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Abstract

The peridynamic theory provides a promising theoretical framework for developing robust
numerical models capable of simulating the complex fracture processes in quasi-brittle
materials. However, there is a lack of detailed validation studies in the literature, and
significant work remains to quantify the predictive accuracy and generality of a peridynamic
model.

This thesis presents the development and validation of a three-dimensional bond-based
peridynamic framework for modelling quasi-brittle structural elements. By following a
rigorous validation process and carefully selecting validation problems that test a wide range
of fundamental behaviours, a robust examination of the model is provided, and new insights
into the capabilities of the bond-based model are gained.

This thesis begins with an examination of existing constitutive laws and a new non-linear
softening model is introduced. Predictions with the newly proposed non-linear model improve
upon existing laws. In an attempt to explain the cause of discrepancies between experimental
and numerical results, it was determined that the application of surface correction factors
increases the energy required to produce a fracture surface. This is the first time that this
effect has been described, and a correction scheme is proposed that is simple to implement
and yields improved results.

It is demonstrated that a bond-based peridynamic model can accurately capture the size
effect in quasi-brittle materials. This is the first time that a peridynamic model has been used
to examine the size effect and provides an important check on the validity of the numerical
model. The thesis ends with an examination of the predictive accuracy and generality of the
model against nine reinforced concrete beams that exhibit a wide range of failure modes. The
shear-span-to-depth ratio is systematically varied from 1 to 8 to facilitate a study of different
load-transfer mechanisms and failure modes. This is the first study to rigorously validate the
predictive capability of a peridynamic model against a series of problems.

The model is validated using published experimental data, and the predictive accuracy is
equivalent to well-established numerical methods whilst offering several benefits that justify
further research and development.
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Chapter 1

Introduction

1.1 Background

Over-design

There is a pressing need to address the over-design of reinforced concrete structures. The
utilisation of structural concrete members is often low, and structural material wastage in
the order of 50% is common [170]. There is significant scope for reducing material usage
and associated carbon emissions by combining smarter structural design with innovative
construction methods. Concrete structural elements are predominantly prismatic (cross-
sectional area is constant along the member length). The reasons are twofold: (1) prismatic
reinforced concrete members are simple and economical to construct, and (2) decades of
experimental work has provided a comprehensive understanding of their behaviour. Using
innovative construction methods, such as fabric formwork, it is possible to design and build
efficient non-prismatic concrete members that use up to 40% less concrete than prismatic
members of equivalent strength [171]. These material savings have been achieved by creating
structural members whose geometry reflects the requirements of their loading envelope. The
potential benefits of using more efficient structural forms are clear but the available analysis
tools dictate the possible designs. Accurate analysis methods are crucial to ensuring the

safety and reliability of highly efficient structural members.

Shear design

Predicting the shear capacity of reinforced concrete members is notoriously difficult and
codified design methods are generally based on empirical formulas derived from the testing
of prismatic beams. Non-prismatic members fall outside of conventional design codes and

current methods for determining their structural response and ultimate limit state (ULS)
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behaviour are inadequate. These difficulties have been highlighted in a number of papers.
Rombach et al. [193] investigated the shear design of prismatic concrete members without
shear reinforcement and compared results from existing experimental shear databases to
design codes and numerical models. The authors concluded that no consistent mechanical
model exists for the design of reinforced concrete members without shear reinforcement.
There are large discrepancies between experimental results and analytical models, indicating
that existing approaches for shear design have a large amount of uncertainty. In an earlier
paper, Rombach and Nghiep [192], investigated the shear design of variable depth beams
(haunched beams) and noted that there was only a very limited number of investigations
conducted regarding the shear capacity of variable depth beams. Orr et al. [172] further
investigated the shear behaviour of non-prismatic beams, testing nineteen beams designed
using three different approaches. The results showed that the assumptions made in some
design codes can lead to unconservative predictions of shear strength for non-prismatic
members.

Shear failure is typically a sudden brittle failure, underlying the importance of correctly
predicting the load carrying capacity and failure mechanism [84]. As our understanding of
shear behaviour in reinforced concrete has improved, it has become clear that older structures
do not always conform with modern standards. Extensions to the functional lifespan of a
structure and increased loading requirements necessitate accurate structural assessments.

It is crucial for the safety and serviceability of reinforced concrete structures that reliable
design models are available. Empirical approaches lack generality and are only applicable
to the range of problems for which they were developed. Numerical models offer higher

flexibility and can overcome the severe limitations of empirical methods.

Numerical methods

A wide range of numerical methods are available for modelling the failure behaviour of
reinforced concrete members. Computational approaches for modelling fracture can be
broadly divided into three categories: discrete crack models, smeared crack models (con-
tinuum damage mechanics), and lattice and particle models. It is difficult to determine the
leading method due to a lack of validation studies that methodically examine a range of
failure modes.

Collins et al. [54] presented a difficult benchmark problem to evaluate the blind predictive
accuracy of reinforced concrete models. Engineers were invited to predict the shear strength
of a very deep beam and 66 entries were received from academia and industry. The overall
winner of the contest used a smeared crack approach and a fracture mechanics-based cohesive

crack model, implemented in the commercial finite element code ATENA. The shear strength
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predicted by the winner was 745 kN, and the experimental value was 685 kN, a prediction
error of +9%. Cervenka et al. [225] provide further details of the winning model. Shear
strength predictions from the 66 participants were evenly distributed from 250 kN to 3773 kN,
further demonstrating the challenge of predicting shear strength. Whilst numerical models
have been applied successfully, accurately predicting the load capacity and failure mode for
complex reinforced concrete members remains an open problem. Robust numerical models,
capable of accurately capturing the structural behaviour of reinforced concrete elements of
any geometry, under any loading condition are still needed.

Peridynamics

The peridynamic theory of solid mechanics, introduced by Silling [203] in 2000, provides
a promising theoretical framework for developing robust numerical models capable of
simulating the complex failure behaviour of quasi-brittle materials and structures. There
has been a growing interest and recognition of the potential of the peridynamic theory
as it provides a powerful framework for capturing a wide range of constitutive responses,
and damage and fracture are an emergent property of the theory. Fig. 1.1 illustrates the

exponential growth in interest in peridynamics from the research community and industry.
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Fig. 1.1 Number of citations per year for the original paper of Silling [203]. The fitted curve
is an exponential function.

Peridynamic models possess a number of advantageous features for modelling the failure

of quasi-brittle materials:



4 Introduction

1. The peridynamic theory replaces the partial differential equations of the classical theory
of solid mechanics with integral equations. The governing equations do not require a
spatially continuous and differentiable displacement field and damage localisation and
fracture naturally emerge. No additional assumptions or techniques are required for

modelling damage and fracture.

2. The classical theory assumes that all forces are contact forces that act across zero
distance (local theory). The peridynamic theory is a non-local theory in which material
points interact with each other directly over finite distances. The failure of quasi-brittle
materials is characterised by the accumulation of damage over a significant volume
of material before localising into a discontinuity that generally propagates along a
complex three-dimensional path. The fracture of quasi-brittle materials is a process in

which non-locality is known to be important [17].

3. The fundamental feature of any model capable of correctly capturing the structural

size effect is the presence of some form of characteristic length (length scale) [18].

4. Non-planar three-dimensional crack paths are captured with ease. This is important

when considering complex problems such as reinforced slabs.

5. A key advantage of using a bond-based peridynamic model is the simplicity of the
constitutive model. In a standard continuum-based framework, constitutive models gen-
erally require numerous parameters that have no physical basis and must be determined

using a calibration procedure.

Significant work remains to quantify the confidence and predictive accuracy of peri-
dynamic models. Diehl et al. [69] reviewed benchmark experiments for the validation of
peridynamic models. They identified 39 publications that compare numerical predictions
from peridynamic simulations against experimental data and there were only four examples
of benchmark tests that addressed the behaviour of concrete. Furthermore, Diehl notes that
the majority of papers calibrate model parameters against a single experiment and only a
few addressed further validation. The lack of robust validation studies is a concern that is

limiting the application of peridynamic models.

1.2 Problem statement

Accurately predicting the response and load capacity of reinforced concrete structural ele-

ments remains an open challenge. Existing design practices rely on empirical formulas and
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large safety factors. This approach will not be sufficient to meet the demands of ambitious
design targets that aim to minimise material usage. Improving material efficiency through
smarter design is recognised as a key strategy for reducing carbon emissions [4].
Improving material utilisation requires accurate analysis methods to ensure the safety
and reliability of efficient structures. Progress is hindered by a lack of models that are
sufficiently general to tackle the design of novel structural forms. The peridynamic theory
provides a promising theoretical framework for developing robust numerical models capable
of simulating the complex fracture processes in quasi-brittle materials. However, there is a
lack of detailed validation studies in the literature and significant work remains to quantify

the confidence and predictive accuracy of peridynamic models.

1.3 Aims and objectives

The aim of this thesis is to develop a three-dimensional bond-based peridynamic framework
for modelling quasi-brittle structural elements and to quantify the predictive accuracy of
the model by employing a thorough validation procedure. The predictive capabilities and
generality of the bond-based peridynamic model have yet to be examined in detail. The

objectives are to:

1. Validate the developed numerical framework against experimental data and compare

results with advanced numerical methods.

2. Carefully select experimental tests that provide a robust examination of the model and

deliver new insights into the capabilities and deficiencies of the peridynamic model.

3. Quantify the predictive accuracy of existing constitutive laws. If existing laws are
found to be unsatisfactory, develop a new constitutive model that can accurately predict

the behaviour of quasi-brittle materials.

1.4 Outline of thesis

Chapter 2 reviews the relevant literature and establishes the context in which this work was
conceived. The limitations of empirical design codes and existing numerical methods are
detailed before reviewing the development of peridynamics for quasi-brittle materials and

structures.
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Chapter 3 presents the peridynamic theory. The bond-based peridynamic theory is the main
focus of the chapter and the state-based theory is briefly reviewed. A detailed examination of

the origins of non-locality is provided.

Chapter 4 describes the development of a three-dimensional bond-based peridynamic code.
The implementation details are examined and all choices are explained.

Chapter 5 examines the modelling of quasi-brittle materials using a three-dimensional bond-
based peridynamic model. Existing constitutive laws are examined and compared, and a new
non-linear softening law is introduced. Numerical results are compared with experimental
data and advanced numerical methods. In addition, it is shown that the application of surface
correction factors produces a toughening effect and a correction scheme is proposed that is

simple to implement and yields improved results.

Chapter 6 examines size effect in quasi-brittle materials. This is the first time that the

capability of a peridynamic model to capture size effect has been investigated.

Chapter 7 examines the predictive accuracy and generality of the model against nine
reinforced concrete beams that exhibit a wide range of failure modes. The shear-span-to-
depth ratio is systematically varied from 1 to 8 to facilitate a study of different load-transfer

mechanisms and failure modes.

Chapter 8 presents the main conclusions that can be drawn from this thesis and future work

is proposed to build upon the findings of this project.



Chapter 2
Literature review

This chapter establishes the context of the research. The first section provides a review of
the fundamentals of failure in quasi-brittle materials. This is followed by an examination of
reinforced concrete structures. The limitations of empirical design codes are discussed before
reviewing existing numerical methods. The deficiencies of existing numerical methods are
detailed, and the need for new approaches becomes apparent. The peridynamic theory is
then briefly introduced before reviewing the development of peridynamics for quasi-brittle
materials and structures. Clear research gaps are identified, and the chapter concludes by
examining concepts of model calibration and validation and defining the essential features of
a robust validation procedure.

2.1 Quasi-brittle materials

This chapter begins with a review of the fundamentals of failure in quasi-brittle materials.
Examples of quasi-brittle materials include concrete, rocks, ceramics, graphite, ice, bone
and wood [21]. The primary focus of this work is on concrete structures but the developed
numerical framework is applicable to any material that exhibits quasi-brittle behaviour.

Quasi-brittle structures are defined by the following: (1) failure is caused by fracture
rather than plastic yield, and (2) the fracture front is surrounded by a large fracture process
zone in which progressive distributed cracking or other damage takes place [15]. A further
definition is provided by BaZant [18]: quasi-brittle materials are those that obey on a small
scale the theory of plasticity (or strength theory), characterised by material strength or yield
limit oy, and on a large scale the theory of linear elastic fracture mechanics, characterised by
fracture energy Gy.

For a comprehensive review of fracture in quasi-brittle materials, the reader is referred to
[154, 14, 79].
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2.1.1 Load-deformation response

For a perfectly brittle material, the stress-strain curve is linear elastic and no permanent
damage occurs up until the maximum stress is reached and a fracture forms (as illustrated
in Fig. 2.1(a)). For a quasi-brittle material, the stress-strain relationship is characterised by
non-linearities that occur before the peak load is reached and strain softening behaviour in
the post-peak stage (as illustrated in Fig. 2.1(b)).
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Fig. 2.1 Stress-strain response: (a) perfectly brittle material, (b) quasi-brittle material.

The mechanical behaviour of quasi-brittle materials can be divided into three distinct
stages: (1) linear elastic behaviour, (2) development of distributed micro-cracking, and
(3) localisation of damage and formation of macroscopic cracks [179]. During the initial
stages of loading, the behaviour is linear elastic and there is no permanent damage. Upon
unloading, the material will returns to its original stress-free state. As the applied load is
increased, the stress-strain response becomes non-linear. The non-linearities are a result of
the development and growth of micro-cracks. At the peak load, distributed micro-cracks
coalesce and localise into a single dominant macro-crack. The post-peak response exhibits
strain-softening behaviour, where the stress gradually decreases as the deformation of the

specimen increases.

2.1.2 Fracture process zone

When a fracture initiates and begins to propagate, the elastic strain energy stored in the
structure is consumed by the fracture propagation. In quasi-brittle materials, energy is
dissipated in a non-linear zone of micro-cracking that forms at the fracture front (as illustrated
in Fig. 2.2). This damage zone is known as the fracture process zone (FPZ). The area of

damage can extend well ahead of the discontinuity, and in some cases the size of the damage
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zone is comparable to the structural size. There is no rigorous definition of the fracture
process zone, but Otsuka and Date [175] define the fracture process zone as the region of
the specimen inside which 95% of the total fracture energy is dissipated. This definition is
generally accepted.
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Fig. 2.2 Fracture process zone in a quasi-brittle material.

In heterogeneous materials, such as concrete, micro-cracking is a result of local stress
concentrations that occur due to the complex and disordered nature of the microstructure.
The size of the damage zone is related to the size of material inhomogeneities [18]. As the
loading is increased, the micro-cracks coalesce and form a dominant macro-crack. The strain
softening behaviour is a result of the growth and interaction of micro-cracks.

The formation and size of the fracture process zone has been studied extensively using
experimental techniques, such as: X-ray imaging, acoustic emission analysis, scanning elec-
tron microscopy, and digital image correlation [175, 99, 106, 73]. Studying the development
of the fracture process zone is difficult due to the small scale at which micro-cracking occurs
and numerical methods have been used to understand the underlying mechanics. Examples
include the work of Grassl et al. [96] and Benkemoun et al. [26].

Developing analytical models of fracture in quasi-brittle materials is difficult due to
the simultaneous growth and interaction of many micro-cracks. Zhao et al. [245] recently
introduced a micro-mechanics approach that can describe the transition from distributed
damage to localisation in quasi-brittle materials. Analytical solutions of complete stress-strain
curves were obtained for triaxial compression tests and the results are in good agreement
with experimental data. Understanding the formation and evolution of the fracture process

zone in quasi-brittle materials still remains an open problem.



10 Literature review

2.1.3 Structural size effect

Strength-of-materials theories assume that failure occurs when a maximum stress is exceeded
in a structure, and the limiting stress can be determined from small scale tests on representa-
tive material samples. Uniaxial tension, uniaxial compression and flexural tests are used to
establish the limiting stress for different loading conditions. This simplistic view does not
suffice for quasi-brittle materials [154].

Quasi-brittle materials exhibit a size effect. According to strength-of-materials theories,
the maximum stress that a material can resist is independent of size when geometrically
similar specimens are considered. Any deviation from predictions made using stress failure
criteria is known as the structural size effect. The maximum stress that a quasi-brittle material
can resist deviates significantly from predictions made using stress failure criteria, and large
specimens fail at significantly lower stresses than small specimens.

There are two primary sources of size effect in quasi-brittle materials [14]: (1) release of
stored energy (deterministic size effect), and (2) statistical variability in material properties
(statistical size effect). The release of stored energy is by far the most important factor
influencing the size effect on structural strength, and the statistical size effect is of secondary
importance. The deterministic size effect is governed by the size of the fracture process
zone (zone of energy dissipation) relative to the size of the structure. The statistical size
effect is a result of the randomness of material properties and defects. The probability that
a specimen contains a defect from which failure will initiate increases as the size of the
specimen increases.

Understanding the structural size effect is essential for safe predictions of load capacity.
The design of large scale structures relies on the properties of quasi-brittle materials measured
in small scale laboratory tests. These properties must be extrapolated to structures that are
one or two orders of magnitude larger than laboratory tests. Full scale tests are prohibitively
expensive and reliable models that can capture structural size effect are needed. Accurately
capturing the size effect is of utmost importance for the design of efficient structural forms
with small margins of safety. Existing analytical formulas for predicting size effect in
geometrically similar structures are extremely limited, and they generally employ empirical
parameters that must be determined through best-fit procedures [155]. This section has been
condensed to highlight the main features of structural size effect. A detailed review and
examination of size effect is provided in Chapter 6.
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2.1.4 Modes of fracture

In fracture mechanics, three modes of fracture are defined: normal (mode I), in-plane shear
(mode II), and out-of-plane shear (mode III), as illustrated in Fig. 2.3. Tensile fracture (mode
I) is by far the most common form of fracture observed in concrete and can in some cases
occur in its pure form. Mode II and III fracture rarely occur in their pure form and some
researchers have questioned the existence of pure mode II and III fracture [154]. Modes of
failure are often a combination of the basic fracture modes and mixed-mode I and II fracture

(a combination of tension and shear) is a common failure mode.
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Fig. 2.3 Three principle fracture modes: normal (mode I), in-plane shear (mode II), and
out-of-plane shear (mode III).

2.1.5 Fracture models

It has been well known since the early 1970s that the theory of linear elastic fracture
mechanics (LEFM) is not suitable for modelling quasi-brittle materials. The LEFM theory
has been developed under the assumption that the size of the fracture process zone is
negligible. This assumption does not hold true for the vast majority of quasi-brittle structures,
and LEFM is only valid for very large structures where the size of the fracture process zone
is negligible, such as a concrete arch or gravity dam.

In 1976, Hillerborg et al. [113] made a major advance in concrete fracture modelling
through the introduction of the cohesive crack model (illustrated in Fig. 2.4). The concept is
relatively simple. The tensile stress-strain response of concrete is characterised by softening
behaviour after the peak strength has been exceeded. This means that a crack is not immedi-
ately stress free after the tensile strength has been reached and there is a stress component
that acts perpendicular to the crack face. The value of this stress component (o) is related
to the crack width (w) and gradually decreases as the crack width increases. For a detailed
review of concrete fracture models, the reader is referred to the work of Bazant [10].
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Fig. 2.4 Schematic of the cohesive zone at the crack tip and the traction-separation law (c-w
relationship)

2.2 Reinforced concrete

The aim of this section is to provide a short overview of reinforced concrete failure modes
and to make clear the limitations of design codes that rely on empirical methods. At the end
of this section, the reader should appreciate the need for numerical models to aid the design
of new efficient structural forms.

There are two common types of failure in reinforced concrete beams: flexural failure and
shear failure (as illustrated in Fig. 2.5).
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Fig. 2.5 Beam 8 and 10 from the Stuttgart shear tests [135]. Beam 8 fails in shear, and the
failure behaviour is characterised by the formation of a diagonal shear crack. Beam 10 fails
in flexure, and the failure behaviour is characterised by the crushing failure of concrete.

2.2.1 Flexural failure

Flexural failure of a reinforced concrete beam is characterised by ductile behaviour and large

deflections. Flexural failure is desirable because it gives ample warning prior to structural
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collapse. Narrow flexural cracks develop well before the ultimate load is reached, and if
proper bond is provided, the steel and concrete will attain the same strain. As additional
loading is applied, the width and length of the flexural cracks will gradually increase, and the
area of the compression zone will decrease. This behaviour will become more pronounced
after yielding of the reinforcing steel. The area of the compression zone will continue to
decrease, and the compressive stresses will eventually reach a level where crushing failure of
the concrete occurs [129].

The flexural behaviour of reinforced concrete members is well understood and the
ultimate flexural strength (moment capacity) can be accurately predicted using analytical
methods based on simplified rectangular stress blocks. The equivalent stress block introduced
in 1937 by Whitney [229] forms the basis of modern design codes. Failure loads predicted
by analytical methods match closely with experimental results and predictions of flexural
strength with different design codes differ by no more than 10% [27]. See the work of Wu

[231] for a review of theorems for flexural design of reinforced concrete members.

2.2.2 Shear failure

Shear failure of a reinforced concrete beam is characterised by small deflections and poor
ductility. The longitudinal steel reinforcing bars do not reach the yielding strain and sudden
collapse occurs upon the rapid development of a diagonal shear crack. Shear failure is highly
undesirable, as it occurs suddenly with little to no prior warning of collapse (brittle failure).
The sudden brittle nature of shear failure underlies the importance of correctly predicting the
load carrying capacity and failure mechanism [84].

The shear behaviour of reinforced concrete members is much more complex than flexural
behaviour and predictions of shear strength rely on empirical methods that lack a robust
theoretical basis [55]. There is no consensus on the relational theory between shear capacity
and the many influencing parameters. This uncertainty is highlighted by the variability that
exists within different design codes. Bentz et al. [27] state that predictions of ultimate shear
strength can vary by a factor of more that two when using different design codes, whilst the
flexural strength predicted by the same codes does not vary by more than 10%.

Codified shear design procedures, such as Eurocode 2 (EC2) [43] and ACI 318-19 [2],
use empirical formulas that have been determined by statistical regression of experimental
data. Researchers have tested thousands of prismatic beams without web reinforcement
(shear reinforcement) over a range of variables and the results have been used to determine
empirical equations for calculating shear strength. Web reinforcement is generally ignored
so that the fundamental shear-transfer actions can be studied. A typical four-point bending
test setup is illustrated in Fig. 2.6. Four-point bending tests have the advantage of combining
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two different loading conditions, pure bending between the applied loads, and constant shear
force in the end sections [132]. For details of experimental databases, the reader is referred
to the work of Bazant et al. [25] and Hattori et al. [108].
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Fig. 2.6 Typical four-point bending test setup

Shear-transfer mechanisms

The ultimate shear capacity is governed by the combined resistance to shear force offered by
(1) arch or direct strut action, (2) the uncracked compressive zone, (3) aggregate interlock, (4)
dowel action, and (5) the residual tensile strength in the fracture process zone. The free-body
diagram shown in Fig. 2.7, illustrates the shear-transfer mechanisms in a reinforced concrete
member without web reinforcement.

The existence of the different shear-transfer actions is generally agreed upon but the
contribution of each action is still a matter of debate. The contribution of each action to
the overall shear resistance is related to parameters such as shear span, beam depth, and
reinforcement ratio. A number of recent papers have examined the contribution of the various

shear-transfer actions in members without web reinforcement [46, 47, 119, 121, 111].

Fig. 2.7 Shear transfer actions in a reinforced concrete member: compressive strut Vg,
uncracked compressive zone V., aggregate interlock V,, dowel actions V.
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Parameters that influence shear strength

There are multiple parameters that influence the shear strength of a reinforced concrete beam,
such as: shear span a,, beam depth d, concrete compressive strength f., reinforcement ratio
p, and aggregate size.

Extensive testing has shown that the mode of shear failure is primarily dependent on
the shear-span-to-depth ratio a,/d, this is sometimes referred to as the shear slenderness.
Kani [128] proved experimentally that the load transfer behaviour changes at a value of a, /d
approximately equal to 2.5. If the value of a, /d is less than 2.5, beams develop an internal
arch and shear capacity increases. For values of a, /d greater than 2.5 and less than 6, arch
action is negligible and sudden and brittle failure in diagonal tension is expected. Full flexural
capacity is obtained for values of a, /d greater than 6. The observations of Kani [128] were
supported by experimental data from Leonhardt and Walther [135]. The exact value of a, /d
at which load transfer behaviour changes is dependent on the concrete compressive strength
fe and the reinforcement ratio p. Chapter 7 provides further details on the influence of a, /d
and includes detailed descriptions of the distinct shear failure modes.

Size effect has a significant influence on shear capacity. Bazant et al. [25] provided
justification for incorporating size effect into the ACI code provisions for shear design
of reinforced concrete beams. They demonstrated that predictions of shear capacity with
different design codes did not show major differences for small beams but extrapolation
to large beams resulted in very significant disagreements. Furthermore, predictions were
unconservative and in some instances, design codes overpredicted shear strength by a factor
of 2 or more. Size effect is deemed to be of major importance for beams deeper than
approximately 1 m. Experimental data on beams of this size is limited, yet they are reasonably
common in industrial applications.

The bond-slip behaviour at the steel-concrete interface also plays an important role for
short beams (a,/d < 2.5), where arch action is dominant. Fenwick and Pauley [81] found
that arch action can only occur at the expense of slip (complete loss of bond transfer). Arch
action enhances the shear resistance of an unbonded beam beyond that of a bonded beam but
also increases deflection. Accurately determining the structural response and shear capacity

of a reinforced concrete member requires a clear understanding of the interface behaviour.

2.2.3 Limitations of empirical design codes

Extending the scope of empirical equations beyond the verified range of parameters can
result in unconservative predictions of shear strength. Non-prismatic members fall outside of

conventional design codes and current methods for determining their structural response and
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ultimate limit state (ULS) behaviour are inadequate. Rombach and Nghiep [192], investigated
the shear design of variable depth beams (haunched beams) and noted that there was only
a very limited number of investigations conducted regarding the shear capacity of beams
with variable cross-sections. Orr et al. [172] further investigated the shear behaviour of non-
prismatic RC beams, testing nineteen beams designed using three different approaches. The
results showed that the assumptions made in some design codes can lead to unconservative
predictions of shear strength for non-prismatic members.

To assess the ability of engineers to accurately estimate the structural response and shear
strength of deep beam, Collins et al. [54] tested a 4 m deep beam and invited industry
and academics to provide predictions. Based on ACI 318, the magnitude of the load at
shear failure was predicted to be 2505 kN. The actual failure load was 685 kN. The ACI
code prediction was approximately 3.7 times higher than the experimental value. EC2 also
significantly overestimated the shear capacity of the beam; the magnitude of the load at
shear failure was predicted to be 1351 kN. Traditional codified design methods can seriously
overestimate the load capacity of members that are beyond the scope of empirical equations.

As our understanding of shear behaviour in reinforced concrete has improved, it has
become clear that older structures do not always conform with modern standards. Many
existing structures have far less shear reinforcement than that required by modern codes
[111]. Extensions to the functional lifespan of a structure and increased loading requirements
necessitate accurate structural assessments. It is crucial for the safety and serviceability of
reinforced concrete structures that reliable design models are available.

The inadequacy of empirical methods has prompted the development of numerous
theoretical approaches: variable angle truss model, strut-and-tie model [148, 149], critical
shear crack theory (CSCT) [160, 161], and modified compression field theory (MCFT) [226].
The reader is referred to [121, 111, 84] for a review of state of the art shear strength models.
The Canadian CSA A23.3-14 standard [60] is based on the modified compression field
theory. The CSA code provides a conservative prediction of shear strength for the deep beam
tested by Collins et al. [54]; the predicted shear capacity is 620 kN. This is within the ‘gold
standard’ prediction range of +=10%. In general, theoretical approaches are more reliable
than empirical procedures, but the accuracy is dependent on various assumptions and there is
still no widely agreed upon mechanical model to describe shear behaviour. It is possible that
no such model will ever be discovered.

A need exists for a rational and general approach that can be applied to a wide range of
problems that fall outside the scope of codified design methods. The importance of correctly
predicting the load carrying capacity and failure mechanism of reinforced concrete structural

elements is obvious due to the sudden and potentially catastrophic nature of shear failure.
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The need for new approaches is becoming more pressing as the demand for new efficient
structural forms grows. Numerical models offer higher flexibility and can overcome the

severe limitations of empirical methods.

2.3 Numerical methods

Accurately modelling the initiation and propagation of fracture remains a long-standing prob-
lem in computational mechanics. The fundamental problem is the disagreement that arises
between a fracture (spatial discontinuity) and the governing partial differential equations of
solid mechanics that require a spatially continuous and differentiable displacement field.
Any numerical method based on the classical governing equations will require additional
methods for modelling fracture behaviour. A successful technique can capture the initiation,

direction, and velocity of a fracture and requires two essential elements:

1. The means of including fracture in the discretised continuum

2. The criterion for fracture initiation and growth (constitutive model)

Numerical modelling of fracture in quasi-brittle materials began in the late 1960s, with
the seminal papers of Ngo and Scordelis [164] and Rashid [184], in which the discrete and
smeared crack models were first introduced. A wide range of related approaches now exist for
modelling quasi-brittle materials. Approaches for modelling fracture in quasi-brittle materials
can broadly be categorised into three groups: continuous crack models, discontinuous crack
models, and lattice and particle models.

Continuous and discontinuous crack models are extensions of the finite element method.
Continuous approaches, such as the smeared crack model, modify the material properties of
damaged areas. The stress-strain relationship of a solid element is modified to account for
the degradation in stiffness that occurs when a material fractures. Discontinuous approaches,
such as the discrete crack model, model cracks directly via a displacement-discontinuity at
the interface of solid elements. A crack is assumed to form when the force normal to the
element boundaries exceeds the maximum tensile strength. Lattice element models are a class
of discrete models, in which the solid body is represented as a truss like assembly of discrete
one-dimensional solid elements. Discrete particle models are another class of discrete model
that simulate concrete at the meso-scale by modelling the interaction of adjacent coarse
aggregates.

A brief and non-exhaustive review is provided of the most common methods for modelling

fracture in quasi-brittle materials. The reader is referred to the work of Rabczuk [182] and
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Mauludin and Oucif [150] for detailed reviews. Slobbe [211] provides a detailed review of

the modelling of concrete fracture within the context of standard finite element approaches.

2.3.1 Discontinuous approaches

The discrete crack approach was first introduced in 1967 by Ngo and Scordelis [164]. The
aim of the discrete crack model is to simulate the initiation and propagation of dominant
cracks. The discrete crack approach alters the geometry of the solid continuum so that
fractures can be modelled on the continuum boundary. A fracture is formed by separating
mesh elements that previously shared a common edge. Cracking is assumed to occur when
the nodal force that is normal to the element boundaries exceeds the maximum allowable
tensile force. There is a resultant change in nodal connectivity at every stage of fracture
propagation. This constant remeshing is time consuming and computationally expensive.
A major improvement to the discrete crack approach was the introduction of automatic
remeshing [120].

The initiation and propagation of fracture requires the provision of double-nodes along
element edges (interface elements) that coincide with the fracture path. This requires
knowledge of the expected fracture path and is generally based on experimental data or
previous simulations. The need to define crack locations before analysis begins is a major
limitation. Another option is to double all nodes initially and only nodes close to the
fracture path will separate. This method is generally avoided as additional nodes increase
computational expense. The discrete crack approach suffers from a mesh bias, as the fracture
trajectory is constrained to following element boundaries.

In early work, the second essential element (the criterion for fracture initiation and
direction of growth) was based on the theory of linear elastic fracture mechanics (LEFM).
When the tensile stress normal to the element boundaries exceeded the maximum allowable
tensile force, the elements would separate, and the direction of fracture propagation was
assumed to be normal to that of the principal stress [10]. Plain concrete is not a perfectly
brittle material and LEFM was shown to be inadequate for capturing the correct stress-strain
characteristics of concrete [36].

This led to the introduction of the cohesive crack model (also known as the fictitious
crack model) by Hillerborg et al. [113]. The cohesive crack model captures the progressive
softening behaviour ahead of the crack tip in the fracture process zone (FPZ). The model
is based on the hypothesis that the three-dimensional behaviour of a finite fracture process
zone can be approximated by a unique one-dimensional decreasing function relating the
crack opening displacement w (separation of crack faces) to the crack bridging stress o at
the crack tip [18]. The relationship between the crack bridging stress and the crack opening
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displacement is often referred to as a traction-separation law. The cohesive zone model
was originally developed for simulating mode I fracture but has been extended to account
for mixed-mode fracture [102]. The simulation of mixed-mode cracks requires constant
remeshing and the use of material parameters that are difficult to determine experimentally
(mode II fracture energy).

Discontinuous approaches (such as the cohesive crack model) have a number of serious
limitations: (1) The cohesive crack model is a uniaxial model and can not capture the triaxial
stresses in the fracture process zone. The cohesive crack model is adequate for simple mode
I problems, such as a notched beam, but is not suitable for more general problems where
triaxial stress states arise. (2) Modelling a crack as an ideal straight line is not physically
consistent. In reality, energy dissipation does not occur on the crack line, and actually
occurs over a wide zone at the fracture front. (3) Extending from two to three-dimensions
is difficult. (4) Discontinuous approaches are not well suited to modelling problems with
multiple arbitrarily evolving cracks. The explicit tracking of fracture surfaces can become
unmanageable for non-planar three-dimensional fracture problems. (5) External criteria are
required to determine when and where a crack initiates, the speed of crack propagation, the
direction of crack propagation, and to determine when crack branching occurs.

