dictates the direction of
plastic flow via the equation

. . Og
P _
€ =175 (2.9)

where * is the consistency parameter. If g = f, the model is associative in its plasticity.
We assume also that the evolution of the internal state variables is related to * via a set of
hardening functions

¢:=7h(o.q) = ¢ =4M h(o.q) = 1h’(c.q) (2.10)
Using Eq.(2.10) and the consistency condition

.0 0
TR )

we can solve for the consistency parameter

_— (0f JOo) : c° : € —lﬁ.ce.é
o (0f J0a) : c¢: (0g/0a) — (0f/0q)-h? — xOo (2.12)

We substitute (2.12) into (2.9) and (2.8); to solve for the continuum tangent modulus as

- € 1689 afe - — €p . 2
0'—<c ;c.a—o_@)a—o_.c).e—c L€ (2.13)
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2.3 Stress Invariants

Since the model is isotropic in its elasticity, the yield function can be expressed in terms of
invariants. Using invariants guarantees that the material will behave in the same manner
regardless of loading direction. For a 3-by-3 symmetric matrix, there are three independent
invariants. The ones we will use are:

I = tr(o) (2.14)
Jy = %(J—%l):(d—%l):%s:s (2.15)
J; = det(s) (2.16)

where tr(o) = 0. Notice that [; is simply three times the mean stress. Jo can be thought of
as a generalized measure of the shear stress acting on all planes, and J; reflects the behavioral
feature in triaxial extension and triaxial compression. This last point will be discussed in
more detail in Section 2.4.2.

2.4 Geomaterial model

Moduli, yield and plastic potential functions, and hardening functions are defined in this
section to specify a geomaterial constitutive model. Limited physical motivation is presented
since this paper focuses on implicit numerical integration of the model. The reader is referred
to [21] [20] for further motivation of the model.

2.4.1 Constitutive equations

We assume the elastic response is isotropic, such that ¢ has the form

c"=211+2ul (2.17)

where 1 is the second order identity tensor, (1);; = d;;, I is the fourth-order symmetric
identity tensor, (I);ju = %(5ik5jl + 0udjk), A and p are the Lamé constants, and §;; is the
Kronecker delta.
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For the internal state variables we define

q::{z‘} : M::[C;I;} (2.18)

where « is the back stress associated with deviatoric plasticity and cyclic loading, x the
isotropic stress-like internal state variable associated with compaction hardening, and ¢
and ¢* are hardening parameters for a and s, respectively.

2.4.2 Yield function

The yield surface for the model has several components to capture the various behaviors
described in the introduction. At its core is an exponential shear failure function

where A, B,C, and 6 are all non-negative material parameters that are fit to the failure
data, more exactly to experimental peak stress for various confining pressures. This function
captures the pressure-dependence of the shear strength of these materials. The shear strength
increases with more compressive mean stresses (Fig. 2.1), without the linear dependence
associated with a simpler Mohr-Coulomb or Drucker-Prager approximation. These latter
two models tend to overpredict shear strength at high pressures. The parameter 6 is the
asymptotic slope of this surface, recognizing that the pressure may still have some effect,
though lesser, at highly compressive mean stresses. The initial yield surface is offset from
the failure surface by a material parameter N, hence the first approximation of the yield
function can be written as

fi=+J— (F; - N) (2.20)
fi=Jo— (Fy — N)? (2.21)

These two functions are negative, zero, and positive in the same regions. For implementation
purposes, the second form will be easier and more efficient.
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Fy

Figure 2.1. Shear failure surface FY.

The next step is to multiply the second term in Eq.(2.21) by an elliptical cap function to
account for yielding in compression.

fo = Jo— Fo(Fy = N)? (2.22)

where
F.(l,) = 1-H(k—1I,) (ﬁ;’;) (2.23)
X(k) = k— RF¢(r) (2.24)

and H(z) is the Heaviside function. The effect of this function is that at some value of the
mean stress, k, the yield surface f, begins to deviate from the shear yield surface, and as the
mean stress decreases (becomes more compressive/negative) the shear strength decreases,
until a point X is reached, where there is no shear strength (Fig. 2.2). Hence, a smooth cap
is created for the yield surface (Fig. 2.3). X is calculated such that the distance between
x and X is proportional to Fy(x), with the constant of proportionality being the material
parameter R. k is an internal state variable and will be allowed to harden. X is also an
internal state variable, but is completely dependent on «, which is the variable we will track.

Geomaterials also have a noticeably weaker strength in triaxial extension compared to triax-
ial compression. That is, at a given mean stress, the material will fail sooner if the principal
stress that is farthest from the mean stress is so in a tensile direction rather than a compres-
sive direction. To capture this effect, we use the Lode angle
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Fe
1.0
0 5
Figure 2.2. Cap function F.,.
=1 3V3J;

We can now introduce the third-invariant modifying function I to account for this difference.

(1 + sin 38 + %(1 — sin 36)) (2.26)

1
2
1 3vV3J; 1 <1+ 3¢§J3)>

TOARE (2.27)

2 <1 AT

where 1 is the ratio of triaxial extension strength to compression strength, a material con-
stant. Now

fs = T?Jy — F(Ff — N)? (2.28)
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X K O Il

Figure 2.3. Yield surface fy in meridional stress space, along with the shear failure surface F'y and
the shear yield surface Fy — N.

This creates a smooth Mohr-Coulomb approximation in the m-plane (Fig. 2.4).

The final modification to the yield surface is the introduction of the back stress tensor a
to capture the Bauschinger effect for cyclic loading. We use a deviatoric, translational back
stress. From this we can define the relative stress

E=0—« (2.29)

All the invariants will now be calculated from the relative stress, and we arrive at the final
form of our yield function

f = (I9%J5 — F.(Fy — N)? = 0 (2.30)

where the superscript £ indicates that all quantities are computed from the relative stress
tensor, rather than the absolute stress tensor. The back stress tensor will be deviatoric,
hence quantities such as I;, Fi, and Fy will remain unchanged.
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02

Figure 2.4. Yield surface in w-plane, for ¢ = 1 and ¢ = 0.8

Similarly, we introduce a plastic potential function g of the same form, but perhaps with
distinct material parameters, as

g = (I%)%J5 — FS(F} — N)? (2.31)
where
and
F9(I) = 1— H(k— 1) (;;}g‘_’;) (2.33)
X9(k) = k= QFf(k) (2.34)

35



CHAPTER 2. OVERVIEW OF SIMPLIFIED SANDIA GEOMODEL AND ITS
IMPLICIT NUMERICAL INTEGRATION

where if L = B, ¢ = 0, and () = R, plastic flow is associative. Nonassociative plastic
flow has been observed for low-porosity rocks [44]. The frictional strength parameters B,
0, and R typically overestimate the observed volumetric plastic deformation, warranting
a nonassociative model with L, ¢, and () determined from experimental measurements of
volumetric plastic deformation.

2.4.3 Hardening functions

The cap hardening parameter x and deviatoric back stress a evolve with plastic deformation.
As one might expect, the evolution of k is related to mean stress, and more directly to the
plastic volumetric strain, €8, while the evolution of the back stress is related to the deviatoric
plastic strain, eP.

The evolution of the back stress takes the form [21] [20]

d = caGaép = CaGa(ép - %tI'(Ep)l) = CaGa;}/ <_ - _—1) (235>

where c® is a material parameter that controls the rate of hardening, and is the same as that
found in Eq.(2.18). G* is a function which limits the growth of the back stress tensor as it
approaches the failure surface. It takes the form

N5 1
G(a) = 1 — N2 . Ji=gaa (2.36)

As the yield surface meets the failure surface in stress space, G“(a) = 0, and further devia-
toric loading leads to perfect plasticity.

To determine how the cap parameter evolves in Eq. (2.10), the following form for the plastic
volumetric strain is used [21]

el =W (exp{[D1 — D2(X (k) — Xo)[(X (k) — Xo)} — 1) (2.37)

(2

if X <0 (i.e., cap hardening). X is not allowed to increase, as this would result in softening
of the cap, which appears to be unphysical behavior for these materials [55] [54]. & has the
same sign as X, and hence the same restriction applies. For the case where r is decreasing
(cap hardening), we can calculate the change by noting
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and
oe? 0X
. Oey )
e = X Dr A (2.39)

Equating Egs.(2.38) and (2.39), the evolution equation for x that results is

. .. 09 0 0X
h= 35 <aX af{) (2.40)

The evolution of the strain-like internal state variables can easily be back-figured from the
equations above. We define the hardening functions h for these variables as

G*(a) (0g/do — (1/3)(0g/011)1)

¢S hea) s M= ggon) [ koapxiexon) | O

ho — { " } ~ M -h(c,q) (2.42)

where K = A+2y/3 is the bulk modulus, and ¢ = K in Eq.(2.18). We could have chosen any
quantity with units of stress for ¢, but the bulk modulus seems natural given x’s relationship
to volumetric strain.

The above equations describe the model used in this paper. However, it should be noted
that a localized deformation model is being formulated that would handle post-localization
response. Furthermore, the model has been extended to include the effects of nonlinear
elasticity, rate dependence, and transverse isotropy [20].
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2.5 Return mapping algorithm for implicit integration

We consider a strain-driven problem. Given a strain increment Ae and the values of the
stress and internal state variables at time t,, the goal is to solve for the values of these
variables at time t,1, using the evolution equations in (2.8), (2.9), and (2.41). However,
simultaneous integration of these evolution equations is complicated. The typical solution
to this problem is to use an approximate numerical technique. Because of its simplicity and
unconditional stability, we integrate our equations using an implicit Euler scheme. While
this scheme has the above mentioned advantages, we should note that it has two drawbacks:
it is only first-order accurate in the time increment, and it is an implicit scheme. Using the
implicit Euler approximation, the discrete versions of (2.8), (2.9), and (2.41) become

e . 9g
Ao = c°: (Ae — Ay <_>n+1> (2.43)
— QYo _g — l_g
Aa P G(0tppr) Ay ( 396 1) » (2.44)

B g Oebl 0X
Ar = 3Ay <a—f1/ (&X 8H)> | (2.45)

where Ao = 0,1 — o, etc. Hence the solution of o,,1, @,.1, and Kk, are trivial from
the above equations. Equation (2.43) is often conveniently rewritten as

9g
N e .
Ony1 =0, — Ayc’: (ao_)nH (2.46)

where ol is the trial predictor stress based on the assumption that the increment is elastic

ov, = o, + ¢ Ae (2.47)

It is convenient to rewrite this equation further as

dg

corr tr e

o = o, — 0, = —Avyct: (—) (2.48)
! 80' n+1

corr

where o°"" is the plastic corrector for the stress increment.
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In the plastic regime, the solution of these equations involves the introduction of an additional
variable, the incremental consistency parameter Avy. Hence we need an additional equation
to solve the system of equations, and that is the yield function evaluated at time ¢,

far1 =0 (2.49)

To solve this system of equations, functions are evaluated at time ¢,.;. This system is
typically solved by a Newton-Raphson type iteration. Our vector of unknowns is

t
Z = { 011 022 033 023 031 012 (11 (g2 Qgg (31 Qg K Ay } (2.50)

and our residual vector

Avc§ 1109/ o) — 011 + ot
AYC59(0g/001) — 022 + 05
A 531,(0g/001) — 033 + 033
AC53(0g/00k1) — 023 + 035
AYc5,(0g/0o) — 031 + 05
AV (0g/00k1) — 012 + 0
R(Z) = Avy(h®)11 = an + (11)n =0 (2.51)

AY(h*)ga — a9 + ((v22)n
AY(h*)93 — a3 + ((v23)n
Ay(h*)31 — a1 + (o31)n
Ay(h*)12 — aq2 + (a12)y
AvhE — Kk + Ky,
\ f )
where subscript n + 1 is left off to simplify notation. Here ass = —(ay; + ag9) can be

eliminated since the back stress is deviatoric. Even condensing out ass, we are left with 13
equations and 13 unknowns. The linear system has to be solved several times as we iterate
to find the solution.

We could save time in this algorithm if we could reduce the number of unknowns. Not
only would this reduce the size of the matrix to be inverted, but it would also reduce
the number of function evaluations, which is expensive given the complexity of the yield
function and evolution equations. Tamagnini et al. [66] and Borja et al. [9] have used
spectral decomposition to do this in the case of the isotropic hardening models. However,
these algorithms rely on the fact that the trial stress o}, ; has the same spectral directions
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as 0g/0o (and from this the converged stress also has the same spectral directions). This is
not in general true for kinematically hardening models. In fact, recall that for the relative
stress £ = o — a, we can see that

09 _ 09098 0y
do 000 O (2:52)

Since the plastic potential function g depends only on the invariants of the relative stress,
it is easy to show that & and dg/0€ have the same spectral directions. Clearly, the spectral
directions of the stress and relative stress may be different. The approach of spectrally
decomposing the relative stress, however, has promise. From Eq.(2.48), o™ also will have
the same spectral directions as the relative stress since multiplication by an isotropic tensor
c® preserves spectral directions. From Eq.(2.44), since 1 is hydrostatic and can have any
spectral decomposition, Aa also will have the same spectral directions as the relative stress.
Finally, the trial relative stress can be written as

E:?,r-‘rl = o':zr—i-l —o, =&, — 0" + A (2.53)

such that it shares the same spectral directions as the converged relative stress &, ;, plastic
corrector stress o, and back stress increment Aa. The trial relative stress £, is the
critical quantity because it is known a priori.

We calculate the trial relative stress and spectrally decompose it using a Jacobi iteration.
While this method is slow for larger matrices, speed of convergence was good for these 3-by-3
matrices. The algorithm is described in [16] among many other places. We have chosen to
express the yield condition in terms of the principal relative stresses, so we use the trial
relative stresses to check yielding.

If there is yielding, we would like to put the spectral decomposition to good use. As we
have noted, however, the tensor unknowns for which we need to solve, the stress and back
stress, do not share the same spectral decomposition. To avoid this difficulty, we modify the
unknowns that we iterate. We can easily update the stress and back stress if we have o'
and Aa. Since we already have the spectral directions for those tensors, we only need to
solve for the principal values.

Hence the vector of unknowns becomes

X = { o™ o9 o597 Aoy Aapr Ak Ay ) (2.54)
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Again, oy is eliminated since the back stress is deviatoric.

Using a change of coordinates to the principal directions, the residual vector then becomes

[ Ava§,(0g/08a) + o5 )
Avas4(0g/08a) + o7
Arvya§,(0g/08a) + o597

R = A’}/(ha)] — AO&[ > =0 (255)
A’y(ha)[[ — AO{[[
AvhF — Ak
( f )

where subscript n+1 is left off, and the tensor a® is the elasticity tensor projected to principal
relative stress space,

A+ 2p A A
a® = A A+ 2p A (2.56)
A A A2

Since the yield and hardening functions are expressed in terms of stress invariants, the easiest
way to calculate the derivatives is

O(e)  O(e) 0L,  0(e)0J5  O(e)J;

06, Ol 04 aﬁ D€ 4 ajs D€ (2.57)
J(e) 8( ) (o) 2 5 .
Iy (5’4 3 ) s (5‘4 3 ) B é‘]?] (2.58)

The smaller system can now be solved using a Newton-Raphson iteration

~1
DR\"
XM= xk [<—DX) +1] RE, (2.59)

where in practice the inverse is not explicitly computed, and the equations are solved using
an LU decomposition; k + 1 refers to the current iteration. Since the updates to the stress
and back stress may not have the same spectral decomposition as the stress and back stress
themselves, we update as follows
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3
o = o+ Z o mA) (2.60)
A=1
2
o = o, + Y Aag(m® —mUD) (2.61)
B=1
K = Kp+ Ak (2.62)

where the subscript n + 1 is left off to simplify notation. Here the index B runs only from
1 to 2, since only two independent principal values of the evolution of the back stress are
calculated.

This algorithm is summarized in Box 1.

Box 1. Summary of stress-point algorithm

Step 1. Compute o, = oy, + ¢ : A€
Step 2. Spectrally decompose &1\ = o' | — a, = Zi&:l ErmA)
Step 3. Check yielding: is f > 07
If no, set o1 = ol ; and exit.
Step 4. If yes, set X = 0 and iterate:
sXF = [(—DR/DX)k " R(X")
XM= XF 4 oxt
until (Ry/Rsmax) < toly, (Ra/Ramax) < tola, (Rk/Rkmax) < tolx,
(Rf/RﬁmaX) < tolf
Step 5. Update:
it = oy S o
Qi = o, + 22321 Aap(mB) — mUID)
Kntl = kp + AR

V1l = Yn + AY
and exit.

Remark 1. The tolerances have to be treated carefully. Because the units of the yield
function, and hence the last element of the residual vector, are those of stress squared, the
value of that component may differ by several orders of magnitude from the other compo-
nents. Hence, convergence of the last component can mask lack of convergence by other
components, or lack of convergence of the last component may be masked by convergence of
the other components. Hence, we check that each component of the residual is converging.
Noting that the initial value of the first six components of the residual vector is zero, we
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must also ensure that the maximum values of the residual components are compared to as
we iterate.

Remark 2. Note that if, in addition to the yield function, the hardening functions depend
only on the relative stress, the number of variables in the local Newton-Raphson iteration
can be further reduced. If we examine

écorr — é . étr = o — A (263)

then we can form a residual based on the equation

(77)a = Ay (—aig% + (ha)A) (2.64)

The corrections to the stress and back stress can then be calculated once the Newton-
Raphson iteration has converged. Unfortunately, this strategy cannot be employed for the
current model because one of the factors of h” is the function G*(«) defined in Eq.(2.36)
whose evaluation requires the updated value of the back stress. Fortunately, however, this
equation only affects the evolution of ¢ in a scalar fashion, and hence does not affect the
spectral directions of the back stress increment.

Remark 3. There is an additional strategy that can be employed to reduce the number of
equations. Notice that the last diagonal term of the matrix DR/DX, the term Jf/0A~,
is 0. This can be used to statically condense out the last variable as described in Simo and
Hughes [60] and Tamagnini et al. [66].

Remark 4. The algorithm summarized in Box 1 is applicable to isotropic-kinematic hard-
ening models for which elasticity is isotropic and for which the spectral directions of the
back stress rate & in Eq.(2.35) are the same as those of the relative stress £&. The algorithm
is not applicable to integrating models that do not share these features.

2.6 Consistent tangent

The consistent tangent modulus, also referred to as the algorithmic tangent modulus [60],
is an essential part of the finite element formulation for the implicit model. For isotropic
hardening, Tamagnini et al. [66] and Borja et al. [9] have used spectral directions to form
the consistent tangent in a highly efficient, closed-form fashion. However, this formulation
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relies on the fact that, for isotropic hardening, the stress and strain have the same spectral
directions. This coaxiality is lost in the kinematically hardening case. Recall

Ae = A€+ A€ (2.65)
Ae¢ = () Ao (2.66)
g
P _ =l
Ae Ayao_ (2.67)

Hence, the elastic strain shares spectral directions with the stress o, and the plastic strain
increment shares spectral directions with the relative stress &, as we have seen. In most
cases, then, the total strain will share spectral directions with neither.

We form the consistent tangent in a traditional manner. For an implicit Euler scheme, we
start with the following system of equations:

(ce)_lo-n—i-l — €nt1 + Eifl + A’}/ (ag/ao-)n-H
0= 9n+1 — 4n — Af}/(hq)n-l-l (268)
f (O-TL+17 qn+1)

Differentiating the equations with respect to €,,; and arranging the results, we can obtain
the matrix equations

e\—1 829 829
I (c®)™ 4+ Ay A~y dg/do do /D€
= 0o O 0o 0q 0q/0e (2.69)
0 —Av (0h/do) 1 — Avy(0hi/dq) —h! (0 Aq 1) ’
(0f /0o )" (0f/0q)’ 0 K

v~

A

The n + 1 subscripts have been omitted for simplicity. Clearly, then, the consistent tangent
1 = (00 /O€),,, is the upper left 6-by-6 submatrix of A™".

As with the integration point algorithm, notice that the system can be statically condensed
by taking advantage of the fact that the last diagonal entry is zero. Partitioning the last
row and column off the matrix A, the equations can be condensed in the same way as those
for the local iteration. After some manipulation, the equations become
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1 @) @) 2o ) e

where
> g P g
e\—1
B = (e + AW&O’@O’ Avﬁaaq (2.71)
—A~ (0h?/0o 1— Avy(0h?/0q)
and

S d ER (OIS B

This can be rewritten as

Jo/0e | 14 f 0g/00 | of /oo I
{ 0q/de ] = (B ;B { "y ® B 0f/dq 0 (2.73)
which is very similar to the formulation found in [60] and [4].

Finally, it should be noted that the quantities that populate the matrix A can be easily
obtained from quantities that have already been calculated. For example

of _ O0f 9 _ Of (4
do 0, 0o 0¢s (2.74)

and

o’g I
dodo  0£A0€p

m“ @ mP) (2.75)
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2.7 Numerical examples

All the examples are run with the associative version of the model. Time step sizes are
chosen as large as possible in order to demonstrate reasonably smooth stress-strain curves.

The first example is a one element test with fully constrained degrees of freedom designed
to test the local return-mapping algorithm. The example consists of two loadings: uniaxial
strain in compression (prescribed displacements in the axial direction and zero displacement
in the other directions), followed by constrained shearing. A simple compression simulation
would not have adequately tested the ability of the implementation to operate when the
spectral directions are changing.

The material properties were fit to Salem Limestone data [20] and are shown in Box 2.

Box 2. Material Properties for Salem Limestone

Young’s Modulus E = 22547 MPa
Poisson’s Ratio v = .2524 (dimensionless)

A = 689.2 MPa
B = 3.94e—4 1/MPa
C = 675.2 MPa

0 = 0.0 radians

R = 28.0 (dimensionless)
ko = —8.05 MPa

W = .08 (dimensionless)
Dy = 1.47e-3 1/MPa
Dy = 0.0 1/MPa?

c® = 1leb MPa
1 = 1.0 (dimensionless)
N = 6.0 MPa

The stress-strain response is shown in Fig. 2.5. During the first loading increment, the axial
response begins as elastic and then becomes plastic, while the shear stress and strain remain
zero. During the second phase, the shear response is plastic, and the axial stress drops. The
stress paths for the compression and shear phases are shown in Figs. 2.6 and 2.7 on the v/J5

vs. [, and \/sz vs. I; planes, respectively. Recall from Eq.(2.30) that the yield function

is a function of the invariants I, Jg, and Jg. When plotting stress paths in the \/J; vs.
I; plane, we expect the stress path to appear to deviate from the yield surface, whereas in
fact the stress path moves out of plane because the principal directions of & are changing.
We plot the stress path in the v/J5 vs. I; plane in order to show translation of the yield
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surface due to evolving a. Plotting the stress path in the \/Jt§ vs. I; plane, however, we
expect the stress path to remain on the yield surface, assuming 1) = 1 (i.e., no dependence
on J§), because even though the principal directions of £ are changing, J§ is invariant to
these changes.

300

-0~ Negative axial stress vs. strain
-©- Shear stress vs. engineering shear strain

STRESS, MPa

o
v 1 1 1 1 1 1 1

0C 0.005 0.01 0.015 0.02 0.025 0.03 0.035 0.04
STRAIN

Figure 2.5. Stress-strain response for uniaxial strain in compression followed by constrained shear
test. Shaded face has prescribed compression displacement d. and shear displacement d;, while all
other faces are fixed except during shear. Letters A through D indicate the loading path. Note
that C and D on the compression curve appear on a vertical line since during the shear phase there
is no displacement in the compression direction, i.e. Ad. = 0, although the axial stress drops.
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Figure 2.6. Stress path in meridional stress space \/Jy vs. I for compression and shear phases of
uniaxial strain and constrained shear problem. Initial and final surfaces for compression and shear
phases shown. The letters indicate points on the stress path that correspond with points on the
stress-strain curve in Fig. 2.5.

Clearly, the post-localization model has not been implemented here, as the strain extends to
four percent. While the results are consistent with the model as implemented, they do not
capture the physical behavior of the material as it is deformed to larger strains. The results
underscore the need to add a localization capability to this implementation of the model.

We check the convergence of the algorithm both at the first plastic step and the first step of
the shear part of the test, where the spectral directions change. The resulting norm of the
residual vector for both cases is plotted in Fig. 2.8 and also shown in Table 2.1. Quadratic
convergence is observed. In this problem, quadratic convergence can be observed in each
component of the residual vector. As discussed earlier, because of the nature of the residual
vector, convergence of each component is checked. In some other problems not shown here,
one larger component may hamper the quadratic convergence of other components, but
overall quadratic convergence is still observed in all the examples we have run.

For the second example, we verify that the consistent tangent is calculated correctly such
that quadratic convergence is exhibited. To do this, we run the same problem we did
to verify the stress point algorithm in the first example, but allow free movement in the
orthogonal direction that does not have prescribed axial or shear displacements. Essentially,
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Figure 2.7. Stress path in meridional stress space \/ng vs. 11 for compression and shear phases of
uniaxial strain and constrained shear problem. Initial and final yield surfaces shown. The letters
indicate points on the stress path that correspond with points on the stress-strain curve in Fig. 2.5.

this is a plane stress version of the uniaxial strain and constrained shear problem run for the
first example. This problem is run in a fully three-dimensional setting to give the problem
unconstrained degrees of freedom, as are all numerical examples in this paper. The stress-
strain response is shown in Fig. 2.9. The stress paths for compression and shear phases are

shown in Figs. 2.10 and 2.11 on the v/J3 vs. I; and 1/JS vs. I, planes, respectively. Again,
the test has two parts, compression and shear, and we verify that the global residual vector
converges quadratically (cf. Fig. 2.12 and Table 2.2).

iteration number || residual norm - compression step | residual norm - shear step
1 4.127771E 4+ 00 8.102731E + 01
2 1.088910E — 03 2.699950E — 01
3 3.77177T5E — 10 2.897466E — 06
4 5.911716E — 12 1.346052E — 10

Table 2.1. Convergence of integration point algorithm: norm of the residual vector.
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O- axial step
©- shear step

NORM OF RESIDUAL VECTOR

1 1.5 2 25 3 3.5 4
ITERATION NUMBER

Figure 2.8. Residual norm per iteration for the first plastic step in both the compressive portion
and shear portion of the uniaxial strain test. Quadratic convergence is observed.

The third example is a comparison between the implicit implementation and an existing
explicit (forward Euler) implementation of the same model [21] [20]. The problem is a
plane strain, one-element, loading/unloading problem to 2.5% compressive strain. A 20
MPa confining pressure is applied. The explicit algorithm was run in 5000 steps to achieve
stability, while the implicit needed only 80 steps to achieve a smooth stress-strain curve. As
Fig. 2.13 shows, the results are comparable. The material properties are the same as for the
first example.

Next, we continue cycling this loading, from 0 to —2.5%, to verify that the model exhibits

iteration number || residual norm - compression step | residual norm - shear step
1 5.0010E + 00 5.2760E — 01
2 1.3852E + 00 4.0716E — 02
3 1.9048E — 01 2.7998E — 04
3 4.8349E — 03 1.3410E — 08
4 3.287T9E — 06 4.4431E — 15
5 1.5667E — 12

Table 2.2. Convergence of gobal algorithm: norm of the global residual vector.
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STRESS, MPa

A P -0~ Negative axial stress vs. strain
—©- Shear stress vs. engineering shear strain

20 1 1 1 1 1 1 1
0 0.005 0.01 0.015 0.02 0.025 0.03 0.035 0.04

STRAIN

Figure 2.9. Stress-strain response for element in plane stress compression and constrained shear.
Compression displacement d. and shear displacement ds applied to darker face, while the lighter
face is free. The unshaded faces have fixed normal displacements, except during shear. Letters A
through D indicate points on the stress-strain curve that correspond to letters on the stress paths
in Figs. 2.10 and 2.11. Note that C and D on the compression curve appear on a vertical line
since during the shear phase there is no displacement in the compression direction, i.e. Ad. = 0,
although axial stress decreases.

a Bauschinger effect. The material data for this model suggests a Baushinger effect for this
Limestone, which is observed in Fig. 2.14. The stress path is shown in Figs. 2.15 and 2.16

on the v/J; vs. I1 and 4/ J§ vs. I; planes, respectively.
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Figure 2.10. Stress path in meridional stress space v/Jo vs. I; for compression and shear phases
of plane stress problem. The letters indicate points on the stress path that correspond with points
on the stress-strain curve in Fig. 2.9. The stress path appears to deviate from the yield surface,
but it is actually moving out of plane from the /J vs. I; plane as the principal directions of &
change. The dashed curve shows the initial yield surface and the solid curve the translated yield
surface, which at this stage is the same as the failure surface.

Finally, to capture the difference in triaxial extension strength versus triaxial compression
strength, new material properties are required. The material properties used in the previous
three examples were set for ¢ = 1, indicating no difference in strength between triaxial
extension and compression. New material properties, also fit for a limestone are given in

Box 3.