Discontinuous approaches, such as the cohesive crack model, model cracks directly via
a displacement-discontinuity at the interface of solid elements. Discontinuous approaches
require constant remeshing and refinement as a crack propagates. Additional approaches
have been developed to model discontinuities in the displacement field, for example: the
strong discontinuity approach [168, 169], and the extended finite element method [156]. The
issues outlined above still exist and examples of application to complex three-dimensional
problems are limited. The reader is referred to the work of Rabczuk [182] for further details.
Due to the limitations of discontinuous approaches, adoption has been limited. Smeared

approaches, discussed next, overcome many of the aforementioned limitations.

2.3.2 Continuous approaches
Smeared crack model

The smeared crack model was first introduced in 1968 by Rashid [184] and overcame many
of the limitations of the discrete crack approach. The smeared crack approach does not alter
the geometry of the continuum, but instead alters the material properties of damaged areas.
The stress-strain relationship of an element is modified to account for the degradation in

stiffness that occurs when solid bodies fracture.



20 Literature review

A major advantage of a smeared approach over the cohesive crack model is the ability to
model triaxial stress states in the FPZ [10]. Many constitutive models that can capture the
stress-strain behaviour of concrete have been developed and applied within the framework of
a smeared crack model, and Cervenka et al. [223] provide a brief overview of these models.
The simplest model assumes that failure occurs when the maximum principal stress in an
element reaches the tensile strength of the material. For more complex triaxial stress states,
models such as that introduced by Cervenka and Papanikolaou [222] and Grassl et al. [97]
can be used. These models combine fracture and plasticity models to describe the tensile and
compressive behaviour of concrete. The direction of damage evolution can be modelled by
degrading the Young’s modulus E in the direction of the major principal stress [36].

Vorel et al. [228] recently compared four state of the art concrete constitutive models in a
standard continuum-based framework. The average number of model parameters is 25, and
many of these parameters have no credible justification. The complexity of continuum-based
constitutive models is considered to be a weakness.

The primary shortcoming of the smeared crack approach is the strong dependence on
mesh resolution and orientation. The spatial discretisation influences the numerical results:
load-deflection response and crack paths. When using a material model with strain softening,
strain localises in a band a single element wide and propagates along continuos mesh lines
[38]. As the mesh resolution is refined the volume of the damage zone will approach zero.
The energy dissipation will also tend to zero, and this results in a severe mesh dependence.

The crack band model was proposed by Bazant and Oh [12] to fix the problems of mesh
sensitivity. The crack band approach, is essentially the smeared representation of the cohesive
zone model. Mesh dependent behaviour is corrected by modifying the softening law so that
the energy dissipated in a single mesh element is equal to a given value that depends upon
the material fracture energy Gr and a material characteristic length /. [48]. The concept of a
material characteristic length is somewhat ambiguous and this will be discussed throughout
this work. Note that a crack band model prevents zero energy dissipation upon refinement, but
damage localisation still occurs in a single row of elements, even if the size of the elements
becomes infinitely small [211]. The crack band model applied within the framework of a
smeared crack model has become the standard approach for the modelling of fracture in
concrete and reinforced concrete elements [223].

The crack band model solved the issue of mesh sensitivity when strain localises in a
single band of elements and the mesh is aligned with the direction of crack propagation. But
for more general cases, where the crack direction is not aligned with the mesh, the predicted

crack paths still suffer from directional mesh bias [211]. Reliable predictions of structural
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response, load capacity, and failure mechanisms for quasi-brittle structures are hindered by
directional bias.

The crack band model does not fully resolve the fundamental difficulty of using a strain
softening constitutive model and still suffers from mesh dependency, as demonstrated by
Xenos and Grassl [232]. This is due to the loss of ellipticity in the governing partial dif-
ferential equations induced by strain localisation (discontinuous deformation gradients). A
number of models have been proposed to solve the aforementioned issues. These methods are
collectively referred to as enriched, higher-order or regularised continuum models. Regulari-
sation techniques introduce a characteristic length into the constitutive model, that enforces
a minimum width of the strain localisation band (localisation limiters). Discontinuities are
represented by smooth displacement and strain fields, and the loss of ellipticity induced by
strain localisation is prevented. Examples of regularised continuum models include: nonlocal
models [180, 124, 21], gradient-enhanced models [178, 39], viscous models [162, 212], and
phase-field models [40, 153]. The reader is referred to the work of Slobbe [211] for a detailed

review and discussion of smeared models and mesh dependence.

Reinforced concrete applications

A smeared approach is more physically realistic for reinforced problems where damage is
distributed [196]. Due to the heterogeneity of concrete and the presence of reinforcement,
damage (micro-cracking) develops over a wide area subjected to high tensile stress. As the
loading is increased, damage localises and multiple cracks form. Distinct from discontinuous
approaches, smeared approaches capture the development of damage over a wide region [37].

The crack band model is the most successful approach for modelling the non-linear
failure behaviour of reinforced concrete structures. Collins et al. [54] presented a difficult
benchmark problem to evaluate the blind predictive accuracy of reinforced concrete models.
The shear strength prediction submitted by Cervenka Consulting was deemed to be the best
of 66 participants with a simulation error of +9%. Cervenka et al. [225] provide details of
the winning crack band model. The model uses the combined fracture-plasticity constitutive
model introduced by Cervenka and Papanikolaou [222].

Cervenka et al. [225] recognised that there were significant uncertainties in their winning
numerical model and the final failure load was sensitive to the chosen model parameters. A
parameter sensitivity study found that the uncertainty of the strength prediction was between
-23% and +28%. Collins et al. [54] specified a ‘gold standard’ prediction range of +=10%. The
parameter sensitivity study of Cervenka et al. [225] displayed much higher variability due
to model and material uncertainties. Accurately predicting the shear strength of reinforced

concrete elements remains an open problem.
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2.3.3 Lattice and particle models

Discrete models are well suited for modelling the meso-structure of concrete. Lattice element
models are a class of discrete models, in which the solid body is represented as a truss
like assembly of discrete one-dimensional solid elements. Lattice based model have seen
extensive interest from researchers for the modelling of fracture in quasi-brittle materials.
Schlangen and van Mier [199] introduced a simple lattice model and modelled the concrete
meso-structure by assigning different material properties to individual beam elements. Grassl
et al. [96] demonstrated the predictive capabilities of lattice element models by accurately
modelling the fracture process zone in concrete beams of different sizes. This approach
requires a very high mesh resolution and is prohibitively computationally expensive for larger
problems. A less computationally demanding approach was proposed by BaZant et al. [23].
Each node corresponds to the centre of an aggregate particle and neighbouring particles
interact through axial interactions. This method is not capable of accurately modelling the
fracture process zone in quasi-brittle materials.

Discrete particle models are another class of discrete model that simulate concrete at
the meso-scale by modelling the interaction of adjacent coarse aggregates. Zubelewicz and
Bazant [249] introduced a two-dimensional model that represents concrete as a system of
rigid particles of various sizes that are separated by interface layers that are described by a
force-displacement relation for the normal and tangential components. Cusatis et al. [62, 61]
later introduced the improved lattice discrete particle model (LDPM). This models accounts
for the three-dimensional rotation of particles, which can cause shearing and bending at
aggregate interfaces. Elids et al. [75] and Eli4S and Vorechovsky [74] have demonstrated the
potential of this model by simulating a series of concrete beams in three-point bending, and
examining the predicted fracture process zone and the probability distribution of the load
capacity. The predicted results were in good agreement with experimental data.

The use of discrete models is mostly limited to plain concrete and there are very few
studies that examine reinforced concrete problems. Aydin et al. [6] recently simulated the
response of reinforced concrete members using a two-dimensional lattice element mode. The
numerical results were in reasonable agreement with experimental data but significant work

remains to validate this approach.

2.3.4 Summary of numerical methods

The crack band model in a smeared crack framework is by far the most popular and successful
approach for modelling the non-linear behaviour of quasi-brittle materials and structures

[223]. However, there are still numerous issues with smeared approaches, such as mesh
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dependency and the use of complex constitutive models. Plus, damage localisation occurs in
a single row of elements, even if the size of the elements becomes infinitely small. This is
not physically consistent. In addition, the practical application of numerical models to real
problems remains low due to the lack of comprehensive and robust validation studies. This
view is supported by Vorel et al. [228].

The limitations of existing methods are a result of the mathematical deficiencies of
the governing partial differential equations. Silling [203] proposed a non-local theory of
solid mechanics, known as the peridynamic theory, that is formulated in terms of integral
equations rather than partial differential equations. The governing equations do not require
a spatially continuous and differentiable displacement field and damage localisation and
fracture naturally emerge. The development of peridynamics for quasi-brittle materials is

examined in the following section.

2.4 Peridynamics

Silling [203] proposed a non-local theory of solid mechanics, known as the peridynamic
theory, that is formulated in terms of integral equations rather than partial differential
equations. The governing equations do not require a spatially continuous and differentiable
displacement field and damage localisation and fracture naturally emerge. To make a
distinction between the peridynamic theory and other non-local theories, note that most
non-local theories average some measure of strain within a neighbourhood of a material
particle. The peridynamic theory dispenses with the concept of strain, which by its definition,
requires the evaluation of partial derivatives of displacement [207].

There are two primary formulations of the peridynamic theory: bond-based [203] and
state based theory [208]. In the original bond-based theory, the Poisson’s ratio is limited
to a fixed value. Silling et al. [208] later introduced a generalised state-based theory that
overcomes the limitations of the original theory. The peridynamic theory is well established
and has been successfully applied to a wide range of material failure problems. For a
review of the peridynamic theory and its major applications, the reader is referred to the
work of Javili et al. [122]. Chapter 3 and 4 provide a detailed treatment of the peridynamic
formulation and its numerical solution.

This thesis focusses on bond-based peridynamics. It is a deliberate choice not to consider
the more complex state-based theory and there are a number of reasons that justify this choice:
(1) The simplest model should be examined first. Only if the model is found to be deficient
should the complexity be increased. (2) The developed numerical framework serves as a

good baseline from which to measure any improvements obtained from more sophisticated
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models. (3) It is reasonable to trade off small improvements in predictive accuracy for the

need to retain simplicity. (4) Bond-based models are computationally cheaper.

2.4.1 Development of peridynamics for quasi-brittle materials

This section provides a brief review of the development of peridynamics for quasi-brittle
materials. The peridynamic theory provides a promising theoretical framework for developing
robust numerical models capable of simulating the complex fracture processes in quasi-brittle
materials. However, there is a lack of detailed validation studies in the literature and
significant work remains to quantify the confidence and predictive accuracy of peridynamic
models.

Table 2.1 presents a summary of the development of peridynamics for quasi-brittle
materials. The list contained in the table is not exhaustive and there is a focus on foundational
papers and more recent developments. The following points are considered to provide
structure to the review: (1) model details - peridynamic formulation and constitutive model
used, (2) benchmark problems - tests used to evaluate model accuracy, (3) validation metrics
- how is the predictive accuracy quantified?

The reader is referred to Hattori et al. [108] for a detailed review of the development of
peridynamics for reinforced concrete structures. Hattori provides further examples of works
that use the state-based theory. Zhou and Wang [247] also provide a state-of-the-art review
on the application of peridynamics to geomaterials. There are clear gaps in the existing

literature and these are discussed in the next section.

2.4.2 Research gaps

There are relatively few papers that compare numerical results against experimental data,
and when a comparison is made, the majority of papers calibrate model parameters against
a single experiment, and only a few provide further validation. Diehl et al. [69] provided a
review of benchmark experiments for the validation of peridynamic models and noted the
same issue. The lack of robust validation studies is a concern that is limiting the application

of peridynamic models. The following research gaps have been identified:

1. The vast majority of papers rely on qualitative validation and the predictive accuracy
of the bond-based peridynamic model remains an open question. To quantify the
predictive accuracy of a model, a robust validation procedure must be employed. The
key elements of model validation are defined and discussed in section 2.5.
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2. The vast majority of papers only consider two-dimensional models. Two-dimensional
models are not adequate for complex reinforced problems, and three-dimensional
models should be employed. Using a two-dimensional model, Sau et al. [198] found
that predicted crack paths in a reinforced concrete beam were halted by reinforcing
bars, but associated experimental data showed that the cracks should propagate around
the bars.

3. A comparative study to quantify the predictive accuracy of existing constitutive laws
for modelling quasi-brittle materials is needed. From the literature review, it is evident
that there is no broadly accepted constitutive model for quasi-brittle materials. This
suggests that there is still a large degree of uncertainty surrounding the predictive

accuracy of existing constitutive laws.

4. Accurately capturing the structural size effect is essential for safe predictions of load
capacity. The capability of a peridynamic model to capture size effect in quasi-brittle
materials has not been investigated yet and remains a major question. As stated by
Bazant [19], the capability to correctly reproduce the size effect is an important check

on the validity of any computational model.

5. Correctly predicting the shear strength of a reinforced concrete element is an essential
test for any numerical model due to the sudden and catastrophic nature of shear failure.
To quantify the predictive accuracy of a peridynamic model, the model must be tested
against a systematically arranged set of element-level benchmark tests that exhibit a

wide range of failure modes.

6. The predicted results (load-deflection response, peak load and crack path) should
be independent of the mesh resolution. This is a basic test of the adequacy of any
numerical model. To the best of the authors knowledge, mesh sensitivity studies are

missing from the existing literature.

The above gaps need to be addressed before large scale industry motivated problems can

be examined using a peridynamic model.



Table 2.1 Review of the development of peridynamics for quasi-brittle materials

Author

Title

Model details

Benchmark problems

Validation metrics

Summary

Gerstle and

Peridynamic modeling

Two-dimensional

Uniaxial tension and compres-

Visual examination of the deformed

This a foundational paper and provides

Sau (2004) of concrete structures bond-based model sion test shape the first example of modelling concrete
[91] ¢ Linear constitutive * Anchor bolt pullout * No comparison with experimental and reinforced concrete. Validation is
law * Reinforcing bar splice data qualitative but the predicted fracture
behaviour demonstrated the promise of
the method.
Huang et al. An improved peridy- ¢ Two-dimensional * Plain concrete cantilever ¢ Deformed shape is compared to This paper examined quasi-static prob-
(2015) namic approach for bond-based model * Notched plain concrete can- results from standard finite element lems using a bond-based model. The
quasi-static elastic de- ¢ Linear constitutive tilever models effect of the local damping coefficient
formation and brittle law ¢ Predicted failure load of the can- on the accuracy and efficiency of
fracture analysis [118] tilever is provided elastic calculations was investigated.
¢ The predicted crack path is provided ~ This work further demonstrated the
* No comparison with experimental potential of a peridynamic model to
data predict crack initiation and propagation
in concrete structures.
Yaghoobi Meshless modeling * Two-dimensional » Fibre reinforced concrete * Visual examination of damage for Comparison with experimental data is
and Chorzepa framework for fiber non-ordinary state- plate with two opposing semi the plate test (tested in uniaxial provided and the model is validated
(2015) reinforced concrete based model circular notches tension) against a further test after calibration.
structures [235] * Exponential softening  * Notched plain and fibre rein- * Numerical load-deflection data is The chosen validation problem (beam
constitutive law forced concrete beam tested in provided for beam bending tests in three point bending) is almost
three-point bending identical to the calibration problem and
* Fibre reinforced beam tested in is not sufficiently challenging.
four-point bending
Yang et al. Investigation on mode-I ~ * Two-dimensional * Eight notched concrete beams ¢ Numerical load-CMOD data is This paper provides perhaps the best
(2018) crack propagation in bond-based model in three-point bending provided for eight problems. The example of validation available in

concrete using bond-
based peridynamics
with a new damage
model [236]

Trilinear constitutive
law

Wedge splitting test

notch length and compressive
strength are varied

Comparison with results obtained
using a cohesive zone model
Comparison of different constitutive

laws (linear, bilinear, trilinear)

the existing literature. A trilinear
constitutive law is introduced and the
model is validated against experimental
data. The predictive accuracy of
existing constitutive laws is examined.
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Author

Title

Model details

Benchmark problems

Validation metrics

Summary

Li and Guo
(2018)

Meso-fracture sim-
ulation of cracking
process in concrete in-
corporating three-phase
characteristics by peri-
dynamic method [137]

¢ Two-dimensional
bond-based model

¢ Linear constitutive
law

¢ Mesoscopic model
that considers het-
erogeneity and
randomness of mate-

rial properties

Concrete cube under uniaxial
tension and compression
Mode I and mixed-mode
fracture in a notched concrete
plate

Notched beam in three-point
bending

¢ Predicted crack paths are compared
to analytical solutions

¢ Normalised stress-strain curves and
load-CMOD results are compared
against experimental data

This paper introduced a mesoscopic
model that considers heterogeneity
and randomness of material properties.
The predicted crack paths are in good
agreement with analytical solutions.
The stress-strain curves and load-
CMOD results have been normalised
to fit the experimental data (peak load).
Normalising results is potentially
misleading.

Sau et al.
(2019)

Peridynamic modelling
of reinforced concrete
structures [198]

¢ Two-dimensional
micropolar bond-
based model

¢ Linear constitutive
law with yield
plateau

Deep reinforced concrete beam
in three-point bending
Concrete beam in four-point
bending with: (1) no rein-
forcement, (2) longitudinal
reinforcement, and (3) longitu-
dinal and shear reinforcement

¢ Results for the deep beam were
compared with the ACI code

* Predicted crack paths for the beams
in four-point bending are compared
to experimental data

This paper demonstrates the poten-
tial of a peridynamic model but the
validation is mostly qualitative. Load-
deflection data is not provided and
comparisons with experimental values
of strength are missing. Results for the
deep beam were compared with the
ACI code but due to the limitations of
empirical design codes this a relatively
poor validation metric.

Das et al.
(2019)

Simulating the fracture
of notched mortar
beams through extended
finite-element method
and peridynamics [64]

¢ Three-dimensional
bond-based model

¢ Linear constitutive
law

Notched mortar beam in three-
point bending

¢ The predicted crack path is provided
¢ The predicted failure load is com-
pared against experimental data

This paper compares results obtained
using a model based on the extended fi-
nite element method and a bond-based
peridynamic model. A single example
is provided and model parameters are
calibrated to fit the experimental data.
There are no validation cases.

Rossi Cabral
et al. (2019)

An alternative bilinear
peridynamic model to
simulate the damage
process in quasi-brittle
materials [194]

¢ Three-dimensional
bond-based model

* Bilinear constitutive
law

Sandstone uniaxial tension test

¢ Numerical load-deflection data is
provided and compared against
experimental data

¢ Predicted crack paths are provided

This paper introduces a novel bilinear
constitutive law that improves the
flexibility of the model calibration
and reduces the computational cost. A
single calibration example is provided.
There are no validation cases.

SOTWRUAPLI_] +°T

LT



Author Title Model details Benchmark problems Validation metrics Summary
Tong et al. A new bond model in * Two-dimensional * Notched beam in three-point ¢ Predicted crack paths are compared ~ This paper introduces a new expo-
(2020) peridynamic theory bond-based model bending against experimental data nential softening constitutive law and
for progressive failure * Exponential softening  * Double-edged-notched spec- ¢ Numerical load-deflection data is calibrates the proposed model against
in cohesive brittle constitutive law imen in uniaxial tension and provided and compared against experimental data. Model parameters
materials [219] compression experimental data are adjusted to improve agreement
¢ L-shaped mixed-mode fracture between numerical and experimental
test results, therefore, the predictive accu-
racy of the model cannot be quantified.
Zhao et al. A stochastic multiscale ¢ Two-dimensional ¢ Corrosion induced fracture in ¢ Predicted crack paths are compared ~ This paper presents a novel study of
(2020) peridynamic model bond-based model reinforced concrete against experimental data fracture in reinforced concrete due
for corrosion-induced * Linear constitutive to rebar corrosion. The inclusion of
fracture in reinforced law randomness in the material properties
concrete [244] ¢ Randomly distributed improves the predicted crack paths.
material properties The qualitative examination of crack
paths is the only validation metric
used.
Diana et al. Simulating fracture in ¢ Two-dimensional * Notched sandstone beams in * Predicted crack paths are compared ~ This paper examines a number of
(2020) rock using a micropolar micropolar bond- three-point bending against experimental data notched sandstone beams. Centred
peridynamic formula- based model * Centred and offset notches are ¢ Predicted failure loads and load- and offset notches are examined to
tion [67] ¢ Trilinear constitutive examined to study mode I and deflection curves are not provided study mode I and mixed-mode fracture.
law mixed-mode fracture The predicted crack paths are in good
agreement with experimental data.
No information is provided on the
predicted structural response.
Hai and Ren Computational inves- ¢ Three-dimensional ¢ Dynamic response of a rein- ¢ Predicted crack paths are compared ~ This paper examined a single chal-
(2020) tigation on damage of bond-based model forced concrete slab subjected to results obtained using a standard lenging problem. There is a lack of

reinforced concrete slab ¢
subjected to underwater
explosion [107]

Linear constitutive
law

to an underwater explosion

continuum damage model

¢ The predicted time history of
relative velocity at two points on the
slab are provided. Numerical results
are compared to results obtained
using a standard continuum damage
model.

specifics and detailed validation is not
provided. The results from the peri-
dynamic model are comparable with
those obtained using a standard model
but there is no comparison against
experimental data.
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Author Title Model details Benchmark problems Validation metrics Summary
Yu et al. A generalized bond- Three-dimensional * Plate under uniaxial tension * Predicted crack paths for double- This paper builds on the existing
(2020) based peridynamic generalised bond- * Double-edge-notched specimen edge-notched specimens are com- bond-based theory and provides a
model for quasi- based model under uniaxial tension pared against experimental data new generalised model to couple
brittle materials en- Non-linear softening * Double-edge-notched specimen ¢ Numerical force-displacement the tension, rotation, and shearing
riched with bond ten- constitutive law under tension—shear combined response is provided and compared behaviours of a peridynamic bond. A
sion—rotation—shear (energy-based failure loading against experimental data double-edge-notched specimen under
coupling effects [239] model) uniaxial tension is used to calibrate the
constitutive law and a single validation
example is provided (double-edge-
notched specimen under tension-shear
combined loading).
Xu et al. Peridynamic modeling Two-dimensional ¢ L-shaped mixed-mode fracture =~ ¢ Predicted crack paths are compared  This paper examined a challenging
(2021) of prefabricated beams micropolar bond- test against experimental data industry motivated problem (joints

post-cast with steel fiber
reinforced high-strength

concrete [234]

based model with
shear deformability
Bilinear constitutive
law

» Reinforced concrete beam in
four-point bending. The test
specimen was assembled using
two precast reinforced concrete
beams connected with a steel
fibre reinforced high-strength
concrete joint

* Numerical load-deflection data is
provided and compared against

experimental data

between precast reinforced beams)
and the results show reasonably good
agreement with experimental data. A
wider range of problems would need
to be considered to validate the model
and identify the cause of observed
discrepancies.
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2.5 Validation

Validation is the process of quantifying the predictive accuracy of a model through compar-
isons with experimental data. Validation is an ongoing process as complete validation over
the entire domain of applicability is impossible. A model can only ever be validated for a
specific set of problems. But by carefully selecting validation problems that test a wide range
of fundamental behaviours, a better understanding of the predictive capabilities of a model
can be gained.

Robust validation studies are currently missing in the peridynamic literature. The lack of
proper validation studies is an issue that is prevalent throughout the peridynamic literature and
is also observed in the wider computational mechanics literature. Diehl et al. [69] identified
only 39 publications that compare numerical predictions from peridynamic simulations
against experimental data. Diehl notes that the majority of papers calibrate model parameters
against a single experiment and only a few addressed further validation. Without proper
validation, it is not possible to quantify the predictive accuracy of a numerical model.

Calibration and validation are often conceptually misunderstood and many papers fail
to make a clear distinction between the two. Definitions of verification, calibration, and

validation are provided [218]:

Verification is the process of determining that numerical algorithms have been correctly

implemented.

Calibration is the process of adjusting numerical or physical parameters in a model to
improve agreement with experimental data. Calibration must be completed with

caution to avoid tuning a model to fit a specific experiment.

Validation is the process of determining the degree to which a model is an accurate
representation of the real world from the perspective of the intended uses of the model.
The expected outcome of the validation process is the quantified level of agreement
between experimental data and model prediction, as well as the predictive accuracy of
the model.

2.5.1 Validation hierarchy

Many industrially motivated problems will exhibit complex failure behaviour influenced by
multiple factors that might not be evident or precisely understood. Attempting to directly
validate a model on a complex and unique problem will ultimately reveal little about the
predictive accuracy. If there is any discrepancy between the experimental and numerical
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results, it will be difficult, if not impossible, to isolate the source of error. Even if the
agreement between the experimental and numerical data is good, the predictive accuracy
might be poor when tested on further problems. Models must be systematically validated
using a hierarchy of tests that examine fundamental behaviours and build confidence in the
predictive capabilities. The International Federation for Structural Concrete (fib) published a
guide to finite element modelling of reinforced concrete structures and they defined three

different levels of validation for numerical models [82]:

Level 1: Model calibration with material parameters

Level 1 of the validation hierarchy has been rigorously addressed within the existing literature
and is, therefore, not the focus of this thesis. Examples of Level 1 problems include uniaxial

compression and tension tests.

Level 2: Validation and calibration with systematically arranged element-level bench-
mark tests

This work focusses on Level 2 of the validation hierarchy. There are very few examples of
Level 2 validation in the existing peridynamic literature. To quantify the predictive accuracy
of a model, the model must be tested against a systematically arranged set of element-level
benchmark tests that encompass the range of behaviours that might be experienced. By
determining the ratio of the measured to predicted capacity of a carefully selected set of
experiments, a global safety factor can be determined and applied to the numerical results.

The importance of validation against a carefully selected set of experiments was demon-
strated by Collins et al. [56]. Researchers were invited to predict the load capacity of four
reinforced shear panels. The tests had been carefully selected so that they each exhibited
different structural behaviour. None of the contestants were able to provide accurate pre-
dictions for more than two tests, thereby illustrating the importance of the selection of a
systematically arranged set of validation experiments.

Level 2 tests should be reasonably simple with little chance for misinterpretation of the
experimental data. These tests may be referred to as fundamental or element-level tests.
Examples of Level 2 tests include: a systematic examination of geometrically similar beams
of different sizes (to examine size effect) and a systematic examination of the effect of
shear-span-to-depth ratio on shear strength.
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Level 3: Validation and calibration at a structural level

Level 3 validation requires the assessment of a model against complex and unique problems
where the exact physical behaviour is perhaps not understood, for example, a very deep beam,
such as that tested by Collins et al. [54], or non-prismatic beams, such as that tested by Orr
etal. [172].

2.5.2 Validation metrics

A validation metric is the basis for comparing the numerical results with experimental
data. Validation metrics define the level of accuracy and precision of a simulation and must
be chosen carefully. The load-deflection response is perhaps the most robust validation
metric as it captures many common metrics such as, structural stiffness, load capacity,
deformation at peak load and deformation at failure. The fracture behaviour is another
important validation metric. Accurately predicting fracture behaviour requires a model that
can capture the underlying physical mechanisms that govern crack propagation. Other more
novel comparisons are possible; for example, the size of the zone of energy dissipation

(fracture process zone) can be used as a validation metric.

2.5.3 Model validation procedure

In this section, the essential features of a robust validation procedure are defined. This work
adheres to the following principles:

1. To quantify the predictive accuracy of a model, the model must be tested against a
systematically arranged set of element-level benchmark tests that encompass the range
of behaviours that might be experienced. The importance of validating using a compre-
hensive series of test data that captures the range of critical behaviour characteristics
cannot be overemphasised [82].

2. Experimental data must be divided into two sub-sets: (1) data for calibration, and
(2) data for validation. Best practice is to use a single problem for calibration. The
calibrated model parameters are then used to evaluate a range of test cases.

3. Material parameters that have been measured experimentally must not be adjusted.
Only numerical parameters can be calibrated.

4. Performing a mesh sensitivity study is an essential part of any validation procedure.
The predictive accuracy of a model cannot be quantified if the numerical results are
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dependent on the mesh resolution. Note that mesh sensitivity studies are sometimes

designated as part of the verification process.

2.6 Summary

As the demand for efficient structural forms grows, the need for accurate and robust pre-
dictions of structural strength and behaviour becomes more pressing. Methods that rely on
empirical formulas will not suffice and no consistent mechanical model exists to describe
shear behaviour. Numerical methods offer higher flexibility and can overcome the severe
limitations of empirical methods.

Modelling the initiation and propagation of cracks is a long standing problem in com-
putational mechanics. The limitations of existing methods are a result of the mathematical
deficiencies of the governing partial differential equations. Silling [203] proposed a non-local
theory of solid mechanics, known as the peridynamic theory, that is formulated in terms of
integral equations rather than partial differential equations. The governing equations do not
require a spatially continuous and differentiable displacement field and damage localisation
and fracture naturally emerge.

The peridynamic theory provides a promising theoretical framework for developing
robust numerical models, capable of simulating the complex fracture processes in quasi-
brittle materials. Existing work on the development of peridynamics for quasi-brittle materials
has demonstrated significant potential but much work remains to quantify the predictive
accuracy and address large-scale industry motivated problems.






Chapter 3

Peridynamic theory of solid mechanics

3.1 Introduction

Peridynamics is an integral-type non-local theory of solid mechanics, first proposed in 2000
by Silling [203]. The term peridynamic comes from the Greek words peri and dyna, meaning
near and force respectively, and the name alludes to the non-local nature of the theory. The
peridynamic model defines material behaviour at a point in a continuum body as an integral
equation of the surrounding displacement. This is in contrast to the classical theory of solid
mechanics, where the material behaviour at a point is defined by partial differential equations.
The classical theory is only valid if the body under analysis has a spatially continuous and
differentiable displacement field. Spatial derivatives are not defined across discontinuities
and the classical theory breaks down when a body fractures. The peridynamic theory does not
include spatial derivatives and remains valid across discontinuities, allowing for the natural
inclusion of fracture behaviour. In the classical theory of solid mechanics, linear momentum
in a deformable solid body is conserved according to Eq. (3.1).

pi(x,t) = V-o(x,1) +b(x,1) (3.1)

Where p is density, ii is acceleration, V is the divergence operator, o is the Cauchy stress
tensor, and b is the body force. The stress tensor defines the internal forces at a point in a
solid, see Fig. 3.1. The peridynamic theory replaces the divergence of stress term with an

integral function.
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Fig. 3.1 Stress tensor in a continuous solid

The aim of peridynamics is to unify the mechanics of continuous media, continuous media
with evolving discontinuities, and discrete particles, with a single consistent set of equations.
This avoids the coupling of dissimilar mathematical systems and the basic equations allow
for the natural inclusion of discontinuities, overcoming the problems inherent with classical
continuum mechanics. The peridynamic theory is strongly non-local and material points
interact across a finite length scale. In the classical theory, points only interact if they
are separated by zero distance (all internal forces are contact forces), and the behaviour
and influence of material points within a wider neighbourhood is ignored. The origins of
non-locality and the physical justification are discussed in this chapter.

Fig. 3.2 illustrates a peridynamic continuum model. The peridynamic theory starts with
the assumption that Newton’s second law holds true for every infinitesimally small differential
volume (continuum material particle) within a solid continuum body. Particles that are
separated by a finite distance 0 in the reference undeformed configuration interact through a
pairwise bond force density function f. The pairwise bond force is described by a constitutive
model that is a function of the material properties and the initial and deformed particle
positions. In the original formulation, known as the bond-based peridynamic theory, the
pairwise force function f is assumed to be a function of the initial and deformed configuration
between a pair of particles [203]. The assumption that particle pairs respond independently
of all others places a limitation on the Poisson’s ratio. This limitation led to the development
of the state-based peridynamic theory [208]. In the state-based theory, the pairwise force
function f depends on the initial and deformed configuration between every pair of particles
within the horizon of a material point. The peridynamic theory and its variations are
introduced in this chapter.
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3.2 Bond-based peridynamic theory

This section presents the bond-based peridynamic theory. Detailed mathematical treatments
can be found in the literature [203, 207, 210]. A mechanically intuitive but less rigorous way

of obtaining the governing equations can be found in [30].

3.2.1 Peridynamic continuum model

Fig. 3.2 Peridynamic continuum and kinematics of particle pair and bond-based pairwise
force function

Assuming that a body occupies a spatial region R, for any material point x € R, a pairwise
force function f can be defined to describe the interaction between particles within a finite
distance 8 of x, at any time 7, where u represents the displacement of a material point (See
Fig. 3.2).

f=f(x,x u(x,t),u(x,t),t), X eR:||x —x||<$é (3.2)

The peridynamic equation of motion or a single material point x at a point in time ¢ is

given by Newton’s second law of motion, and is defined by Eq. (3.3).

pii(x,1) = / f(u(x, 1) —u(x,1),X —X)dVy +b(x,1) (3.3)

p 1s mass density, ii is particle acceleration, b is body force per unit volume, and Hy

is the neighbourhood of material point x. The size of the neighbourhood is defined by the
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horizon length 0. For a 3D problem, the material point neighbourhood will be a sphere, and

for a 2D problem, the neighbourhood will be circular.

Hy=Ha(x,8) = {X e R:||x —x|| < 8} (3.4)

The pairwise force function f represents the force that particle x" exerts on particle x
and contains all the constitutive information of the material under analysis. This interaction
is commonly referred to as the peridynamic bond force. Particles separated by a distance

greater than the horizon length 6 do not interact.

&l >6 — f=ful,t)—ukxz),x —x)=1£n,)=0 (3.5)

The initial relative position vector of a pair of particles is denoted by & = x’ —x, and the
relative displacement vector is denoted by 11 = u’ —u. The current relative position vector
is given by & + 1 (see Fig. 3.2). The pairwise force function f must satisfy the following
conditions. To satisfy the conservation of angular momentum, the force vector must be

parallel to the deformed bond.

f(n,8)x (n+&)=0 (3.6)

The pairwise force function must also satisfy the balance of linear momentum, which

corresponds to Newton’s third law.

f(-n.-§)=—f(n,§) (3.7)

Micro-elastic material

If the pairwise force function f can be derived from a scalar micropotential w, a material
is said to be microelastic. This is a consequence of Stokes theorem and a more detailed

explanation can be found in the original paper of Silling [203].

f(m&)=§—$(m§) (3.8)

Every bond gains energy when a body is deformed. The energy stored in a bond is
known as the micropotential w and has units of energy per unit volume squared (J/m®). For
a microelastic material, every pair of nodes is connected by a bond. Bonds are essentially
springs, and they can posses linear or non-linear characteristics. Bond force is dependent

only on the scalar distance between nodes in the deformed configuration. Micropotential
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w depends on the material properties and the deformed position of particles relative to the
initial configuration.

The concept of microelasticity is only applied to single bonds connecting interacting
nodes. This concept can be broadened to capture the behaviour of whole bodies and is
referred to as macroelasticity (J/m?). The macroelastic energy density Wy associated with a
material point x is defined by Eq. (3.9). Macroelastic energy density is also known as the
strain energy density. The strain energy of a material point x is equal to the summation of the
micropotential of all bonds connect to x. Each node owns half of the energy stored in a bond,
this leads to the factor of 1/2 in Eq. (3.9).

1
w=s [, (. &)avg (3.9)

The total macroelastic energy ® for a whole body is defined by Eq. (3.10). Alike to
the classical theory of elasticity, work done by external forces on a body R is stored in a

recoverable form.

®— / W(x)dV (3.10)
R

The micropotential w depends on the relative displacement vector 1 only through the

scalar distance between deformed particles, and a scalar valued function W exists such that,

wy,)=wn, &) VYEn y=1[E+n| (3.11)

By differentiating Eq. (3.11) with respect to 1) and combining with Eq. (3.8), a general
form of the pairwise force function f can be derived, where f is a scalar-valued function
defined by Eq. (3.13).

aw(n.E) _ In(nE) Iy

50 S5 (3.12)
a/\
POL) _ .8) = (5 +n1.8) a.13
dy &+
- 3.14
an &+ G

f(n,€>=f(|€+n|,€)é+n 3.15)
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The general form of the pairwise force function, Eq. (3.15), and the peridynamic equation
of motion, Eq. (3.3), capture the entirety of the peridynamic model for a non-linear micro-
elastic material. The magnitude of the force vector, f, is yet to be defined and this is addressed
in the following section.

3.2.2 Constitutive model

The constitutive behaviour of a material within the bond-based peridynamic framework
is expressed as a relationship between the scalar bond force f and stretch s. Bonds are
essentially springs and they can possess linear or non-linear characteristics. The basic
equations of peridynamics allow for the natural inclusion of discontinuities, overcoming
the problems inherent with classical continuum mechanics. Damage is introduced into the
constitutive model by breaking bonds when their stretch exceeds a critical value s.. Silling
and Askari [207] introduced the first peridynamic constitutive law, known as the prototype
microelastic brittle (PMB) model. This model represents the behaviour of a linear elastic
material and is depicted by Fig. 3.3. The model is defined by Eq. (3.16).

f
A

» S
S

c

Fig. 3.3 Scalar bond force f as a function of bond stretch s in the linear elastic material
model.

f(IE+n],&) =csu (3.16)

The micromodulus ¢ defines the stiffness of a pair-wise bond. ¢ is generally a constant
value and is often referred to as the bond stiffness or spring constant. It is assumed that the
scalar bond force f is dependent only on the bond stretch s, defined by Eq. (3.17). Bond
stretch s is positive when a peridynamic bond is under tension. The scalar bond force f does

not depend on bond direction; therefore, the described material model is isotropic.
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_Enl- 1]
€]

To enable the simulation of fracture, a method to capture the failure of bonds must be

(3.17)

included in the material model. Damage is introduced by allowing bonds to break when a
critical stretch value s. is exceeded and u is a history dependent scalar-valued function used
to capture the failure of bonds. ut is equal to 1 when bond stretch is below the critical stretch

value 5., and O when a bond exceeds the critical stretch.

I if s<se
U= (3.18)
0 if s>,

Once a bond has broken, it can no longer sustain any tensile force. Damage is permanent
and bond cannot be repaired. The material model is consequently history dependent. The
linear elastic material model is isotropic in its initial state, but breakage of bonds results in
an anistropic response.

The pairwise force function is defined by Eq. (3.19). This equation is obtained by
substituting Eq. (3.16) into Eq. (3.15).

f(n,§) = uéim

The next step is to determine the bond stiffness ¢ and critical bond stretch s.

(3.19)

¢ - micromodulus

Only two material parameters characterise the linear damage model, the bond stiffness ¢ and
the critical bond stretch s.. The peridynamic bond stiffness ¢ contains all material specific
information. ¢ can be correlated with material properties from the classical theory of elasticity
by equating the strain energy density of a unit volume in the peridynamic and classical theory.
Consider a large homogeneous body under isotropic expansion, illustrated in Fig. 3.4. Bond
stretch s is constant for all bonds &, and deformation 1) = s§. Defining & = |&| and n =
it follows that £ = sn. From Eq. (3.16), f = cs, therefore f = ¢1/&. Note that bond failure
is not considered and u is ignored. Using the definition of the micropotential, Eq. (3.8), the

energy stored in a bond can be determined as follows.

C C 2 CS2 2 C52
f(n,§) = (n &=+ — w—/ Nan = 2176 = 2§ = 25 (3.20)
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Fig. 3.4 A three-dimensional body subjected to isotropic expansion.

Substitute Eq. (3.20), the energy stored in a bond, into Eq. (3.9) to find the peridynamic

strain energy density. The volume of a sphere is 477> /3, therefore the node horizon volume

is Vg = 4r&3 /3 if § = £. The change in volume dVe with respect to a change in bond length

& is defined as follows.

dVe 4 oo _ 2

The peridynamic strain energy density can then be found as follows.

(3.22)

2mes?EY 0  mes?8?
4 0o 4

1 1 [6cs?E ) 1
WPD—E/HXW(n,é)dVg —5/0 74755 d&—i[

The peridynamic strain energy density is then equated to the strain energy density from

the classical theory. The peridynamic bond stiffness ¢ can then be found. The derivation of ¢

in three-dimensions is provided. The strain energy density for a 3D isotropic elastic element

subjected to equal tensile forces is given by Eq. (3.23). A detailed derivation of Eq. (3.23) is

provided by Boresi et al. [35].

[A(e1+&+&)* +2G(ef +&5 +€3)] (3.23)

| =

Weem =
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Where A is Lame’s elastic constant and G is the shear modulus.

VE E

Consider a cube subject to equal tensile forces along three orthogonal directions, with no

change in shape, only volumetric expansion. The principle strains will be equal, & = & =
&3 = &. The stretch of a bond s in a peridynamic material will be equal to &, s = &. Eq.
(3.23) can be simplified.
1 2 2 3 2
Weem = 2)»(3S) +3Gs —  Weem = 2(32, +2G)s (3.25)
Equating Eq. (3.22) and Eq. (3.25), Wpp = Weem.

cst 82 3
4 2

 12E
- mdt(2—4v)

A second expression for ¢ can be determined by considering the equivalence of strain

(BA+2G)s> — ¢

(3.26)

energy Wpp = Wecy for different states of deformation, for example, a simple shear state, as
illustrated in Fig. 3.5, or a pure shear state. Further details can be found in the following
references: [203, 146, 118]. Equating the two values of c, it can be found that the Poisson’s
ratio V is limited to 1/4 for the 3D case. Therefore, the peridynamic bond stiffness ¢ for 3D
problems is defined by Eq. (3.27).

(3.27)

undeformed

Fig. 3.5 A three-dimensional body subjected to simple shear.
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The same procedure can be used to derive the bond constant for 2D plane stress and plane
strain problems. The Poisson’s ratio v is limited to 1/3 for plane stress problems, and 1/4
for plane strain and 3D problems. The bond stiffness constant for different problem types is
defined by Eq. (3.28), where ¢ is the thickness of the domain under analysis.

( 12E D
o4
OF
¢=1{ —%3 Plane stress (3.28)
o
48E
| 57753 Plane strain

The restriction on the Poisson’s ratio has been addressed by the state-based peridynamic
theory [208]. The bond-based model has also been revised to overcome the Poisson’s ratio
restriction [94]. The Poisson’s ratio of concrete is generally between 0.1 to 0.2 and the
limitation in the bond-based theory is unlikely to play a crucial role in the modelling of the

ultimate limit state behaviour of concrete.

o - influence function

The effect of distance between nodes is not accounted for when determining the stiffness of
a bond. The stiffness constant c is identical for all bonds within the horizon of a node and
reduces to zero when the length of a bond exceeds the horizon length, see Fig 3.6. It has
been argued that this does not provide an accurate representation of the physical reality of

non-local forces [118, 51].

Fig. 3.6 Schematic of a constant influence function for a two-dimensional peridynamic model
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By introducing an influence function (&, ), a micromodulus function ¢(€, 8) can be
defined that accounts for the distance between material points. The micromodulus function
is defined by Eq. (3.29). The micromodulus function can be thought of as a weight function
(kernel function) used in other non-local models such as smoothed-particle hydrodynamics.

c(§,0) =¢(0,0)w(&,0) (3.29)

Fig. 3.7 illustrates three different micromodulus functions. The influence function and
corresponding constant ¢ for a linear elastic material in three-dimensions are presented in
Table 3.1. The presented influence functions capture a gradual decrease in stiffness as the
bond length increases, reaching zero stiffness at the horizon boundary. This provides a
more accurate representation of the physical nature of non-local forces [118]. It is shown
in Chapter 5 that the use of a non-constant micromodulus function improves the numerical

convergence of the peridynamic model. Other benefits are also discussed.

c C c
A A A

Fig. 3.7 Comparison of influence functions (scale is approximate): (a) constant influence
function; (b) triangular influence function (conical); (c) quartic influence function

Table 3.1 Influence functions @ and their corresponding constant ¢ for a three-dimensional
peridynamic material

Function type ®(&, ) c(0,98)
12E
Constant 1 —
onstan p—
L
Conical 1— é 60

&4

0
4 2
. g 72E
Quarth ( > -2 <6 + 1 W
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s. - critical stretch

The critical stretch value determines when a bond will fail. In the literature there are two
common approaches for determining the value of s.: (1) the critical stretch can be related to
material parameters from the classical fracture theory, or (2) the critical stretch value can be
determined by calibrating simulation results to test data. Silling and Askari [207] derived
the critical stretch value in terms of the material fracture energy Gr. An infinitely large
peridynamic body is completely separated into two halves and all the bonds that initially
crossed the fracture surface are considered to have broken. The energy stored in a bond
is defined by Eq. (3.20) and has units of energy per volume squared (J/m®). The energy
required to break a bond is defined by Eq. (3.30). The energy required to break all bonds
per unit fracture area in a three-dimensional peridynamic body is given by Eq. (3.31). The
peridynamic energy release rate G has units of energy per unit area (J/m?). Refer to Fig. 3.8
for an explanation of this calculation. Note that this calculation uses a spherical coordinate
system and is analogous to finding the volume of a sphere using triple integrals.

We = —— (3.30)

§ p2m 8 peosT'(z/€) CS%& 5 .
Go = /0 /O /Z /0 (T)gsmw(pdgdedz (3.31)

After evaluation of Eq. (3.31), the following definition of Gy is found.

Go— nes2 8
10

It is assumed that Gy is equal to the material fracture energy Gr. The material fracture

(3.32)

energy can be obtained experimentally or through empirical equations. The critical bond
stretch s, for a three-dimensional peridynamic body can then be defined as follows.

[10GF
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Cylinder with
| | area dA

Fig. 3.8 Schematic of the energy release rate Gy computation

¢ - damage

Introducing failure at the level of an individual bond leads to an unambiguous definition of
damage at a material point. The damage of a peridynamic material at node x is defined by Eq.
(3.34) as the ratio of broken bonds to total number of bonds attached to node x. Note that the
value of ¢ will range from O to 1, where O indicates that the material is undamaged, and 1
represent a material point that has completely disconnected from all other material points.

f?—[x nu(X7 Z g)dvé

3.34
Jr dVe (34

o(x,1)=1-—

3.2.3 Damping

All materials exhibit damping to some extent and damping should be included within the
peridynamic model. Without damping, the solution will exhibit large oscillations about the
equilibrium position. Damping can be introduced in two ways: (1) viscous damping, and
(2) local damping. For fully dynamic problems, Kilic [130] introduced non-local viscous

damping into the bond force function. The damping model introduced by Kilic is also
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known as the Kelvin-Voight model for viscoelastic materials. For quasi-static problems, an

additional damping term can be introduced into the governing motion equation, Eq. (3.35).

pii(x,1) = / f(u(x, 1) —u(x,1),x —x)dVy +b(x,1) — Cia(x,7) (3.35)

The local damping coefficient C is a positive real constant with units of kg/m?s. This
method is sometimes referred to as dynamic relaxation. Local damping can cause unphysical
effects in fully dynamic simulations. Consider a rigid body moving at constant velocity in a
vacuum. According to Eq. (3.35), the body will eventually come to a complete stop without
any external forces. The motion of a body should continue forever, unless some external
force acts upon it. For quasi-static problems, dynamic effects are negligible and a local

damping term can be used.

3.3 State-based peridynamic theory

The original bond-based peridynamic formulation is limited to modelling materials with a
Poisson’s ratio of 1/4. This is due to restrictions on the pairwise force function f that arise
from basic mechanical considerations; the forces that act between any two particles must be
of equal magnitude and act in opposite directions (the force vector must be parallel to the
deformed bond). To overcome this limitation, Silling et al. [208] extended the bond-based
theory with the introduction of force states T and deformation states F. This generalised
theory is known as state-based peridynamics. In the state-based theory, the force state is a
function of the reference and deformed state of all particles that lie within the horizons of a
particle pair, see Fig. 3.9. In the ordinary state-based theory, there are no restrictions on the
magnitude of the forces that act between particles. In the non-ordinary theory, there are no
restrictions on the magnitude or the direction of the forces. Fig. 3.10 illustrates the response
for bond-based and state-based material models.

The concept of a deformation state is used to construct correspondence models that
can recreate any constitutive model from the classical theory. Correspondence models use
the deformation state to approximate the deformation gradient tensor. The deformation
gradient tensor is then used to calculate force contributions. Correspondence models provide
a method for enhancing material models from classical theory with the inherent capability of
peridynamics to model long-range forces and fracture [206]. State-based correspondence
models have been used to successfully capture a variety of material behaviour, including

linear elasticity, plasticity and fracture [122].
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A number of papers have attempted to establish a link between the state-based peri-
dynamic theory and meshfree methods [28, 87]. Under very specific circumstances it was
shown by Ganzenmiiller et al. [87] that smoothed-particle hydrodynamics (SPH) is equivalent
to peridynamics. The authors emphasised that the mathematical foundations of peridynamics
are clear and straightforward, and SPH requires ad-hoc procedures to ensure that linear and
angular momentum are conserved and to approximate linear fields accurately.

The state-based peridynamic theory provides a general framework for modelling material
failure, however state-based models are significantly more computationally expensive than
bond-based models. This is one of several factors that has influenced the decision to only
consider the bond-based theory in this work. Further justification for this decision is provided

in section 2.4.

v Z4 \ deformed state
7

undeformed state

Fig. 3.9 State based peridynamic model
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y St
Ordinary state based Non-ordinary state based

Fig. 3.10 Schematic of bond based, ordinary, and non-ordinary material response. Adapted
from Silling et al. [208].

3.4 Constitutive laws

This chapter has provided a detailed explanation and derivation of the linear elastic damage
law proposed by Silling and Askari [207]. The linear model is suitable for modelling the
behaviour of ideal-brittle materials and has been used to accurately capture complex fracture
patterns in glass and ceramic materials [104, 105]. It is generally assumed that the behaviour
of a peridynamic bond should be consistent with the macroscopic material response. In small
and medium sized structures, concrete acts as a quasi-brittle material and exhibits strain-
softening behaviour when in tension. The linear damage model does not consider softening
behaviour, and this limits its ability to capture the true behaviour of quasi-brittle structures.
A number of constitutive laws have been proposed within the bond-based peridynamic
framework to model the behaviour of quasi-brittle materials: bilinear [93, 243, 30, 194],
trilinear [236], and decaying exponential [219] forms. Detailed studies on the predictive
accuracy of constitutive laws for quasi-brittle materials are still needed and this is addressed
in Chapter 5. A new non-linear softening law is introduced and the predictive accuracy of

the proposed law is superior to existing constitutive laws.

3.5 Non-locality

3.5.1 Origins of non-locality

Is non-locality physically realistic? This is a common question often asked of the peridynamic
theory and perhaps the most detailed treatment of this question is provided in Chapter 1

of [30]. The answer to this question depends on material properties and the geometrical
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length scale. At the atomic and molecular levels, individual atoms interact through non-
local forces. By definition, atoms are separated by a non-zero distance. At larger length
scales, it is generally assumed that local models provide good approximations. Materials can
be approximated as continuous, and all internal forces are contact forces. However, local
approximations have severe limitations, even at meso and macroscopic length scales (the
subject of this thesis). These limitations arise due to a number of factors.

Physical justification of non-locality was provided by Bazant [17], who demonstrated that
damage in a heterogeneous material is non-local using micromechanics arguments. Crack
nucleation and growth are the result of processes that occur at the microstructural level. The
development of distributed micro-cracking and release of stored energy occurs prior to the
localisation of damage and formation of macroscopic cracks [179]. This zone of damage
moves with the crack front and can extend far ahead of the discontinuity. The size and volume
of the damage zone is non-negligible and its influence must be accounted for. It is argued that
the existence and importance of the interaction of spatially distributed micro-cracks implies
non-locality. In addition, the simultaneous growth of many interacting micro-cracks in a
stable manner is only possible within a non-local framework.

BaZant [17] also demonstrated that non-locality arises from the decision to model a
material with distributed defects in terms of a smoothed displacement field. This idea has been
extended to demonstrate that non-local interactions arise as a result of the homogenisation
of heterogeneous materials, rather than through direct physical interactions across a finite
distance. Typically, the elastic response of a heterogeneous material is addressed by applying
the classical continuum equations with smoothed (homogenised) material properties. These
properties are obtained from laboratory testing on specimens much larger than any internal
length scale in the material. For example, determining the compressive strength of concrete
cylinders. This approximation is acceptable for many problems but it ignores the reality
that most materials are not perfectly uniform in composition. Using a similar procedure to
Bazant [17], Silling [205] presented a derivation of how non-locality is implied by the use
of a smoothed displacement field to model a heterogeneous microstructure. This work is
based on a simple model of the mechanics of a composite. Using more abstract reasoning,
Alali and Lipton [3] also proved that non-locality is an essential feature of homogenisation
of heterogeneous materials.

There are a number of other factors that support the argument that non-local theories
are more fundamental than local theories. Emmrich and Weckner [76] and Silling and
Lehoucq [209] have shown that as the horizon radius approaches the limit of zero interaction
distance (0 — 0), the local solution is obtained. In this sense, non-local theories are more

fundamental, and local models can be considered as a special case of non-local models.
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Non-local models ensure that upon mesh refinement, the localisation of strain, damage,
and energy dissipation does not occur in a zone of vanishingly small volume. This eliminates
problems of mesh sensitivity and incorrect convergence that occur in local models [17]. Many
existing numerical models incorporate a localisation limiter that is used to enforce a minimum
width of strain localisation and is related to a material characteristic length [125, 211]. This
is commonly known as regularisation and is necessary to prevent singularities and to ensure
correct energy dissipation when a crack forms.

Finally, local models can not capture a size effect on material strength. Correctly
reproducing size effect is an essential check on the validity of any model, and as stated
by BaZant [18], the fundamental feature of any model capable of capturing size effect
is the presence of some form of characteristic length (length scale). The characteristic
length is generally assumed to be a material property that is related to the size of material
inhomogeneities. The physical meaning of the horizon radius 6 is addressed in the following
section. For further discussion on the physical justification of non-local models, the reader is

referred to Bazant and Jirasek [21].

3.5.2 Physical meaning of the horizon

The physical meaning of the peridynamic horizon #H, remains a subject of debate. Is the
horizon a numerical constant or is it an intrinsic property of a material? Does it depend on
the size scale of the model? Silling and Askari [207] state that the value of the horizon radius
0 is dependent on the physical nature of the problem under analysis. For problems at the
nanoscale, 0 can be chosen to replicate the physical distance over which atoms interact. At
the macroscale, 6 has no physical meaning and the most appropriate value can be selected
(see section 4.2.3 for details). Rossi Cabral et al. [194] examined the physical meaning of the
horizon, and introduced a material horizon related to a characteristic length of the material,
and a numerical horizon that is chosen for convenience. For concrete the characteristic
length is determined to be approximately 2.7 times the maximum aggregate size [22]. A
clear physical interpretation of the material characteristic length is disputed and avoiding the
use of a vaguely defined parameter would be advantageous [165, 155]. This work does not
attribute any physical meaning to the horizon length.

The results presented in the following chapters demonstrate that non-locality is essential
in a physically consistent model, but at the macroscale, the horizon radius 6 is not an
intrinsic material property. This differentiates the peridynamic model from existing numerical

approaches, and the use of an ambiguous characteristic length parameter is avoided.



Chapter 4

Numerical solution method

4.1 Introduction

The governing equations of peridynamics are solved numerically. The equation of motion
is an integro-differential equation that is difficult to solve analytically. Analytical solutions
exist but they are restricted to specific cases. Many problems of interest to engineers concern
complex geometries with multiple materials and numerical techniques must be used to obtain
solutions. Silling and Askari [207] were the first to describe a numerical method for solving
dynamic problems within the peridynamic theory.

EMU, developed by Silling [204], was the first computational peridynamics code. At
a high level, a peridynamic code consists of several distinct components: a routine for
spatial integration (calculating bond forces and reducing to nodal forces), a time integration
routine, a method for applying initial and boundary conditions, a damping method for
obtaining steady-state solutions, a routine for applying surface corrections, a routine for bond
damage evaluation and tracking, and a method for reading input data and saving output data
[139]. Peridynamic models are computationally expensive due to the non-local nature of the
governing equations. Simulating large problems, on the order of hundreds of thousands to
tens of millions of particles, requires high performance computing resources. Strategies such
as parallel computing are employed to minimise the computational expense. Details of the
chosen methods are discussed in this chapter.

There are a limited number of actively developed open-source peridynamic codes. Peri-
dynamics has been implemented within the classical molecular dynamics package LAMMPS
(Large-scale Atomic/Molecular Massively Parallel Simulator). The peridynamics package in
LAMMPS is known as PD-LAMMPS [176]. This was the first open-source peridynamics
code. A more recent and capable package is the open-source code Peridigm [177]. Peridigm

is the only open-source code available that is specifically designed for peridynamic simula-
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tions. Peridigm is written in C++ and requires many dependencies. Its complexity presents a
barrier to uptake amongst many engineers and academics.

There is a need for fast open-source code that is easy to use. A three-dimensional
bond-based peridynamic code has been developed in MATLAB and C. The developed code
makes use of shared memory parallelism using OpenMP. This chapter outlines the numerical
framework and discusses implementation details. Boys et al. [41] have recently developed
a lightweight, open-source, and high performance peridynamics package in Python. The
author has contributed to the development and validation of this package. The developed
toolbox utilises OpenCL and can execute on CPUs or GPUs. It is hoped that the package of
Boys et al. [41] will become the industry standard and other researchers will contribute to its

development.

4.2 Spatial integration

In peridynamics, the governing equations are based on spatial integration. This is in contrast
to the classical theory, where the governing equations are based on spatial differentiation.
This makes the peridynamic governing equation valid all over the domain of a body, even
when spatial discontinuities are present. The discretisation of integrals plays an important
role in the accuracy of peridynamic simulations. Silling and Askari [207] proposed a simple
discretisation method for the peridynamic equation of motion, known as the meshfree method.
In the meshfree method, the body is discretised into a regular grid of nodes and every node
is assigned a corresponding cell, as illustrated in Fig. 4.1. The discretised form of the
peridynamic equation of motion, Eq. (3.3), is given by Eq. (4.1). Where u} = u(x;,t = nAt),
n signifies the nth time step, At is the time step size, and p represents any material particle in

the horizon of node i.
pii} =Y f(u) —u} x, —x;)dV,+b] (4.1)
p

Spatial integration over the horizon of a node is implemented numerically with a summa-
tion of integrals over all cells contained within the horizon boundary. A one-point quadrature
method is applied over every cell. The centre point of every cell is used as a quadrature point,
and the area (2D problems) or volume (3D problems) of a cell is used a weight. For some
nodes, a fraction of the cell volume will sit across the horizon boundary and using the whole
cell volume will lead to errors in the spatial integration. A volume correction procedure can

be implemented to improve the accuracy of the spatial integration.
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Fig. 4.1 Horizon of node x; in the discretised configuration

The meshfree approach of Silling and Askari [207] has been used in the vast majority of
existing work and is implemented in this thesis. The original meshfree method is popular
due to its simplicity and relatively low computational cost. Note that this method is termed
‘meshfree’ or ‘meshless’ because a topological mesh is not required. It is convenient to
refer to the grid of nodes that represent the computational domain as a mesh, and this
terminology will be used throughout. Other discretisation approaches for the strong form of
the peridynamic governing equation have been proposed within the literature and Seleson

[200] provides a brief review.

4.2.1 Spatial discretisation

The accuracy and efficiency of spatial integration is linked to the discretisation of the
continuum body. The spatial domain can be discretised using a regular or irregular grid of
nodes, as illustrated in Fig. 4.2. A regular discretisation is the most common choice in the
literature and offers a number of advantages: (1) simplicity of implementation, (2) easily
defined cell areas/volumes, and (3) better convergence behaviour. However, regular grids
have a number of disadvantages. Predicted crack paths show a degree of dependency on
the mesh orientation [110, 70]. A finer spatial discretisation can alleviate this behaviour but
increases computational expense. Henke and Shanbhag [110] also noted that the regularity
of a mesh influences the predicted crack paths for symmetrical problems; cracks propagate
along lines of symmetry. Accurately capturing complex geometries is also problematic and
inaccuracies are particularly pronounced for curved geometries. These disadvantages can

be mitigated by using an irregular mesh. Chen [49] quantitatively examined the effect of an
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irregular mesh on the predictive accuracy of a peridynamic model. Chen did not consider
failure as it is not strictly valid to apply failure criteria derived for a regular grid of nodes to
problems with an irregular discretisation. Hu et al. [117] introduced an energy-based bond
failure criteria appropriate for irregular meshes. Due to simplicity, all problems in this thesis
are discretised using a regular mesh. This provides a good baseline from which to measure

any improvements obtained from more sophisticated discretisation schemes.
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Fig. 4.2 Regular and irregular mesh

4.2.2 Volume correction

The meshfree approach of Silling and Askari [207] suffers from accuracy issues due to the
imprecise approximation of cell areas and volumes that intersect with horizon boundaries.
If & < 8, the weight of a quadrature point is taken to be the full area/volume of a cell. It is
clear to see from Fig. 4.3 that this will result in an overestimation of the cell area/volume for
several material points.
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Fig. 4.3 Illustration of spatial integration using the meshfree method proposed by Silling and
Askari [207]. The hashed areas highlight the computed area
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A number of methods exist for improving the computation of cell areas/volumes that
intersect with the horizon boundary. These methods are commonly known as volume correc-
tion procedures. Seleson [200] provides a detailed analysis of the various methods available
for improving the accuracy of one-point quadrature schemes in two-dimensional peridynamic
problems. This work has implemented the volume correction procedure introduced by Parks
et al. [176], referred to as the PA-PDLAMMPS algorithm. If & < § — Ax/2, the weight
is taken to be the full area/volume of a cell. If § — Ax/2 < & < §, a volume correction
factor is introduced. Fig. 4.4 provides a schematic of the volume correction procedure. The
volume correction factor v, is defined by a simple linear relationship that provides a rough

approximation of the partial area/volume. Fig. 4.5 illustrates Eq. (4.2).
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Fig. 4.4 The volume correction factor is applied to nodes that lie between 6 and § — Ax/2
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Fig. 4.5 Volume correction factor v, against distance

The volume correction procedure introduced by Parks et al. [176] has been used because
of its simplicity and compatibility with three-dimensional problems. It must be noted that
improved volume correction procedures are available. Hu et al. [116] proposed a volume
correction procedure that outperforms the PA-PDLAMMPS method [200]. Seleson [200]
proposed an improved algorithm for two-dimensional problems based on the analytical
calculation of partial areas. The extension of this analytical scheme to three-dimensional
problems would be beneficial. Jones and Williams [126] state that there exists no unique
analytical solution to the computation of the volume of intersection between spheres and
cubes. They introduced a linear approximation for computing the intersection volume
between a sphere and a cube. This approach could be utilised to improve the accuracy of
spatial integration within a three-dimensional peridynamic model. Yu [241], Yu et al. [242]
introduced an adaptive trapezoidal integration scheme with error control. Volume correction
procedures are only applicable to regular meshes and extension to irregular meshes is yet
to be explored. Yu et al. [242] states that the adaptive integration scheme could easily be
extended to an irregular mesh.

4.2.3 Horizon, grid resolution, and numerical convergence

The horizon 6 and grid resolution Ax have a significant influence on the numerical accuracy
and convergence. At the macroscale, the horizon is a numerical constant with no physical

meaning. For a given value of §, the parameters in a peridynamic model can be chosen to
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match a given set of physically measurable material properties. Therefore, an optimum value
of 0 must be chosen that provides high accuracy whilst balancing computational expense.

The accuracy and convergence behaviour of a peridynamic model is complicated by the
presence of a length scale. To determine an optimum value of 0, an additional parameter m
must be introduced. m is the ratio between the horizon radius and grid resolution (m = 8 /Ax).
Bobaru et al. [33] and Ha and Bobaru [104] define and discuss two fundamental types of
convergence: (1) m-convergence: 0 is fixed and m — 0. This can also be stated as 0 is fixed
and Ax — 0. (2) 8-convergence: m is fixed and 8 — 0. This can also be stated as m is fixed
and Ax — 0. See Fig. 4.6 for a graphical representation of the types of convergence. A
third type of convergence can be defined: dm-convergence. This is a combination of d- and
m-convergence. See Bobaru et al. [33] for details.
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Fig. 4.6 Graphical representation of the two fundamental types of convergence: m-
convergence and d-convergence.

Madenci and Oterkus [146] investigated the choice of m for macroscale problems. Six
values of m were considered m = 1,3,5,10,25,50. It was found that values of m = 1 and
m = 3 achieved the highest accuracy when compared to the classical analytical solution for
the displacement of a one-dimensional bar subjected to a defined initial strain. Values of m
much larger than 3 lead to excessive wave dispersion and become extremely computationally

expensive. When fracture behaviour is also considered, values of m less than 3 lead to grid
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dependence on crack propagation [32, 146]. Hu et al. [116] and Seleson [200] examined
the m-convergence behaviour for two-dimensional models. Higher values of m improve the
spatial integration accuracy but m ~ 3 provides an acceptable approximation. m-convergence
behaviour is examined in three-dimensions in section 5.5.2. A value of m = 7w (8 = wAx) is
generally recommended for macroscale problems and is found extensively throughout the
literature. The m-ratio is set to 7 for all problems in this thesis.

How is the mesh resolution selected? The spatial discretisation error is of the order
(’)(sz) [207]. The discretisation error can be reduced by using a finer spatial discretisation,
but this will result in an increase in computational expense, and a balance has to be found
between accuracy and efficiency. Bobaru and Hu [32] and Zhao et al. [244] note that
the size of the horizon should be defined by the smallest relevant geometrical feature.
The ratio between the horizon radius and the grid resolution is fixed, therefore, the mesh
resolution should be finer than the smallest relevant feature. For many problems, this is
not reasonably practicable due to the need for very fine meshes and high computational
expense. Mesh sensitivity (6-convergence) is examined in Chapters 5 and 7. To the best
of the authors knowledge, the effect of mesh refinement on the predicted peak load and
load-deflection response has not been examined within the literature. Numerical results
should be independent of the mesh resolution. This is a basic test of the adequacy of any
numerical model.