Box 3. Material properties for limestone accounting for difference in triaxial extension vs.
compression strength.
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Figure 2.11. Stress path in meridional stress space J2§ vs. Iy for compression and shear phases
of plane stress problem. The letters indicate points on the stress path that correspond with points
on the stress-strain curve in Fig. 2.9. The final yield surface is shown. As opposed to Fig.2.10,
in this figure the stress path remains on the yield surface because J§ and I are the invariants in
the yield function. The relative stress £ is embedded in J§ , and so even as its principal directions
change, J§ is invariant to these changes. The kink at point B along the stress path is due to the
backstress « increasing at a faster rate than the deviatoric stress s during the first plastic time
step, hence resulting in an apparent softer response at point B.

Young’s Modulus E = 22547 MPa
Poisson’s Ratio v = .2524 (dimensionless)
A = 843.0 MPa

B = 2.73¢-4 1/MPa

C = 822.0 MPa

0 = 0.0 radians

R = 28.0 (dimensionless)

ko = -8.05 MPa

W = .08 (dimensionless)

Dy = 1.47e-3 1/MPa

Dy = 0.0 1/MPa?

c® = le3 MPa
1 = 0.8 (dimensionless)
N = 8.0 MPa
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Figure 2.12. Residual norm per iteration for the first plastic step in both the compression portion
and shear portion of the plane stress test for the global algorithm. Quadratic convergence is
observed.

These properties were used in two tests. Both tests were run at zero mean stress with the
stress tensor

o 0 0
oc=|0 —0/2 0 (2.76)
0 0 —o/2

For the triaxial extension test, o is positive, while it is negative for the triaxial compression
test. The results in Fig. 2.17 show that the material yields sooner and undergoes more plastic
deformation in the triaxial extension case. Figures 2.18 and 2.19 show how the stress paths
in the m-plane meet and translate the yield surfaces for triaxial extension and compression
loadings.
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Figure 2.13. Comparison between implicit (this paper) and explicit [21] implementations of the
model. Plane strain compression and unloading with 20 MPa confining pressure. Compression
displacement d. applied to darker face, while confining pressure is applied to lighter faces. The
unshaded faces have fixed normal displacements.

2.8 Conclusions

The chapter reviewed a model for porous geomaterials such as limestones, sandstones, and
concrete, that includes both isotropic and kinematic hardening. The chapter presented an
algorithm for the implicit integration of models that have kinematic hardening or combined
isotropic and kinematic hardening using the spectral decomposition of the relative stress. To
our knowledge, the algorithm is novel. The local return mapping algorithm is an extension
of algorithms used for isotropically hardening models as shown in [58] [9] [66]. The spectral
decomposition technique reduces the number of function evaluations, which can be quite
costly for even moderately advanced constitutive models, as well as reduces the size of the
system of equations to be solved.

The consistent tangent has been implemented in a standard way [59] [4], noting that the
quantities needed to form the generalized compliance can be computed from the spectral
values without any additional function evaluations. However, the efficient methods used to
compute the consistent tangent in the isotropically hardening case [42] [9] [66] cannot be
used for the kinematically hardening case since the stress and strain are not coaxial.
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Figure 2.14. The Bauschinger, or Masing, effect captured by the model. Cyclic plane strain
compression with 20 MPa confining pressure. Compression displacement d. applied to darker
face, while confining pressure is applied to lighter faces. The unshaded faces have fixed normal
displacements. The letters on the stress-strain curve correspond with the stress paths in Figs. 2.15
and 2.16.

Numerical examples show that both the local and global iterations exhibit quadratic con-
vergence. Also, these examples show how the model can be used to capture some of the
behaviors common to geomatrials, including strain hardening, a Bauschinger effect, and
differences in triaxial extension versus compression strength.
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Figure 2.15. Stress path in meridional stress space v/Jo vs. I; for compression and shear phases
of plane stress problem. The letters indicate points on the stress path that correspond with points
on the stress-strain curve in Fig. 2.14. The stress path appears to deviate from the yield surface
at F along the stress path, but it is actually moving out of plane from the v/J vs. I; plane as the
principal directions of & change. The dashed curve is the initial yield surface and the solid curve
the final, translated yield surface. The initial kink in the stress path along A is due to simultaneous
application of confining pressure and compression displacement d. in the first time step.
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Figure 2.16. Stress path in meridional stress space \/J:5 vs. I for compression and shear phases of
plane stress problem. The letters indicate points on the stress path that correspond with points on
the stress-strain curve in Fig. 2.14. As opposed to Fig.2.15, in this figure the stress path remains
on the yield surface because J2§ and [y are invariants in the yield function, and J2§ is invariant to
changing principal directions of €.
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Figure 2.17. Comparison of material response in trixial extension vs triaxial compression at zero
mean stress. Axial stresses are the principal stresses largest in magnitude. The letters denote
points on the stress-strain curves that correspond to points on the stress paths in Figs. 2.18 and
2.19.
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Figure 2.18. Stress path in m-plane for triaxial extension showing intersection with initial yield
surface and stopping at final yield surface. The failure surface is shown for reference. The letters
denote points on the stress path that correspond with points on the stress-strain curve in Fig. 2.17.
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Figure 2.19. Stress path in m-plane for triaxial compression showing intersection with initial yield
surface and stopping at final yield surface. The failure surface is shown for reference. The letters
denote points on the stress path that correspond with points on the stress-strain curve in Fig. 2.17.
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Chapter 3

Bifurcation conditions for Sandia
GeoModel

Authors: R.A. Regueiro, C.D. Foster, A.F. Fossum, R.I. Borja

Portions of this chapter may be found in [48] and [49].

3.1 Introduction

Localized deformation such as shear bands, compaction bands, dilation bands, combined
shear-compaction or shear-dilation bands, fractures, and joint slippage are commonly found
in geomaterials. These localized deformations can be triggered by either material inhomo-
geneities such as joint sets in rocks, inhomogeneous stress resulting from boundary conditions
such as friction at end platens in a confined compression test, or by some microstructurally
driven material instability. We can account for material inhomogeneities by constitutive
modeling in conjunction with a numerical simulation method such as the finite element
method. Significant material inhomogeneities such as strata and joint sets can be meshed
discretely, assigning different material properties for each spatial region of the finite element
mesh, or they can be incorporated in an average sense into a continuum constitutive model
via directional structure/anisotropy tensors or the like. Either way, depending on bound-
ary and loading conditions, the material deformation response predicted by the constitutive
model could become mathematically unstable. This mathematical instability could be made
to coincide with the natural material instability observed in the field or laboratory. The
most straightforward way to do this is to endow the constitutive model with as much mate-
rial characterization and representative deformation response that is deemed significant for
the problem of interest. For example, if joint sets are plentiful and dominate the material
deformation response, they must be represented in the constitutive model. Depending on
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the boundary and loading conditions, the model must predict the onset of gross localized
deformation resulting from activity of certain critical joint sets. In essence, the ability of
a continuum constitutive model to predict material instability in the form of localized de-
formation is only as good as the model’s sophistication in terms of representing material
behavior. Some questions we should ask when choosing and developing constitutive models
for geomaterials are: Is the material isotropic or anisotropic elastically and/or plastically?
Is the material temperature and rate-sensitive? Are joint sets or other in-situ material inho-
mogeneities prominent?

Given a relatively sophisticated continuum constitutive model for geomaterials, this chapter
focuses on determining stress states at which the constitutive model predicts mathematical
instabilities. With regard to modeling material deformation response after an instability is
detected, such as transition of continuous rock-like material to fragmented rock material,
this instability will be referred to as a bifurcation in material response. Developing a post-
bifurcation constitutive model and numerical implementation, whether via the finite element
method or a meshfree method, is the next step in modeling material failure in geomaterials
and will be discussed in Chapters 4, 5, and 6.

The bifurcation analysis assumes strong (jump in displacement) and weak (jump in strain)
discontinuity kinematics for both rate insensitive and rate sensitive forms of the constitutive
model. For the rate insensitive form, different bifurcation conditions result for strong and
weak discontinuities as well as whether bifurcation is continuous or discontinuous. Contin-
uous bifurcation assumes that at the instant of bifurcation there is plastic loading outside
the discontinuity as well as within/on it [50]. Discontinuous bifurcation assumes there is
elastic unloading outside the discontinuity and plastic loading within/on the discontinuity.
Rice and Rudnicki [50] analyzed continuous and discontinuous bifurcation for weak discon-
tinuities in the context of rate insensitive non-associative plasticity. We will extend this
analysis to strong discontinuities and rate sensitivity and with future numerical examples
will address specifically the effects of the third invariant and backstress on bifurcation. For
weak discontinuity, we find there is a difference between continuous and discontinuous bi-
furcation conditions, whereas for strong discontinuity, there is no difference. We solve for
the unit normal n to a discontinuity interface that satisfies the loss of ellipticity condition,
the determinant of the acoustic tensor A is zero (detA = 0) [51], which results from the
condition that traction is continuous across the discontinuity. This bifurcation condition in
essence tells us that at a given stress state a discontinuity is admissible in our material body.
This condition is necessary but not sufficient for the discontinuity to appear. It is well known
in the literature that for rate sensitive plasticity, large positive values of viscosity preclude
loss of ellipticity (i.e., detA > 0), unless the viscosity is small enough such that the model is
nearly rate insensitive. Hence, loss of ellipticity is not a meaningful bifurcation condition for
a rate sensitive geomaterial model. This requires us to determine a physically meaningful
bifurcation condition for the rate sensitive form of the model since we know from laboratory
tests and field evidence that failure occurs for rate sensitive materials. In addition, we ques-
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tion whether detA = 0 for the rate insensitive form is a physically meaningful bifurcation
condition because it depends on a continuum constitutive model and on a fit of its material
parameters to data determined from homogeneously deforming experimental specimens. It
seems physically meaningful to have similar bifurcation criteria for both rate insensitive and
rate sensitive forms of the model. This chapter, however, focuses on bifurcation analysis of
rate insensitive and sensitive forms of a geomaterial constitutive model. Future work will
revisit this issue.

Throughout the chapter we assume small deformations and rotations. Symbolic notation is
used for clearer presentation, such as the inner product of two second order tensors (a-b);; =
a;;bjk, the contraction of two tensors @ : b = a;;b;;, or the dyadic product (@ ®b);j = @;;bk.
Tensor operators are used such as the trace operator tra = a;;, deviatoric operator deva =
a — (tra/3)1, symmetric gradient (V°v);; = (v;; + v;,)/2, and divergence (V - a); = a;; ;.

3.2 Kinematics and governing equations for weak and
strong discontinuities

For weak discontinuities, we assume a planar band with thickness h, which is small relative
to the size of the body (0.1% or 1%), such that 1/h is a large number but remains bounded.
The strain rate assuming small strains is written as [5]

@)
I
—N
m.
—
Il
M
=)
_I_
a-=

'r(s)ym([[v]] @n) € B

€ Q\B" (3.1)

where € = V?®v, superscript 1 denotes just inside the band and 0 denotes just outside the
band (say, across Sﬁ), [v] = vy — v_ is the jump in velocity across the band, and n is the
unit normal to the band (cf. Fig.3.1).

The local form of quasi-static, isothermal equilibrium for a body €2 with weak discontinuity
is written as follows

V.o+b = 0 in Q (3.2)
o-v = t° on I}
u = g only
[6] -my = 0 across S”
[] - m. = 0 across S"
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Figure 3.1. Body Q with planar weak discontinuity B (2 =Q, UQ_uUB" I' =T, U r,u Shu
S, B"=phurpurhustush, Q=qur).

where o is the Cauchy stress, b is the prescribed body force, v is the unit normal to I',
n,. = n_ = n is the unit normal to Sfﬁ and S” since the band is assumed planar, 7 is the

prescribed traction, g is the prescribed displacement, and [o] denotes the jump in stress
across S or " (i.e., [o] =o' — o).

The variational form of quasi-static equilibrium, using the local form as a point of departure,
then may be written as follows

/Vsn:adQ = /n~bdQ+/n~t"dF
Q Q I’

+/S n-([o] - n)dr

h
+

+ /Sh n - ([o] -m)dl (3.3)

where 1 = du is the weighting function and first variation of w. The traction continuity

condition [o] - m = 0 across 8" and 8" for a body with weak discontinuities will be used to
determine bifurcation.

For strong discontinuities, a spatial jump in velocity [v] across S leads to a singular
strain rate at S as [62]

66



3.2. KINEMATICS AND GOVERNING EQUATIONS FOR WEAK AND STRONG
DISCONTINUITIES

&0 cO\S (34)

{ & =& +sym(vjen)és €S

Figure 3.2. Body 2 with planar strong discontinuity S (2 = Q,UQ_, I' =T,Ul,US, Q = QUI).

The local form of quasi-static, isothermal equilibrium for a body {2 with strong discontinuity
is written as follows

V.-o+b = 0 in Q (3.5)
o-v = t° on I}
u = g only
[e] - m = 0 across S

where m is the unit normal to S and [o] is the jump in stress across S.

The variational form of quasi-static equilibrium is then

/Vsn:adQ = /n~bdQ+/n~t"dF
Q Q I

n /Sn -([e] - m)dr (3.6)
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[[u(mvt)]] = upn + wt = (m

weak discontinuity

- n(z)
— u(x,t) = u(z,t) + [u(z,t)] 5
Vu(x,t) = Va(x,t) + V (Ju(z,t)]) @
+ (fu(@ 0] @ (@) 1
strong discontinuity
S\ — u(x,t) = u(x,t) + [u(x,t)] Hs(x)
— nﬁ\ Vu(z,t) = Va(x,t) + V ([u(z,t)]) Hs(x)
'\ + ([, 0] @ n(x) ds(x)

Figure 3.3. Kinematics of weak and strong discontinuities.

As for weak discontinuities, the traction continuity condition [o] - n = 0 for a body with
strong discontinuities will be used to determine bifurcation.

3.3 Summary of Sandia GeoModel for bifurcation anal-
ysis

Here, a brief summary is given of the three-invariant isotropic/kinematic hardening cap
plasticity model (Sandia GeoModel). For more details, refer to Chapt.2.

3.3.1 Rate insensitive model

For small strains, an additive decomposition of the strain rate into elastic and plastic parts
is assumed
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€=+ & (3.7)

Assuming linear isotropic elasticity, the constitutive equation for the stress rate is

o=c':€,c"=AN1®1+ 2ul (3.8)

where \ and p are the Lamé parameters.

The single yield surface f and plastic potential function g are written in terms of the invari-
ants as

= X3 J5 = [E(L)PPF(L, k) =0 (3.9)
g = TXBYJ5 — [FJ(L)PF(IL, k) (3.10)

where f is the yield function, ﬂg(Jg, J§) is the Lode angle, T is a function of 3¢ and ¥ (the
ratio of strength in triaxial extension versus triaxial compression, ¥ = 1 if no difference
in strength), NV is the offset of the shear failure surface F(1;) from the initial shear yield
surface Fy,(I1) = F¢(l;) — N, I; = oy; is the first stress invariant, J§ = %E : &€ is the second
invariant of the deviatoric relative stress & = s — «, s is the deviatoric stress, a is the
deviatoric backstress associated with the Bauschinger effect, J§ = %(E - &) @ € is the third
invariant of the deviatoric relative stress, x is the internal stress variable associated with
compaction hardening, F(I;) = FJ? (I;) — N, and g is the plastic potential function allowing
for non-associative plastic flow. Material parameters for the shear failure surface Fy(I;) are
determined from peak stress experimental data. The purpose of the shear failure surface is
to limit the hardening of the backstress a. The effect of F.([1, k) is to provide a smooth
elliptical cap. A non-associative flow rule is assumed for plastic flow as

) .0 )
el = 78—3_ = Ag (3.11)

The flow rule is associative if material parameters are chosen such that f = g. The evolution
of the internal variables is

= 4h%(a); h*(a) = *G*(a) devg
k= Ah"(k); h¥(k) = 3c"G"(k)0g/01;
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To determine the consistency parameter 7, evaluate the consistency condition

of . of . of.

f:8—0.0'+a—a.a—|—a—ﬁf<c—0 (3.12)
then solve for 7
: 1 .
y = ;f:ce:e (3.13)
of of
=f:c° — — h® — —=h"
Freta-5, o

where f = 0f/0o. Substituting into the rate equation for stress gives

1
d':<ce——ce:g®f:ce):é:ce7”:é (3.14)
X

where ¢ is the continuum elasto-plastic tangent.

3.3.2 Rate sensitive model

The rate sensitive form of the model involves a standard viscous regularization following
Perzyna [60], which can be expressed in generalized Duvaut-Lions form [18]. The consti-
tutive equations are similar to those of the rate insensitive model except that now there
is no consistency condition by which to calculate the plastic consistency parameter (hence,
regularizing the rate insensitive plasticity model).

Revisiting equations from the inviscid model, we now introduce a viscoplastic strain rate €"?
such that the evolution equations are

€ = € + €’

o = c°:€ =c: (€ — €7
€’ = 19

& = Ah®

Kk = ~h"

i = <f’7> (3.15)
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where 7 is the viscosity coefficient with units (Pa)3s. These equations may be expressed in
generalized Duvaut-Lions form as

€V = ;(Ce)_li(o’—&)

& = “a-a)

Po— _71@;—/{)

o= (22)3 (3.16)

where 7 is the relaxation time, and &, &,k are solutions to the inviscid problem. The
evolution equations can be written as

1 . 1_
o+ -0 = ¢ :.€+ —0o
T T
) 1 1_
a+ - = -«
T T
1_
K+ —K = —K
T T

Since these are linear ODEs, the closed form solution may be found:

+e e /t e*/TE(s)ds (3.17)
a(t) (a(0) —@)e™™ + & (3.1
k(1) (k(0) —R)e ™ + & 3.19)

To obtain the inviscid solution, 7 — 0, and to obtain the elastic solution, 7 — oo.

For bifurcation analysis, it is useful to express the rate sensitive form of the model in incre-
mental form, given the inviscid solution determined from say an implicit numerical integra-
tion scheme like Backward Euler [22] discussed in Chapt.2. Approximating the integration
in Eq.(3.17) leads to [60]
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On1 = ¢ o, + (1—e Mg,
+ Ait(l — e MMt s Ae (3.20)
At = tpor — tn
Ae = €,.1 — €,

where t,,,; is the current time. Linearizing Eq.(3.20) leads to

o = (1— e U (5& + Aitce : 5.5) (3.21)

where Lo = 0° + 0o is the linearization operator [30].

3.4 Bifurcation analysis

The bifurcation analysis follows closely that conducted in [7]. As is well-reported in the liter-
ature (Sandler & Wright [56], Needleman [41], Sluys & de Borst [65]) viscous regularization
in the manner of Duvaut-Lions inhibits loss of strong ellipticity for strain-softening plastic-
ity models, assuming the viscosity is finite. For a nearly rate insensitive model (viscosity
n = 0), however, loss of strong ellipticity via the underlying inviscid model is possible. The
first subsection is devoted to bifurcation analysis of the rate insensitive (inviscid) form of
the model, while the second addresses bifurcation of the rate sensitive model.

3.4.1 Rate insensitive model

We consider weak discontinuities first and then strong discontinuities, addressing both con-
tinuous and discontinuous bifurcation.

weak discontinuity
For continuous bifurcation, plastic loading occurs outside the planar band (f : ¢ : € > 0)
and within the band (f : ¢ : € > 0) at the instant of bifurcation. The plastic consistency

parameter is assumed to decompose as (and its two parts determined from the consistency
parameter derived in Eq.(3.13))
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) . 1.
vy o= 7+E7h (3.22)
1
¥y = —f:c é°
X
1

Ap = ;_f ¢ rsym([v] @ n)

Note that A is finite, and thus 4 is bounded. If A — 0 to make 4 unbounded (and, as a result,
the stress-like internal state variables unbounded and the plastic dissipation undefined) then
a strong discontinuity bifurcation analysis is warranted.

At a material point, assume [v] is spatially-invariant such that

[o(t)] = ¢(tym (3.23)

where ¢ is the jump rate magnitude and m its direction. Recall from Eq.(3.2) that for
traction to be continuous across the planar band with normal n, (6* — ") -n = 0 and

n-¢° = n.o
n-c?:e = n-c?: (é0+%sym([[’v]] ®n))
0 = %n-cep:a,a:sym(méén)
0 = (n-c?n)-m=A-m
= detA=0 for m#0 (3.24)

Equation (3.24) states that in order for there to be a nontrivial solution m # 0 to the
traction continuity condition, the determinant of the acoustic tensor A must be zero. For a
given stress state o and state variables a and &, we solve det A = 0 for the band normals n
and then A - m = 0 for the localized deformation directions.

For discontinuous bifurcation, there is elastic unloading outside the band (f : ¢® : €” < 0)
and plastic loading within the band ( f : ¢®: € > 0). The consistency parameter is then

o= (3.25)

A = if ¢ 1 (h€® 4 sym([v] ® n))
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Note that h is finite, and thus 4 is bounded. For traction to be continuous across the band,

n-¢° = n-o'
1
n-c:& = n-<ce—;ce:g®f:ce>:
o 1
€ —|—Esym([['u]]®n)
0 = (n-ce-n)~m—%n-ce:g (3.26)

In order to determine bifurcation from Eq.(3.26), we need to assume a relation for 4 /(.
Assuming material within the band in the post-localization regime is governed by a simple
Mohr-Coulomb planar failure model, the ratio between the plastic consistency parameter 7,
and shear displacement ¢ is dependent upon the dilation/compaction angle ¢ (cf. Fig. 3.4)
as

— = cosp = m-t (3.27)

Figure 3.4. Band normal n, tangent ¢, and velocity jump direction m with dilation/compaction
angle 1.

Then, for continuous traction across the band to be satisfied for discontinuous bifurcation,
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0 = (n-c®*n)-m—-(m-t)n-c°: g
0 = [n-c"n—(n-c:g)®t-m
0 = A-m
— detA=0 for m+#0 (3.28)

Notice the bifurcation conditions for continuous and discontinuous bifurcation in Eqs.(3.24)
and (3.28), respectively, are different for the case of weak discontinuity, regardless of the as-
sumption made in Eq.(3.27). It is interesting to note that given the assumption in Eq.(3.27),
if we have a pure dilation/compaction band (i.e., m -t = 0), then discontinuous bifurcation
for weak discontinuity is not possible since ¢° is positive definite (see Eq. (3.28)).

We will show that for the case of strong discontinuity, the bifurcation conditions are the
same for continuous and discontinuous bifurcation.

bifurcation with strong discontinuity

Recall the planar surface is of zero measure, such that the velocity field is discontinuous across
S [62]. For continuous bifurcation, the plastic consistency parameter is decomposed as

Y=+ Ybs (3.29)

In order for the backstress and isotropic stress to be bounded (and the plastic dissipation to
be well-defined [62]), the hardening moduli ¢* and ¢* bifurcate

(€)™ = @)+ () os (3.30)
a = G%devg

a = “GYdevg = h™y

& = GGisdevg = h;

(€)™ = (@) + () os (3.31)
K G"Atrg

i o= TGt = B

ko= G strg = hgs

Then, the consistency condition reads
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fo= fic: (€ + {ads — (7 + Ys0s)g)

of ca-.  Ofs,.-
—:h —h"y =0 3.32
oy hy Sy (3.32)
and for the regular and singular parts of the consistency condition to be satisfied,
) 1
'7 = jf . c® 60
X
Of za Of
x = f:cf:9g— — — —h"
X = fie Do Or
f:ctsym([v] @n)
Y5 = o
f:co:g
Then the stress rate on the surface S, ¢*, and outside the surface, 6°, read
ot = (ce——ce:g@)f ce) e’
o
: c:gf: ce)
+§<ce—— cads 3.33
f:ct:g ) ( )
&
o = ¢er: & (3.34)
For continuous traction across the discontinuity surface
n-o® = n-ot
n-¢?: e = mn-e?.& + Cn-éep:aég
0 = (n-¢?-m)-méds = A-mds
— detA=0 for m+#0 (3.35)

For discontinuous bifurcation, the consistency parameter is localized to the discontinuity

as

Y = Ysls (3.36)
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Again, the hardening moduli bifurcate in order to have well defined plastic dissipation. Then,
the consistency condition reads

f = f : et (éo + éaég — "}/59(53)
0 ) 0 .
+a—£: 595 + %hfﬁa =0 (3.37)

and for the regular and singular parts of the consistency condition to be satisfied,

—f:ct: € _é’f:ce:a
8 (07 8 ,Lg_ . € .
I h¢+py ficoig

s = (3.38)

For continuous traction across the discontinuity surface S

n-¢® = n-o
n-c:& = n-c: +n-e?:ajs
0 = A -mis

— detA=0 for m#0

Thus, the same bifurcation condition results for continuous and discontinuous bifurcation
for the case of strong discontinuity localized kinematics.

3.4.2 Rate sensitive model

weak discontinuity

For continuous bifurcation, from Eq.(3.17), the stress just outside and just inside the
band are, respectively,

o’(t) = (6°(0)—&% et + &°

+e et | e /TE(s)ds (3.39)

t
+etimee / e/ (5)ds (3.40)
0
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where, recall, & denotes inviscid stress, and we assume at time zero that the stresses just
inside and just outside the band are equal °(0) = o!(0). Then, for continuous traction
across the band,

(et —a%)(1—eVT) (3.41)

As expected, for 7 — 0 we obtain the bifurcation condition for the inviscid case, and for
T — 00, we obtain the elastic solution and hence no loss of strong ellipticity (real, elastic
wave speeds, after Hadamard, cf. Hill [25]). The lower bound (7 — 0) on the viscous
bifurcation condition is useful in that if a geomaterial is nearly rate insensitive even when
loaded to high strain rates, its bifurcation will depend on an analysis of the inviscid model.
Then, the dynamic characteristics of the crack/shear band propagation and post-localization
constitutive response will be important even for a nearly rate insensitive geomaterial.

For a rate sensitive geomaterial, not so highly viscous to be elastic (7 > 0 is finite), there
should be no bifurcation to localized deformation mode; see Eq.(3.41). This should be made
clear by an analysis for the discrete form of the integrated equations, as in section 4.2.3.

For discontinous bifurcation, the analysis is the same as for continuous bifurcation, except
that the inviscid stress jump across the band interface such as Sﬁ, o' — a9, is different.

/ f(s ()ce:g(s)ds
__/ (s f(s %t . g(s)ds

so the inviscid case yields the bifurcation condition formulated for the rate insensitive model.
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strong discontinuity

For strong discontinuities, bifurcation analysis of the viscoplastic model is the same as for
weak discontinuities, except of course that the inviscid bifurcation analysis is different as
shown above in the analysis of the rate insensitive model.

discrete form of rate sensitive model

Bifurcation analysis of the discrete form of a rate sensitive model allows one to analyze
acoustic tensors to determine mathematical instability.

In linearized form, the incremental strain for weak discontinuity comes from Eq.(3.1).
For continuous bifurcation, from Eq.(3.14), the incremental stress for the inviscid solution is
given, and from Eq.(3.21), the incremental stress for the viscous solution is

0 _ AT ep i e\ . 0
do (1—e )(c + A7C )J.ée (3.42)
e’
so' = &7 5€

Then for continuous traction,

n- -0’ = n-do!
~ep 0 ~€ep 0 6< ~ep
n-c? : de = mn-c?: e —i-%n c?a
0 = n-¢? nm = A-m
T—0 = &7 = 7
T—00 = ¢? = c¢°

and for finite 7 > 0, ¢ should remain positive definite, i.e. detA > 0, but more analysis
is needed to determine this. For discontinuous bifurcation, the incremental form for the
inviscid solution along with the incremental viscous solution gives for continuous traction,
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n-6c° = n-do!
0 — _(1_€—At/r)
. e . 0
x(f'c'&)nce:g
X

oc .

+—=n-¢?:a
h
7 — 0 = inviscid

T — 00 — elastic

and for finite 7 > 0, the analysis is inconclusive.

For strong discontinuity, the incremental strain from Eq.(3.4) is given. For continuous
bifurcation, the incremental form of the inviscid solution comes from Egs.(3.33) and (3.34)
and then for continuous traction,

n-dc’ = mn-io’
0 = (n-é?-n)-mds=A-mis
T—0 = ¢&? = ¢?

T—o00 = ¢? =c

where here ¢ is a function of €% rather than ¢® in Eq.(3.42). For finite 7 > 0, ¢ should
remain positive definite, i.e. that detA > 0, but more analysis is needed. For discontinuous
bifurcation, the same bifurcation condition for 7 — 0 results as for continuous bifurcaton
with strong discontinuity.