For further insight into the meaning and choice of the horizon, the reader is referred to
Bobaru and Hu [32] and section 2.2.7 in [30].

4.3 Explicit time integration

The peridynamic equation of motion is in a dynamic form and explicit or implicit time inte-
gration schemes can be used to determine a solution. Explicit schemes are the most popular
and widely used method in the peridynamic literature due to their easy implementation and
computational efficiency. Explicit methods use the current state of the system to compute the
future state. The response of the system is determined by advancing through a large number
of small time steps. Continuous time is discretised into a finite number of uniform time steps
t,1,13,...,t, with a time step size At. Eq. (4.1) is applied directly to determine the nodal
acceleration of every material point. The calculated nodal accelerations are then applied to
every node to advance the solution from one time step to the next.

Explicit schemes are typically used for dynamic problems where inertial effects are
important. They are robust and well suited to problems with large deformations and material

failure. A disadvantage of explicit methods is that they are conditionally stable, which limits
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the maximum allowable time step size [139]. Implicit methods are unconditionally stable,
however, they require the solution of a large system of equations comprising both the current
state of the system and a future state. This adds a significant degree of complexity and is
computationally expensive. Implicit schemes are examined in section 4.6.

There are numerous explicit time integration schemes available. Commonly used schemes
include: forward Euler method, midpoint method, Euler-Cromer and Velocity-Verlet. Chapter
3 of [95] summarises common methods for the numerical integration of the equations of
motion. This work has implemented a Euler-Cromer algorithm [59]. The Velocity-Verlet
scheme [215] was also implemented and preliminary numerical investigations indicated
that the predictive accuracy was equivalent. It is not the purpose of this work to rigorously

investigate explicit time integration schemes.

4.3.1 Euler-Cromer scheme

This section outlines the Euler-Cromer scheme used to produce all the results presented in
this thesis.

1. Calculate nodal accelerations i

The first step is to calculate nodal accelerations i}, using Eq. (4.3).
1
i = > Zf(uZ—u?,xp—Xi)de—l—b? (4.3)
p

2. Calculate nodal velocities 1'1?“

The second step is to calculate nodal velocities 1'1?+1 using Eq. (4.4).

Wt =l il Ar (4.4)

1

n+1

3. Calculate nodal displacements u;"" and update nodal positions

n+1

The third step is to calculate nodal displacements w;" " using Eq. (4.5) and update nodal

coordinates.

R .Y (4.5)

1
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4. Calculate bond forces and update nodal acceleration ii;“rl

Using the updated nodal positions, the bond forces are calculated by means of the constitutive
model. The bond force array is reduced to an array of nodal forces. The nodal acceleration at
time step n 4+ 1 can then be calculated using Eq. (4.3) and the process repeats. This procedure

is repeated thousands or even millions of times.

4.3.2 Numerical stability

Explicit time integration schemes become numerically unstable for large time steps Az. To
ensure numerical stability, small time steps are required and this can significantly increase

simulation run time. Silling and Askari [207] derived a stability condition for the time step.

2p

Aterig = 4| = —
crit Zp AVpCip

(4.6)

The critical time step is determined for every material point in the body, and the minimum
value is taken. p iterates over all the material points in the neighbourhood of point i. AV),
is the volume of the point p, and c¢;;, is the bond stiffness between the given point i and
neighbour p. The critical time step should be multiplied by a safety factor, sf < 1. The
safety factor helps to ensure numerical stability, this is especially important for non-linear
problems. Eq. (4.6) was derived for a one dimensional peridynamic body. For two and
three-dimensional bodies, Eq. (4.6) will provide a conservative estimation of the critical time
step [30].

An alternative option for calculating the critical time step is the Courant-Friedrichs-Lewy
approach [58].

Aterip = h 4.7)
c

h is a characteristic length associated with the spatial discretisation. For a regular
discretisation, / is taken as the node spacing Ax. c is the wave speed and can be calculated
using Eq. (4.8), where k is the bulk modulus.

c=4/— (4.8)

Eq. (4.7) can be interpreted as the time taken for a wave to travel between two material
points. This approach leads to a very conservative estimate of the time step for peridynamic

models. This is because the maximum stable time step is limited by the horizon 6 and not
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the grid spacing Ax [207]. The stable time step condition derived by Silling and Askari [207]
is used in this work.

4.3.3 Quasi-static analysis

The peridynamic equation of motion is in a dynamic form and addressing static / quasi-static
problems requires special considerations. For many problems, inertial effects are negligible,
and suitable solution methods must be used to efficiently find the equilibrium state. Note that
the static solution is simply the steady state of a dynamic problem with moderate damping.
There are a number of techniques for obtaining the steady state solution of a dynamic
simulation in a time efficient manner.

To obtain the static solution, the simplest method is to introduce a local damping term
into the governing motion equation, as defined by Eq. (3.35). This method is sometimes
referred to as dynamic relaxation. The local damping coefficient C is a positive real constant
with units of kg/m’s. The choice of damping coefficient will have a large effect on the
convergence speed, as illustrated in Fig. 4.7. Huang et al. [118] provide further details.
Determining the most effect damping coefficient C can be difficult in non-linear problems
and this led to the introduction of an adaptive dynamic relaxation (ADR) method for quasi-
static simulations using the peridynamic theory [131]. In ADR, the damping coefficient
is changed adaptively in every time step and this can lead to a speed up in convergence.
These methods are applicable to quasi-static load-controlled problems. To capture non-linear
behaviour, the load must be applied over a number of sub-steps and an equilibrium solution
is sought for each sub-step. For highly non-linear problems, a large number of sub-steps
might be required.
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Fig. 4.7 Influence of the local damping coefficient on the convergence speed for load-
controlled quasi-static analysis

For displacement-controlled quasi-static problems, the rate of applied loading should
be smooth to reduce dynamic effects and improve accuracy. Discontinuities in the loading
rate produce stress waves that introduce noise and errors into the solution. The applied
displacement is increased incrementally using a smoothstep function. This allows for a
faster loading rate whilst maintaining quasi-static conditions. This work uses a fifth-order
smoothstep function defined by Eq. (4.9) and illustrated in Fig. 4.8, where A; represents the
applied displacement at time ¢. The function defines a smooth loading amplitude that ramps
up from zero at the start of loading (fo = 0 s, Ag = 0 mm) to the final value (¢{,A). The first
and second derivatives of the curve are continuous and are zero at ¢y and #;. There is minimal
change in acceleration from one increment to the next. This method is based on that used by
Abaqus, a commercial non-linear finite element analysis tool. A small to moderate damping
coefficient can be used to further reduce unwanted dynamic effects.

t—10
=1

Ar=Ag+(A1—A)) Y (10— 15y+67) 7= (4.9)
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Timle —
Fig. 4.8 Applied displacement against time using a smooth amplitude curve for displacement-
controlled quasi-static analysis

To ensure that quasi-static conditions are met (i.e., dynamic effects are negligible), a
general rule is to check that the kinetic energy in the system is less than 5% of the total
internal energy. This approach is used in Abaqus for explicit analysis [1]. Rabczuk and
Ren [183] used this approach in a peridynamic framework. Rabczuk states that by ensuring
the kinetic energy is less than 1% of the total internal energy, quasi-static conditions are
guaranteed. By removing the acceleration term in the equation of motion, it is possible to
directly find a static solution. Details are provided in section 4.6.

4.4 Boundary conditions

In classical continuum mechanics, the solution of the governing differential equations must
satisfy the natural boundary conditions (applied tractions) and essential boundary conditions
(applied displacements) on the surface of the domain. This is known as a boundary value
problem. The application of boundary conditions in the peridynamic theory is different
to that in classical continuum mechanics. As shown by Silling [203], the formulation of
the governing equations of peridynamics does not lead to natural and essential boundary
conditions. Boundary conditions cannot be imposed on the boundary surface of a peridynamic
body and must be applied directly to material points. In essence, boundary conditions
must have a non-zero volume, otherwise they will integrate to zero. Madenci et al. [144]
recently introduced a weak form of peridynamics for non-local essential and natural boundary
conditions.
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4.4.1 Force boundary condition

Surface tractions, which appear naturally in the classical theory, do not appear in the govern-
ing equations of peridynamics. Instead, external forces are applied as body forces b. Surface
tractions (N/m?) must be converted to a force per unit volume (N/m?). Conversion of an
externally applied load to a body force is achieved using Eq. (4.10), where P is the applied

load, n is the number of nodes over which the load is applied, and V is the cell volume.

P(x,1)
nV (x)

b(x,1) = (4.10)

4.4.2 Displacement boundary condition

Displacement boundary conditions cannot be imposed on the boundary surface of a peridy-
namic body and must be applied directly to a material point. As noted by Mehrmashhadi
et al. [151], applying imposed displacements to a single node will result in a large surface
effect. Imposed displacements should be distributed over a number of a nodes but this can
also be problematic. Nodes subjected to the same applied displacement move together and
forces in the connecting bonds are zero. To limit these issues, Mehrmashhadi applied the

imposed displacements over a two by two node region.

Contact model

A contact model can be used to solve the issues associated with displacement boundary
conditions. In this work, loading is applied using a displacement-controlled cylindrical rigid
impactor. The contact algorithm described by Madenci and Oterkus [146] is used to model
the interaction between the rigid impactor and deformable body. The cylindrical impactor
is moved by a small displacement every time step. The displacement is defined by the
fifth-order smoothstep function given in Eq. (4.9). When the rigid impactor and deformable
body come into contact, there is initially an interpenetration of material points, as illustrated
in Fig. 4.9. Material points that lie within the surface of the impactor are moved to the
boundary. New particle positions are determined so that the displacement vector is equal to
the shortest path between the particle and contact surface. This process develops a contact
surface between the rigid penetrator and deformable body. See section 10.1.1 in [146] for the

full implementation.
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Fig. 4.9 Development of a contact surface between a rigid penetrator and deformable body.
Displacement of a particle is equal to the length of the shortest path between the particle and
penetrator surface.

4.5 Surface correction factors

The derivation of the peridynamic bond stiffness c is based on the assumption that the horizon
of a material point Hy is contained completely within the bulk of a body. This assumption
does not hold true for nodes within a distance 6 of the body edge (see Fig. 4.10). Nodes
within & of the body edge do not possess a full non-local neighbourhood. Consequently the
material properties of nodes contained within the main bulk and nodes within a distance & of

the body edge differs. This is known as the peridynamic surface effect.

- -

Fig. 4.10 Material point horizons. The horizon of Material Point A is contained completely
within the material bulk. The horizon of Material Point B and C lies across the boundary of
the peridynamic body.

Nodes that do not possess a full non-local neighbourhood have less interactions (bonds)
and this leads to a reduction in material stiffness. Material behaviour is not accurately

captured at the free surface of a peridynamic body, and displacements are larger than that
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predicted by classical methods. Surface correction factors can be used to correct stiffness
softening behaviour.

A number of surface correction schemes exist to correct stiffness softening behaviour.
Surface correction schemes can be organised into two categories: (1) methods that modify
the force between particle pairs; (2) methods that introduce fictitious nodes at the boundary.
Methods in the first category include: the volume method [30], force density method [173,
146, 145], energy method [173, 145], and force normalisation method [143]. The second
category contains the fictitious nodes method [93]. Fictitious nodes are added at the surface
of a peridynamic body, so that real surface nodes have a full non-local neighbourhood. This is
sometimes referred to as a ‘ghost domain’. This method is severely limited by the complexity
of its implementation and can only be used to address trivial problems. For a detailed review

and comparison of existing correction schemes, see the work of Le and Bobaru [133].

4.5.1 Volume correction method

This work has implemented the volume correction method, first proposed in Chapter 2 of [30].
Le and Bobaru [133] found that the volume method is one of the most effective techniques for
correcting surface effects and is relatively simple to implement. Stiffness softening behaviour
is corrected by increasing the micromodulus of bonds connected to nodes within a distance
0 of the free surface. This is done by ensuring that nodes under homogeneous deformation
have the same value of strain energy density when located near the surface or within the main
bulk.

Fig. 4.11 illustrates the bond connecting node x and x. The horizon area/volume of node
x is V(x) and the horizon area/volume of node x’ is V (x’). The horizon of both node x and x’
1s intersected by the surface boundary and both nodes will experience stiffness softening. The
bond that connects node x and x’ must be stiffened to capture the correct material behaviour.

A dimensionless stiffening factor A is defined by Eq. (4.11), where V) is the horizon
area/volume of a node within the main bulk. For 3D problems, Vy = 4783 /3; and for 2D
problems, Vy = wd2. The stiffening factor A will be greater than or equal to 1 because V;
will always be larger than or equal to V(x) and V(x’). The micromodulus ¢ of the bond
connecting node x and x’ is corrected by multiplying it with the dimensionless stiffening
factor A.

2V

V) V() (1D

Ccorrected = Ac A=
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Fig. 4.11 Schematic to illustrate the computation of surface correction factors.

It is demonstrated in section 5.5.3 that the computation of stiffness correction factors is
influenced by spatial integration errors. V(x) and V (x) can not be determined exactly and
this influences the accuracy of the calculated stiffness correction factor A. If V(x) and V (x')
are underestimated, A will be higher than expected.

Note that the critical stretch s, of a bond has been derived using the assumption that
every bond has the same value of stiffness c¢. This assumption does not hold true if a surface
correction scheme that modifies bond properties is applied. It is shown in Chapter 5 that
the application of surface correction factors produces a toughening effect. A critical stretch
correction scheme is proposed that is simple to implement and yields improved results.

4.6 Implicit time integration

Implicit methods can be used to directly solve problems where dynamic effects are negligible.
Due to the simplicity, computational efficiency, and robustness of explicit schemes, implicit
methods are rarely found in the peridynamic literature. Significant time was spent developing
an implicit solver but due to time constraints the code was not used. The code has been
verified against the explicit solver but optimisation of the code would be required to address
large scale problems with hundreds of thousands of particles. This section has been included
to provide the reader with an understanding of the advantages and disadvantages of implicit

schemes. Further to this, solution procedures are not readily available in the literature.

4.6.1 Static formulation

Often the static solution is of most interest and dynamic effects are negligible. By setting
the acceleration component of the equation of motion to zero, it is possible to directly find a
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solution by solving a system of linear equations [243]. The discretised form of the governing

equation for static problems is defined by Eq. (4.12).
0=) f(u} —u,x,—x;)dV,+b] (4.12)
p

The pairwise force function f must be linearised. By linearising the pairwise force
function, it becomes possible to study the behaviour of a non-linear function near a given
point using tools from the analysis of linear systems. Linearisation of the bond-based
peridynamic theory is discussed in [203, 248, 210]. A linearised form of Eq. (4.12) is given
by Eq. (4.13). Eq. (4.13) is first given by Macek and Silling [143] and further details are
provided in [197, 181].

ozz{cﬁgfn] 4V, + b} (.13)
p tp

4.6.2 Local and global stiffness matrix

From the linearised force function, the local stiffness matrix of a bond can be defined. The

element stiffness matrix in three-dimensions is defined by Eq. (4.14).
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(4.14)

Where &, £, and &; are the components of the bond vector between the particles i
and p, a is the volume correction factor, and (1 — d) controls the slope of the bond force-
stretch relationship. d is a softening parameter that is required for constitutive models with
softening behaviour. For a derivation of the local stiffness matrix, the reader is referred to
[197, 45, 181].

The next step is to assemble the global stiffness matrix. See the work of Sarego [197]
for a detailed description of the assembly procedure. Fig 4.12 illustrates the typical sparsity
structure of the global stiffness matrix for a peridynamic model. This example contains
3,500 nodes and approximately 160,000 bonds. The global matrix provides a description
of the coupling between nodes. The banded diagonals represent the non-local nature of the
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peridynamic theory. The diagonals are banded because nodes in the peridynamic system are
not coupled arbitrarily. The number of bands is related to the m-ratio (in this case m = 3). To
reduce the memory requirements, the sparse stiffness matrix is stored using the Compressed
Sparse Column (CSC) storage format. Assuming a regular grid and constant horizon, the
stiffness matrix will be symmetric and only the upper triangle need be stored [181].

Fig. 4.12 Sparsity structure of the global stiffness matrix [K] global

The global equilibrium equation of a bond-based peridynamic model in matrix form is
given by Eq. (4.15), where {F, } is the external force vector, [K|gopq is the global stiffness
matrix and {U} is the nodal displacement vector.

{Fext} - [K]global{U} (415)

The next step is to solve the sparse system of equations. For linear problems, the system of
equations can be solved directly u = K~ 'f. For non-linear problems, an incremental-iterative
procedure must be employed. The solution procedure is described in the next section.
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4.6.3 Solution procedure

This section outlines the solution procedure for linear and non-linear problems. The use of
implicit solvers for peridynamic models has been examined and discussed in [139, 197, 166,
181].

The aim of the solution procedure is to determine the displacement of all nodes (the
displacement vector) so that the internal and external forces are in equilibrium (f;,,; = f..;),
and the boundary conditions are satisfied. When the load-displacement relationship is linear,
the solution (displacement vector) can be found in a single step. A system of equations in
the form Ku = F can be solved directly by inverting the stiffness matrix to solve for the
unknown displacements.

Generally, the load-displacement relationship will be non-linear. The two main sources
of non-linearities are geometric non-linearity and material non-linearity. Material non-
linearities occur when the stress-strain relationship is non-linear or due to crack nucleation
and propagation. For non-linear problems, the system of equations must be solved with an
incremental-iterative solution procedure.

To obtain a numerical solution, the system must be discretised in time. In static analysis,
time is a pseudo-time that describes a sequence of events. The simulation is divided into a
series of load steps at which static equilibrium is enforced. For every given time increment
(load step), the boundary conditions are updated and the displacement vector that satisfies
the equilibrium conditions must be determined.

After the external force vector is updated, the linear system of equations is solved to
determine the nodal displacements. Iterative methods such as the biconjugate gradient
method can be used to solve the sparse system of equations. The next step is to check that
the solution satisfies the equilibrium equations. The residual force vector r (out of balance

force vector), defined by Eq. (4.16), must be equal or close to zero.

r="F, —f,;=0 (4.16)

For a non-linear solution, the system will be out of equilibrium, and an iterative procedure
must be used to determine the nodal displacements so that equilibrium is satisfied. The
convergence criteria for the non-linear solver are defined by the scalar-valued residual » and
tolerance value. The scalar-valued residual is defined as the ¢>-norm of r. The tolerance is set
to be 0.5% of the total force in the system. If the residual force is less than the tolerance, the
next load step is applied. If the residual force is greater than the tolerance, a loop employing
a Newton-Raphson convergence scheme is used until the desired tolerance is met. Once



4.6 Implicit time integration 73

the equilibrium conditions have been met, the next load step can be applied. The solution
procedure is outlined in Fig. 4.13.

When using displacement-controlled loading, the external force vector is not increased
directly. The prescribed displacements must be incorporated into the external force vector to
obtain a first prediction of nodal displacements. The implemented displacement-controlled
solver is based on that described by De Borst et al. [65]. For a detailed discussion of the
merits of load and displacement controlled Newton-Raphson schemes, the reader is referred
to the work of Rots [195].

A displacement-controlled Newton-Raphson solver will fail to converge when a strain-
softening material model is used and a path-following method must be employed [65]. Sun
et al. [213] implemented an arc-length method [189] within a peridynamic framework. The
arc-length method is applied at the onset of energy dissipation. Concrete is a strain-softening
material and a path-following method, such as the arc-length method, must be implemented
to capture the full post-peak structural response.

Accurately predicting crack paths also requires some special considerations. When an
unlimited number of bonds are allowed to fail in every iteration, the fracture pattern becomes
smeared. Ni et al. [166] found that by limiting the number of bonds broken per iteration,
predictions of the fracture behaviour are improved. Methods that limit the number of bonds
broken per iteration will become extremely computationally expensive when the limit is
small. High computational expense is a factor that is often cited against the use of implicit
solvers. Prakash and Stewart [181] found that implicit schemes are an order of magnitude
faster than explicit schemes for a simple static problem without damage. However, for a
quasi-static fracture problem, implicit methods require a large number of load steps and
iterations, and explicit schemes are significantly faster. There is still a significant amount of
work that needs to be done before implicit schemes can be used to efficiently address large
scale problems.
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Fig. 4.13 Schematic of an implicit scheme with load-control. After every time increment
(load step), an iterative solution algorithm must be used to determine the equilibrium state,
hence the solution process is known as an incremental-iterative procedure.
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4.7 Reducing computational expense

The computationally demanding nature of peridynamics is a major barrier to tackling large
scale industry-motivated problems. Peridynamic models are computationally expensive due
to the non-local nature of the governing equations. Simulating large problems of interest, on
the order of hundreds of thousands to tens of millions of particles, requires vast computational
resources. A number of strategies are available to minimise computational effort: (1) employ
a multi-scale discretisation scheme and refine the mesh in areas of interest [187, 188, 117];
(2) adaptively refine the mesh at crack tips [33, 31, 71, 100]; (3) couple peridynamic and
finite element meshes [141, 86]; (4) exploit parallel computing techniques and multi-thread
processing.

4.7.1 Parallel processing

Peridynamics lends itself well to parallel processing techniques and solvers have been
developed on distributed and shared memory architectures. The Message Passing Interface
(MPI) has been the dominant parallel programming model for developing highly scalable
codes on distributed memory platforms. MPI-based codes use spatial decomposition, in
which the physical space is decomposed into multiple subdomains, and each subdomain is
assigned to a unique compute node (each node has its own local memory). This approach is
necessary for problems with large memory requirements. A number of peridynamic solvers
have been developed that utilise MPI [204, 176, 177]. EMU, developed by Silling [204],
was the first computational peridynamics code. EMU is a parallel MPI based Fortran code
[42]. This code is not publicly available. The number of cores per compute node has rapidly
increased in recent years and shared memory approaches have been widely adopted. OpenMP
(Open Multi-Processing application programming interface) is the standard for developing
shared memory multi-threaded code. OpenMP has been used in multiple works [130, 78, 134].
Parallelisation with OpenMP is efficient and simple to implement but is constrained by the
memory of a single compute node. Hybrid applications can be developed for large scale
clusters, where MPI is used for parallelism across compute nodes and OpenMP is used
for parallelism within a multi-core compute node. Hybrid MPI/OpenMP approaches have
been employed by Dalla Barba et al. [63] and Ha [103]. HPX (High Performance ParallelX)
has recently been employed by Diehl et al. [68] to develop a scalable peridynamics code.
Exploiting the ‘massively parallel’ nature of Graphics Processing Units (GPUs) provides
opportunities for greater speedups. Mossaiby et al. [158] developed a GPU accelerated solver
using OpenCL. Boys et al. [41] made further improvements by utilising local memory on a
GPU.
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In this work, the developed code makes use of shared memory parallelism using OpenMP.
The scalability of the code has been tested on the University of Cambridge High Performance
Cluster using a single Cascade Lake Node with 56 cores. The implementation is approx-
imately 5-8 times faster than a serial implementation. The GPU implementation of Boys
et al. [41] provides a 4-7 times performance gain over the OpenMP implementation. Scaling
up to problems with tens of millions of particles requires the use of distributed memory
architectures. The largest problem considered in this thesis consists of approximately one
million particles.

4.7.2 Family member search and data structures

A key step in a peridynamic simulation is the establishment of nodal family members. A naive
implementation would calculate the distance between the current node and every node in the
body. Nodes located within the horizon radius & would be added to the family members of the
current node. This method is fine for small problems but becomes extremely computationally
expensive as the problem size increases. The time complexity of a brute force method is
O(N?) where N is the number of particles. Sophisticated data structures are used to provide
efficient neighbour searches, fast data access, and overcome memory limitations. Space
partitioning data structures, such as K-dimensional trees, provide an efficient method for
finding all neighbours within a specified cut off distance. The computational complexity
of the nearest neighbour search can be reduced from O(N?) to O(N log N) [158]. In this
work, nodal families are determined using a K-d tree search. Building the nodal families for
a problem with one million nodes takes less than 5 minutes as opposed to many hours when
using a brute force method. For most problems, the family member search is only performed
once when creating the input file. For some problems, such as dynamic impact problems, the
family member search might be repeated multiple times as the simulation progresses. See
the work of Vazic et al. [221] for a detailed examination of family search algorithms.

A neighbour list is used to efficiently store the particle families. A neighbour list is a
data structure used to store a list of particles within a specified cut off distance of each other.
Particles are stored in pairs (sometimes known as a bond list). The calculation of nodal forces
can be carried out in a single loop rather than two loops when neighbour lists are stored
as pairwise interactions [140]. Fraga Filho et al. [85] found that the storage of particles as

pairwise interactions (bonds) leads to a significant reduction in computational expense.
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4.8 Code structure

The author has developed a three-dimensional bond-based peridynamic code in MATLAB and
C. The code is structured into three modules: (1) input module, (2) core computational kernel,
(3) post-processing module. The input and output of data is controlled by a programme
written in MATLAB. The core functions are written in C and called from MATLAB for
optimal performance. The use of MATLAB as an interface makes the code more accessible to
engineers and researchers. The code makes use of shared memory parallelism using OpenMP.
The scalability of the code has been tested on a Cascade Lake Node with 56 cores.

4.8.1 Input module

The input module contains a number of tools to build an input file. The input file defines the
entire model and includes nodal coordinates, node families, connectivity information (bond
list), boundary conditions, and material properties. The input file is created and saved to disk

before being loaded into the solver. The procedure to build an input file is as follows:

* Discretise spatial domain (build material point coordinates)

¢ Build node families

Build bond list (neighbour list)

* Define boundary conditions

* Assign material properties to nodes and bonds

* Calculate partial volume correction factors (to improve spatial integration accuracy)

* Calculate surface correction factors (to correct the perdynamic surface effect)

4.8.2 Core computational kernel

This section describes the structure of the core computational kernel. A schematic of a
time step in the explicit scheme for a quasi-static displacement controlled test is provided
in Fig 4.14. This procedure has been used to generate all the results presented in this thesis.
A load-controlled procedure can also be employed. An implicit scheme is available but
has not been optimised for solving large problems. Code functionality is controlled by a

configuration file that can be edited by the user.
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Simulation parameters must be defined before run time. Parameters to be defined in-
clude: time step size, number of time steps, damping coefficient, and magnitude of applied
displacement. During run-time, the steps depicted in grey are run in parallel. The number of
threads for a parallel region needs to be defined before run time. The calculation of bond
forces, and their reduction to nodal forces is the most computationally expensive part of a
peridynamic code. For larger problems (100,000 nodes or greater), it was found that these
two steps account for 80% or more of the runtime.

Simulation data is written to a text file at a specified frequency, the default is every 50
time steps. The text file contains a summary of the input file and time histories of relevant
parameters: displacement, reaction force, total internal energy, kinetic energy. The print
function can be easily modified to write other parameters. The overhead of writing data to a
text file is relatively small. Output files are saved at a specified frequency, the default is every
1000 time steps. The output files contain nodal and bond data, including nodal displacements
and damage. The overhead of saving output files to disk is large and this must be considered

when defining the output frequency.

4.8.3 Post-processing module

The post-processing module provides a number of tools for the processing and visualisation
of results. The module reads in output files from the solver and extracts and plots particle
data. The most common use case is to visualise crack paths by plotting damage at nodal
points. The post-processing module also provides functionality for determining stress and
strain at nodal points. The peridynamic theory discards with the notion of stress and strain,
however, it is still possible to relate peridynamic variables to the classical theory of solid
mechanics. Using concepts from the state-based theory, the deformation gradient tensor at
every node can be determined [208]. From this, it is possible to determine the stress and
strain tensor at a material point. See the work of Ballarini et al. [7] and Fallah et al. [77] for

more details on the non-local stress tensor.
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Fig. 4.14 Schematic of a quasi-static explicit solver with displacement-controlled loading






Chapter 5

Modelling of quasi-brittle materials

5.1 Introduction

This chapter examines the modelling of quasi-brittle materials using a three-dimensional
bond-based peridynamic model. The aims of this chapter are as follows: (1) quantify
the predictive accuracy of existing constitutive laws; (2) introduce a non-linear softening
constitutive law; (3) validate the model against experimental data from the literature.

A detailed examination of constitutive laws is missing from the literature and this work
addresses that gap. Notched and unnotched concrete beams are modelled to investigate the
effect of different boundary types on the predictive accuracy of the peridynamic model. It
is known that non-local models can fail to accurately capture the structural response for
different boundary types [109]. Mode I and mixed-mode problems are considered to evaluate
the generality of the model. Numerical predictions are validated against experimental results
and the following validation metrics are used: load-CMOD response, ultimate load capacity,
crack path and energy dissipation behaviour. To the best of the author’s knowledge, this is
the first time that energy dissipation in quasi-brittle materials has been investigated using
a peridynamic model. The influence of mesh refinement on the load-CMOD response and
damage energy dissipation is examined for notched and unnotched cases. All problems
considered in this work are three-dimensional; the vast majority of papers in the literature
only consider two-dimensional problems [69].

By following a rigorous validation process, new insights into the predictive capabilities
of the bond-based model are gained. It is shown that the application of surface correction
factors produces a toughening effect. The energy required to produce a fracture surface at
the edge of a peridynamic body is significantly higher than the material fracture energy Gr.
Consequently, a higher applied force is required to initiate and propagate a crack. This is the

first time that this effect has been described. A correction scheme is proposed that is simple
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to implement and yields improved results. This is perhaps the most important contribution of
this chapter.

The chapter is organised as follows: Section 5.2 briefly reviews the failure of quasi-brittle
materials. Section 5.3 reviews existing constitutive laws and a new non-linear softening
model is introduced. Section 5.4 examines the predictive accuracy of different constitutive
laws. The numerical results are validated against experimental data published by Grégoire
et al. [98]. Notched and unnotched concrete beams are modelled to examine the effect of
different boundary types on the predictive accuracy of a peridynamic model. Predictions
with the newly proposed non-linear softening law improve upon existing laws. Section 5.5
presents a numerical examination of energy release rates in the discrete peridynamic model.
It is shows that the application of surface correction factors produces a toughening effect.
A correction scheme is proposed that is simple to implement and yields improved results.
Section 5.6 presents a mesh sensitivity study. Section 5.7 provides an examination of damage
energy dissipation. Section 5.8 examines the accuracy and generality of the non-linear
softening law against the mixed-mode fracture tests of Garcia-Alvarez et al. [88]. Section
5.9 provides a discussion of the results and areas of future work are identified. Section 5.10
concludes the chapter and summarises the findings. All the results presented in this chapter

were obtained using the explicit scheme outlined in Fig. 4.14.

5.2 Failure process

Fig. 5.1 illustrates the tensile stress-strain curve for concrete. Concrete is a quasi-brittle
material, sometimes referred to as a cohesive-brittle material. After the peak stress is reached,
the stress progressively decreases due to material cohesion and friction effects [179, 185].
The mechanical behaviour of quasi-brittle materials can be divided into three distinct stages:
(1) linear elastic behaviour, (2) development of distributed micro-cracking, (3) localisation
of damage and formation of macroscopic cracks [179]. The mesostructure of concrete is
characterised by the random distribution of aggregates, voids, and mortar. The heterogeneous
nature of concrete complicates efforts to accurately predict the mechanical behaviour, and
capturing the physical mechanisms that govern the behaviour of quasi-brittle materials

remains an open problem.
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Fig. 5.1 Tensile stress-strain curve for concrete: (1) linear elastic behaviour, (2) development
of distributed micro-cracking, (3) localisation of damage and formation of macroscopic
cracks.

5.3 Constitutive laws

This section presents and discusses the different constitutive laws that have been proposed
within the bond-based peridynamic framework and applied to the simulation of quasi-brittle
materials.

A key advantage of using a bond-based peridynamic model is the simplicity of the consti-
tutive law. It is generally assumed that the force-stretch (f-s) relationship of a peridynamic
bond should be consistent with the macroscopic material response, and a failure mechanism
is introduced into the model by eliminating the interaction between particle pairs when the
stretch of the connecting bond exceeds a critical value. No additional methods are required
to describe crack initiation and growth.

A number of constitutive laws have been proposed within the bond-based peridynamic
framework, including: linear [207], bilinear [93, 243, 30, 194], trilinear [236], and decaying
exponential [219] forms. A new non-linear softening model is introduced in this chapter that
1s more consistent with the tensile stress-strain behaviour of concrete. Detailed studies on the
predictive accuracy of constitutive laws for quasi-brittle materials are still needed.

It should be noted that the compressive failure of bonds is not considered in any of the
following models. The fracture behaviour of concrete at a micro and meso level is essentially

a tensile phenomenon, even whilst under compression [154]. Cornelissen et al. [57] state
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that the failure of concrete is induced by the initiation and propagation of cracks which are

governed by the tensile properties.

5.3.1 Linear
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Fig. 5.2 Linear damage model (f-s)

The linear elastic damage model, introduced by Silling and Askari [207] and illustrated in
Fig. 5.2, was proposed for capturing the behaviour of ideal-brittle materials. The linear
model has been used to accurately capture complex fracture patterns in glass and ceramic
materials [104, 105]. The linear model has also been applied to the modelling of concrete
structures and has achieved reasonable results [93, 141], but the use of linear damage models
for concrete is primarily suited to the analysis of large structures (e.g. large dams with
aggregate sizes up to 80mm). Due to the size effect law, the fracture behaviour of large
concrete structures can be considered as brittle. This assumption can be made when the size
of the fracture process zone is insignificant compared to the size of the structure [11]. Eq.