3.5 Numerical algorithm to detect loss of ellipticity for
3D stress states

The algorithm as described in [43] has been modified to account for non-symmetric tangents,
and the implementation may be found at

“ http://cvs.sourceforge.net /viewcvs.py /tahoe/tahoe/src/elements/continuum /

solid /materials/primitives/ ”

in the class DetCheckT, within the function DetCheck3D _SS.
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Table 3.1. Parameters for Gosford Sandstone using Drucker-Prager model [47] for verifying and
testing 3D numerical algorithm in section 3.5

Symbol Value
E 15 GPa
v 0.3
cohesion & 13 MPa
friction 0.5
dilation b 0.35
hard./soft. mod. H | -1 GPa

3.6 Numerical examples

The first numerical example is used to verify the numerical optimization algorithm for the
plane strain case, for which we have an analytical solution for the bifurcation condition
and slip line normal [43]. The second example demonstrates the ability of the algorithm
to determine bifurcation and slip surface normals for a three-dimensional boundary value
problem, corner shear. The third example demonstrates the algorithm for plane strain
compression using the GeoModel and tests the effect of viscosity on loss of ellipticity.

3.6.1 Plane strain verification

The numerical optimization algorithm is verified for a plane strain example (material pa-
rameters shown in Table 3.1), using eight trilinear hexahedral elements constrained in the
out-of-plane direction and loaded in confined compression similar to the example discussed in
[48]. The comparison of the two numerical solutions is reasonable and is shown in Table 3.2.

3.6.2 Corner shear

Using the parameters from Table 3.1, the second example tests the nonlinear optimization
algorithm for a three-dimensional corner shear problem shown in Fig. 3.5. A displacement
is prescribed at the corner node (1,1,1) with direction d/||d|| = [1,—1,1]. The plot of
force versus magnitude of the displacement vector ||d|| is shown in Fig. 3.6 for the standard
plasticity solution only; no post-bifurcation numerical solution is shown. The Gauss point
closest to this corner node plastifies and localizes first. The resulting normals and slip
directions are shown in Table 3.3, one of which makes physical sense, n = [0.57,0.59, 0.57].
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Table 3.2. Comparison of slip line and slip surface normals for 2D plane strain and 3D constrained
plane strain, respectively

2D plane strain 3D constrained plane strain
0.84 0.84 0.82 0.84
n 0.54 —0.54 0.57 —0.57
0 0 0.0 0.0
I 0.84 —0.84 I 0.82 —0.82
m —0.54 —0.54 —0.57 —0.57
0 0 0.0 0.0
b | 24.7° 21.1°

\\+// 1icm

Figure 3.5. Eight hexahedral element mesh with pinned corners and prescribed displacement d at
one corner.

Table 3.3. Slip surface normals for 3D corner shear.

3D corner shear
0.57 0.57
n 0.59 —0.6
0.57 0.57
[ 0.6 0.6
m —0.52 0.53
0.6 0.6
b | 22.2° 21.5°
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Figure 3.6. Plot of force versus displacement for corner shear simulation.
3.6.3 Choosing discontinuity plane normal n

For a general three-dimensional stress state, three unique normals n may be generated. An
algorithm must then be developed to test which normal to choose. Based on experience, we
found that the following test works best, for the various jump displacement directions m
and discontinuity surface normals n

maximize Vu:m@n (3.43)

Attempts at finding the normal that maximized the dissipation, or the normal that minimized
det A, did not consistently work as well as this test.

3.6.4 Bifurcation for rate-sensitive Sandia Geomodel

Using parameters given in Box 2 for Salem Limestone, along with a relaxation time 7 =
5 x 107 sec, loss of ellipticity is checked for 0.025/sec, 0.25/sec, and 2.5/sec strain rates.
As shown in Fig.3.7, loss of ellipticity is detected for the 0.025/sec and 0.25/sec strain rates,
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Figure 3.7. Plot of stress versus strain for bifurcation analysis of plane strain compression of
Salem Limestone using the Sandia Geomodel. One element 0.04m wide by 0.08m high is used for
the simulations.

while it is inhibited for the 2.5/sec strain rate, a result that is well documented in the
literature (cf. [41]).

3.7 Conclusions

For a rate insensitive model, bifurcation conditions under weak discontinuity for continuous
and discontinuous bifurcation are different whereas they are the same under strong discon-
tinuity. This result for strong discontinuity stems from bifurcation of the hardening moduli
that leads to an elastic-perfectly-plastic acoustic tensor [62]. For determining mathematical
instability for weak discontinuities, however, it was shown in [50] that continuous bifurcation
provides the lower bound for the range of discontinuous bifurcation, and thus is the more
critical condition. For a rate sensitive model, it is not surprising that for large viscosity,
mathematical stability is ensured even for strain-softening plasticity. For smaller values of
viscosity, bifurcation could occur, depending on the strain rate.

The 3D numerical bifurcation algorithm correctly predicted two unique slip normals for the
contrained out-of-plane case (plane strain), and a corner shear problem also predicted two
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unique normals, most likely as a result of the loading symmetry. For now, this bifurcation
algorithm will be used to trigger a post-bifurcation constitutive model. In the future, we
need to develop a universal bifurcation condition/strategy that works for both high and low
strain rates. In our modeling, we introduce viscous regularization to represent the viscosity
of the material, not to inhibit onset of localization. Therefore, we need a bifurcation criterion
that will predict onset of localization at high strain rates because that is what is observed
experimentally (cf., for example, [23]).
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Chapter 4

Post-bifurcation traction-displacement
constitutive models

Authors: R.A. Regueiro, M.T. Manzari

In this chapter, a general form of post-bifurcation traction-displacement models is presented,
along with some specific ones for geomaterials.

The general form of a post-bifurcation traction-displacement constitutive model is the fol-
lowing;:

traction: T =[T,T]; T,=n-o-n; T,=t-c-n (4.1)
displacement :  [u] = 4s0G(T, q)/0T (4.2)

yield function :  F(T,q) =0 (4.3)
evolution equations : g = ysh? (4.4)

where T is the traction vector on S, ¢ is the unit tangent vector, [u] = uit + u,n = Cm is
the rate of jump displacement, ¢ = || [&] || its magnitude, m = [4] /(|| [&] || ) its direction,
@ = du/dt, 45 is an internal inelastic multiplier on S, G is an inelastic potential function,
F' is an inelastic yield function, g is a vector of internal strength variables (e.g., x tensile
strength, ¢ cohesion, ¢ friction angle, ¢ dilation angle), and h? is a vector of softening
functions.
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4.1 Simple Mohr-Coulomb like traction-displacement
model

A simple, Mohr-Coulomb like traction-displacement model is summarized as

F = |l - (c—Tjtang) = 0
G = [T - (c— T} tan))

t
¢ = ¢+ (cp—c)exp(—acys) ; %Z/%dt ;s = cos
0

¢ = ¢r + ((bp - ¢r) €Xp (_0%75)
Y = i, exp <_O‘w’75)

where T = (T,, — |T},|) /2, and the vector of internal variables is

B (4.5)

g=[c ¢ ¢

with ¢ cohesion, ¢ friction angle, and ¢ dilation angle. Subscript (e), refers to residual value,
and (e), peak value. The material parameters a., ay, and ay, control the rate of softening
for each internal variable.

The implementation of this model using an Embedded Discontinuity Finite Element formu-
lation is discussed in Chapt. 6.

4.2 Geomaterial traction-displacement model

A more sophisticated traction-displacement model that models post-bifurcation softening,
including tensile softening, is written as
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F = T?—(c—Tytan¢)* + (c — xtan¢)® = 0
G = T?—(c—T,tan)?

t
T;
¢ = et (e c)exp(—aed) e{;:/Oegdt ; eg:%(\m—mmm\)ut
f
¢ 1
X = Xt 00— xo)exp (—oye) 6512/ qdt & = ((Ta)tn + Tvi)
0 I

tang = tan¢, + (tan¢, — tan ¢,) exp (—ayel)
tany = (tan,)exp (—aye?)

where (T,,) = (T, + |T..])/2, T} = (T,, — |T}.|)/2, and the vector of internal variables is

B (4.6)

g=[c x ¢ ¥

with ¢ cohesion, x tensile internal variable, ¢ friction angle, and v dilation angle. Subscript
(®), refers to residual value, and (), peak value. GJ' is the fracture energy for mode II
(shear) fracture, and G is the fracture energy for mode I (tension) fracture. The material
parameters o, o, oy, and ay, control the rate of softening for each internal variable.

The implementation of this model using a Cohesive Surface Element formulation is discussed
in Chapt. 5.
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Chapter 5

Cohesive surface element
implementation

Authors: M.T. Manzari, R.A. Regueiro

In this chapter, the implementation of an elasto-plastic and rigid-plastic traction-displacement
(or cohesive zone) model as presented in Section 4.2 is carried out using a Cohesive Surface
Element (CSE) [31].

We consider two formulations of a cohesive zone model for geomaterials, where the only
difference is that one includes elastic cohesive displacements (elasto-plastic cohesive zone
model), whereas the other does not (rigid-plastic cohesive zone model). The appeal of
the rigid-plastic model over the elasto-plastic one is that no fictitious elastic compliance
is introduced at the cohesive surface interface. This is particularly important if one is
to generate a finite element mesh with CSEs at each element interface, thus generating a
mesh-dependent result for an elastic solution, let alone a plastic one. We will use CSEs in
the future as adaptively embedded elements, so this problem will be avoided. On physical
grounds, however, we believe for geomaterials there is negligible, if any, elasticity within the
cohesive zone.

Two numerical examples will be used to test the numerical implementation of each model:
1) constrained shear, and 2) pure tension.

5.1 Variational equations

The weak form for elastostatics including the cohesive zone tractions becomes
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/V'w:adv = /b-wdv+/ t”-wda+/ T - [w]dS (5.1)
B B Iy I'r

—_———

cohesive surface

where T is the vector of tractions on the cohesive surface I'r, and [w] is the jump in
displacement variation or weighting function.

Upon linearizing Eq.5.1, we find we need the traction T and its Jacobian 0T'/0 [u], where
[u] is the jump displacement, or cohesive surface displacement.

5.2 Implicit integration of elasto-plastic cohesive zone
model for geomaterials

For an elasto-plastic cohesive zone, the jump displacement is additively decomposed into
elastic and plastic parts as

[u] = [ + [w’] (5.2)

The traction rate may be written as

T= K[ = KO ([] - [@]); K°= {E : }

- (5.3)

where F, is the normal elastic modulus and E; the tangential elastic modulus along the
cohesive surface. The evolution equations for [&”] and the internal variables are written in
Section 4.2. For the softening functions, we write

A O
0 A2 Bl B2

q . . . — N =

hi=A -B-0G/0T; A o 4| B { . Bg] (5.4)
0 Ay



5.2. IMPLICIT INTEGRATION OF ELASTO-PLASTIC COHESIVE ZONE MODEL
FOR GEOMATERIALS

Al = _QX(X - Xr) B, = <Tn> /fo (55)

A2 = —Oéc(C - Cr) B2 = iTt/Gg” (56)

Ay = —agltand —tang,) By = "B (1) 7 tan ) (5.7)
!

Ay = —ay tany (5.8)

Given the loading and unloading (Kuhn-Tucker) conditions [60]
A5 >0, F<0 = A5F =0 (5.9)
we can solve for the inelastic multiplier

_ OFp - K°-[u]
= 7 :

s H = 0F, - K° 0Gy — OF, - h' (5.10)

where 0F; = OF /0T, 0Gy = 0G /0T, OF, = 0F/0q. The continuum elasto-plastic tangent
is then

K= K°®— (K° 0Gy) ® (0Gy - K°) JH (5.11)

For numerical integration, we use Backward Euler [60]. For simplicity of notation, we leave

off the current time step designator (e),,; and iteration number (e)**1 where
Afe) = (®)np1—(o)n; At =ty —t, (5.12)
(o) = (&) — (o) (5.13)
Integrating
T = T,+K° A([u] — [v"]) (5.14)
Afu"] = Av0Gy (5.15)
Aq = Aysh! (5.16)
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or in residual form

_A [[’U,p]] aGT
R=| —-Aq |+Ay%| nt | =0 (5.17)
F 0

These are 3 nonlinear equations for 3 unknowns [u?], g, and ~;, so we linearize such that

R=R"+/R=0 (5.18)

where

(K6>_1 0T + A’Y& (aGTT 0T + aGTq : 5(]) + 5758GT
SR = —0q + Avs (OhL - 6T + Oh? - 6q) + dvsh? (5.19)
OF, - 6T + OF, - 6q

Given that the third equation of Eq.(5.18) is independent of 475 we can statically condense
out this equation to solve for dvs as

F —[0F; OF,)- D' { Zq ]

o 0F; OF,]- D" { Gy ] 20

hq

where

_ [ (K™ + A0Grr Avs0Gy,
b= [ Av;Ohs —1 + Avy;0h! (5.21)
Then the increment of traction and internal variables may be calculated as
oT _ -1 R" + 575(9GT
[ oq } =-b { R + 675! (5.22)

and the increment of jump plastic displacement is updated as [du?] = —(K°)~' - §T. The
variables may then be updated
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GEOMATERIALS

([’ D™ = ([w’])* + [0u”] (5.23)
g = ¢ +dq (5.24)
AL = Ak 4 s (5.25)

Then check for convergence | R*!||/||R%|| < tol, where tol is a chosen tolerance value, and
if satisfied continue to next time step, otherwise iterate k = k + 1.

5.3 Implicit integration of rigid-plastic cohesive zone
model for geomaterials

For a rigid-plastic cohesive zone, the jump displacement is only plastic such that
[u] = [u’] (5.26)
the consistency condition then leads to the inelastic multiplier

aFT'T .
Hp

s = H? = —0F, - h? (5.27)

where, when using the flow rule in Eq.(4.2), the rigid-plastic continuum tangent is

T=K" [u’] ; KP=H(0G, ®0F,) " (5.28)

Similar to the elasto-plastic model, we integrate using Backward-Euler, and iterate to solve
for the jump displacment [u”], internal variables g, and inelastic multiplier ~;.

Integrating

T = T,+ K" Alu] (5.20)
Afu’] = Ays0Gy (5.30)
Aq = Ak (5.31)
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or in residual form

—A [u?] 0Gr
R = —Aq + A~ h? =0 (5.32)
F 0

These are 3 nonlinear equations for 3 unknowns [u?], g, and s, so we linearize such that

R=R"+/R=0 (5.33)

where

(K?)™1 - 6T + Ay (0Grr - 0T + Gy - 6q) + 6750G
SR = —bq + Avs (Ohd. - 0T + Oh? - 6q) + vsh? (5.34)
OF; - 0T + OF), - dq

Given that the third equation of Eq.(5.18) is independent of 475 we can statically condense
out this equation to solve for dvs as

F —[0F; OF,)- D' { Zq ]
Gy }

hq

s = (5.35)

[0F; OF,] - D' {

where

(5.36)

D [ (B + A0G,  AydGr,
A~sOh. —1 + Ays0h

Then the increment of traction and internal variables may be calculated as

6T o —1 Ru—l-(S’y(;aGT
{ 5q } =—b [ R+ 67,k } (5:37)
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and the increment of jump plastic displacement is updated as [du?] = (K?)~'-6T. The
variables may then be updated as in Eq.(5.25), where in addition now we update the traction
as TF = T* 4 6T.