(5.1) defines the critical stretch for a three-dimensional peridynamic material.
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5.3.2 Bilinear
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Fig. 5.3 Bilinear damage model (f-s)

In small and medium sized structures, concrete acts as a quasi-brittle material and exhibits
strain-softening behaviour when in tension. The linear damage model does not consider
softening behaviour, and this limits its ability to capture the true behaviour of concrete
structures.

Gerstle et al. [93] recognised this limitation and proposed a bilinear damage model,
illustrated in Fig. 5.3. No details were provided for determining the value of the bond stretch
at the linear elastic limit sg, or the value of the bond stretch at failure s.. Zaccariotto et al.
[243] determined the parameters of the bilinear damage model with material fracture energy
Gr and experimental load-displacement curves. The energy required to start the fracture
process is defined as Gy and k, is the ratio s./so. Note that in this case, G is different to the
peridynamic energy release rate. The stretch at the linear elastic limit sq is defined by Eq.
(5.2) and k; is determined from experimental load-displacement curves or through sensitivity
studies. Examples of a concrete like material in three-point bending and a concrete four-point
shear beam test were provided. For the concrete member, &, is set at 20. All examples are
two-dimensional and further validation of the bilinear damage model is required. A clear

weakness of this method is the large degree of uncertainty in the selection of k.
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A bilinear damage model capable of reproducing fracture energy Gr and crack nucleation
strain independently is introduced in Chapter 2 of [30]. According to the original linear
damage model, bonds break when their stretch s exceeds a critical value s, that has been
calibrated to the material fracture energy Gr. This implies that s. is the crack nucleation
strain. The problem, as pointed out in [30], is that the critical stretch s. depends strongly

on the horizon 6 and cannot be specified independently of Gr. The fracture energy Gr
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and crack nucleation strain can be defined independently by adding a softening tail to the
constitutive law. The crack nucleation strain is the linear elastic limit of a bond sg, and
can be approximated by f; /E, where f; is the tensile strength, and E is the elastic modulus.
The critical stretch s, can then be defined so that the energy release rate calculation agrees
with GF (see Eq. 5.3). This model assumes that s. > 5o, which imposes a constraint on the
selection of the horizon 6 and thus restricts the mesh spacing.
5GFr _ fi
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Rossi Cabral et al. [194] recently proposed a bilinear model that introduces a material

(5.3)

horizon related to the characteristic length of the material, and a numerical horizon that is
chosen for convenience. It is claimed that the proposed model improves the flexibility of the
model calibration and reduces the computational cost. The parameters in the constitutive
model are defined independently of the horizon radius 6 (which is assumed to be a material
property) and a convenient mesh discretisation can be used. Validation is performed on
three-dimensional sandstone specimens subjected to uniaxial tension. Note that Rossi Cabral
et al. [194] assumed that the peridynamic horizon is a material parameter, but the results
presented in this thesis have revealed no evidence to support the hypothesis that the horizon
is an intrinsic material property.

To capture the degradation in bond stiffness, a new damage parameter must be introduced
into the bond force calculation. The stiffness of a damaged bond ¢, is defined by Eq. (5.4),
where d is a softening parameter given by Eq. (5.5). Note that the value of d will range from
0 to 1, where 0O indicates that the bond is still in the elastic range, and 1 represents a bond
that has failed.

cg=c(l—d) (5.4)
0 if s<s
d=12"%0 5 i s<s<s, (5.5)
S Sc— 580

1 if s>s.
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5.3.3 Trilinear
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Fig. 5.4 Trilinear damage model (f-s)

It is generally assumed that the behaviour of an individual bond should be consistent with
the macroscopic material response. The tension softening branch of the bilinear damage
model is not consistent with the true softening behaviour of concrete. The complete tensile
stress-strain curve of concrete is illustrated in Fig. 5.1.

Yang et al. [236] established a new trilinear damage model within the bond-based peridy-
namic framework, illustrated in Fig. 5.4. The authors assume that the softening behaviour of
a peridynamic bond is equivalent to the bilinear tension softening law proposed by Petersson
[179], illustrated in Fig. 5.5. The bilinear softening stress-separation law has been widely
adopted to predict the softening behaviour of quasi-brittle materials using cohesive zone
models (CZM). f; represents the tensile strength of concrete, and w represents the crack
opening width. The area below the softening curve is assumed to be the material fracture
energy Gr.
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Fig. 5.5 Bilinear tension softening constitutive law (o-w). Adapted from [10, 236].
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A generalised method for determining the parameters sg, s1, and s. was proposed and
only requires elastic modulus E, tensile strength f;, and fracture energy Gr.

Bonds begin to damage when the stretch exceeds s¢ and the initiation of micro-cracking
occurs. The linear elastic limit s is defined empirically as f;/E, and corresponds approxi-
mately to the ultimate tensile strain of concrete. This definition of s is a potential issue with
the proposed model. The value of s is a constant for any mesh discretisation and is therefore
not objective. Tong et al. [219] state that it is not physically reasonable to link the elastic
limit s to the macroscopic tensile limit f;.

The position of the kink point in the softening curve is determined with the initial fracture
energy Gy, as proposed by Bazant [10]. The initial fracture energy Gy is the area under the
initial descending slope of the softening curve, illustrated in Fig. 5.5, and controls the load

capacity of a member. Therefore, w; can be determined as follows:

_ 26y
Ji

Assuming that the gradient of the descending slope changes at B f;, the critical crack

(5.6)

wi

opening width w, can be defined as follows:

2

B
The stress at the kink point is generally considered to be between 0.15f; and f; /3 [10].

Yang et al. [236] set 3 to 1/4. The material fracture energy G and initial fracture energy

We

[Gr —(1—-B)Gy] (5.7)

G are related through Eq. (5.8). This relationship is reported in the literature [10].

Gr ~2.5G¢ (5.8)

The position of the change in gradient can be determined as follows:

Bzwifk wi =wi(1—B) (5.9)
We 3+2[3
we  2B(1—B) 10

The position of the change in gradient in Fig 5.4 is defined by Eq. (5.11).

y— se—so  3+2p
S1— 80 Zﬁ(l — ﬁ)
s1 1s defined by Eq. (5.12).

(5.11)
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Sc — 50

51 = 50+ (5.12)

The energy consumed by a bond during the softening stage is denoted by w. Eq. (5.13) is
derived by determining the energy consumed between the limits s to s..

L esof(se—s0)(1+B)
2y
By determining the critical energy release rate for a three-dimensional peridynamic body

(5.13)

and rearranging, the critical bond stretch s, is obtained.

o — 10yGF
" w8ceso(1+yB)

The softening parameter d for a trilinear model is defined by Eq. (5.15), where 1 = s1/s0.

+s9  so=f/E (5.14)

0 if s<sg
_ 1—
l—u-s—o—l——ﬁ if 5o <s<s
d= n-b s n-l (5.15)
0 Sc—S .
1-B8-— if 51 <s<s,
S Se— S
1 if s>,

Yang et al. [236] validated the trilinear model against experimental data published in
the literature. Plain concrete members in three-point bending were simulated using a two-
dimensional numerical model. Concrete members with different strengths, dimensions,
and notch-depth ratios were examined. Comparisons with a linear and bilinear damage
model were provided. Predictions with the trilinear model show close agreement with
experimental load-CMOD data. The bilinear model overestimates the peak load but the
softening behaviour is similar to that observed experimentally. The linear damage model
significantly overestimates the failure load of concrete members. This behaviour is observed
in quasi-brittle materials (such as concrete), because fracture energy is predominantly the
integral of the work consumed by the bond during the softening stage. This is effectively the
opposite of an ideal-brittle material (such as glass), where all the fracture energy is consumed
during the elastic stage.

The trilinear model has also been used by Diana et al. [67] within an implicit micropolar
peridynamic framework. Numerical results were compared against experimental fracture
data but load-deflection data was not provided. Work remains to validate the predictive

accuracy of the trilinear constitutive model.
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5.3.4 Non-linear

—
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Fig. 5.6 Non-linear damage model (f-s). The force-stretch relationship is described by an
exponentially decaying model with a linear term that forces the curve to intersect with the
horizontal axis at s,.

In 1976, Hillerborg et al. [113] made a major advance in the modelling of concrete fracture
through the introduction of a cohesive crack model. Hillerborg defined the softening curve as
a decaying exponential with a horizontal asymptote below the crack width w axis. For sim-
plicity, the bilinear form was later introduced by Petersson [179] and has been widely adopted.
Implementing a non-linear softening law within a bond-based peridynamic framework is
relatively simple and might improve predictions of failure behaviour.

Tong et al. [219] recently introduced an exponentially decaying law for modelling quasi-
brittle materials within a bond-based framework. Tong et al. [220] expanded this work to a
state-based framework. The model is defined by three parameters: the linear elastic limit sq,
a bond force reduction parameter k, and a bond residual force parameter . k is essentially
the rate of decay. The model proposed by Tong et al. [219] is not completely satisfactory as
there is a degree of ambiguity surrounding the stretch value at which bond failure occurs. The
proposed softening model is asymptotic with the horizontal axis and thus never intersects.
This implies that bonds can always carry force. The softening function should be chosen so
that there is an intersection point with the horizontal axis, and a unique critical stretch value
can be defined. This corresponds with real material behaviour where fracture surfaces are
completely separated at a certain crack opening value [115]. It is also evident that an explicit
definition of critical stretch s, is required so that an exact value for Gr can be defined.

Yang et al. [237] introduced an exponential softening model within an ordinary state-
based peridynamic framework. Yang implemented the exponential degradation function
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proposed by Reinhardt et al. [185]. By introducing a linear term to the exponential decay
function, the softening curve can be forced to intersect with s.. The degradation function

contains a number of unexplained parameters and is not completely satisfactory.

Proposed model

A new non-linear softening law, illustrated in Fig. 5.6, is introduced. It is assumed that the
behaviour of an individual bond is consistent with the stress-crack width (o-w) relationship,
depicted in Fig. 5.7. The area under the stress-crack width curve is a measure of the material
fracture energy Gr. This figure has been adapted from the work of Hordijk [115]. This
relationship is based on the experimental work of Cornelissen et al. [57]. The stress-crack
width relationship is described by an exponentially decaying model with a term that forces
the curve to intersect with the horizontal axis at w,. If the softening relationship is asymptotic

with the horizontal axis, and thus never intersects, a unique value for s, cannot be determined.

ag

A
£
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Fig. 5.7 Non-linear tension softening constitutive law (o-w). Adapted from Fig. 6.1 in
Hordijk [115].

The newly proposed model provides an explicit definition of the critical stretch s, and
an unambiguous relationship between s., k and . The linear elastic limit sg is defined
empirically as f;/E. This definition of sq is not objective but it has been shown to provide
good results. The evolution of the non-linear bond softening parameter d is defined by Eq.
(5.16). This function describes an exponentially decaying curve with a linear term. As the
bond stretch s approaches the critical stretch s., the linear term forces the softening curve to

decay linearly and intersect with s.. ¢ controls the position of the transition from exponential
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to linear decay, and k controls the rate of exponential decay. Note that this definition of ¢ is
different to that used by Tong et al. [219].

1 —exp -k _
d=1-%1(1_ ( Se so)+a(1_s SO) /(1+a) (5.16)

s 1 —exp(—k) Se — S0

The scalar bond force f is defined by Eq. (5.17), where ¢ is the stiffness of a damaged
bond.

f=cas cag=c(1—d) (5.17)

The energy required to break a bond is defined by Eq. (5.18). Only the energy consumed
during the softening stage is considered (between the limits sy and s.). It is important that
the softening curve intersects with s, so that the integral in Eq. (5.18) can be evaluated. Tong
et al. [219] take the limits of integration to be 0 and s, and a uniquely defined value of w does

not exist.

Sc — 2k —2 k - k 2
W:/ fédS:CSO§(So sc)(2k — 2" + ak — otke* +2) (5.18)
50

2k(ek—1)(1+ )
Using Eq. (5.18), the material fracture energy Gr for a three-dimensional peridynamic

body can be derived.

§ p2m 8 peosT'(z/€)
Gr = / / / / WwE2sinddddEdOdz (5.19)
0 JO z 0

 7eso8° (s — se) (2k — 2e + otk — otkek +2)
- 10k(ek— 1)(1 + )

Rearranging Eq. (5.20), the critical stretch s. can be defined in terms of sg, k£ and o.

Gr (5.20)

8352 (2k—2¢*+ ok — otkek +2
@) (o e )

o= c8>som(2k — 2k + ok — otkek +2)

The proposed model provides an unambiguous approach for determining constitutive

(5.21)

parameters and can be easily calibrated by adjusting k and . Calibrated values are provided
in section 5.4.2.
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5.3.5 Concrete fracture energy

The critical stretch of a peridynamic bond is highly dependent on fracture energy Gr. The
selection of Gr 1s a major source of uncertainty in the peridynamic model and the value
chosen will have a significant impact on the numerical results. Concrete material properties
are typically determined through the testing of concrete compressive strength f.. Additional
material parameters such as elastic modulus E, tensile strength f;, and fracture energy Gg
are rarely tested and must be determined from empirical formulas. At present, there is no
standard theory relating concrete compressive strength to fracture energy and Neville [163]
states that fracture mechanics has not succeeded in developing parameters that adequately
quantify the resistance of concrete to cracking. Furthermore, to paraphrase the fib [83]:
defining and measuring the fracture energy of concrete is still a highly debated issue, despite
the availability of many test results. fib Model Code 2010 does attempt to relate fracture
energy to mean compressive strength f.,, through the empirical Eq. (5.22). Note that this
equation is not dimensionally consistent and does not account for additional factors that are
likely to play an important role such as maximum aggregate size.

Grp =737%18 (5.22)

cm

5.3.6 Summary

From the literature review (Table 2.1), it is evident that there is no broadly accepted con-
stitutive model for quasi-brittle materials. This suggests that there is still a large degree of
uncertainty surrounding the predictive accuracy of existing constitutive laws.

To the best of the authors knowledge, Yang et al. [236] provide the only comparison of
different damage models within a bond-based peridynamic framework. They compare a
linear, bilinear, and trilinear model against two concrete problems. Only mode I fracture is
studied, all problems are two-dimensional, and mesh sensitivity is not examined. Details of
the exact bilinear model used are not provided.

Tong et al. [219] recently introduced an exponentially decaying law for modelling quasi-
brittle materials within a bond-based peridynamic framework. The proposed law is validated
against experimental data, and mode I and mixed-mode problems are considered. All
problems are two-dimensional, and mesh sensitivity is not examined. The model proposed by
Tong et al. [219] does not provide an explicit definition of critical bond stretch s, resulting
in a degree of ambiguity. Yu et al. [239] introduced a generalised bond-based micropolar
peridynamic model with a non-linear softening law. Again, the critical bond stretch s, is not
defined.
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It is generally assumed that the peridynamic force-stretch (f-s) constitutive relationship
should have the same form as the macroscopic stress-crack width (o-w) relationship. Moti-
vated by the experimental and theoretical work of Cornelissen et al. [57] and Hordijk [115],
a new non-linear constitutive damage law for quasi-brittle materials is introduced within a
bond-based peridynamic framework. The proposed model is consistent with the macroscopic
behaviour of concrete and overcomes the ambiguity of existing non-linear laws.

There are clear gaps in the literature that remain to be addressed: (1) a detailed examina-
tion of the predictive accuracy of existing constitutive laws is missing; (2) mesh sensitivity
studies are required to assess the objectivity of constitutive laws; (3) three-dimensional

problems need to be considered.

5.4 Comparison of constitutive laws

5.4.1 Validation problem

Validation of the model is performed against experimental data published by Grégoire et al.
[98]. Geometrically similar notched and unnotched concrete members were tested in three-
point bending to investigate size and boundary effects. Numerical results were also reported
using a non-local finite element model. Numerical results have been reported by other
researchers: Grassl et al. [96], Grégoire et al. [99], Feng and Wu [80], Rodrigues et al. [190],
Barbat et al. [8]. It has been widely reported that non-local models struggle to accurately
predict load-CMOD behaviour for different boundary types. Readers are referred to Havlasek
et al. [109] for a detailed discussion. To the best knowledge of the author, the effect of
different boundary types on the predictive accuracy of a peridynamic model has never been
examined.

The smallest member (Beam 4) tested by Grégoire et al. [98] is used for validation in this
study. The full set of tests is addressed in later size effect studies. A schematic diagram of
the experimental setup is illustrated in Fig. 5.8. Three different notch configurations were
used to investigate boundary effects: unnotched (notch-to-depth ratio A of 0), fifth-notched
(notch-to-depth ratio A of 0.2), and half-notched (notch-to-depth ratio A of 0.5). The member
has the following dimensions: length / = 175 mm; depth d = 50 mm; and thickness b = 50
mm. The span of the member is 125 mm. Every specimen was tested three times and there
is a small degree of variability in the measured material properties. Standard compressive
tests and splitting (Brazilian) tests were performed to characterise the material properties
of each batch of concrete. 51 standard cylinders (with a height-to-diameter ratio of 2) were

manufactured. The mean material properties are used for all computations: compressive



5.4 Comparison of constitutive laws 95

strength fo, ¢y = 42.3 MPa; modulus of elasticity £ = 37.0 GPa; splitting tensile strength
fr = 3.9 MPa. The coefficient of variability for the mean material properties is 6.6%, 2.4%,
and 6.0% respectively. The material fracture energy is estimated to be Gr = 73 %18 = 143.2
N/m. The density of the concrete mixture was 2346 kg/m?.

iP

©05d 2.5d 0.5d b
Fig. 5.8 Schematic of the experimental setup. Adapted from Grégoire et al. [98].

The experimental load-CMOD curves are illustrated in Fig. 5.9. Each member was
tested multiple times and the range of results is plotted in grey. The experimental tests were
CMOD controlled to avoid post-peak unstable crack propagation. All the results presented
in this chapter were obtained using the explicit scheme outlined in Fig. 4.14. The applied
displacement is increased incrementally using a fifth-order smoothstep function and there is
no damping in the system. Implementing a CMOD controlled loading scheme would require

the use of a computationally expensive implicit solver.
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Fig. 5.9 Load-CMOD response for Beam 4 (d = 50 mm): unnotched, fifth-notched, and
half-notched [98]

5.4.2 Results

The first step was to investigate the accuracy of existing constitutive laws. Results from the
testing of four different constitutive laws are presented: linear, bilinear, trilinear, and the
newly proposed non-linear softening law. Uncertain parameters such as the position of the
kink point in the trilinear model can be calibrated to fit the experimental results. The position
of the kink point 3 in the trilinear model is set to 1/4, as proposed by Yang et al. [236]. For
the non-linear softening model, the rate of decay k and the position of the transition from
exponential to linear decay « are calibrated to fit the experimental results for the unnotched
member. k is set to 25, and o is set to 1/4. The value of k,, the ratio between the critical
stretch s. and the linear elastic limit sq in the bilinear model is set to 25.

The following results have been obtained using a constant peridynamic horizon (6 =
3.14Ax) and regular grid spacing (Ax = 5 mm). The constitutive model parameters are defined
in Table 5.1. These parameters remain constant for all notch configurations. This is essential
in a robust validation procedure. Adjusting model parameters to improve the agreement
between numerical and experimental measurements does not constitute validation [218].
There is a lack of robust validation studies within the peridynamic literature and significant
work remains to quantify the predictive accuracy of peridynamic models.
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Table 5.1 Constitutive model parameters. Refer to Table 5.2 for a summary of the constitutive
equations.

Law S0 S Se
Linear - - 4.53E-4
Bilinear 9.06E-5 - 2.27E-3

Trilinear 1.05E-4 6.90E-4 5.56E-3

Non-linear 1.05E-4 - 7.48E-3

Table 5.2 Constitutive equations

Law ) S1 Se d
Linear - - Eq. (5.1) -
Bilinear Eq. (5.2) - Eq. (5.2) Eq. (5.5)
Trilinear fi/E Eq. (5.12) Eq. (5.14) Eq. (5.15)
Non-linear fi/E - Eq. (5.21) Eq. (5.16)

Experimental and numerical load-CMOD results are presented in Fig. 5.10. The linear
elastic response is correctly captured for all cases but the ultimate load capacity is overes-
timated by all the constitutive laws. This is partly addressed in the next section on critical
stretch corrections. The highest predictive accuracy is achieved with the newly proposed non-
linear softening model. The response predicted using the trilinear model is also in reasonable
agreement with the experimental data. The bilinear model significantly overestimates the
peak load. The initial slope of the softening relationship can be calibrated in the non-linear
and trilinear model, and according to Alvaredo and Torrent [5], only the initial slope of the
softening relationship plays a role in the prediction of peak loads. This explains the poor
predictive performance of the bilinear model.

For purposes of clarity, results with the linear damage model have not been included
in the following figures. The structural response using the linear model is perfectly linear
elastic until failure occurs. For the unnotched member, failure is predicted at approximately
11,750 kN. It is clear that the linear damage model is not suitable for modelling quasi-brittle

materials and the linear model will not be considered any further.



98 Modelling of quasi-brittle materials

The shape of the softening branch in the constitutive law plays an important role in the
macroscopic material behaviour. This has previously been noted by Yang et al. [236]. The
post-peak softening behaviour predicted using the non-linear softening and trilinear model is
in approximate agreement with the experimental data. The gradient of the softening response
is consistent with the experimental data but the predicted load is shifted upwards. Quali-
tatively, the predictive accuracy of the non-linear softening law is superior. The softening
response predicted using the bilinear model is steeper than that observed experimentally.

The accuracy of the predicted results is higher for the unnotched member with all
constitutive laws. This could be explained by a number of factors. (1) The parameters in
the non-linear softening model were calibrated against the unnotched member and higher
accuracy is expected. This does not explain why the bilinear and trilinear law also show
higher predictive accuracy. (2) The discretisation is not fine enough to properly capture
the notch geometry and this might account for discrepancies between the experimental and
numerical results. (3) The non-local nature of peridynamics influences the results for different
boundary types. This is likely to be the main source of discrepancy between the experimental
and numerical data. It is hypothesised that spurious strengthening occurs in the proximity of
a notch due to the non-local interaction of particles above and below the notch tip. This is
addressed in the discussion.

The computed fracture path is the same for all constitutive laws. The fracture initiates
from the midspan of the beam and propagates vertically towards the applied load (see Fig.
5.23). For the unnotched case, a wide zone of softening damage develops in the highly
stressed tensile region (see Fig. 5.24). This region of damage represents the development
of micro-cracking. This occurs before the onset of strain localisation and development of a
macroscopic fracture. This behaviour can only be captured when using a constitutive law

with softening. A detailed examination of energy dissipation is provided in section 5.7.
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Fig. 5.10 Comparison of load-CMOD results predicted using different constitutive laws: (a)
half-notched, (b) fifth-notched, (c¢) unnotched case.



100 Modelling of quasi-brittle materials

5.5 Ciritical stretch corrections

It was observed in the previous section that the bond-based model overestimates the load
capacity of concrete beams in three-point bending. For notched problems, the discrepancies
can be primarily explained by the interaction of bonds above and below the notch tip. This
does not explain the observed discrepancies for the unnotched case, and there must be another
factor that accounts for the over-prediction.

This section presents a numerical examination of the energy release rate in a discrete
peridynamic model. It is demonstrated that the application of surface correction factors
produces a toughening effect. The energy required to produce a fracture surface at the edge of
a peridynamic body is significantly higher than the material fracture energy Gr. A correction
scheme is proposed that is simple to implement and yields improved results. The value
of critical stretch s, is not a constant across all bonds and depends on the applied surface
correction factor.

This section is organised as follows: (1) The first section defines the problem; (2) The
second section examines spatial integration accuracy in three-dimensions. This is essential to
interpret the computed values of discrete fracture energy; (3) The third section examines the
energy release rate in a discrete peridynamic model. It is demonstrated that the application
of surface correction factors produces a toughening effect; (4) The fourth section presents a
correction scheme to account for the toughening effect; (5) The fifth section presents results

obtained using the correction scheme.

5.5.1 The problem

The work required to break all bonds per unit fracture area in a three-dimensional peridynamic
body is given by Eq. (5.23) [207]. An infinitely large peridynamic body is completely
separated into two halves and all the bonds that initially crossed the fracture surface are
considered to have broken. The energy stored in a bond is known as the micropotential w
and has units of energy per volume squared (J/m%). The energy required to break a bond is
defined by Eq. (5.24). Gy (J/m?) can be interpreted as the energy needed to create a unit
fracture surface in a peridynamic body. Note that the peridynamic energy release rate Gy
has been determined from the calculation of the potential energy loss of an idealised infinite

crack surface and is not related to any particular fracture mode [240].

§ p2m 8 peosT(z/€) CS%& 5 .
Go = /0 /O /Z /O (T>§szn¢d¢d§d9dz (5.23)
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2
MQ.zzcscé (5.24)
2
After evaluation of Eq. (5.23), the following definition of Gy is found.
285
wes=o
Gy = “ 5.25
0 10 (5.25)

It is assumed that the peridynamic energy release rate Gy is equal to the material fracture
energy Gr. The material fracture energy Gr can be obtained experimentally or through

empirical equations. The critical bond stretch s, for a three-dimensional peridynamic body

10G
Y el 2
s s (5.26)

The critical stretch s. has been derived using the assumption that every bond has the same

can then be defined as follows.

micro-modulus ¢. This assumption does not hold true if a surface correction scheme that
modifies bond properties is applied.

The derivation of the peridynamic bond stiffness ¢ is based on the assumption that the
horizon of a material point H, is contained completely within the bulk of the body. This
assumption does not hold true for nodes within ¢ of the body edge. Nodes within 6 of
the body edge do not possess a full non-local neighbourhood. Consequently the material
properties of nodes contained within the main bulk and nodes within a distance 9 of the body
edge differ. This is known as the peridynamic surface effect. Nodes that do not possess a
full non-local neighbourhood have less interactions (bonds) and this leads to a reduction
in material stiffness. Material behaviour is not accurately captured at the free surface of a
peridynamic body, and displacements are larger than that predicted by classical methods.

A number of surface correction schemes exist to correct stiffness softening behaviour.
Surface correction schemes can be organised into two categories: (1) methods that modify the
force between particle pairs; (2) methods that introduce fictitious nodes at the boundary. Le
and Bobaru [133] provide a detailed review and comparison of existing correction schemes.
The fictitious node method is severely limited by the complexity of its implementation and
can only be used to address trivial problems. Le and Bobaru [133] found that the volume
correction method, first proposed in Chapter 2 of Bobaru et al. [30], is one of the most
effective correction schemes and is simple to implement. Softening behaviour is corrected
by increasing the micro-modulus of bonds connected to nodes within a distance d of the
free surface. This is done by ensuring that nodes under homogeneous deformation have the
same value of strain energy density when located near the surface or within the main bulk.
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It is clear that by increasing the micro-modulus of a bond, the energy required to break the
bond will increase. Therefore, the energy required to initiate a fracture at the free surface of
a peridynamic body is greater than the material fracture energy Gr.

To illustrate the problem, the computed load-CMOD response for the unnotched beam
using a trilinear constitutive law with and without a surface correction scheme is presented
in Fig. 5.11. To the best knowledge of the author, the effect of a surface correction scheme
on the computed structural response has never been examined. The peridynamic model
overestimates the ultimate load capacity when surface correction factors are applied, but the
structural response in the linear elastic range is correctly captured. Without surface correction
factors, the structural response is softer than that observed experimentally, resulting in a

significant underestimation of the peak load.

6 T T T T T

Experimental
Surface correction scheme

- = = = No surface correction scheme

Load [kN]

CMOD [mm]

Fig. 5.11 Load-CMOD response for the unnotched beam (d = 50 mm) using a trilinear
constitutive law with and without surface correction factors.

5.5.2 Integration accuracy in three-dimensions

Before examining the energy release rate in a discrete peridynamic model, spatial integration
accuracy in three-dimensions will be investigated. This will be of help when interpreting the
computed values of discrete fracture energy.

Seleson [200] provide a detailed examination of one-point quadrature algorithms for two-
dimensional peridynamic models. Hu et al. [116] also investigated algorithms for improving
the accuracy of spatial integration in two-dimensional models. An equivalent examination of
one-point quadrature algorithms for three-dimensional bond-based peridynamic models is

missing in the literature. It should be noted that Seleson and Littlewood [201] considered
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the accuracy and convergence behaviour of a 3D state-based linear peridynamic model
under grid refinement, whilst keeping the horizon length 6 fixed. This section provides a
short examination of the m-convergence properties of one-point quadrature algorithms in
three-dimensions. Refer to Section 4.2.3 for further details of m-convergence.

Fig. 5.12 illustrates the m-convergence of the discrete volume approximation. Results
using the Full Area (FA) and Partial Area (PA) algorithm introduced in the peridynamic
code PD-LAMMPS [176] are presented. The value of m ranges from 2 to 10 with a step
size Am of 0.1. Convergence of the discrete volume approximation to the exact analytical
volume is highly oscillatory. The FA algorithm oscillates around the exact value, often
overestimating the volume. The value of the integral is always underestimated by the PA -
PDLAMMPS algorithm and does not reach the exact volume. The convergence behaviour in

three-dimensions is very similar to that observed in two-dimensional models.
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Fig. 5.12 m-convergence of the discrete volume approximation. Am = 0.1

The m-convergence behaviour of the discrete approximation to the exact value of strain
energy density Wpp is presented in Fig. 5.13. The dashed lines represent the discrete volume
approximation. These are included to illustrate that the discrete volume approximation and

the discrete strain energy density approximation are not in exact agreement.



104 Modelling of quasi-brittle materials

=
i

T T

FA
PA - PDLAMMPS | 4

—_
w
T

—_
bo
T

—
—
T

discrete approximation / analytical value Wpp
p—t

0.9
0.8
0.7 4
06 1 L L L L L 1
2 3 4 5 6 7 8 9 10
m=0/Ax

Fig. 5.13 m-convergence of the discrete strain energy density approximation. Am = 0.1

Influence function

The convergence behaviour of one-point quadrature algorithms to the correct value of strain
energy density can be improved by using influence functions that reduce the weight of
particles closer to the horizon edge. Fig. 5.14 illustrates a constant influence function and
a conical influence function. The conical function reduces the integration errors caused by

cells that are located near the boundary of a particle horizon 6.
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Fig. 5.14 Comparison of micro-modulus functions: (a) constant influence function; (b)

triangular influence function (conical)

This idea was first proposed by Yu et al. [242] and was investigated in detail by Seleson

[200] for two-dimensional problems. Smoother convergence is observed for influence func-
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tions with a higher regularity (number of continuous derivatives). Seleson warns that different
influence functions should be used with caution, as they may alter the behaviour of dynamic
simulations. It was observed in [202] that different influence functions produce different
dispersion relations and fracture patterns. This work is not concerned with dynamic problems
and examining the dispersion behaviour of different influence functions in three-dimensions
is beyond the current scope. The m-convergence behaviour of the discrete approximation
using a conical influence function to the exact value of strain energy density Wpp is presented
in Fig. 5.15. The micro-modulus function is defined as ¢(&, 8) = ¢(0,8)w(&, 8). The conical
influence function ®(&,d) is given by Eq. (5.27) and the corresponding constant ¢(0, §)
is given by Eq. (5.28). For a three-dimensional peridynamic material, the critical stretch
s¢ 1s given by Eq. (5.29), and the strain energy density Wpp is given by Eq. (5.30). The
convergence behaviour is much improved and the exact solution is recovered. The difference
in convergence behaviour between the FA and PA-PDLAMMPS algorithm is reduced. The
dashed lines represent the discrete volume approximation. These are included to make the

visual comparison with Fig. 5.13 easier.

§

w(E,8)=1 -3 (5.27)
60E
60G
5, = ,/?55 (5.29)
mes2 8
Wep = =0 (5.30)

All the results in this thesis have been obtained using a constant influence function and
further work is needed to examine the use of different influence functions for quasi-static
problems. This subsection was included to demonstrate the potential benefits of using a

non-constant influence function.
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Fig. 5.15 m-convergence of the discrete strain energy density approximation using a conical
influence function. Am = 0.1

5.5.3 Numerical examination of discrete fracture energy

This section examines the energy release rate in a discrete peridynamic body. The energy
required to create a discrete fracture surface is examined for three cases: (1) a fracture surface
in a finite body, (2) a fracture surface in an infinite body, and (3) a fracture surface at the
edge of a peridynamic body. It is shown that the application of surface correction factors

produces a toughening effect.

Finite case

Consider a uniformly discretised unit cube, illustrated in Fig. 5.16 (a). By summing the
energy required to break every bond that intersects with the theoretical unit fracture surface,
as illustrated in Fig. 5.16 (b), the material fracture energy Gr should be approximately
recovered. This value is referred to as the discrete fracture energy. The exact material fracture
energy will not be recovered due to spatial integration errors, as shown in the previous
section.
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Fig. 5.16 (a) discretised unit cube; (b) all bonds that cross the theoretical unit fracture surface

Considering a linear elastic damage model, the energy required to break a bond is csgé /2.
The material fracture energy Gr is set to 100 N/m, and the m-ratio (m = 8 /Ax) is setto &
and Ax = 50 mm. Spatial integration is performed using the FA algorithm and the ratio of
the discrete approximation to the analytical value of strain energy density Wpp is 0.93. The
discrete fracture energy is examined with and without surface correction factors applied, and
the surface correction scheme proposed in Chapter 2 of [30] is employed.