5.4 Numerical examples

To test the numerical implementations, constrained shear and pure tension simulations are
conducted. The FE and CSE meshes are shown in Fig.5.1. These tests involved two FEs
and one CSE in between the FEs.

Constrained Shear Pure Tension
7 8 |
® ® . .
FE * *
FE
FE
® ® 5 6
5 CSE 6
@ o, 8 ¢ T L . 3
@ @
8¢ CSE &
FE
FE
1@ @, FE
E——
1@ @ 2

v

Figure 5.1. Numerical examples to test CSE implementation

5.4.1 Elasto-plastic examples

First, we’ll consider the elasto-plastic model. Fig.5.2 shows the stress path in the T} vs T,
plane, the left plot in Fig.5.3 shows the T} vs. u; plot, while the right shows T}, vs. u; plot.
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Table 5.1. Parameters for CSE geomaterial examples

Symbol | Value
E, 1000
E; 1000
G} 2
Gy 1

Xp 3

Xr 0.1
Cp 4.5
Cr 0

p 0.72
Or 0.58
Uy 0.72
Qry 100
o 10
Qg 10
Qwy 10

Recall for constrained shear the normal displacement is held fixed u,, = 0. The evolution of
internal variables for constrained shear are shown in Fig.5.4.

For the pure tension case, only normal T, develops and softens, along with the internal
variable y. All other variables are zero. The stress path in Fig.5.5 shows the pure tension
path in red, and the successively softening green yield surfaces. The path is such that the
normal traction 7;, moves to the right until it encounters the outer yield surface in green,
and then moves to the left as it softens while staying on the yield surface. The T}, vs. u,, is
shown in Fig.5.6, and the evolution of y in Fig.5.7.

5.4.2 Rigid-plastic example

For the rigid-plastic model, imagine the elastic moduli E,, — oo and E; — oo, i.e. the
stiffnesses are infinite. From a computational standpoint, this would lead to an ill-conditioned
global stiffness matrix as the CSE stiffnesses would be much larger than the FE stiffness. If
choosing a penalty parameter type implementation for the rigid-plastic model, to essentially
hold the CSE interface together until yield is reached, we would expect difficulty converging
to a solution. This was our initial attempt at the implementation of the rigid-plastic model.

98



5.4. NUMERICAL EXAMPLES

i i

i ] ¥ ] & i
' ' " H 1 " '
i i i ¥ i ¥ i
' ' . v a " '
1 i 0 ¥ i ¥ 1
' i 1 M M " '
E | E— ¥ LAYy, EREE T | SN S — SR EN—
' ' 1 . i " '
i i ] 0 | B, i
' ' I " " " 1
i i 0 ¥ - L [ L4
' ] u " & " " '
i 1 L] [ ] - 1. [ .
] e it et S i St e (e
' ' oy iy " | -
i i ¥ 1
' '
1 i

ST | P

d‘ u b s mama

K
-

i
'

i

"

e ]
: I
'

i

s St

samama

rI7
x
'
A i
]
. i
- " ; '
e N e e e -rp--r-wi e
b a T
i i
' 1.
i 4
1
- —
.

¥ P { v |
.ﬁ b SR e Rp——
i ] W ]

i
i
|
o

mE-----
i

E."' SR S
1 S

- i F o -] |
-45 -0 -35 -30 -5 -x A
ﬂ'n

Figure 5.2. Constrained shear stress paths in positive and negative shear. o is used on the axes
in place of T" for normal n and trangential ¢ tractions. The red line represents the stress path, and
the green curves the successive yield surfaces.
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Figure 5.3. Constrained shear stress versus tangential displacement u; in positive and negative
shear. Both the normal n and tangential ¢ tractions are softening.

Work is underway to use a Lagrange multiplier, which we expect would be more stable
numerically [32]. Given the numerical instability associated with using a penalty approach,
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Figure 5.4. Internal variable evolution for positive and negative constrained shear simulation. Top
plot shows cohesion softening, middle shows friction angle softening, and bottom shows dilation
angle softening. The tension variable x does not softening for constrained shear because the tension
side of the yield surface is not encountered.

we were only able to generate results for pure tension, and not constrained shear. The
traction softening result is shown in Fig.5.8.
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Figure 5.5. Pure tension stress path.

5.5 Conclusion

This chapter described the implicit integration and CSE implementation of a cohesive zone
(traction-displacement) model for geomaterials. We envision using such an implementation
after a discontinuity has been adaptively embedded in a finite element to avoid remeshing,
and when the element deformation is such that the element Jacobian approaches zero, the
element will be split into two or however many elements is required, and then a CSE is
inserted at the element interface. The next chapter describes the embedded discontinuity
formulation and implementation. Transition to remeshing and insertion of CSEs is left for
future work.
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Figure 5.8. Normal traction 7, versus normal displacement wu, for pure rigid-plastic tension.
Notice there is no elastic region. The internal tension variable x would softening similarly to the
traction curve shown here.
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Chapter 6

Embedded discontinuity finite
element implementation

Author: R.A. Regueiro

This chapter describes an embedded strong discontinuity finite element implementation using
an assumed enhanced strain method [64, 61]. We will start with the Petrov-Galerkin form
for the three-field variational equations, discuss an orthogonality condition and patch test,
describe the embedded discontinuity enhancement function for 3D, express the traction-
displacement relation in weak form using method of weighted residuals, linearize for iterative
solution, and present some numerical examples to demonstrate the implementation.

6.1 Petrov-Galerkin form for three-field variational equa-
tions

We start by writing the Petrov-Galerkin variational equations that are derived from the
three-field variational form [64, 63, 47|

V' : o'dv = " -bdv+ [ @"-t7da (6.1)
Qh Qh rh

/ At ehdy = 0 (6.2)
Qh

loc

where w" is the compatible part of the weighting function, o” the Cauchy stress, b the body

force, t7 the applied traction, QI the domain in which elements have localized, and A" the
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enhanced strain variation. Equation (6.1) is the standard balance of linear momentum, and
Eq.(6.2) is known as the orthogonality condition. We will use the orthogonality condition
when writing our traction-displacment model in weak form, and the patch test will need to
pass in order to ensure convergence.

6.1.1 Orthogonality condition

From [8], we assume an enhanced strain variation that must satisfy the orthogonality con-
dition

5 h 1 ~_h
2 h h S
= —-— | H .

loc

where 1’ is a scalar weighting function, dg» is the Dirac-delta function at S", Agn is the

- h
area of 8", V" is the localized volume, and H is an arbitrary second order tensor that
will be chosen based on the choice of traction-displacement model [8]. Given Eq.(6.3), the

orthogonality condition reads

1 . 1 R
—/ nhHh o'da — — nhHh coldv =0 (6.4)
Ash Sh loc (ol

loc

Note that 1/Agn and 1/V}"_ can be placed outside the integral because for small deformations
the current areas and volumes approximately equal the reference ones. For finite deforma-
tions, this would not be the case [61].

6.1.2 Patch test

In [67], the patch test essentially states that constant stress fields must be admissible in the
solution space. This means to say that if h — 0, as the finite elements reduce in size to a
point, the finite element solution must approach the exact solution of the partial differential
equation, which at a point has a constant stress value. Here, this can be stated as o = oy,

where o is constant, and then the orthogonality condition reads [64, 61]

/.

loc

ﬁ/hdv] oo =0 (6.5)

106



6.2. EMBEDDED DISCONTINUITY ENHANCED FUNCTION

which is satisfied if

/ Atdy =0 (6.6)
Qh

loc

which, when substituting Eq.(6.3), leads to

1 herh 1 herh
H da — — H dv=0 6.7
AS}LLhn “ Vh /Qh, n v ( )

loc loc

For constant n" and H " within a localized element e, this condition would be satisfied
trivially, and then the patch test would pass. For generality, however, we leave this condition
as it is because in the future we would like to consider non-constant ¢ on " and in QF . For
most enhanced strain implementations of embedded strong discontinuities [62, 63, 2, 8, 47],
it is assumed these values are constant, and we will assume the same in this chapter. If not

. h
treated as constant, Eq.(6.7) would be an additional constraint on 1" and H .

6.2 Embedded discontinuity enhanced function

To complete the embedded strong discontinuity finite element formulation, the enhancement
function f§ for a 3D element must be determined. For linear tetrahedral and hexahedral
elements, various ways in which a planar strong discontinuity can cut the elements are de-
picted in Fig.6.1. The procedure for determining the active nodes, and thus the enhancement
function f§ is shown in Fig.6.2. With coordinates of a point & on the discontinuity surface
S¢ for element e, and with the normal to the surface n, we can determine an active node by
the following: if n - (4 — ) > 0 then node A is active where x# is the location of node
A. This procedure should work for higher order elements as well, although the procedure is
not tested in this chapter for higher order tetrahedral and hexahedral elements.

6.3 Treating strong discontinuity as contributing to en-
hanced strain

In order for the plastic dissipation to be defined and stress to remain regular (as opposed
to singular), certain conditions on the internal variables and stress result [62, 47]. For the
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Figure 6.1. Embedded strong discontinuity linear hexahedral and tetrahedral finite elements.

Nactive v
Sx) = Y Nz k
Vise) = Y VNS(x) g A

€3

Figure 6.2. Determination of active nodes and embedded strong discontinuity enhancement func-
tion fg.

plastic dissipation to be defined, it turns out the inverse of the softening modulus (for strain
softening plasticity) must be singular, leading to a regular internal variable [62]. In turn, for
the stress o to be regular, its singular part must be zero, which constrains the form of the
post-bifurcation, traction-displacement model [8, 47]. In the end, given the enhanced strain
field and that the compatible displacement @" is treated as the total displacement at the
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nodes, the enhancement function appears in the stress evolution equation [62], which when
integrated is

o' =oa" —cf: (me V) (AC) (6.8)

where o is the trial stress, ¢© is the fourth order, linear, isotropic elasticity tensor [60], (o)
is the Macaulay bracket, A = (11 — (,, and m is the direction of the jump displacement
as

m = sign(7}) cos Yt + sinyYn (6.9)

6.4 Weak form of traction-displacement model

6.4.1 Implicit integration of traction-displacement model

For implementation by the embedded strong discontinuity element discussed in this chapter,
the traction-displacement model discussed in Sect. 4.1 is integrated here using a Backward
Euler scheme.

For cleaner presentation, variables at the current time step (e),, .1 do not have the subscript,
whereas those at the past time step (e), do.

The vector of internal variables q is integrated as

q = q, + he(AQ) (6.10)
where
hc _QC(CP - Cr) exp[—ozcw] COS ¢
h,= 1| hy | = | —as(d, — ¢) exp[—ays| cosy (6.11)
hy, — vy, €xXp[—ayYs) cos Y
and
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Yo = (Y8)n + cos P (AQ) (6.12)

Note the Macaulay bracket on A(. It is possible numerically that, especially at the onset of
localization, just as bifurcation is detected, that during the numerical iteration process, the
value of ¢ could oscillate slightly, and (A() ensures that ¢ is always positive. Once ¢ begins
to evolve along the discontinuity surface S, the oscillations no longer occur. The direction
of jump displacement [u] = {m is handled by the direction m as defined in Eq.(6.9).

6.4.2 Method of Weighted Residuals

Taking the traction-displacement model in Sect. 4.1, we can rewrite the yield function as

F = (uWen):0—-—c=0 (6.13)
u® = sign(T})t + (tan ¢)sign(T7)n (6.14)

where

0 Ty >0 tension

1 TF<0 compression (6.15)

sen(;) = {

Applying the Method of Weight Residuals to Eq.(6.13), expressing in Galerkin form [27],
and dividing by Agr, we have

! / " [(p?®n):o—cda=0 (6.16)
Ash Sh

~h
If we choose H = (u® ® n), and we assume 7" is constant over S" (which will lead to a
constant jump displacement ¢ over S" [62]), we can write the weak form as

1
Agn

/ H' : oda — ¢ =0 (6.17)
Sh

Recall the orthogonality condition with constant n”
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1 A h 1 - h

/ H :o'da=— H :o"dv (6.18)
Ash Sh loc Qﬁ)c

which means we can write the weak form as an integration over the volume of the element,
allowing us to use the stresses evaluated at the Gauss points to calculate the traction T
along S".

In summary, the complete weak form written as residuals is

R(o) = V' :odv— | w"-bdv— [ @"-t7da=0 (6.19)
Qh Qh rh
1 ~h
r(o,q) = v H :odv — c=0 (6.20)
loc

loc

We will take advantage of the fact that ( is discontinuous between elements, a result of the
assumed enhanced strain implementation, and condense out the Eq.(6.20) when solving for
the displacements at the nodes.

6.4.3 Yield check along S”

We calculate the trial yield value along S* by

1 - h

Ftrial - (H )trial . o_trialdv — ¢, (621)
Vi(})LC Qnr
A By
(") = (e @ m) (6.22)
por = sign(T{™)t + (tan ¢, )sign((7;)"n (6.23)

If Fial > ( then there is yielding along S", and ¢ will evolve. Otherwise, the internal
variables and ¢ will be held fixed.

6.5 Linearization of finite element equations

Let’s first write Eq.(6.19) in finite element matrix form as
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R(o)= | B - o"dv—- | NT. bdv—/ N - t7da =0 (6.24)
Qhr Qhr rh

where B is the strain-displacement matrix and IN the vector of nodal shape functions [27].
When linearizing the residuals in Eqs.(6.24,6.20) about an iteration state k, we have (leaving
off k + 1 for current iteration)

J— . — k
‘R(o) = 5 oo R (6.25)
or(e,q) = g—; o + g—; Y (6.26)
where
Jo oo
o = -0d+ — - dq —5 2
o d + 3 + ac ¢ (6.27)
oh
g = —2-dg(A + 6.28
q 9q q (AQ) o 5¢ (6.28)
where d is the vector of nodal displacements. When rearranging Eq.(6.28), we find
g = 5( (6.29)

2 (1-w9 %iq)l (G a0 +hsimac)) 030

Skipping some steps, we end up with

OR R
g 04+ a—gég - -R (6.31)
ar B &
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where

OR

= | BT . D¢ Bdv (6.33)
%_? - [ B g—Zdv (6.34)
% _ ﬁ Qﬁm(ufﬁ ®n)- D Bdv (6.35)
g_z _ ﬁ y (u¢®n):g_zdv+§_;.g_g (6.36)

loc

and D¢ is the matrix form of the elastic modulus tensor ¢°. Similar to Eq.(6.32),we can also
write as

Ky 6d+ Ky = —RF (6.37)
Keq-dd+ Keeo¢ = —r* (6.38)

and when statically condensing out 0, we have the following equation to solve for éd

(Kag — K ' Kac ® Kea) - 6d = —R" + (r* /K¢ ) K ¢ (6.39)

and with dd we can solve for 6C as

6 = —(r" + K¢q- 6d) /K (6.40)

Using this linearization, we then iterate until we reach convergence ||R*™|/||R°|| < tolgr
and |[r**1/|r0 < tol,.

Here, more derivatives for the linearization are provided
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e [t ][00 on
%:[% 2y %]T (6.42)
g’; — (e, — ) sin exp(—acys) (1 — o cos s (AC)) (6.43)
ot = au(6, — osinvexpl a1 - ascosv (AC) (040
%LJ — by sin exp(—ayys)(1 — ay cos 9 {AQ)) (6.45)
88_’24 = [ 2 %]T (6.46)
T = (accos 6)(e, — ) expl—acs) (sign(A0) (6.47)
%_f? — (ap 008 1)(6 — br) exp(—ays) (sign(AC))) (6.48)
T = (awcos v, exp(-ays) (ign(A0) (6.49)
o = [1 Resecto 0] (6.50)
P = Vllf;c /Q , Tade (6.51)
?‘9—? _ e K@a_’;" . g_‘é (AC) +m<sign<A<>>) ®Vf§} (6.52)
S SR U (6.53
%_’Z — —sign(T}) sin 1t + cosvn (6.54)

6.5.1 Linear softening traction-displacement model

The discussion up to this point has been based on an exponential softening traction-displacement
model. Here, we present equations for a linear softening model.

The vector of internal variables q is integrated as
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q=q, +h,(A{)

where
he
hq = h¢>
hey
and

Y5 = (V5)n + costh (A()

— Q. COS Y
= | —agcosy
—Qty, COS P

The derivatives for linearization then become

%:[0

oq
oh,,

o
Oh,
o
Oh,

o
Ohy

O
0

oh,
¢

0 ahq]

0y

_ [ Oh. Ohy

o

= Q. sin Y
= Qpsiny

= Q Sin ¢

Ohy

k3

r

(6.55)

(6.56)

(6.57)

(6.58)
(6.59)
(6.60)
(6.61)
(6.62)

(6.63)

Numerical examples will present the use of both exponential and linear softening models.

6.5.2 Continuous stress in time at bifurcation point

In order to ensure that the stress is continuous in time at the point of bifurcation, the peak

cohesion ¢, is calculated as
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Table 6.1. Parameters for plane strain compression: post-bifurcation, exponential softening model.
Note that the peak cohesion ¢, is calculated from Eq.(6.64) in order to ensure that the stress is
continuous in time at the point of bifurcation.

Symbol Value
Cp calculated
Cr 0 MPa
p 0.5236 rad
Or 0.0 rad
Uy 0.087 rad
Qe 1000 1/m
Qg 100 1/m
ay 100 1/m
1 - e
Cp = —— H :o,dv (6.64)
‘/130 QF

where is the localized element volume, €  its domain, H' its enhancement function

e
loc loc
multiplier, and o,, the converged stress from the past time step t,,.

6.6 Numerical examples

Numerical examples include a 3D plane strain compression verification simulation (out-of-
plane displacements are fixed), and a 3D corner shear simulation. More complex simulations
will be attempted when the discontinuity tracing algorithm is implemented.

6.6.1 3D plane strain compression

To verify that the post-bifurcation model is working (although there is no analytical so-
lution to conduct a true verification), we reconsider the plane strain compression problem
as discussed in Sect. 3.6.4, but for rate-insensitivity 7 = 0. Parameters for the exponen-
tial post-bifurcation traction-displacement model are given in Table 6.1, and for the linear
traction-displacement model in Table 6.2.
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Figure 6.3. Plot of stress versus strain for bifurcation and post-bifurcation analysis (exponential
softening) of plane strain compression of Salem Limestone using the Sandia Geomodel. One element
0.04m wide by 0.08m high is used for the simulations. Since there is no asymmetry or inhomogeneity
to determine which n to choose as the normal to the discontinuity surface S, we choose the negative
angle —6.

Figure 6.3 demonstrates the post-bifurcation exponential softening for the embedded discon-
tinuity element. Figures 6.4, 6.5, and 6.6 show the cohesion, friction, and dilation exponential
softening.

Figure 6.7 demonstrates the post-bifurcation linear softening for the embedded discontinuity
element. Figures 6.8, 6.9, and 6.10 show the cohesion, friction, and dilation linear softening.

6.6.2 3D corner shear

For testing the true three-dimensional nature of the embedded discontinuity implementation
presented in this chapter, we reconsider the corner shear problem from Sect. 3.6.2. Post-
bifurcation, linear softening parameters are given in Table 6.3.

Figure 6.11 demonstrates the post-bifurcation softening for corner shear loading. In this
case, only the corner node enhancement function is activated, as indicated in Fig.6.1. This
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Figure 6.4. Plot of cohesion ¢ versus jump displacement magnitude ¢ for bifurcation and post-
bifurcation analysis (exponential softening) of plane strain compression of Salem Limestone using
the Sandia Geomodel.

Table 6.2. Parameters for plane strain compression: post-bifurcation, linear softening model.

Symbol Value

Cp calculated

Cr 0 MPa

op 0.5236 rad

Oy 0.0 rad

Yp 0.087 rad

o, 10,000 MPa/m
ag 100 rad/m

Qy 100 rad/m
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Figure 6.5. Plot of friction angle ¢ versus jump displacement magnitude ¢ for bifurcation and

post-bifurcation analysis (exponential softening) of plane strain compression of Salem Limestone
using the Sandia Geomodel.
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Figure 6.6. Plot of dilation angle 1 versus jump displacement magnitude ¢ for bifurcation and

post-bifurcation analysis (exponential softening) of plane strain compression of Salem Limestone
using the Sandia Geomodel.
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Figure 6.7. Plot of stress versus strain for bifurcation and post-bifurcation analysis (linear soften-
ing) of plane strain compression of Salem Limestone using the Sandia Geomodel.

demonstrates a problem that cannot be solved using a 2D plane strain formulation [8].
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Figure 6.8. Plot of cohesion ¢ versus jump displacement magnitude ( for bifurcation and post-

bifurcation analysis (linear softening) of plane strain compression of Salem Limestone using the
Sandia Geomodel.

Table 6.3. Parameters for 3D corner shear: post-bifurcation, linear softening model.

Symbol Value

Cp calculated
Cr 0 MPa

op 0.5236 rad
Or 0.0 rad

Uy 0.1 rad

Qe 3e8 MPa/m
ag le3 rad/m
Qy le3 rad/m
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Figure 6.9. Plot of friction angle ¢ versus jump displacement magnitude ¢ for bifurcation and

post-bifurcation analysis (linear softening) of plane strain compression of Salem Limestone using
the Sandia Geomodel.
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Figure 6.10. Plot of dilation angle ¢ versus jump displacement magnitude ¢ for bifurcation and
post-bifurcation analysis (linear softening) of plane strain compression of Salem Limestone using
the Sandia Geomodel.
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Chapter 7

Coupled DEM /FEM

Authors: R.P. Jensen, R.A. Regueiro

7.1 DEM Background

It is appropriate to begin this discussion on the coupling of the finite element method (FEM)
and the discrete element method (DEM) with a brief discussion on DEM. The FEM is a
well-established, widely utilized numerical simulation technique. In comparison, DEM is
not as well known. It is also a much younger numerical technique than FEM. Cundall and
Strack published the seminal paper in 1979 [15]. Since that time, DEM has attracted a
relatively small community of users. Because of the basic assumption of modeling material
using discrete entities, DEM has been widely used to model disaggregated media that occur
naturally such as sand, rocks and rock-falls, as well as for modeling material movement in
dynamic environments such as the mining industry|[13, 46]. It has also been adapted for
the modeling of solid geomaterials [45]. The basic underlying assumption of DEM is that
material is modeled as an assemblage of distinct, separate bodies that interact through pre-
determined rules when the bodies come in contact. The bodies are generally assumed to be
rigid though there are situations where they can be modeled using deformable bodies. The
discrete bodies, often referred to as particles, are generally modeled as disks, in 2D, and as
spheres, in 3D, though they can also be modeled as ellipses and ellipsoids or as arbitrary
polygons and polyhedrons. When two particles come in contact, the contact interaction in
the normal direction is idealized as a spring and dashpot and in the transverse direction,
as a spring and dashpot that is active up to the point where sliding between the particles
occurs, as can be seen in Fig. 7.1. The particle motion is derived from Newtons law and is
as follows:
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Mi + f = feot (7.1)

y—Dashpot

Spring

Figure 7.1. Schematic showing the idealized contact between two Discrete Element particles.

where M is the mass of the particle, i is the particle acceleration, f™ are the internal forces
which include the contact forces, friction forces, attractive forces, viscous forces, etc., and
£ are the external forces which include the particle weight and the far-field tractions. The
internal particle contact normal forces are computed as:

fo=Ké+Ci, (7.2)

where f,, is the normal force, J is the inter-particle penetration, C' is the damping coefficient,
and z, is the relative normal velocity between two particles. The spring constant, &', which

derived from the Timoshenko and Goodier [68] relationship for two spheres coming in contact,
is defined by:

4 E\E; ] [ R\ R, }1/2 73)

K=\x-

3|(1+v3)Es+ (1+v2)E;| | R+ R
where K is the spring constant, A is a constant, E, are Youngs Moduli for each particle,
V™ are Poissons ratio for each particle and R,, are the particle radii. The transverse forces,

fi, are proportional to the normal forces, f,, assuming Coulomb friction law to define the
friction relationship.
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fi <ufn (7.4)

where p is the coefficient of friction and f; is the upper limit of the transverse force.

DEM uses an explicit numerical integration scheme to march through time. Since it is an
explicit code, generally speaking, in order to maintain numerical stability, the time step must
be quite small. An estimate for the maximum, critical time step, At.,., can be found by

| M

where M is the value for the mass of the smallest particle in the simulation and K is the
largest value spring constant found above. The critical time step is based on the estimation
of the natural frequency of two particles connected by a spring. However, since it is very
likely that a particle will be in contact with more than one particle during a time cycle, the
actual natural frequency of the particles would be higher which results in a lower critical
time step. Generally, an additional factor, on the order of 0.1, is included in the time step
estimation in order to account for this difference.

One cycle of computation is as follows. First, determine neighboring particles. Once neigh-
bors are determined, find if there is any contact between particles. This is the lengthiest step.
Next, for particles that are touching, compute the contact forces. From the contact forces,
the particle accelerations can be computed and the magnitudes of the particle velocities and
displacements can be integrated. Then the cycle repeats.

The basic particle-particle contact law is the spring/dashpot model that can be seen in Fig.
7.1. However, depending on the media that is trying to be modeled, the particle-particle
contact law can be modified. Simple tensile bonds can be implemented, more elaborate,
moment carrying bonds can be implemented, or any other type of internal force relationship
that can be numerically modeled can be implemented.

7.2 One-Way FE/DE Coupling

Because DEM uses discrete particles, it is able to naturally characterize materials that un-
dergo large deformations or even dis-aggregation. It is able to do this without any additional
or special treatments of the governing equations or controlling algorithms. Additionally, it
is very easy to include a high degree of heterogeneity by simply assigning different material
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properties to each particle. These are two areas in which continuum based FE modeling tech-
niques falter. However, because of the small critical time step as well as the large number
of degrees of freedom, running DEM simulations on any geomechanics problem at a realistic
scale would require vast amounts of computer resources and is simply not tractable.

There are two ways to look at FE/DE coupling. The first approach involves tracking material
movement, post-failure. As the material fails in one region of the FE mesh and as the material
dis-associates from the main body, it is very difficult to track the movement of the material
using FEs. The pieces of the mesh that break from the main mesh can easily either become
distorted or start out as distorted elements. Also checking all of the potential neighbors
and contacts using polygonal shaped objects can require more than one order of magnitude
greater computer speeds when compared to a circular or spherical elements. In addition, the
contact force calculation for separated polygonal shaped elements is far more complicated
than the calculation for circular or spherical discrete elements, in which forces are either
normal to or tangential to the element surface. By superimposing DEs over the area of
the mesh of the newly separated areas, tracking the movements of the new particle becomes
simpler as does checking for all of the potential neighbors and contacts. The second approach
calls for the far-field boundary to be modeled with finite elements while the near-field region
of interest, where extreme deformations and dis-aggregation are expected, is modeled with
discrete elements. During the course of this LDRD, both approaches where investigated.
The second approach was successfully accomplished. For the first approach, progress was
made but full integration was not achieved. However the major roadblock was related more
to database management issues as opposed to theoretical issues. For both cases a modified
version of the DEM code DMC (Distinct Motion Code) was used. DMC was developed at
Sandia [46].

As mentioned, for the second case, the coupling was not completed. Capability was written
in the code that allows for the identification of a separating finite element (FE) and then for
the creation of discrete element (DE) particles to be located within the region defined by the
boundaries of that FE. Then, the nodal velocities of the FE can be transferred to the newly
created DE particles based upon an interpolation of the continuum displacement field of the
FE. This interpolation is derived from the FE shape function as will be described shortly.
Once the transfer of nodal velocity data from the FE to the DEs, the FE is deleted. All
subsequent motions of the DEs are controlled strictly by their individual particle interactions
and contact relationships. DMC uses the ExoduslII database [57]. One aspect of this database
is that it does not allow for an increase of the number of nodes or elements once a calculation
has been started. Therefore, in order to fully implement the coupling, described in this
second case, in a simulation, a new method for managing the FE/DE model data needs to
be implemented. This was not done. Figure 7.2 shows a schematic of what the results of
implementing this coupling scheme would look like.