The discrete fracture energy without surface correction factors is 90.1 N/m. The material
fracture energy Gr is not recovered exactly in the discrete model. This error is due to two
factors: (1) spatial integration errors, (2) surface effects. Due to spatial integration errors, the
discrete fracture energy is limited to a maximum accuracy of approximately 0.93Gr. The
remaining discrepancies can be accounted for by surface effects. The peridynamic energy
release rate Gy is based on an idealised model that assumes that the fracture surface lies
within an infinitely large body [240]. Fig. 5.17 illustrates the bonds that cross the unit
fracture surface. The number of bonds intersecting the fracture surface is reduced at the
edges. As a result, the discrete fracture energy will be less than the material fracture energy
Gr. The discrete fracture energy with surface corrections is 106.5 N/m. The application of a

surface correction scheme results in an increase in the value of discrete fracture energy.
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Fig. 5.17 Bonds that cross the theoretical unit fracture surface within a unit cube (Ax = 50
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Infinite case

Now a unit fracture surface at the centre of a Sm x 5m X 5m cube is considered, see Fig.
5.18. This represents the case of a unit fracture surface that lies within an infinitely large body.
Surface effects will be eliminated and the discrete fracture energy should be approximately
equal to 0.93Gr. The discrete fracture energy without surface correction factors is 93.3 N/m.
The discrete fracture energy with and without surface correction factors should be equal.
Unexpectedly, the discrete fracture energy with surface correction factors is 99.3 N/m. This
can be explained by the influence of spatial integration errors on the calculation of stiffness
correction factors. This effect is relatively minor and will not be considered further in this
work, but researchers should be aware of the influence of spatial integration errors on the
computation of stiffness correction factors.

Fig. 5.18 Bonds that cross the theoretical unit fracture surface centred within a Sm x 5m X
Sm cube. The cube is not drawn to scale.
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Fig. 5.19 Bonds that cross the theoretical unit fracture surface centred within a Sm x 5Sm X
5m cube (Ax = 50 mm)

Edge case

The two previous cases do not fully elucidate the problem. The issue is much more pro-
nounced at the edge of a body. This is particularly problematic because mode I and mixed-
mode cracks will generally initiate from the edge of a body. Fig. 5.20 illustrates a 25
mm wide strip at the edge of a peridynamic body. The discrete fracture energy without
surface correction factors is 99.4 N/m. The discrete fracture energy with surface correction
factors is 165.4 N/m. To state the problem clearly, for the presented edge case, when surface
correction factors are applied, the discrete fracture energy at the edge of a peridynamic body
is approximately 65% higher than the material fracture energy (100 N/m — 165.4 N/m).
Consequently, a higher applied force is required to initiate and propagate a crack.

(a) (b)

Fig. 5.20 Bonds that cross a theoretical fracture surface at the edge of a peridynamic body
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5.5.4 Critical stretch correction scheme

A correction scheme is proposed to account for the increase in fracture energy at the edge
of a peridynamic body. The proposed correction scheme is simple to implement and yields
improved results. The critical stretch s. should not be a constant across all bonds, and must
be uniquely assigned depending on the applied surface correction factor. This can be easily
achieved by using the corrected micro-modulus to calculate s..

Using the surface correction scheme proposed in Chapter 2 of [30], commonly referred
to as the volume method. The micromodulus of a bond connecting node x and x’ is cor-
rected using Eq. (5.31), where A is a dimensionless stiffening factor, and V) is the horizon
area/volume of a node within the main bulk. The horizon area/volume of node x is V (x) and
the horizon area/volume of node x’ is V(x'). The stiffening factor A will be greater than or

equal to 1 because V) will always be larger than or equal to V (x) and V (x').

2V
V(x) +V(x)

Using the linear damage model as an example, the critical stretch s. of a bond is defined

_ [10Gp
se =] s (5.32)

This method can be extended to more complex constitutive laws without any modification

Ceorrected = AC A= (5.31)

as follows.

and the proposed correction scheme is tested in the next section. Note that this scheme leads
to higher memory requirements as the critical stretch value s, must be stored for every bond.

Lastly, Yu and Li [240] recently studied energy release rates in peridynamics. The authors
systematically investigated the fracture energy release rate in peridynamics for a number of
finite crack models, and they concluded that the critical bond stretch should not be a constant
value across all bonds. The same conclusion has been reached independently in this work.
The author was not aware of the work of Yu and Li [240] and a distinct approach has been

used to reach a similar conclusion.
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5.5.5 Results

Results using the critical stretch correction scheme proposed in the previous section are
presented in Fig. 5.21. The test cases presented in section 5.4 are used for validation. Only
the trilinear and proposed non-linear softening law are considered.

The critical stretch correction scheme improves the accuracy of the computed results.
For the unnotched case, using the proposed non-linear softening model, the predicted peak
load lies within the experimental range and the post-peak softening behaviour is in very
good agreement with the experimental envelope. The critical stretch correction scheme
reduces the predicted peak load by approximately 11% (5336 N — 4748 N). The peak load is
overestimated for the fifth and half-notched members but the post-peak softening behaviour
is in reasonable agreement with the experimental data. The critical stretch correction scheme
reduces the predicted peak load for the fifth-notched case by 6.7% (3320 N — 3097 N), and
for the half-notched case by 6% (1362 N — 1280 N). The computed fracture paths are as
expected.

It is important to compare the results obtained using the non-local peridynamic model
against advanced numerical methods. Comparisons are made with numerical results from
Barbat et al. [8]. The failure process is modelled using a crack band approach with an
isotropic damage constitutive law. The material parameters have been reverse fitted to
improve agreement between the experimental and numerical results. The material parameters
are within 10% of the experimentally measured values. The crack band approach does not
suffer from spurious strengthening within the proximity of a notch, and for the notched cases,
the predicted peak loads are in better agreement with the experimental data. Qualitatively,
the softening response predicted using the peridynamic model is in better agreement with the
experimental results. It is important to note that this was achieved without fitting the material
parameters. Barbat et al. [8] examined the sensitivity of the results to mesh refinement
and orientation. The results were found to be mesh objective, and the predicted structural
response converges on a unique solution as the mesh is refined. Xenos and Grassl [232]
reported that crack band models are mesh dependent for more complex reinforced concrete

problems. The influence of the mesh resolution is examined in the next section.
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Fig. 5.21 Load-CMOD results with critical stretch corrections: (a) half-notched, (b) fifth-
notched, (c) unnotched case.
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5.6 Mesh sensitivity study

This section presents a mesh sensitivity study. The predicted results (load-deflection response,
peak load and crack path) should be independent of the mesh resolution. This is a basic test
of the adequacy of any numerical model.

The ratio m = 6 /Ax is fixed and Ax is refined. This is known as §-convergence in the
peridynamic literature. Three different levels of mesh refinement are examined: Ax = 1.25
mm, 2.5 mm, and 5 mm. The predicted results should converge to a unique solution upon
refinement of the discretisation. Only the proposed non-linear softening law is considered.
It has already been discussed that the definition of s remains constant for all discretisation
levels and it is unclear how this will influence the computed results.

It has been shown in the previous section that spurious strengthening occurs with the
peridynamic model for notched cases. The mesh used in the previous simulations is too
coarse to accurately capture the notch width (2 mm) and the spurious strengthening effect
might be reduced when using a finer mesh. Bobaru and Hu [32] and Zhao et al. [244] note
that the size of the horizon should be defined by the smallest geometrical feature. In this
work the smallest relevant geometrical feature is the notch width. A maximum horizon size
of 2 mm is not reasonably practicable due to high computational expense. A horizon size of
2 mm would require that Ax is approximately 0.6 mm.

Results from the mesh sensitivity study are presented in Fig. 5.22. The most notable
feature of the results for the unnotched case is the progressive increase in the predicted peak
load as the mesh is refined. For the notched cases, the predicted peak load is independent
of the mesh discretisation. Isolating the cause of the mesh dependency is difficult as the
sensitivity is not consistent across notched and unnotched cases. The results for the notched
cases cast doubt on the claim of Tong et al. [219] that it is not physically reasonable to link
the elastic limit so to the macroscopic tensile limit f;.

Displacement controlled methods can fail to follow the structural response when large
instabilities occur. The release of a large amount of stored elastic energy in the unnotched
member results in sudden and uncontrolled fracture propagation. When using the finest mesh,
the full post-peak structural response is not captured and oscillations occur in the load-CMOD
curve. Path-following methods are required to follow the structural response throughout the
fracture propagation. Implementing a path-following method requires a computationally
expensive implicit solver.
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Fig. 5.22 Mesh sensitivity study. Load-CMOD response for three levels of mesh refinement
(Ax =1.25 mm, 2.5 mm, and 5 mm). (a) half-notched, (b) fifth-notched, (¢) unnotched.



5.6 Mesh sensitivity study 115

Fig. 5.23 illustrates the fracture path at 0.5mm of applied displacement using the finest
mesh Ax = 1.25 mm. The numerical fracture path is identical for all levels of mesh refinement.
By only considering the macroscopic fracture behaviour, the underlying mechanisms driving
the failure process are hidden. Examining the development of micro-cracking might provide
insights into the observed numerical results and the next section provides an examination of

the damage energy dissipation.

Fig. 5.23 Numerical fracture path at 0.5 mm of applied displacement. The residual load
carrying capacity is approximately 30 N for each member. (a) half-notched, (b) fifth-notched,
(c) unnotched.



116 Modelling of quasi-brittle materials

5.7 Examination of damage energy dissipation

This section provides an examination of the damage energy dissipation. Investigating
the energy dissipation provides insights into the observed mesh sensitivity. To the best
knowledge of the author, this is the first time that energy dissipation has been investigated
using a peridynamic model.

The spatial distribution of energy dissipation represents the growth of micro-cracks. In
quasi-brittle materials, the initiation, propagation and coalescence of micro-cracks is the main
physical mechanism governing the inelastic deformation and failure. Failure occurs due to
the formation of localised macro-cracks that occur through the coalescence of diffuse micro-
cracks [245]. The size and shape of the damage zone has been determined experimentally
and numerically, and Elids and Vorechovsky [74] provide a short review. A number of studies
have examined energy dissipation using numerical methods [96, 75, 74].

Fig. 5.24 illustrates the softening damage at 0.5 mm of applied displacement using the
finest mesh Ax = 1.25 mm. The softening damage at a material point x is defined as the
ratio of bonds that have exceeded the linear elastic limit to the total number of bonds. The
spatial distribution of dissipated energy is very different if a fracture initiates from a flat
surface (unnotched specimen) or from a notch. A wide zone of distributed micro-cracking
develops prior to the peak load in unnotched members, and at the peak load, the micro-cracks
localise into a distinct single macroscopic fracture. Predicting fracture initiation in unnotched
members is considered to be a harder problem due to the complex behaviour of energy
dissipation and localisation. Vorel et al. [228] compared four continuum-based models and a
lattice discrete particle model for modelling concrete. For all models, the predictive accuracy
was found to be significantly lower for unnotched problems.
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Fig. 5.24 Numerical softening damage at 0.5 mm of applied displacement using the finest
mesh Ax = 1.25 mm. (a) half-notched, (b) fifth-notched, (c) unnotched.

Grassl et al. [96] modelled the fracture process zone (FPZ) in concrete using a discrete
lattice approach. They defined the FPZ as the zone in which energy is dissipated at a certain
stage of analysis. The numerical results are compared to the experimental results of Grégoire
et al. [98]. The predicted spatial distribution of damage energy was later validated against
acoustic emission data [99]. The numerical model is in good agreement with the acoustic
emission data. Grassl mapped the meso-structure of concrete on the discrete lattice by
employing a field of spatially varying material properties. 100 simulations were conducted
for every beam with randomly generated meso-structures and the average width of the region
of energy dissipation was determined. For the half-notched member, the region of energy
dissipation is approximately 18 mm wide. For the fifth-notched member, the width of the
region of energy dissipation increases to approximately 24 mm. For the unnotched member,
the width of the region of energy dissipation significantly increases to approximately 100
mm, with most of the energy dissipation occurring within a region approximately 40 mm

wide.
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Similar to the work of Grassl et al. [96], the region of energy dissipation is determined
using the mid-point of bonds that have exceeded the elastic limit. Fig. 5.25 illustrates the
zone of energy dissipation immediately after the peak load using the finest mesh Ax = 1.25
mm. Each point represents the mid-point of a damaged bond. For the notched cases, the
width of the region of energy dissipation remains approximately equal across all levels of
mesh refinement. For the unnotched case, the width of the region of energy dissipation
increases as the mesh is refined. The results, presented in Table 5.3, are in close agreement
with those of Grassl et al. [96]. For the unnotched member, most of the energy dissipation
occurs within a region approximately 35 mm wide (see Fig. 5.25 (¢)).

The dependency of the energy dissipation on the mesh resolution for the unnotched case
is believed to be the source of the peak load sensitivity. The cause of the mesh sensitivity is
not yet fully understood but an important factor has been identified. It is hypothesised that the
inclusion of spatially varying material properties might be important for capturing the correct
behaviour in unnotched cases. EliaS et al. [75] found that the energy dissipation in unnotched
beams is significantly influenced by the inclusion of randomness. In later work, Eli4sS and
Vorechovsky [74] found that spatial variability in material properties does not influence the
peak load for notched cases. These observations are consistent with the presented results and
support the hypothesis that statistical variability in material properties plays an important
role.

Table 5.3 Width of the region of damage energy dissipation at peak load (mm)

Ax (mm) 6 (mm) Half-notched Fifth-notched Unnotched

5 15.7 15.0 25.0 62.5

2.5 7.9 15.0 225 76.3

1.25 39 16.3 244 85.0
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Fig. 5.25 Region of damage energy dissipation at peak load using the finest mesh Ax = 1.25
mm. Each point represents the mid-point of a bond that has exceeded the elastic limit. (a)
half-notched, (b) fifth-notched, (c¢) unnotched.

Fig. 5.26 illustrates the region of energy dissipation at the peak load for the fifth-notched
member. This figure is included to qualitatively demonstrate the capability of the model. The
peridynamic model could be used to provide a greater understanding of the fracture process
zone in quasi-brittle materials. Benkemoun et al. [26] concluded that the volume (width) of
the fracture process zone is correlated to the aggregate size and this is an area that requires
further investigation.
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Fig. 5.26 Region of energy dissipation (fracture process zone) at the peak load for the fifth-
notched beam.

5.8 Mixed-mode problem

This section provides an examination of mixed-mode fracture problems. The ability to
accurately predict mixed-mode fracture is an important check on the validity of a numerical
model. Many problems of interest (industrially motivated problems) will exhibit mixed-
mode behaviour. Constitutive laws have been introduced in the framework of finite element
analysis to capture the complex behaviour of mixed-mode fracture behaviour. Xie and Waas
[233] introduced a cohesive constitutive law that separates the crack propagation criteria
into tension (mode I) and shear (mode II) components. This requires separating the fracture
energy into mode I and mode II components. The existence of mode II fracture energy has
been questioned by Carpinteri et al. [44] and there still exists no consensus. The proposed
non-linear softening law does not explicitly consider shear behaviour (mode II behaviour).
The mixed-mode fracture tests of Garcia-Alvarez et al. [88] are simulated. Eccentrically
notched concrete beams in three-point bending were experimentally tested. Numerical results
have been reported by the authors who used a a non-linear finite element model with interface
elements to model the experimental tests. Numerical results have also been reported by
Feng and Wu [80], Mendonga et al. [152] and Barbat et al. [8]. A schematic diagram of the

experimental setup is illustrated in Fig. 5.27. The smallest member (depth d = 80 mm) is
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used for validation. The full set of tests is addressed in later size effect studies (see Chapter
6).

The member has the following dimensions: length / = 250 mm; depth d = 80 mm; and
thickness » = 50mm. The span of the member is 200 mm. The notch-to-depth ratio A is
fixed at 0.25 and three different notch eccentricities ud are considered: 0.0d, 0.3125d, and
0.625d. The material properties used for computation are as follows: cylindrical compressive
strength f;, .,y = 20 MPa; modulus of elasticity E = 33.8 GPa; tensile strength f; = 3.5
MPa; material fracture energy G =125.2 N/m. The cylindrical compressive strength fe,,; v/
and modulus of elasticity £ were determined experimentally. The value of tensile strength f;
was determined numerically by Garcia-Alvarez et al. [88]. The specimens were cured for
720 days in a fog room. The long curing period and high moisture content explains the high
tensile strength f; [83]. The material fracture energy Gr was determined empirically using
Eq. (5.22).

2.5d
3.125d

Fig. 5.27 Schematic of the experimental setup. Adapted from Garcia-Alvarez et al. [88].

Only the newly proposed non-linear softening law is considered. Predictions using the
finest mesh resolution Ax = 1.25 mm are reported. The model parameters remain the same;
only the material properties change. Results are presented in Fig. 5.28 and predictions from
Barbat et al. [8] are included for comparison. Every case was tested multiple times and the
range of experimental results is plotted in grey. The predicted load-CMOD response is in
good agreement with the experimental data, and the peak load is accurately predicted. This
is somewhat unexpected. As previously observed for notched cases, it was expected that the
predicted peak load would be higher than the experimental value. This might be a result of
uncertainty in the material properties that has a favourable impact on the predictions. To
improve the robustness of the numerical predictions, load-CMOD results should be bounded

with an upper and lower limit.
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Fig. 5.28 Load-CMOD response for the mixed mode fracture tests. Notch eccentricity ud

(a) 0d, (b) 0.3125d, and (c) 0.625d
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The computed fracture paths are illustrated in Fig. 5.29, Fig. 5.30 and Fig. 5.31. Results
for the mode I case (ud = 0.0d) have not been included to avoid repetition. For the mode
I case, the fracture initiates from the notch (mid-span) and propagates vertically towards
the applied load. For the mixed-mode problems, the fracture initiates from the notch and
propagates at an angle towards the applied load. The three-dimensional mixed-mode fracture
paths are depicted in Fig. 5.29. This figure is included to demonstrate the ability of the
peridynamic model to accurately capture three-dimensional crack paths. More complex
three-dimensional problems are addressed in Chapter 7. Fig. 5.31 compares the computed
fracture path against the experimental data. A good agreement is observed, and the results do

not show any mesh bias. The predicted crack paths are independent of the mesh resolution,

>

demonstrating the robustness of the model.

< >

<

Fig. 5.29 3D crack paths for the mixed-mode fracture tests. Notch eccentricity ud: (a)
0.3125d, and (b) 0.625d
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Fig. 5.30 Numerical softening damage for the mixed-mode fracture tests. Notch eccentricity
ud: (a) 0.3125d, and (b) 0.625d. Displacement is scaled by a factor of 10.

Experimental
- = = = Barbat et al., 2020
Az =5 mm
—-=-—-=- Az = 1.25 mm

Fig. 5.31 Experimental and numerical crack paths for the mixed-mode fracture tests. Notch
eccentricity ud: (a) 0.3125d, and (b) 0.625d
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5.9 Discussion and future work

Overall, the numerical results are in good agreement with the experimental data, but the
peridynamic model overestimates the load capacity of the notched beams tested by Grégoire
et al. [98]. This discrepancy can be explained by the non-local interaction of particles above
and below the notch tip. This effect might be reduced by using a non-constant micro-modulus
function where the weight of a particle is inversely proportional to the bond length.

The use of a non-constant micro-modulus function might provide a number of benefits:
(1) an improved representation of the physical reality of non-local forces; (2) reduced surface
effects [31]; (3) improved numerical convergence [33, 116, 200]. Ha and Bobaru [104], Chen
et al. [51], and Li et al. [136] have studied the influence of different micro-modulus functions.
These studies predominantly focussed on brittle fracture and dynamic crack branching and
all problems examined are two-dimensional. Further examination of influence functions is
required and additional validation metrics need to be considered, such as load-deflection
response and ultimate load capacity. Three-dimensional problems must also be investigated.
This work has demonstrated that using a conical influence function improves the convergence
behaviour for a three-dimensional peridynamic model (see Fig. 5.15).

An obvious step is to examine the size effect in quasi-brittle materials using a peridynamic
framework. The capability of the peridynamic model to predict size effect has not been
investigated and remains a major question. There are two primary sources of size effect [14]:
(1) release of stored energy and (2) statistical variability in material properties. The release
of stored energy is the primary mechanism controlling size effect [8]. The results presented
in this chapter show that the predicted region of energy dissipation is in good agreement
with experimental results. This suggests that the model will be able to capture size effect.
The influence of spatially varying material properties must also be examined. A clearer
understanding of the effect of material micro-structure on energy dissipation and fracture
initiation and propagation is needed.

The post-peak softening response is steeper for larger structural members. Efficient
path-following methods are required to follow the complete structural response. Sun et al.
[213] recently implemented an arc-length method within a peridynamic framework. The
arc-length method is applied at the onset of energy dissipation. This approach is capable of

following the entire equilibrium path.
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5.10 Conclusions

The aim of this chapter was to quantify the predictive accuracy of existing constitutive laws
for modelling quasi-brittle materials. Existing laws were found to be unsatisfactory, and
a new non-linear softening law has been introduced. In an attempt to explain the cause of
discrepancies between experimental and numerical results, it was determined that that the
application of surface correction factors increases the energy required to produce a fracture
surface. A correction scheme is proposed that is simple to implement and yields improved
results. A sensitivity study was performed to investigate the dependency of the results on the
mesh resolution and this was followed by an examination of damage energy dissipation. The
key findings are as follows:

1. The newly proposed non-linear softening law can be used to accurately predict the
behaviour of quasi-brittle materials. The predicted load-CMOD response, ultimate
load capacity, crack path and energy dissipation behaviour are in good agreement with
experimental results.

2. The non-local nature of peridynamics influences the results for different boundary
types. Spurious strengthening occurs in the proximity of a notch due to the non-local

interaction of particles above and below the notch tip.

3. The critical stretch value is not a constant for all bonds and is dependent on the

corrected bond stiffness. This is perhaps the most novel contribution of the chapter.

4. For notched problems, the predicted peak load is independent of the mesh discretisation.
For unnotched problems, the predicted peak load progressively increases as the mesh
is refined.

5. The region of energy dissipation is generally in good agreement with experimental
results. The dependency of the energy dissipation on the mesh resolution for the

unnotched case is believed to be the source of the peak load sensitivity.

6. The model accurately captures the development of diffuse micro-cracking and the
formation of localised macro-cracks. This is achieved without explicitly modelling the
meso-structure. An investigation of the damage process at the micro-scale has been

missing in the peridynamic literature.

7. Mode I and mixed-mode problems are considered to evaluate the generality of the
model. A good agreement is observed between the experimental and numerical results

and the predictive accuracy is similar to more advanced approaches. The predicted
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crack paths are independent of the mesh resolution, demonstrating the robustness of
the model.

In spite of its relative simplicity, the bond-based peridynamic model can accurately
capture the complex mechanisms that govern the behaviour of quasi-brittle materials. The
model correctly describes the progressive development of distributed micro-cracking, the
localisation of damage and formation of macroscopic cracks, and the structural response
after localisation. It is possible that the peridynamic model could be used to provide a greater
understanding of fracture processes in quasi-brittle materials.






Chapter 6

Size effect

6.1 Introduction

This chapter examines size effect in quasi-brittle materials using a three-dimensional bond-
based peridynamic model. The capability of a peridynamic model to capture size effect
in quasi-brittle materials has not been investigated yet and remains a major question. As
stated by Bazant [19], the capability to correctly reproduce the size effect is an important
check on the validity of any computational model. The aims of this chapter are: (1) quantify
the predictive accuracy of the bond-based peridynamic model in capturing size effect; (2)
validate the model against experimental data from the literature.

Capturing the structural size effect is essential for safe predictions of load capacity.
Existing analytical formulas for predicting size effect in geometrically similar structures are
extremely limited, and they generally employ empirical parameters that must be determined
through best-fit procedures [155]. Numerical methods offer the only practicable approach for
addressing complex industry motivated problems. Understanding the predictive capabilities
of the peridynamic model is essential for further application to more complex problems.

There are two primary sources of size effect in quasi-brittle materials [14]: (1) release of
stored energy (deterministic size effect), and (2) statistical variability in material properties
(statistical size effect). The release of stored energy is the primary mechanism controlling
size effect and this work only considers the deterministic component. Considering the spatial
randomness of material properties was not practicable due to the high computational cost of
peridynamic simulations.

The predictive capabilities of the peridynamic model are quantified against experimental
data. Geometrically similar beams of different sizes are modelled. Notched and unnotched
concrete beams are modelled to examine the effect of boundary types on the predictive

accuracy of the peridynamic model, and mode I and mixed-mode problems are considered
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to evaluate the generality of the model. The chapter is organised as follows: Section 6.2
provides a review of structural size effect and the mechanisms behind size effect are examined.
Section 6.3 briefly outlines the numerical framework. Mode I problems are examined in
section 6.4 and the effect of boundary types is explored. Mixed-mode problems are examined
in section 6.5. Section 6.6 provides a discussion of the results and areas of future work are

identified. Section 6.7 concludes the chapter.

6.2 Structural size effect

6.2.1 What is size effect?

According to the classical failure theories, such as elasticity with a material strength limit
and plasticity theory, the nominal strength o, of a structure is independent of size when
geometrically similar structures are considered. The classical theories express the material
failure criterion in terms of stress and strain and the nominal strength o, is defined as
the maximum stress that a structure can resist [19]. For a concrete beam in bending, the
limiting nominal strength o, is given by the ultimate tensile strength f;. Any deviation from
predictions made using stress failure criteria is known as the structural size effect. A size
effect is observed in many materials.

To clarify further, the basic theory of strength of materials predicts that a small and
large beam made of the same material will fail at the same value of stress. In reality, the
larger beam will fail at a lower stress. The post-peak behaviour of quasi-brittle materials
also exhibits a size effect. At a small scale, concrete behaves like a ductile material and
the post-peak load deflection curve descends slowly. At a sufficiently large scale, concrete
becomes perfectly brittle, and the load-deflection curve descends rapidly and may exhibit
snap-back behaviour [18]. Clearly, a proper understanding of structural size effect is essential
for safe predictions of load capacity. For a detailed examination of size effect in quasi-brittle
materials, see the work of BaZant and Planas [14] and Bazant [18, 19].

6.2.2 Size effect mechanisms

In brittle and quasi-brittle materials, the size effect can primarily be explained by two
mechanisms [14, 19]: (1) release of stored energy, and (2) statistical variability in material
properties. These effects are often referred to as the deterministic and statistical size effect.
Secondary factors that influence the size effect include the boundary layer effect, diffusion
phenomena, and hydration heat [8]. The influence of these secondary factors is insignificant

and will not be considered any further. The release of stored energy is by far the most
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important factor influencing the size effect on structural strength. The influence of statistical
variability in material properties is less significant. But until the late 1980’s, the primary
cause of size effect was generally believed to be of statistical origin [20].

When a fracture initiates and begins to propagate, the elastic strain energy stored in
the structure is consumed by the fracture propagation. In quasi-brittle materials, energy is
dissipated in a non-linear zone of micro-cracking formed at the crack tip. This damage zone
is known as the fracture process zone (FPZ). The ratio between the elastic energy stored in
the structure and the energy consumed by the fracture process varies with the size of the
structure. This is the main mechanism responsible for structural size effect. The mechanism
by which the statistical size effect occurs is simpler to comprehend. As the size of a structure
increases, so does the probability that a defect will be present from which a fracture will
initiate.

Studying the mechanisms that govern size effect is limited by the physical size of
the experiments that can be performed within a reasonable timescale and budget. Many
structures of interest, such as dams and reactor containment buildings, are far beyond the
scale of laboratory experiments. Numerical methods provide new ways to explore size effect

without the aforementioned limitations.

6.2.3 Size effect laws

Numerous analytical expressions have been developed to describe the size effect of quasi-
brittle materials. Size effect laws provide predictions of nominal strength as a function
of the characteristic size of the structure for geometrically similar structures, with and
without notches. These expressions have been developed from experimental observations
and theoretical considerations.

The central characteristic of quasi-brittle materials is that there exists a sizeable fracture
process zone and area of softening damage. The size effect is governed by the size of the
fracture process zone relative to the size of the structure and depending on the structure size,
different theories are applicable for predicting strength. At a sufficiently small scale, the
theory of plasticity, which assumes no size effect, is applicable. The theory of plasticity is
valid when the size of the fracture process zone is comparable to the structural size. At a
sufficiently large scale, the theory of linear elastic fracture mechanics, which predicts the
strongest possible deterministic size effect, is applicable. The theory of linear elastic fracture
mechanics is valid when the size of the fracture process zone is negligible with respect to
the structural size. Many attempts have been made to bridge the gap between the theory of

plasticity and the theory of linear elastic fracture mechanics.
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Numerous expressions have been proposed to combine the different theories and provide
a general size effect law. The analytical expressions defined by Eq. 6.1 were proposed by
Bazant [16] and BaZant and Planas [14] to describe the deterministic size effect. Two types
of size effect law are defined: Type 1 - structures with no notches or pre-existing cracks
(fracture initiates from a smooth surface); Type 2 - structures with a notch. Notched problems
are representative of reinforced concrete structures, where due to the reinforcement, the

stable growth of cracks occurs prior to the ultimate load.

;

1/r
7 (1 + S +blp) Type 1 (unnotched case)
on(D) = Bf, (6.1)
0 Type 2 (notched case)
1+ =
\ * Dy

oy is the nominal strength and D is the characteristic size of the structure. For Type 1
structures, f,°, Dy, [,,, and r are positive constants representing unknown empirical parameters.
S represents the elastic-brittle strength reached for large structures, Dy, is a deterministic
characteristic length set principally by the material inhomogeneity size (aggregate size in
concrete), [, is a second deterministic characteristic length controlling the centre of transition
to a horizontal asymptote of the log oy versus log D curve, and r controls the curvature and
shape of the law. For Type 2 structures, f; represents the tensile strength, and B and D are
positive constants representing unknown empirical parameters. B is a dimensionless constant,
and Dy represents the transitional size at which the power laws of plasticity and LEFM
intersect. It should be noted these definitions are not exact and different interpretations can
be found within the literature. The size effect laws are illustrated in Fig. 6.1 and it becomes
clear that Type 1 and Type 2 structures have different asymptotic properties when D — oo,

plastic

plastic

Log (oy)
Log (ay)

LEFM

\/
\J

Log (D) Log (D)

Fig. 6.1 Size effect laws in a log-log scale: (a) Type 1 (unnotched case); (b) Type 2 (notched
case). Adapted from Fig. 1 in [216].
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An extended analytical expression was proposed by Bazant et al. [24] to describe the

combined deterministic-stochastic size effect for Type 1 structures.

LR p, \Y
o s " b
ow(D) = f7 ((m ls> e lp) 62)

[s 1s a stochastic scaling length, m is the dimensionless Weibull modulus (shape parameter

of the Weibull distribution), and » is the number of spatial dimensions in which the structure
is scaled. The proposed expression accounts for the stochastic and deterministic component
of size effect.

The practical applicability of size effect laws is limited. This has been noted by Moallemi
et al. [155]. Many of the parameters are empirical and there is no systematic method to
determine the parameter values. A precise definition for the characteristic length is lacking
and this ambiguity further undermines the general applicability of the size effect laws. This
is discussed further in the following section. The nominal strength is influenced by multiple
factors including the geometry of the structure, boundary conditions, and material properties.
It is unlikely that it will be possible to develop a general size effect law that can be reliably
applied to a wide range of non-trivial problems. Numerical methods offer the only practicable

approach for addressing complex industry motivated problems.

6.2.4 Numerical methods

A significant body of work has been published on the numerical simulation of size effect in
quasi-brittle materials, and models can be broadly categorised as deterministic or stochas-
tic. In a deterministic model, the material properties are constant over the spatial domain.
Deterministic models have been employed by many researchers including Moallemi et al.
[155], Feng and Wu [80] and Barbat et al. [8]. In a stochastic model, the spatial variability of
the material properties is considered. Stochastic models have been used by Gutiérrez and
De Borst [101], Vorechovsky [227], BaZzant et al. [24], Yang and Frank Xu [238], Bobinski
et al. [34], Grassl et al. [96], Syroka-Korol et al. [216], Syroka-Korol et al. [217], Zhou
and Chen [246], Eli4S et al. [75] and Elids and Vorechovsky [74]. These references are not
exhaustive. A stochastic model is required for a complete examination of the mechanisms
that govern the size effect, and allows the magnitude of the deterministic and stochastic
components to be determined.