The first approach to coupling FEs with DEs was successfully accomplished. In this ap-
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Figure 7.2. Schematic of newly created discrete elements within the boundaries of a newly separated
finite element.

proach, the near-field area of interest, where large dis-aggregations and/or extremely large
deformations are expected, is modeled with discrete elements. The far-field boundary condi-
tions are modeled using finite elements. Often, deleterious boundary effects can negatively
affect the results of a simulation if the boundaries of the simulation are too close to the area
of interest. In many geomechanics oriented simulations, the scale of the problem can be in
the hundreds of meters. With the present computing capabilities, it is impossible to model
such large problems using discrete elements if the area of interest is in the meter range or
less. Therefore, by coupling FEs with DEs, the ability to model problems with disparate
length scales can be accomplished. For this LDRD, a one-way coupling was accomplished.
The basic idea is to model the far-field with finite elements. In the region of interest, discrete
elements are modeled. Where the far-field regions interface with the near-field, a region of
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overlap is created. Within this region of overlap, discrete elements are super-imposed onto
the overlap region of finite elements. The contact/interaction between the super-imposed
DEs and the non-super-imposed DEs remains conventional. However, the displacements of
the super-imposed DEs are fully prescribed by the nodal displacements of the finite elements
occupying the same region. The DE displacements are interpolated from the continuum
displacement field of the finite elements. The DE displacement, u, can be defined by

u(x®) = Z N@ () (@ (7.6)

where (@ is the un-deformed position of the DE, N(® are the shape functions of the finite
element and u(® are the finite element nodal displacements [3]. This results in a one-way
coupling between the FE and DE method. The interaction forces between the super-imposed
discrete elements and the discrete elements outside the region are not transferred back into
the finite element mesh. In order to implement this capability, an explicit finite element
solver needed to be added to DMC. Therefore, a very simple, crude FE solver was added.
The basis for the solver was adapted from Cook, Malkus, and Plesha[l14]. Figure 7.3 shows a
simple simulation to demonstrate the one-way coupling effects. The figures show the initial
configuration of a cantilevered beam, which has several discrete elements coupled at the end
of the beam. A point load is applied at the end of the beam causing it to deflect. As can
be seen in right figure of Figure 7.3, as the end of the beam deflects in response to the
applied load, the discrete elements accordingly also deflect. This is the expected and correct
response for a one-way DE/FE coupling.

To illustrate a potential problem in which this capability might be utilized, a quick sample
problem was created. The problem is a tunnel opening in a rock mass. The dimensions of
the problem are a rock mass measuring 200 meters by 200 meters. Within the rock mass is a
tunnel that is two meters wide by two meters high with an arched ceiling with a radius of one
meter. As can be seen in Figure 7.4, the main rock mass was modeled using finite element.
The region surrounding the tunnel was modeled using discrete elements. The thickness of the
discrete element region was 0.5 meters. The image on the far right of Figure 7.4 shows the
overlapping regions of DEs and FEs. This is the region in which the one-way DE/FE coupling
takes place. The finite element mesh employed linear elastic bi-linear quadrilateral elements.
Within the finite element mesh, there was no mechanism included for failure. For modeling
rock, this is probably not the best element to use, however the intent of the sample problem
was to demonstrate the coupling between finite elements and discrete elements. The rock
material properties were assumed to be similar to a granite with a Youngs modulus, £ =75
GPa, Poissons ratio, v = 0.29, and a unit weight of 2300 kg/m3. The DEs were modeled
with a simple tension bond. The additional material properties of the DEs are a tensile
strength of 150 MPa, a compressive strength of 175 MPa, and an internal friction angle of
35°. These values are high and indicate that a better bonding model is needed. In addition,
Macro-Particles (see section 7.5) were used to model the DE region. The strength between
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FE/DE Overlap Regionx

! |
-1.0 0.0 1.0 2.0 3.0 4.0 -1.0 0.0 1.0 2.0 3.0 4.0
X- X-

Figure 7.3. Simple cantilever beam, loaded at one end. At the end of the beam, an assemblage of
discrete elements is attached. The FE/DE overlap region is highlighted. The arrow indicates the
location of the point load. In the right figure, the arrows indicate relative magnitude and direction
of the particle displacements.

two macro-particles were reduced by 60 percent. A triangular shaped pulse load was applied
to the top of the mass at selected nodes above the location of the tunnel. A horizontal stress
of 2.0 MPa was applied to the outer boundary of the model as in situ stresses. The pulse
load was applied to the finite element mesh by imposing a velocity profile on selected nodes.
The peak load was 16 m/s occurring 0.0005 seconds after initiation, with the velocity going
to zero at time 0.003 seconds after initiation. The results of the stress wave propagating past
the tunnel can be seen in the Figure 7.5. The image on the left is pre-failure and the image
on the right is post-failure. From the post-failure image, the rock can be seen to disaggregate
and to do so in manner that has been seen in actual tests. This qualitative behavior gives
some confidence that the technique has good potential for modeling post-failure behavior in
highly dynamic regions. As was mentioned, there are a number of modeling methodologies
and material properties that could be or should be used to improve the FE model such as
a better material model, however it is important to keep in mind that the purpose of the
simulation was to demonstrate the direct transfer of loads from the FE mesh to the DEs.

The application of one-way DE/FE coupling is fairly limited. The most appropriate applica-
tion is in the situations described for the second approach where the purpose of the coupling
is tracking particles post failure. In cases that are described for the first approach, there are
significant loads from the DEs that need to be applied back into the finite element mesh.
This is because for this case, the free boundary of the problem is not the finite element
boundary but the boundary of the discrete elements. Therefore a preliminary investigation
into two-way coupling was conducted to measure the potential for continuation of this work.
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Oh

Figure 7.4. This figure shows the coupled FE mesh and DE model used in the example problem.
The image on the left shows the entire domain that was modeled. The center image shows the
region modeled by the DEs. The image on the right illustrates the FE/DE overlap region.

»3.0

Figure 7.5. These images illustrate the DE region before (image on left) and after (image on right)
the stress-wave propagates through the tunnel. The damage to the tunnel can be clearly seen in
the figure on the right with large volumes of DEs having separated.

7.3 Two-Way FE/DE Coupling

7.3.1 Overlapping FE/DE domains

The concept of two-way coupling of finite elements and discrete elements could be based on
the coupled atomistic-continuum simulation (CACS) approach using arbitrary overlapping
domains, developed by Zimmerman et al. [3]. This FE/DE coupling approach will assume
that there exists a domain, which includes both FEs and DEs, as seen in Fig. 7.6, where the
DE domain intersects the FE domain. The size of this domain will generally be assumed to
be only one element deep. Because this overlapping region is the boundary of the FEs but
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not of the problem, it is important to transmit the loads stresses and strains in the DEs to
the FEs. Adapting the CACS approach to FE/DE should provide a straightforward means
of achieving this.

1 T3 T3

.|
o
L

[] Overlapping DE and FE domains
©

Coupled DE’s. The center point must lie within
the finite element domain.

(> Free DE'’s

Figure 7.6. Schematic showing the relationship between a DE domain that overlaps a FE domain.

In the overlapping domain, the coupled equilibrium equation, in matrix form, is:

oo K {32} -{ R} -

where () is the domain that includes all of the DEs and U is the domain that includes all
of the FE nodes. Here, the symbol §(e) is an incremental value within a linearized system
of equilibrium equations for solution by iterative algorithm (such as Newton-Raphson). A
more thorough treatment of the equilibrium equation can be seen in Zimmerman et al. [3].
The cross terms of the equilibrium equation naturally deals with the coupled influence in the
overlap region. In addition, a correction term is also used to account for the double counting
of the bond potentials of the DEs in the overlapping domain as well as the bond potentials
between DEs in the overlapping domain and DEs outside of the overlapping domain. The
force on a node in the overlapping domain is defined by

FO=f5 4 (7.8)
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where,
1§ = Ry Y N© (X9) (7.9)
is the DE contribution to the nodal forces and

o 1 ON@
£ = o Re Rl [ 0% (7.10)

is the continuum contribution to the nodal forces with N® being the shape functions of the
FE evaluated at the DE locations X @, V; is the initial element volume, € is the volume
of the domain, and p; is the penalty function based on the bond density potential with a
range, 0 < p;) < 1. A domain with few DEs, few DE bonds, or bonds that are weak with
respect to the continuum, would have a pg; that is close to zero.

7.3.2 Macroparticle DE/FE coupling

Another approach to two-way DE/FE coupling is using macroparticles. A macroparticle
DEM, grown from seed microparticles, can represent arbitrary polygonal shapes in two
dimensions (cf. Figs. 7.7 and 7.8) and arbitrary polyhedral shapes in three dimensions
[53]. The interparticle constitutive relations between the microparticles that compose the
macroparticle dictate the overall constitutive response of the macroparticle. Such macropar-
ticles could be grown once the continuum bifurcation model and finite element implementa-
tion predict fragment dimensions. In essence, the macroparticle composed of microparticles
(circles in 2D, and spheres in 3D) would replace the fragments determined by the finite
element solution. These macroparticles could then further fragment into sub-macroparticles
based on their microparticle interparticle strengths. This could be one approach to a two-
way coupled DEM/FEM approach, and potentially more computationally efficient than a
two-way approach that would treat each fragment as a discrete element meshed with finite
elements, thus relying on the continuum bifurcation model to further fragment a fragment.
For the macroparticle approach, choice of seed microparticle size is important, assuming
these particle radii are fictitious, i.e. not radii of the inherent microstructural particles that
possibly constitute the material (such as sand particles of a sandstone). Also important is
treating the contact condition when macroparticles will come into contact with finite ele-
ments. Most likely, this contact will be governed by an approach similar to that described
in the previous section.
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Figure 7.7. Cluster of macroparticles composed of microparticles.

Figure 7.8. Demonstrates the two-dimensional macroparticle algorithm implemented to grow
macroparticles from seed microparticles within a 2D shape, a circle.

137



CHAPTER 7. COUPLED DEM/FEM

This page intentionally left blank.

138



Chapter 8

Conclusions

The project set out to develop a computational modeling capability that could model the
transition from continuous to discontinuous deformation in geomaterials, all within a cou-
pled, transient solid-fluid mechanical formulation and 3D finite element implementation,
with coupled Discrete Element Method (DEM)/Finite Element Method (FEM) analysis
for fragmentation. First, we will summarize briefly what was achieved. The project pro-
duced an implicit numerical integration of a simplified version of the Sandia GeoModel [22],
a bifurcation analysis of the Sandia GeoModel [49], post-bifurcation geomaterial traction-
displacement (cohesive zone) models in Chapt. 4 and implemented using Cohesive Surface
Element (CSE) in Chapt. 5 and Embedded Discontinuity Element (EDE) in Chapt. 6,
and a strategy for two-way DEM/FEM coupling and implementation of one-way coupling
in Chapt. 7. Second, we will summarize briefly what was not achieved. The project did
not implement weak discontinuities (jump in strain field), formulate and implement cou-
pled solid-fluid mechanical governing equations with weak and strong discontinuities, nor
implement a two-way coupled DEM/FEM capability. Future work is discussed in the next
Chapter to address these needs.

The project was successful, however, in outlining and putting into motion a plan to achieve
the overall objective as stated in the first sentence of this Chapter. Certain incremental
objectives were achieved in the process, giving us confidence that if the overall objective is
finally achieved, a unique computational modeling capability will result.

139



CHAPTER 8. CONCLUSIONS

This page intentionally left blank.

140



Chapter 9

Future work

Some of the original objectives were not achieved in the time frame of the project. Among
the more important ones are fully coupled, transient solid-fluid mechanical formulation and
3D finite element implementation with discontinuities, consideration of weak discontinuities
(e.g., shear bands), and two-way coupled DEM/FEM, all in three-dimensions. We generate
two lists of future work: 1) research that is ongoing and will most likely be achieved without
major additional funding, and 2) those research objectives that will require an additional
project and appropriate funding to complete.

1. Near-term research objectives: “low-hanging fruit”

(a)

(b)

Embedded discontinuity tracing algorithm: Although more challenging to
implement in 3D than in 2D, an initial idea has been formulated, and portions of
Tahoe have been identified on which such coding can be based.

Locally undrained bifurcation analysis of Sandia Geomodel: Following [6],
we will formulate the Sandia GeoModel for fully-saturated, locally undrained con-
ditions. This means volumetric deformation (elastic and inelastic) is constrained
for the constitutive model. An undrained condition implies that the loading is
fast enough and the permeability of the material low enough that outflow of pore
fluid is restrained [35]. In essence, the pore fluid does not have time to flow out
of the pore space, resulting in zero volumetric deformation as the compressibility
and dilatancy of the material depends on the ability of the pore volume to change.
A globally undrained condition means this condition is applied to the coupled,
transient solid-fluid mechanical governing equations, which currently we do not
have implemented to account for discontinuities. On the other hand, the locally
undrained condition means the volume constraint is applied at a material point at
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which the constitutive model governs, thus constraining volumetric deformation
for the constitutive model.

(c) Implement the rigid-plastic geomaterial cohesive zone model of Chapt. 5 using
Lagrange multipliers rather than a penalty parameter.

2. Longer-term research objectives:

(a) Coupled, transient solid-fluid mechanical governing equations with strong
(and/or weak) discontinuities and 3D finite element implementation:
The treatment of discontinuities within a coupled solid-fluid mechanical formu-
lation and the finite element implementation within a three-dimensional setting
is an objective that turned out to be beyond the scope of the project. It will be
proposed as a future project because the need for such a computational modeling
capability still exists.

(b) Universal bifurcation criterion: In terms of developing a universal bifurcation
criterion for rate-sensitive and insensitive constitutive models, we will investigate
the evaluation of cohesive zone yield criteria at various angles at a Gaussian in-
tegration point. For rate-sensitive materials, bifurcation to localized deformation
is not determined by loss of ellipticity as viscous effects regularize the governing
equations (cf. Fig.3.7). Perhaps an embedded cohesive zone yield criterion eval-
uated at each integration point within a finite element can provide a universal
bifurcation criterion for rate-sensitive and insensitive material models. Further
thought would need to be given for such a criterion for weak discontinuities. A
phenomenological nonlocal or physics-based generalized continuum inelasticity
model could serve this role, potentially [71, 10].

(c) Weak discontinuities and 3D finite element implementation: It turns out
that formulating and implementing hexahedral and tetrahedral finite elements
with embedded weak discontinuity leading to mesh independent simulations is a
more challenging objective than solely implementing strong discontinuities (which
the project ended up doing). The reason for this is that an element would need to
account for the weak discontinuity being completely embedded within the element
domain, partially embedded, or an element domain falling completely inside the
weak discontinuity. This objective is beyond the scope of the project, but will be
considered for a future project.

(d) Simulating defeat of HDBTs and Nuclear Waste Repository failure
scenarios: The eventual goal is to solve, in a mesh-independent manner, these
problems of interest to Sandia as described in Chapt. 1. Among solving other
geological and geotechnical engineering problems, this goal is of significant interest
to the authors and will be pursued as future projects dictate.
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