Capturing the correct energy dissipation as a crack forms and propagates is essential
to accurately model structural size effect [48, 8]. Many existing numerical methods use a
localisation limiter that governs the width of the softening zone. Examples include crack
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band, gradient enhanced, non-local, and phase-field models. For further details, the reader
is referred to [14, 21, 211, 8]. The use of a localisation limiter is necessary to prevent
damage from localising into a zone of zero volume [22]. The localisation limiter is chosen
to ensure correct energy dissipation when a crack forms and is determined by an internal
characteristic length /. that is a property of the material being modelled. Note that the
correlation length in a probabilistic framework plays a role equivalent to the characteristic
length [53]. BaZant and Pijaudier-Cabot [22] define the characteristic length as a material
property that governs the minimum possible width of a zone of strain-softening damage.
The characteristic length /. is the ratio of the fracture energy (energy dissipated per unit
area) to the energy dissipated per unit volume. For concrete, the characteristic length is
determined to be approximately 2.7 times the maximum aggregate size [22]. Nguyen et al.
[165] states that a clear physical interpretation and direct link between the length parameter
in the numerical model and the characteristic length of the material is debatable. Moallemi
et al. [155] also note that the definition of the characteristic length is ambiguous. In different
works it has loosely been interpreted as the size of the fracture process zone or the size
of material inhomogeneities. The peridynamic model is non-local and material particles
interact over a length-scale determined by the horizon 6. The peridynamic model differs
from existing approaches as the size of the peridynamic horizon 0 is not explicitly related to

material properties.

6.3 Numerical framework

All the results presented in this chapter were obtained using the explicit scheme outlined in
Fig. 4.14. The applied displacement is increased incrementally using a fifth-order smooth
step function and there is no damping in the system. The non-linear softening law, first
proposed in Chapter 5, is used for all simulations, as is the critical stretch correction scheme,
also first proposed in Chapter 5. The non-linear softening model was calibrated to fit the
experimental results for the smallest unnotched specimen (d = 50 mm). Model parameters

are then fixed for all test cases. This is essential in a robust validation procedure [218].

6.4 Mode I problem

Validation is performed against the full set of experimental results published by Grégoire
et al. [98]. Geometrically similar notched and unnotched concrete members were tested in
three-point bending to investigate size and boundary effects. The aim of the experiments was

(1) to provide suitable experimental data for the validation of constitutive models, and (2)
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to provide a benchmark for assessing the accuracy of non-linear finite element models in
capturing size effect. It should be noted that Hoover et al. [114] independently performed a
similar experimental study that has also widely been used for validation.

A schematic diagram of the experimental setup is illustrated in Fig. 5.8. Four different
sizes of geometrically similar specimens were considered: depth d = 50 mm, 100 mm, 200
mm, and 400 mm; constant thickness of 50mm; and fixed span-to-depth ratio of 2.5. Member
dimensions can be found in Table 6.1. The smallest member (d = 50 mm) was examined in
the previous chapter. To examine boundary effects, three different notch configurations were
considered: unnotched (notch-to-depth ratio A of 0), fifth-notched (notch-to-depth-ratio A
of 0.2), and half-notched (notch-to-depth ratio A of 0.5). The mean material properties are
used for all computations: compressive strength f, ¢,y = 42.3 MPa; modulus of elasticity
E =137.0 GPa; splitting tensile strength f; = 3.9 MPa. The coefficient of variability for the
mean material properties is 6.6%, 2.4%, and 6.0% respectively. The material fracture energy
is estimated to be Gr = 73 %18 = 143.2 N/m. The density of the concrete mixture was 2346
kg/m? and the maximum aggregate diameter was 10 mm.

The results from the experiments of Grégoire et al. [98] have been used to validate a wide
range of numerical models. Grégoire used an integral-type non-local damage model within a
finite element framework. The model failed to capture the size effect over the full range of
experiments. Grassl et al. [96] modelled the full experimental series using a two-dimensional
discrete lattice approach. Rodrigues et al. [191] modelled the fifth-notched beams using a
two-dimensional mesoscale model in a finite element framework. Crack propagation was
modelled by means of a mesh fragmentation technique in which interface elements were
inserted along the potential crack path. Rodrigues et al. [190] recently extended this work
to three-dimensions and again modelled the fifth-notched beams. Feng and Wu [80] used
a phase-field regularised cohesive zone model (CZM) to model the complete experimental
set. Elid$ and Vorechovsky [74] used a lattice discrete particle model with spatially varying
material properties. The authors use trial and error to determine the modulus of elasticity
E, and an optimisation method to determine the tensile strength f; and material fracture
energy Gr. This approach is unsatisfactory and the obtained parameters differ considerably
from the experimentally determined values. Calibrating the material parameters to obtain a
good fit does not constitute validation. Predictions obtained using the peridynamic model
are compared against results recently published by Barbat et al. [8]. The authors employ a
crack band model in a smeared crack framework. This is the most widely used approach
for modelling the failure of concrete [10, 8]. Comparing the predictive accuracy of the

peridynamic model against established numerical methods is an essential step in validation.
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The above discussion is not exhaustive and numerical results have been reported by many
other authors.

Table 6.1 Member dimensions

Specimen: 1 2 3 4

Length / (mm) 1400 700 350 175
Depthd (mm) 400 200 100 50
Width ¢ (mm) 50 50 50 50

Span s (mm) 1000 500 250 125

6.4.1 Results: notched cases

The predicted load-CMOD response for the full set of notched tests is illustrated in Fig.
6.3 (a) and (b). Results from Barbat et al. [8] are included for comparison. The numerical
and experimental results are in good agreement. The peak-load and softening response is
accurately captured for almost all notched specimens, and the correct fracture behaviour
is predicted for all cases. The computed fracture paths for the half-notched specimens are
illustrated in Fig. 6.2. Results for the fifth-notched specimens have not been included to
avoid repetition of similar results. For all problems, the fracture initiates from the mid-span
of the beam and propagates vertically towards the applied load. The results demonstrate
that a bond-based peridynamic model can capture a deterministic size effect. The statistical
size effect is negligible in notched specimens [34]. The influence of randomness in material

properties is lessened due to the high concentration of stress at the notch tip.
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Fig. 6.2 Numerical softening damage for the half-notched specimens

6.4.2 Results: unnotched case

The predicted load-CMOD response for the full set of unnotched tests is illustrated in
Fig. 6.3 (c). As the structure size increases, so does the over-prediction of structural
strength for unnotched members. For Beam 3, the predictive error between the experimental
and predicted failure load is approximately +10%; for Beam 2, the predictive error is
approximately +20%; and for Beam 1, the predictive error is approximately +40%. To some
extent, this behaviour was expected. For notched problems, statistical variability in material
properties can largely be ignored, but for unnotched problems, the randomness of material
properties has a significant effect on structural strength [216, 74]. For unnotched specimens,
the probability that a defect is present in the region of highly stressed material is much
higher. The load-CMOD response does not reveal all. The size effect on structural strength is
illustrated much more clearly by plotting the predicted nominal strength against beam depth,
see Fig. 6.4. A strong deterministic size effect is predicted for the notched problems, but
for the unnotched problems, the nominal strength o,, remains approximately constant for all
beam depths. It was expected that the deterministic model would overestimate the nominal

strength, but it is surprising that no size effect is observed.
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The deterministic model significantly over-predicts the load capacity of Beam 1 and 2
and the obvious question is: does the omission of statistical variability in material properties
account for the entire discrepancy between the experimental and numerical results? The
degree to which material randomness influences structural strength is unclear and the only
way to definitively answer this question would be to model the spatial variability in material
properties. This is beyond the scope of this work due to the high computational expense
(further details are provided in the discussion). Despite this, some useful understanding can
be attained by considering the existing literature.

Vorechovsky [227], Bobinski et al. [34], Syroka-Korol et al. [216], and Elias et al. [75]
found that the difference between the deterministic and mean statistical strength increases
for larger structures (mean statistical strength is always smaller). The predicted results are
consistent with this observation. Syroka-Korol et al. [216] modelled unnotched concrete
beams in three point bending using a deterministic and stochastic approach. The deterministic
and mean stochastic strength start to diverge when the beam depth is greater than 50 - 60 mm.
Their results showed that the mean stochastic strength is 12% smaller than the deterministic
strength for a beam depth of 320 mm. The observed reduction in strength is not large
enough to explain all the difference between the experimental and numerical results obtained
using the peridynamic model. However, the work of Syroka-Korol is limited by the lack of
comparison with experimental data, and there is evidence that the difference between mean
stochastic strength and deterministic strength should be greater.

Syroka-Korol et al. [216] compared the stochastic and deterministic numerical results
with size effect laws proposed in the literature [14]. The deterministic-stochastic size effect
law of Bazant et al. [24] was fitted to the stochastic numerical results using a Weibull modulus
of 48 (see Fig. 21 in [216]). The Weibull modulus m is a dimensionless parameter of the
Weibull distribution, used to describe the variability in material properties. For concrete,
the Weibull modulus is generally in the range of 5 - 24, where a higher value signifies less
variability [13]. The degree of variability in the material parameters (m = 48) does not
agree with experimental data (m = 5 - 24) and this will have a significant influence on the
predicted strength. The difference between the mean stochastic strength and deterministic
strength would be much greater if the stochastic model captured the true variability in
material properties. Using a Weibull modulus of 12, the statistical size effect would reduce
the nominal strength of a 320 mm deep beam by approximately 30% (see Fig. 21 in [216]).
This suggests that the omission of statistical variability in material properties might account
for almost all of the observed discrepancies.

It is important to be transparent about the limitations of the peridynamic model. The

peridynamic model does not predict any deterministic size effect for the unnotched problems,
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and whilst it is expected that the inclusion of statistical variability in material properties would
significantly improve the predictive accuracy, a small deterministic size effect should have
been captured. Feng and Wu [80] and Barbat et al. [8] captured the correct failure load for the
unnotched cases without considering randomness in material properties. These results run
counter to the previous arguments and require examination. In this work, the spatial domain
has been discretised using a regular mesh. Feng and Wu [80] used an unstructured mesh
and it is hypothesised that randomness in the mesh structure might improve the localisation
behaviour for unnotched problems. However, Barbat et al. [8] used a regular mesh and
correctly predicted the peak load for all unnotched problems. Moallemi et al. [155] also
demonstrated a deterministic size effect in unnotched problems using a structured triangular
mesh. However, there is no comparison with experimental data which makes it difficult to
assess the correctness of the results. Elias et al. [75] modelled a similar set of unnotched
beams using a discrete meso-scale model. Deterministic calculations were performed using
a random spatial arrangement of particles and a small size effect was predicted, but the
reduction in nominal strength was significantly less than that observed experimentally.

The above analysis does not provide any definitive conclusions and clearly the next step
is to model the spatial variability in material properties. This is beyond the scope of the
current work but implementation details are provided in the discussion. The influence of an
unstructured discretisation also requires further study.

Computed crack paths for the unnotched specimens have not been included to avoid
repetition of similar results. As illustrated in Fig. 5.24, a wide zone of softening damage
develops in the tensile region prior to the peak load. At the peak load, the damage localises,
and a fracture initiates from the mid-span of the beam and propagates vertically towards the

applied load.
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6.4.3 Energy dissipation

This section provides an examination and discussion of the damage energy dissipation. Stress
redistribution and the associated energy release caused by micro-cracking is the primary
mechanism influencing the size effect on structural strength [20]. Investigating the energy
dissipation might help to explain why the numerical model fails to predict a deterministic
size effect for the unnotched problems.

For every specimen, the width of the region of energy dissipation at peak load has been
determined and the results are presented in Table 6.2. See section 5.7 for an explanation of
how the region of energy dissipation is determined and for detailed discussion and figures.
The width of the region of energy dissipation depends on the depth of the beam and the
boundary type.

Table 6.2 Width of the region of damage energy dissipation at peak load (mm). Mesh
resolution Ax = 5 mm.

A
Depth
05 02 0
50 150 250 625
100 225 300 1275
200 275 400 267.5
400 35.0 45.0 553.0

For notched problems, the width of the region of damage is less dependent on the depth of
the beam. For the half-notched specimens, the width increases from 15 mm for the smallest
beam (d = 50 mm) to 35 mm for the largest beam (d = 400 mm). The results are in good
agreement with the numerical predictions of Grassl et al. [96]; approximately 18 mm for the
smallest beam and 40 mm for the largest beam. A good agreement is also observed for the
fifth-notched beams.

For the unnotched beams, the width of the region of energy dissipation is strongly
influenced by the depth of the beam, increasing from 62.5 mm for the smallest beam (d =
50 mm) to 553 mm for the largest beam (d = 400 mm). For the largest beam (d = 400 mm),
Grassl et al. [96] determined that the region of energy dissipation is approximately 200 mm
wide. This prediction was later validated against acoustic emissions data [99]. As illustrated
in Fig. 6.5, the region of energy dissipation scales linearly with the depth. The width of the
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region of energy dissipation to beam depth ratio is approximately constant for all unnotched
specimens and this is believed to be the source of the over-prediction of peak load. It is
hypothesised that a source of randomness must be introduced to trigger the localisation of
damage in unnotched specimens. This hypothesis requires further study.

[ |

& .
—

Fig. 6.5 Region of damage energy dissipation at peak load for unnotched members. Mesh
resolution Ax = 5 mm. Note that a grey colour scale is used to improve the clarity of the
figure.

6.5 Mixed-mode problem

To test the generality of the model, the mixed-mode fracture tests of Garcia-Alvarez et al. [88]
are simulated. Feng and Wu [80] noted that the overwhelming majority of numerical studies
only considerer mode I problems. Accurately predicting mixed-mode fracture behaviour is
generally considered to be a harder problem than predicting mode I fracture behaviour, and
most problems of practical relevance will be subject to mixed-mode loading conditions.
Eccentrically notched concrete beams in three-point bending were experimentally tested.
A schematic diagram of the experimental setup is illustrated in Fig. 5.27. Three different

sizes of geometrically similar specimens were considered: depth d = 80 mm, 160 mm, and
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320 mm. The smallest member (depth d = 80 mm) was examined in the previous chapter.
The notch-to-depth ratio A was fixed at 0.25, and three different notch eccentricities pd were
considered: 0.0d, 0.3125d, and 0.625d. The material properties used for computations are as
follows: cylindrical compressive strength f.,, .,y = 20 MPa; modulus of elasticity £ = 33.8
GPa; tensile strength f; = 3.5 MPa; material fracture energy Gr =125.2 N/m. The cylindrical
compressive strength f., .,y and modulus of elasticity E were determined experimentally.
The value of tensile strength f; was determined numerically by Garcia-Alvarez et al. [88].
The specimens were cured for 720 days in a fog room. The long curing period and high
moisture content explains the high tensile strength f; [83]. The material fracture energy Gr
was determined empirically using Eq. (5.22).

Numerical results have been reported by Garcia-Alvarez et al. [88] who used a non-
linear finite element model with interface elements and a cohesive crack model to simulate
the experimental tests. Interface elements are placed along the crack path, requiring pre-
existing knowledge of the fracture behaviour and limiting this method to simplistic problems.
Numerical results have also been reported by Feng and Wu [80], Mendonga et al. [152] and
Barbat et al. [8]. The methods used in these works are more generally applicable and do not
require pre-existing knowledge of the fracture path. Mendonga et al. [152] used the boundary
element method to model the beam of depth 160 mm. Feng and Wu [80] and Barbat et al. [8]
modelled the full set of experiments using a phase-field regularised cohesive zone model and
a smeared crack approach respectively. All previously reported results are two-dimensional.
Results reported in this work were obtained using a three-dimensional model.

6.5.1 Results

Fig. 6.10 illustrates the predicted load-CMOD response for the mixed-mode fracture tests
of Garcia-Alvarez et al. [88]. The numerical results are in very good agreement with the
experimental data. The peak load is correctly predicted in almost all cases and the softening
response shows good agreement with the experimental response. Results from Barbat et al.
[8] are included for comparison. It would be fair to say that the predictive accuracy of the
peridynamic model is equivalent, if not superior, to the smeared crack approach employed by
Barbat. The smeared crack approach, first introduced over 50 years ago by Rashid [184], in
combination with the crack band theory [12], is the most widely used method for modelling
the failure of concrete. The relative immaturity of the peridynamic model and the high
predictive accuracy support the argument that this is a method worthy of further investigation.

The correct fracture behaviour is predicted for all cases and the computed crack paths
are illustrated in Fig. 6.6 and Fig. 6.7. Results for the mode I case (ud = 0.0d) have not
been included to avoid repetition. For all mode I problems, the fracture initiates from the
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notch (mid-span) and propagates vertically towards the applied load. For the mixed-mode
problems, the fracture initiates from the notch and propagates at an angle towards the applied
load. Fig. 6.8 and Fig. 6.9 compare the computed fracture paths against the experimental
data and numerical results of Barbat et al. [8]. All the results are in approximate agreement
with the experimental range. The degree to which the crack path depends on the spatial

variability in material properties requires examination.
“

Fig. 6.6 Numerical softening damage for notch eccentricity pud = 0.3125d.

Y
A

Fig. 6.7 Numerical softening damage for notch eccentricity ud = 0.625d.
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Fig. 6.8 Experimental and numerical crack paths for the mixed mode fracture tests (d =

160mm). Notch eccentricity ud: (a) 0.3125d, and (b) 0.625d
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1 — - - - Barbat et al., 2020
Az =5 mm

Fig. 6.9 Experimental and numerical crack paths for the mixed mode fracture tests (d =

320mm). Notch eccentricity ud: (a) 0.3125d, and (b) 0.625d
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6.6 Discussion and future work

6.6.1 Spatial variability of material properties

In general, the numerical results are in good agreement with the experimental data; however,
a significant disagreement is observed for the unnotched cases. The peridynamic model does
not predict any deterministic size effect for the unnotched problems, and the magnitude of
the statistical size effect remains to be examined. Extending the model to account for spatial
variability in material properties is the obvious next step, and implementation details are
discussed here.

There are a limited number of papers that have explored the application of spatially
varying material properties in a peridynamic framework. Demmie and Ostoja-Starzewski
[66] modelled wave propagation in geologic materials. The material properties (density,
bulk modulus, and yield strength) are represented as spatially correlated random fields.
The generated random fields depend on the assumed correlation structure and probability
distribution. It should be noted that the accuracy of the random field depends on the mesh
resolution and the discretisation should approximately correspond to the mesoscale of the
material. The authors only consider a single realisation of the random field. In most problems
of practical interest, the mean failure load is of limited concern and a probability distribution
of the load capacity is required. Calculating structural failure probabilities requires sampling
the entire probability distribution using Monte Carlo methods. Monte Carlo methods require
thousands of simulations and are currently prohibitively expensive. The number of samples
can be reduced by using variance reduction methods such as Latin hypercube sampling.
Syroka-Korol et al. [216] examined the statistical size effect in concrete beams and used
Latin hypercube sampling to reduce the number of samples required from thousands to less
than a hundred. Multilevel Monte Carlo schemes, similar to those proposed by Blondeel et al.
[29] and Dodwell et al. [72], offer another approach. These schemes employ a hierarchy of
mesh discretisations, with many samples taken on cheaper coarse meshes, and relatively few
samples on expensive fine meshes.

Chen et al. [50] recently proposed a new model, referred to as the Intermediately Homog-
enized Peridynamic (IH-PD) model. The explicit modelling of the material microstructure is
avoided and only essential details of the microstructure, such as void volume, are required by
applying material properties directly to bonds. The authors modelled the failure behaviour of
porous materials by deleting bonds to achieve a defined pore volume. Bonds are selected
for deletion using a random uniform distribution. Mehrmashhadi et al. [151] adopted the
same method and modelled fibre-reinforced composites by stochastically assigning bond

properties to achieve a specific fibre volume fraction. This method has also been used by
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Zhao et al. [244] and Wu et al. [230] to model concrete. Bonds are randomly assigned
properties to produce a defined volume fraction of aggregates and cement. Oterkus and
Madenci [174] used a comparable method to model nuclear fuel pellets. Randomness was
introduced into the model by assigning a Young’s Modulus value to bonds using a random
Gaussian distribution. These methods are computationally cheap but they lack a robust
theoretical basis. By introducing randomness, realistic crack paths and crack tortuosity are
predicted, but the failure probability distribution cannot be determined. Jones et al. [127]
note that these methods are generally used to avoid problems related to symmetry, and they
do not attempt to capture the true material behaviour by implementing an experimentally
measured probability distribution of material properties.

After addressing computational expense, there are further issues. Jones et al. [127]
found that naively randomising the properties of bonds affects the results in unexpected
ways, for example producing very narrow failure distributions. Accurately reproducing
strength distributions, such as the Weibull distribution, requires a correction scheme. The
authors proposed a scheme that successfully generates a Weibull strength distribution in
a one-dimensional peridynamic body. The proposed method is only applicable to one-
dimensional problems, and expansion to two and three-dimensional peridynamic problems
is still required. The preceding discussion demonstrates that the inclusion of spatially
varying material properties is not a trivial problem, and further work is required to reduce

computational expense and to accurately reproduce strength distributions.

6.6.2 Load path following

The direct displacement-controlled loading scheme fails to capture the post-peak structural
response for large unnotched beams, see Fig. 6.3 (c). This behaviour was expected, as direct
displacement control is not capable of passing limit points of vertical tangent (‘snap-back’)
[195]. The post-peak response of large structures is steeper than small structures, and for very
large structures snap-back behaviour will occur [18, 216, 8]. Path-following techniques, such
as the arc-length method [189], can be used to capture the full equilibrium path of materials
that exhibit strain-softening behaviour. Sun et al. [213] have implemented an arc-length
method within a peridynamic framework.

A displacement-controlled Newton Raphson solver has been implemented in the devel-
oped analysis code, and introducing an arc-length solver would be relatively simple due to
the similarities with the Newton Raphson solver. Construction of the stiffness matrix and the
iterative solution of the system of equations is computationally expensive. Optimising the

code to run large problems is an obvious future step.
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6.6.3 Localisation limiter

In strain-softening materials, damage localisation occurs. The localisation of damage into a
band that is one element wide is a major issue when using a finite element model. Results
from finite element models lack objectivity, because upon mesh refinement, damage localises
into a infinitely small volume and the energy dissipation tends to zero. Furthermore, capturing
the correct energy dissipation as a crack forms and propagates is essential to accurately model
structural size effect. A localisation limiter, defined by a characteristic length of the material,
is used to enforce a minimum width of the strain localisation band [211]. This prevents the
damage from localising into a zone of zero volume upon mesh refinement.

As stated by BaZzant [18], the fundamental feature of any model capable of bridging the
gap between the theory of plasticity and the theory of linear elastic fracture mechanics is the
presence of some form of characteristic length. Due to the non-locality of the peridynamic
model, a size effect is naturally captured. In the peridynamic model, the horizon & defines the
range over which particles interact. The peridynamic horizon & is not an intrinsic material
property. This differentiates the peridynamic model from common numerical approaches,
and the use of an ambiguous characteristic length parameter is avoided. The non-locality of
the peridynamic model prevents both damage localisation into a zone of zero volume and
zero energy dissipation upon mesh refinement. Note that a crack band model prevents zero
energy dissipation upon refinement, but damage localisation still occurs in a single row of
elements, even if the size of the elements becomes infinitely small [211]. The peridynamic

model is physically consistent, and therefore is more fundamental than a crack band model.

6.6.4 Additional comments

The high computational expense prevented a mesh sensitivity study for all members. For com-
pleteness, the influence of the mesh resolution on the predictive accuracy should be examined.
Detailed mesh sensitivity studies will become increasingly practicable as solvers advance
and computational power increases. The influence of an unstructured mesh discretisation
also requires examination. It is hypothesised that an unstructured mesh might influence the
localisation behaviour and improve the predictive accuracy for unnotched problems. Molinari
et al. [157] used a cohesive zone model to show that by introducing randomness into the
mesh structure, the total energy dissipated converges significantly faster. Finally, the mode II
energy dissipation component in the mixed-mode fracture tests is minor [88], and further
problems should be tested to improve the robustness of the validation.
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6.7 Conclusions

BaZant [17] stated that correct modelling of the size effect on material strength should be
adopted as the basic criterion of acceptability of any numerical model. This chapter has
demonstrated the capability of a bond-based peridynamic model to capture the size effect
in quasi-brittle materials. This is the first time that a peridynamic model has been used to
examine the size effect, and provides an important check on the validity of the numerical

model. The key findings are as follows:

1. The peridynamic model accurately captures the deterministic size effect in notched
problems and the predicted load-CMOD response and crack paths are in close agree-
ment with the observed experimental data. Comparisons with leading numerical models
are provided, and the predictive accuracy of the peridynamic model is equivalent, if

not superior.

2. In conventional numerical models, capturing size effect requires a localisation limiter
that governs the width of the softening zone. The localisation limiter is determined
by an internal characteristic length that is a property of the material. The definition
of the characteristic length is highly ambiguous and its value can not be determined
experimentally. The non-local length scale in the peridynamic model is not related to

material properties and avoids the aforementioned problems.

3. The peridynamic model fails to accurately capture the structural strength for all un-
notched specimens. As the structure size increases, so does the over-prediction of
structural strength. To some extent, this behaviour was expected. For notched problems,
statistical variability in material properties can largely be ignored, but for unnotched
problems, the randomness of material properties has a significant effect on structural
strength.

4. The peridynamic model does not predict any deterministic size effect for the unnotched
problems, and whilst it is expected that the inclusion of statistical variability in material
properties would significantly improve the predictive accuracy, a small deterministic

size effect should have been observed.

5. To trigger the localisation of damage in unnotched specimens, it is hypothesised that a

source of randomness must be introduced.

In 1999, Bazant [18] stated that discrete element models will be needed to help explain
the mechanics of size effect and to separate the important processes from the unimportant
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ones. A complete understanding of size effect is still lacking and peridynamic models might
help to clarify the underlying mechanics. The developed model could be used to inform a
greater understanding of the physical basis of size effect, and extending the model to account
for spatial variability in material properties is the obvious next step.



Chapter 7

Shear failure

7.1 Introduction

This chapter examines the predictive capabilities of the bond-based peridynamic model
against a series of reinforced concrete beams. The aims of this chapter are to: (1) quantify
the predictive accuracy of the model for determining the shear strength of reinforced concrete
beams; (2) validate the model against a systematically arranged set of experimental tests that
encompasses a wide range of structural behaviours; (3) explain any discrepancies between
the experimental and numerical results.

There are a limited number of published papers that address reinforced concrete problems
using a peridynamic model. Gerstle and Sau [91] were the first to model concrete and
reinforced concrete using a two-dimensional bond-based peridynamic model. Gerstle et al.
[94] later introduced a micropolar peridynamic model that accounts for the bending stiffness
of bonds. The model is applied to a reinforced concrete cantilever failing in shear [92]
and a simply supported reinforced concrete beam, with and without shear reinforcement
[89]. Numerical results are compared against predictions from design codes and a good
agreement is observed. Significant work remains to quantify the confidence and predictive
accuracy of peridynamic models. Section 2.4.1 provides a brief review of the development
of peridynamics for quasi-brittle materials and structures. For a thorough review of the
development of peridynamics and applications to concrete and reinforced concrete problems,
readers are referred to the work of Hattori et al. [108].

The experimental test series by Leonhardt and Walther [135] is chosen as a benchmark due
to the wide range of failure modes exhibited. The chosen series of tests has been carefully
selected to provide a robust and methodical validation of the bond-based peridynamic
framework. The shear-span-to-depth ratio is systematically varied from 1 to 8 to facilitate

a study of different load-transfer mechanisms and failure modes. The change in load-
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transfer behaviour and the important influence of fracture behaviour on the redistribution of
stresses makes this a challenging benchmark. To the best of the authors knowledge, a robust
quantitative examination such as this has until now been missing in the peridynamic literature.
The chapter is organised as follows: Section 7.2 describes the numerical framework and the
steel and interface constitutive models. Section 7.3 provides a comprehensive validation
study against a series of nine beams. Four validation metrics are used: load-deflection
response, ultimate load capacity, failure mode, and fracture behaviour. Section 7.4 provides
a discussion of the results and deficiencies within the model are identified. Section 7.5
concludes the chapter and summarises the findings. Future research and development needs

are listed.

7.2 Numerical framework

All the results presented in this chapter were obtained using the explicit scheme outlined
in Fig. 4.14. The imposed displacement is increased incrementally using a fifth-order
smooth step function and a small amount of damping is applied. The bilinear damage model
proposed by Zaccariotto et al. [243] is used in this chapter and critical stretch corrections
are not applied. The bilinear law was chosen as it is the simplest constitutive model that
accounts for softening behaviour. Details of the bilinear model are provided in section 5.3.2.
By using the simplest possible model, it is easier to gain insight into any discrepancies. Note
that the model is equivalent to that used in section 5.4.2 (see Fig. 5.10).

7.2.1 Steel constitutive model

The microplastic material model introduced by Macek and Silling [143] is used to capture
the yielding behaviour of steel reinforcing bars, see Fig. 7.1. Plasticity is introduced by
assuming that a bond has a yielding stress. At an individual bond level the material is elastic
perfectly plastic. At a macroscopic level, the material shows a strain hardening effect due
to bonds yielding at different values of bulk strain. In the microplastic model, the force
magnitude f is defined by Eq. (7.1), where s,(¢) is the plastic stretch history defined by Eq.
(7.2), and s, is the yielding stretch.

e i W xl < o

0 otherwise
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d 0 if |s—s, <s§
5,(00=0, —s,= ls=spl < (7.2)

dt" %s otherwise
The bond yield stretch sy, can be related to the ultimate yield strength ©,,;; by considering
that all bonds will have yielded when the ultimate strength is reached. By following the same

process used to derive the critical bond stretch in the original linear elastic material model,
the bond yield stretch is defined by Eq. (7.3), where K is bulk modulus.

P Oult
YU 3K

(7.3)

!
I
I
I
I
I
I
I
I
I
I
I
I
1
1

I
I
|
I
I
|
C I
I
I
I
I
|
1

s, 5,

Fig. 7.1 Microplastic Model

7.2.2 Interface constitutive model

The bond between the steel reinforcing bars and concrete plays an important role in the
behaviour of a reinforced concrete member. Within the peridynamic framework there are a
limited number of papers that explicitly discuss the steel-concrete interface model. Gerstle
et al. [90] modelled a reinforced concrete lap splice problem and treated the steel-to-concrete
interface bonds as modified concrete bonds. The calculated pairwise force and pre-defined
critical stretch value in the modified bonds are multiplied by a factor of three. This factor
accounts for the toughening effect of the ribs on the reinforcing bars. Lu et al. [142] simulate
anchor bolt pullout in concrete by introducing a short-range interaction force to reproduce
the interaction between the concrete and steel anchor bolt. Li and Guo [138] recently used
a dual-horizon peridynamic model to simulate the debonding process in fibre-reinforced
polymer (FRP)-to-concrete bonded joints. A multi-scale discretisation scheme is used and
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the mesh is refined at the bond interface. Using a linear elastic damage model, the captured
interfacial slip is in accordance with experimental results.

The interface behaviour has been investigated by many researchers using conventional
numerical methods. Jendele and Cervenka [123] presented a bond slip model for simulating
the interface between reinforcing bars and concrete within a non-linear finite element model.
They found that when bond slip is neglected, a finer mesh is required to capture the correct
behaviour. More recently, Xenos and Grassl [232] modelled the failure behaviour of a
reinforced concrete member with non-local and crack band approaches using a damage-
plasticity model and they assumed perfect bond between the steel reinforcement and concrete.
This idealisation of the interface behaviour leads to reasonable results and simplifies the
problem. This work also assumes perfect bond between the reinforcement and concrete and
bond slip is not accounted for. It is not the purpose of this chapter to study the interface in
detail. The stiffness of steel-to-concrete bonds are set equivalent to concrete bonds and bond

failure can not occur.

7.3 Model validation

The goal of this chapter is to develop and benchmark the capabilities of a three-dimensional
bond-based peridynamic model for the simulation of failure behaviour in reinforced concrete
members. Whilst peridynamic models have been studied fairly extensively, a rigorous
validation study for reinforced concrete problems is missing. Limitations of previous studies
include: (1) a dependency on qualitative validation through visual comparisons of fracture
behaviour, (2) simulations are restricted to two-dimensions but the complex interaction
between reinforcing bars and concrete is three-dimensional, (3) validation is limited to a
narrow range of problems and fails to provide sufficient insight into the generality of the
model. Proving that a model can correctly capture all possible scenarios is not feasible but a
sufficiently wide range of problems should be addressed so that the limitations of a model
can be identified. The influence of the discretisation on the structural response and fracture
behaviour is also investigated.

The predictive capabilities of the peridynamic model are quantified by comparison with
experimental results. The model is evaluated against the following criteria: load-deflection
curve, ultimate load capacity, failure mode, and fracture behaviour. The generality of the
model is assessed by simulating a comprehensive range of reinforced concrete members
that exhibit distinct failure modes. Members failing in flexure and shear are considered.
Shear failure is distinguished from flexural failure by the development of inclined cracks.

The flexural behaviour of reinforced concrete members is well understood and the ultimate
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flexural strength can be accurately predicted using analytical methods based on simplified
rectangular stress blocks. Failure loads predicted by analytical methods match closely with
experimental results and form the basis of modern design codes. Correctly capturing flexural
failure behaviour still remains an important test for any numerical model. The shear behaviour
of reinforced concrete members is much more complex and predictions of shear strength rely
on empirical methods that lack a robust theoretical basis [55]. The ultimate shear capacity is
governed by the combined resistance to shear force offered by (1) the uncracked compressive
zone, (2) arch or direct strut action, (3) aggregate interlock, (4) dowel action, and (5) the
residual tensile strength in the fracture process zone. The contribution of each action to
the overall shear resistance is related to parameters such as shear span, beam depth, and
reinforcement ratio [119, 111]. There is no consensus on the relational theory between shear
failure and the many influencing parameters. This uncertainty is highlighted by the variability
that exists within different design codes. Bentz et al. [27] state that predictions of ultimate
shear strength can vary by a factor of more that two when using different design codes, whilst
the flexural strength predicted by the same codes does not vary by more than 10%. Correctly
capturing different modes of shear failure is an essential test for any numerical model due to
the sudden and catastrophic nature of members failing in shear.

7.3.1 Stuttgart shear tests

The peridynamic model is validated against a series of reinforced concrete beams tested
by Leonhardt and Walther [135], commonly referred to as the Stuttgart Shear Tests. Ten
beams subjected to four-point loading were tested to investigate the influence of the shear-
span-to-depth ratio (a,/d) upon the shear strength of simply supported prismatic beams.
Shear reinforcement was not considered so that the development of diagonal shear cracks
could be studied. Extensive testing has shown that the shear-span-to-depth ratio is one of the
most important factors affecting the failure behaviour of reinforced concrete beams. Kani
[128] proved experimentally that the load transfer behaviour changes at a value of a,/d
approximately equal to 2.5. If the value of a, /d is less than 2.5, beams develop an internal
arch and shear capacity increases. For values of a, /d greater than 2.5, beam action becomes
dominant and sudden and brittle failure in diagonal-tension is expected. Full flexural capacity,
My, is not obtained for values of a, /d between 1.5 to 5, The largest reduction in flexural
capacity is observed for a,/d = 2.5, and the moment at failure, M,,, is approximately 50%
lower than the theoretical capacity. The observed reduction in flexural strength due to shear
is often referred to as ‘Kani’s valley of shear failure’ and is illustrated in Fig. 7.2. The

wide range of failure modes, the multiple influencing parameters, the complex load transfer



158 Shear failure

mechanisms, and the important role of fracture behaviour on stress redistribution make this

series of tests a suitable challenge for model validation.
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Fig. 7.2 Kani’s shear valley

Four broad categories of failure mode can be defined: shear-web failure (a,/d < 1), shear-
compression failure (1 < a,/d < 2.5), shear-flexural failure (2.5 < a,,/d < 6), and flexural
failure (a,/d > 6) [132, 167]. For RC members within the same category, the expected
failure behaviour (sequence of events and fracture characteristics) will be approximately
the same. The results section is divided into these categories and a detailed description of
each failure mode is provided within the discussion. It should be noted that providing an
exact definition of the different shear failure modes that may occur in a reinforced concrete
beam is not trivial and the terminology used within the literature is often conflicting. Fig.
7.5 illustrates the experimental fracture behaviour from the series of tests by Leonhardt
and Walther [135]. This is one of the best examples available that clearly demonstrates the
influence of a,/d on fracture behaviour. Beam 4, 5, and 6 were repaired on one side after the
occurrence of shear failure and further loaded until failure occurred on the other side.

A schematic diagram of the experimental setup is illustrated in Fig. 7.3 and member
dimensions and material properties can be found in Table 7.1. The shear span, a,, is defined as
the distance between the applied point load and the point of nearest restraint. The shear force
remains constant throughout the shear span. The effective depth, d, is defined as the distance
from the top compression fibre to the centre of the tensile reinforcement and is constant
across all members (d = 270 mm). All members have the same cross sectional area (320 mm
% 190 mm) and reinforcement ratio (p ~ 2.05%). Longitudinal reinforcement is provided
in the form of two ribbed steel bars of 26 mm diameter (A, = 1062 mm?). The reinforcing
bars were manufactured from high yield steel and possess the following properties: modulus
of elasticity E; = 208,000 MPa, yield strength f, = 465 MPa, and yield strain s, = 0.2%.
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Input parameters for the concrete constitutive model have been determined using empirical
formulas from fib Model Code 2010 [83], that relate the experimentally measured cubic
compressive strength to common concrete properties. For every test, the mean cube strength
fem,cube Was determined from twenty test cubes 200 mm in size. Model Code 2010 relates
the compressive strength of cubes 150 mm in size to cylindrical compressive strength, thus
introducing a degree of error. The value of k,, the ratio between the critical stretch and the
linear elastic limit, has been set at 25, and was determined using experimental load-deflection
curves from Barr et al. [9]. The value of 25 is approximate and there is a large degree of
uncertainty. Yang et al. [236] note that it is not easy to determine the exact point at which
linearity is lost in a load-deflection curve and this is a weakness of the calibration method
proposed by Zaccariotto et al. [243].

P/2 P/2
Ly (av) Ly L (av)

Fig. 7.3 Experimental setup. L; is the shear span a,. Adapted from Leonhardt and Walther
[135].

Table 7.1 Stuttgart Shear Tests - experimental parameters

Designation L(m) L;(m) Lp(m) a,/d Jemcube MPQ)  fop ey MPa)  Gp (N/m)  E. (MPa)

1 0.90 0.27 0.36 1.0 35 28.6 133 30,500
2 1.15 0.40 0.35 1.5 35 28.6 133 30,500
3 1.45 0.54 0.37 2.0 35 28.6 133 30,500
4 1.70 0.67 0.36 2.5 35 28.6 133 30,500
5 1.95 0.81 0.33 3.0 35 28.6 133 30,500
6 2.55 1.10 0.35 4.0 35 28.6 133 30,500
7 3.10 1.35 0.40 5.0 36.5 29.6 134 30,900
8 3.60 1.62 0.36 6.0 36.6 29.7 134 30,900

10 4.70 2.16 0.38 8.0 354 28.9 134 30,600
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All members have been modelled with a constant peridynamic horizon 6 = 3.14Ax and
regular grid spacing Ax = 11.5 mm. To study mesh sensitivity, Beam 3, 5, and 7 have
also been modelled using a finer mesh with regular grid spacing Ax = 7.67 mm. The grid
spacing has been chosen so that the correct area of steel can be modelled. Experimental
load-deflection curves are available for Beam 3, 5 and 7. The concrete constitutive model
parameters for the two levels of mesh refinement are defined in Table 7.2. The loading
configuration of Beam 9 is not consistent with the remainder of the test series and has been
omitted from the simulations.

Peridynamic model parameters remain the same across all tests. This is essential in a
robust validation procedure. Adjusting model parameters to improve the agreement between

numerical and experimental measurements does not constitute validation [218].

Table 7.2 Simulation Parameters. Stretch is a dimensionless scalar.

Grid Spacing  Bilinear Model Parameters

Mesh
Ax (mm) S0 Se
Normal 11.5 6.34E-5 1.60E-3
Fine 7.67 7.78E-5 1.95E-3
o oo HH ooe
Normal Mesh Fine Mesh

Fig. 7.4 Discretised cross-section. The nodal spacing for the normal mesh is 11.5 mm, and for
the fine mesh is 7.67 mm. The area of steel A; is approximately 1060 mm? in both meshes.
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Fig. 7.5 Failure behaviour in beams tested by Leonhardt and Walther [135]. Refer to Table
7.1 for dimensions.

7.3.2 Results

This section presents the numerical results. The experimental and predicted failure loads
are summarised in Table 7.3. Fig. 7.6 plots the experimental and numerical shear force and
moment at failure against a, /d. The numerical fracture pattern at failure for all beams can be
found in Fig. 7.7. Numerical fracture patterns using the fine mesh are provided in Fig. 7.8.
Load-deflection results for Beam 3, 5, and 7 are plotted in Fig. 7.9, Fig. 7.10, and Fig. 7.11.
Interpretation of the results is saved for the discussion.
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Table 7.3 Comparison of experimental results, design code predictions, and numerical
predictions

Specimen 1 2 3 4 5 6 7 8 10
Experimental
120 126 94
P (kN) 777 520 294 161 118 118 . | |
131 126 103
Failure Mode? S S S S S S S S f
Eurocode 2
P (kN) 287 194 144 144 144 144 144 125 93
Failure Mode S S S S S S S f f
% Error -63% -63% -51% -10% +22% +22% +20% -1%  +1%
Normal Mesh
P (kN) 335 253 170 131 112 85 87 76 56
Failure Mode S S S S S S S f f
% Error ST%  -51% -42% -19% S%  -28% -28% -40% -41%
Fine Mesh
P (kN) - - 181 - 122 - 92 - -
Failure Mode - - S - S - S - -
% Error - - -38% - +3% - -23% - -

I'Beam 7, 8, and 10 were tested twice using identical material properties
2 Failure mode - shear (s), flexural ()
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Shear-web failure: Beam 1

Shear-web failure, sometimes referred to as as true shear failure, deep beam failure, or
splitting failure, occurs when the shear span is less than the effective depth, 0 < a,/d <
1. Diagonal shear cracks form in the web and propagate in an approximately direct line
between the applied load and support. This is due to the splitting action of the compressive
force between the load and support. The shear force cannot transfer across the crack, and
members behave like a truss. The compression zones act as struts and the longitudinal
reinforcement ties the struts together. Final failure can be caused by splitting, compression
failure at the supports, or reinforcement anchorage failure due to the large tensile forces
generated. Flexural cracking is limited.

Beam 1 has a shear-span-to-depth ratio of 1 and lies at the boundary of shear-web and
shear-compression failure. The experimental fracture behaviour is typical of shear-web
failure. Beam 1 failed experimentally at a load of 777 kN. Failure is predicted at a load of
335 kN and a mid-span deflection of approximately 1.1 mm. The experimental mid-span
deflection is not known. The percentage error between the actual and predicted failure load
is -57%; the largest error observed across all tests. The potential reasons for this error are
numerous and analysis is provided within the discussion. The numerical and experimental
fracture behaviour are in reasonable agreement but there are clear differences that might
provide insight into the reasons for premature failure. Uniformly spaced flexural cracks form
in the span of constant bending. As the applied load is increased, symmetric cracks propagate
vertically towards the point of load application. The numerical and experimental fracture
behaviour then start to diverge. In the numerical model, splitting between the steel-concrete

interface occurs. This behaviour was not observed in the experimental work. Final failure
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occurs with the formation of a diagonal crack in the web that propagates suddenly between
the load and support. In the numerical model, propagation of the diagonal crack is stopped by
the reinforcement. The numerical model correctly captures that no concrete crushing occurs
in the compression zone.

Shear-compression failure: Beam 2, 3

Shear-compression failure typically occurs in the range 1 < a,/d < 2.5 and is characterised
by crushing failure of the concrete at the point of load application. This mode of failure can
occur suddenly and at a substantially lower load than that seen in shear-web failure. Flexural
cracks will form initially before a diagonal crack starts from the last flexural crack and turn
gradually towards the applied load. With few exceptions, diagonal cracks are extensions of
flexural cracks. High vertical compressive stresses directly beneath the applied load halt the
propagation of the diagonal crack. Internal forces are then redistributed and the member is
able to carry additional load before compression failure finally occurs adjacent to the applied
loads. Similarly, high vertical compressive stresses near the supports prevent the further
propagation of splitting failure between the reinforcing bars and concrete. Fracture behaviour
is generally symmetric with two diagonal cracks forming. The experimental failure behaviour
observed in Beam 2 and 3 is typical of shear-compression failure.

The experimental failure load for Beam 2 is 520 kN. Failure is predicted to occur at a
load of 253 kN and a mid-span deflection of 1.9 mm. The prediction error of -51% is smaller
than the error observed in Beam 1. The experimental and numerical fracture behaviour are
in reasonable agreement. The numerical model captures the crushing failure between the
applied loads and symmetrical diagonal cracks form as expected. The location and angle of
the diagonal cracks is incorrect, initiating closer to the applied load and at a steeper angle
than that observed experimentally. Again, splitting between the steel-concrete interface
occurs and propagates to the supports. This behaviour was not seen experimentally. High
compressive forces beneath the applied load halt the direct propagation of the crack toward
the point of load application.

The experimental failure load for Beam 3 is 294 kN. The numerical model predicts that
failure will occur at a load of 170 kN and a mid-span deflection of 1.8 mm. The prediction
error is -42%. The predicted deflection at failure is similar for Beam 2 and 3. Experimental
load-deflection results are available for Beam 3 and the numerical load-deflection behaviour
in Fig. 7.9 is in good agreement with the experimental results until premature failure occurs.
The peridynamic model accurately reproduces the structural stiffness in the initial stages of
loading. The model captures the stiffness softening observed at the start of crack initiation

and there is very good agreement between the numerical and experimental results until
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premature failure occurs. The mesh size does not influence the structural response during
the initial loading period. The predicted structural response diverges moderately in the later
stages of loading. Using the fine mesh, the predicted failure load is 181 kN and mid-span
deflection is approximately 1.8 mm. In Beam 3, crushing occurs between the applied loads
but only a single diagonal crack forms. The degree of crushing in the model is less than that
observed experimentally. Using the normal mesh, the location and angle of the diagonal
crack is incorrect. The fine mesh is more accurate in capturing the correct location and angle
but errors remain. Splitting at the steel-concrete interface occurs when using the normal and
fine mesh. Beam 3 and 5 have been modelled by Malm [147] using two commercial finite
element codes, ATENA and Abaqus. The best correlation was achieved with Abaqus and the
results have been included in Fig. 7.9. The results have been included for completeness but a
fair comparison is difficult. The material properties for Beam 3 and 5 are identical but Malm
adjusts the simulation parameters to improve agreement with the experimental data. This is

calibration not validation.
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Fig. 7.9 Beam 3 load-displacement curve (a,/d = 2)

Shear-flexural failure: Beam 4, 5, 6,7, 8

Shear-flexural failure occurs in the range 2.5 < a,/d < 6.0. Flexural cracks form during
the early stages of loading. As the loading process progresses, a critical diagonal shear
crack initiates from a flexural crack and travels towards the applied load. The diagonal
crack rotates as the fracture propagates further into the compression zone. For members
subjected to shear and bending, cracks will vary in slope from 90°at the extreme fibre (pure
bending) to 45°at the neutral axis (pure shear). For beams in the range 2.5 < a,/d < 4, the

diagonal crack meets resistance as it propagates upwards into the compression zone and
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progression of the crack may be halted. With a further increase in loading, the fracture
gradually extends along a shallow slope until sudden failure occurs when the arch mechanism
is no longer capable of sustaining the applied load, leading to failure. This mode of failure
is sometimes referred to as diagonal tension failure. For beams that lie within the range 4
<a,/d < 6, additional flexural cracks might form between the critical diagonal crack and
the support and failure is typically very sudden. Leonhardt and Walther [135] remarked that
the failure of Beam 7 and 8 was sudden. Fracture behaviour is typically asymmetrical and
failure occurs at a load approximately half that observed in shear-web failure. Shear-flexural
failure is also characterised by splitting between the concrete and longitudinal reinforcement.
The experimental failure behaviour exhibited in Beam 4, 5, 6, 7, and 8 is characteristic of
shear-flexural failure.

Beam 4 has a shear-span-to-depth ratio of 2.5 and lies at the boundary of shear-compression
and shear-flexural failure. The experimental failure load is 161 kN, and the numerical model
predicts that failure will occur at a load of 131 kN and mid-span deflection of 2.24 mm.
The prediction error is -19%. The experimental fracture pattern demonstrates characteristics
of shear-compression and shear-flexural failure. The slope of the critical diagonal crack is
approximately constant with limited crack rotation. Concrete crushing does not occur. The
numerical model correctly captures that crushing failure does not occur in Beam 4 but the
location and angle of the diagonal crack is incorrect. The diagonal crack initiates closer to
the applied load and at a steeper angle than that exhibited experimentally. The crack travels
under the applied load and into the span of constant bending, this behaviour was not observed
in the experiment.

Beam 5 failed experimentally at a load of 118 kN and the numerical model predicted
the peak load to be 112 kN at a mid-span deflection of 2.5 mm. Final failure occurs at a
mid-span deflection of 2.8 mm. The numerical prediction error is -5%. This is the best
prediction achieved across all tests using the normal mesh. The difference between the actual
and predicted failure load reduces as the internal behaviour switches from arch action to
beam action. The numerical structural response, plotted in Fig. 7.10, is in good agreement
with the experimental load-displacement curve. The initial structural stiffness is captured
correctly. As loading progresses, structural stiffness is moderately overestimated. Concrete
softening and the initiation of damage reduce the stiffness of the structural member and good
agreement is observed near the peak load. The mesh size does not impact on the structural
response until the later stages of loading. The failure load predicted using the fine mesh is 122
kN and mid-span deflection is approximately 2.9 mm. Beam 5 has previously been modelled
by Most [159], Malm [147], Jendele and Cervenka [123], Cervenka and Papanikolaou [222],
and more recently by Xenos and Grassl [232]. Xenos and Grassl [232] modelled the failure
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of Beam 5 with non-local and crack band approaches using the damage-plasticity model
CDPM2, originally introduced by Grassl et al. [97]. The results for the non-local model
with a fine mesh from Xenos and Grassl [232] are included in Fig. 7.10. The member was
modelled in two-dimensions and planes of symmetry were exploited, with only half of the
beam considered. This is not strictly valid due to the asymmetrical failure behaviour of
reinforced concrete members in the range 2.5 < a,,/d < 6.0. The two models show good
agreement until approximately 100 kN where the results diverge and the model of Xenos
and Grassl [232] underestimates the peak load. The peridynamic model reproduces the
expected asymmetrical failure mode and the fracture pattern is in reasonable agreement with
the experimentally observed behaviour. Using the normal mesh, the location and angle of the
diagonal crack is incorrect. The distance between the fracture origin and applied load is only
0.2 m. Experimentally this distance is measured to be approximately 0.5 m. Using the fine
mesh improves the fracture results. As the diagonal crack propagates into the compression
zone, the characteristic rotation behaviour is seen and the distance between the fracture origin

and applied load is over 0.3 m.
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Fig. 7.10 Beam 5 load-displacement curve (a,/d = 3)

Beam 6 fails experimentally at a load of 118 kN and the numerical model predicts that
failure will occur at a load of 85 kN and mid-span deflection of 4.5 mm. The prediction error
is -28%. This is a notable increase in the error of the numerical prediction. The numerical
model captures the asymmetrical fracture behaviour but the location of the diagonal crack
is wrong. The diagonal crack initiates closer to the applied load than that observed in the
physical test. This behaviour has been observed in Beam 2, 3, 4, and 5.

Beam 7 was tested twice using identical material parameters. The first specimen failed
experimentally at a load of 120 kN and the second specimen failed at 131 kN. The results
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demonstrate the inherent variability of ultimate strength in identical reinforced concrete
elements. Herbrand [111] notes that the exact replication of flexural shear tests is unreliable
and the coefficient of variation of repeated tests is typically between 6 to 12%. Failure is
predicted at a load of 87 kN and a mid-span deflection of approximately 8.1 mm. Using the
lower failure load of 120 kN, the prediction error is -28%. The numerical and experimental
load-deflection behaviour, plotted in Fig. 7.11, are in good agreement during the early stages
of loading. As the applied load is increased, the model predicts a stiffer response than the
experimental results. After damage, the numerical model overestimates the reduction in
member stiffness. The member carries additional load until premature failure occurs. The
predicted structural response using the normal and fine mesh is in good agreement until the
peak. The peak load is mesh dependent and the failure load predicted using the fine mesh is
92 kN and mid-span deflection is 9.1 mm. Herbrand et al. [112] modelled the failure of Beam
7 using a plastic damage material model with Abaqus. Full bond is assumed between the
concrete and reinforcement. The two models show good agreement during the initial stages
of loading. The model of Herbrand et al. [112] better captures the structural stiffness after
the onset of damage. The peridynamic model captures the expected asymmetrical failure
behaviour and the fracture behaviour is in good agreement with the experimental results.
Fig. 7.12 illustrates the three-dimensional fracture path. Using the normal and fine mesh,
the location and angle of the critical diagonal crack is approximately correct. The predicted
distance between the fracture origin and applied load is 0.45 m. The characteristic rotation
behaviour of the shear crack is captured and the fracture propagates at a shallow angle
beneath the applied load. The flexural crack width spacing also shows good agreement with
the experimental results. In the experimental test, additional flexural cracks form between
the critical diagonal crack and the support. This behaviour is only observed when using the
fine mesh. Fig. 7.13 displays the deformed shape of Beam 7 at failure and illustrates the
opening of the diagonal crack.
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Fig. 7.11 Beam 7 load-displacement curve (a,/d = 5)

Fig. 7.13 Deformed shape of Beam 7 at failure. Displacement is scaled by a factor of 10

Beam 8 has a shear span-to-depth ratio a, /d of 6 and lies at the boundary of shear-flexural

and flexural failure. The experimental failure behaviour is typical of shear-flexural failure.

Beam 8 was tested twice using identical material parameters and both specimens failed at
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126 kN. Failure is predicted at a load of 76 kN and a mid-span deflection of 11 mm. The
prediction error is -40%. The numerical model fails to capture the correct failure mode and
the fracture behaviour is typical of flexural failure. Uniformly spaced flexural cracks form
and grow proportionally with increases in applied load. Compressive failure of the concrete
occurs between the applied loads resulting in a complete loss of load carrying capacity.

Yielding of steel reinforcement does not occur.

Flexural failure: Beam 10

Members with a shear-span-to-depth ratio greater than 6 are expected to reach their full
theoretical flexural capacity. The failure behaviour of a slender beam under constantly
increasing load is well known. Narrow flexural cracks will begin to appear well before the
ultimate load. If proper bond is provided, the steel and concrete will attain the same strain.
As the loading is increased, the width and length of the flexural cracks will increase and the
area of the compression zone will decrease. This behaviour will become more pronounced
after yielding of the reinforcing steel. The area of the compression zone will continue to
decrease and the compressive stresses will eventually reach a level where crushing failure of
the concrete occurs [129].

Beam 10 was also tested twice. The first specimen failed at 94 kN and the second
specimen failed at 103 kN. Both specimens failed in flexure. The numerical model predicts
failure at 56 kN and a mid-span deflection of 18.4 mm. Using the lower failure load of 94 kN,
the prediction error is -41%. The numerical fracture behaviour is in good agreement with the
experimental results. The average crack spacing in the experimental test is approximately 110
mm and the maximum flexural crack length is 230 mm. In the numerical model, the average
crack spacing is 120 mm and the maximum flexural crack length is 218 mm. Leonhardt and
Walther [135] note that Beam 10 fails due to the crushing of concrete before the yield point
was reached in the reinforcement. This behaviour is observed in the numerical model and

yielding of the reinforcement does not occur.

7.4 Discussion

7.4.1 Shear-transfer actions

The numerical results are in fair agreement with the experimental results but the ultimate load
capacity is underestimated in all cases. Insight into the behaviour of the numerical model
can be gained through examination of the variation in error for different values of a, /d. The

prediction error between the numerical and experimental results decreases as a, /d changes
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from 1 to 3 (-57% — -5%). Unexpectedly the prediction error then increases as a, /d changes
from 3 to 8 (-5% — -41%). The potential reasons for these differences are numerous and
it is probable that no single issue is solely responsible for the observed errors. The results
suggest that the peridynamic model captures some but not all of the factors that contribute
to shear resistance. Isolating sources of discrepancy between experimental and numerical
results is challenging. By considering how the contribution of different shear-transfer actions
changes for a range of a, /d values, and relating to variations in prediction error, it is possible
to identify specific areas of deficiency within the model. A number of recent papers have
examined the contribution of the various shear-transfer actions in members without web
reinforcement [119, 111, 46, 47]. These works are used to guide the discussion but it should
be noted that there is no clear consensus on the exact relationship between the individual
shear-transfer mechanisms and influencing parameters.

The largest prediction errors are observed in members where load transfer occurs predom-
inantly through arch action (a,/d < 2.5). This is not completely unexpected as this behaviour
is observed within existing design codes and numerical models. The degree of uncertainty
in shear strength predictions increases as a,/d approaches 0 and the ultimate shear strength
of a deep beam (a,/d < 1) can be four times greater than that predicted by Eurocode 2
(EC2) [193]. Cervenka et al. [224] used non-linear finite element analysis to simulate 33
experimental tests of reinforced concrete elements and found that model uncertainty is higher
for members failing in shear. Fig. 7.6 shows that the numerical model does capture an
increase in shear capacity for members in the range a,/d < 2.5 but the degree of increase is
smaller than expected. It is hypothesised that the failure to capture the correct ultimate load
and fracture behaviour could be due to (1) limitations of the concrete damage model, and/or
(2) the assumption of perfect bond between the steel reinforcement and concrete.

Potential shortcomings of the concrete damage model include the absence of compres-
sive softening, and difficulty capturing mode II fracture. It might be necessary to include
compressive softening behaviour in the concrete constitutive model. Fig. 7.14 illustrates the
principal compressive strain distribution in Beam 1 before the onset of damage. Bottle-shaped
compressive struts appear to be forming correctly but damage does not form within the strut
as expected. Claus [52] found that the inclusion of compressive softening is important for the
accurate representation of the formation and degradation of the compressive struts within a
non-linear finite element model. In shear-compression and shear-flexural failure, the critical
diagonal crack initiates from a flexural crack (mode I type fracture). In shear-web failure, the
critical diagonal crack is expected to initiate within the web and the exact fracture mode or
combination of modes is not clear but mode II type fracture potentially plays a significant

role. The prediction error between the numerical and experimental results is highest for Beam
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1 (ay/d = 1), and this might imply that the concrete constitutive model does not properly
account for mode II fracture behaviour. Ren et al. [187] proposed a new damage rule based
on the maximal deviatoric bond strain. They report that this damage rule is compatible with
the three modes of brittle failure, and compared with the classic maximum bond stretch rule,
the proposed damage model can predict in-plane and out-of-plane shear failure with ease.

This requires further investigation.

=
compressive strain &

low

Fig. 7.14 Principal compressive strain distribution in Beam 1. The purpose of this figure is to
illustrate the formation of compressive struts and the inclusion of strain values is considered
to be redundant.

The load-deflection results for Beam 3 in Fig. 7.9 provide useful insight into the numerical
behaviour of a beam under arch action. The peridynamic model accurately reproduces the
structural response in the initial stages of loading and correctly captures the reduction in
stiffness observed at the start of crack initiation. The results are in good agreement until
premature failure occurs. This suggests that the model fails to capture an important aspect
of structural behaviour. Fenwick and Pauley [81] found that arch action can only occur at
the expense of slip (complete loss of bond transfer). Swamy et al. [214] also showed that
arch action action can be developed in a beam only when the steel is fully unbonded between
strong end anchorages. It was found that arch action enhances the shear resistance of an
unbonded beam beyond that of a bonded beam failing in shear but also increases deflection.
This evidence suggests that the assumption of perfect bond between the reinforcement and
concrete is a likely source of error for beams that transfer load primarily through arch
action. Work is needed to develop a constitutive model for bonds that interface between
reinforcement and concrete.

Beam 5 (a,/d = 3) is the most brittle member tested (lowest moment capacity) and lies
at the bottom of Kani’s shear valley. Fig. 7.6 plots the ultimate moment at failure from the
experimental and numerical tests. It is interesting to observe that the numerical shear valley is
much shallower than the experimental shear valley. The predicted ultimate moment capacity
ranges from 44 kNm to 62 kNm, whereas the experimental ultimate moment capacity ranges
from 48 kNm to 105 kNm. The predicted failure load for Beam 5 is also the most accurate

across all tests and the key question is why? The shear force resistance of the inclined
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compressive strut and aggregate interlock is expected to be limited. The contribution of the
inclined compressive strut is vanishingly small in members with a shear-span-to-depth ratio
greater than 3. This is well known. The exact contribution of aggregate interlock to the shear
strength is much less certain but the following points suggest that it is comparatively low:
(1) Large aggregate interlock stresses are expected when the angle of the diagonal crack is
greater than 45° [46]. For Beam 5, the angle of the diagonal crack is approximately 28° at
the steepest point. (2) Aggregate interlock is much more pronounced in deep beams [119].
It is assumed that the shear force is resisted primarily by a combination of the uncracked
compressive zone, residual tensile stresses at flexural crack tips, and dowel action. For Beam
7, Herbrand [111] determined that approximately 30% of the shear force at failure is resisted
by the uncracked compressive zone. As the contribution of the uncracked compressive zone
is mainly governed by the reinforcement ratio p, a similar value is expected for Beam 5.
The contribution of the residual tensile stresses at flexural crack tips to the shear strength is
estimated to be approximately 20 - 40% of the shear capacity [119, 111], and the contribution
of the dowel action to the shear strength is estimated to be approximately 10 - 20% of the
shear capacity [119, 47]. The high predictive accuracy suggests that the peridynamic model
does a good job of capturing these shear-transfer actions.

According to Cervenka et al. [224], the uncertainty in a non-linear finite element model
of a reinforced concrete member decreases as the failure mode changes from shear to flexural.
Unexpectedly, the prediction error in the peridynamic model increases as the failure mode
transitions from shear to flexural. It is theorised that for members in the range 3 < a,/d < 6,
discrepancies between the experimental and numerical results can be partly accounted for
by the neglect of crack friction within the numerical model. Aggregate interlock is known
to have an important role in the transfer of shear forces. As a crack opens, sliding occurs
and contact between the faces produces normal and tangential stresses. Huber et al. [119]
found that the crack opening and sliding behaviour is directly correlated with the shape
of the critical shear crack, and aggregate interlock is more pronounced in members with
steeply inclined shear cracks. The steep inclination of the shear crack at mid-span in Beam
7 and 8 (see Fig. 7.5) produces a large aggregate lock effect. Cavagnis et al. [47] used
digital image correlation to investigate the role of various shear-transfer actions in members
without web reinforcement. It was found that for members governed by beam shear-transfer
actions, the contribution of aggregate interlock is dominant. Herbrand [111] developed a
mechanical model to predict the shear strength of reinforced concrete members without web
reinforcement. Herbrand used the model to determine the contribution of each shear transfer
action to the overall shear resistance of Beam 7 at every load step. At failure, aggregate

interlock carries 43% of the shear force. Unbroken bonds that cross between fracture faces
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introduce a degree of resistance to crack sliding and the numerical prediction error is -28%.
Contact between crack faces stiffens the structural response and the reduced numerical
stiffness observed in Beam 7 (see Fig. 7.11) further supports the theory that crack friction
must be accounted for. The numerical fracture pattern predicted by the peridynamic model
(see Fig. 7.12 and 7.13) is superior to that of Herbrand et al. [112] and it is interesting to note
that the asymmetrical failure is captured with homogeneous material properties.

Correctly predicting the ultimate flexural capacity of a reinforced concrete member is a
key test when evaluating model robustness. The principles governing flexural strength are
clearly understood and accurately predicting the bending capacity of a reinforced concrete
member is trivial. The size of the prediction error between the actual and predicted failure
load for Beam 10 is somewhat unexpected. Unfortunately there is no experimental load-
displacement graph from which insight into the numerical behaviour might be gained. The
numerical fracture behaviour is in good agreement with the experimental results and the
failure is governed by concrete crushing in the compression zone. This suggests that early
compressive failure might be responsible for the disagreement between the numerical and
experimental results. According to Eurocode 2 (EC2) [43], concrete reaches its maximum
compressive stress when compressive strain is approximately 0.002 and crushing failure
occurs at an ultimate strain of 0.0035. The maximum compressive strain in Beam 10 reaches
0.0013 shortly before failure occurs. This value is consistent with the prediction error. Beam
8 failed experimentally in shear but the numerical fracture displays the characteristics of
flexural failure. Crushing failure of concrete in the compression zone occurs before a diagonal
shear crack can form. The numerical failure mechanism and prediction error in Beam 8 and
10 is almost identical.

7.4.2 Loading system

Differences in obtained structural behaviour and failure load can also be partly explained
by the loading system. Leonhardt and Walther [135] tested all members with a discrete
load-controlled system. Beams were loaded in incremental stages of approximately 1/10th
of the predicted failure load. In discrete load-controlled testing, the precise failure load and
corresponding displacement are not measured. In the numerical simulations, all members
were loaded with a forced displacement. Displacement-controlled testing has some important
advantages. The exact failure load is identified and the structural response of the member
can be studied continuously, including the post-peak behaviour. To explain the problem; the
final loading step prior to failure for Beam 3 was 235 kN, and shear failure occurred between

this load step and the final load step of 294 kN. The exact failure load is not known and
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the potential prediction error between the experimental and numerical results ranges from a

minimum of -28% to a maximum of -42%.

7.4.3 Discretisation

The mesh discretisation is another source of error and uncertainty. Mesh dependency has
been investigated using two levels of mesh refinement. The load-deflection curves are
independent of the mesh refinement until the peak load is approached (see Fig. 7.9, 7.10,
and 7.11). The structural response at the peak load is mesh dependent, and the fine mesh
provides better predictions of load capacity. The mesh refinement influences the fracture
patterns. The average crack spacing between flexural cracks remains approximately the
same for both meshes, but the location and path of the diagonal shear crack improves as the
mesh is refined. The improved shear crack location and path could explain the increased
prediction accuracy. Bobaru and Hu [32] and Zhao et al. [244] note that the size of the
horizon should be defined by the smallest relevant geometrical feature. In this work the
maximum horizon size should ideally be smaller than the diameter of the steel reinforcing
bars. This was not reasonably practicable due to the high computational expense. This is a
clear limitation and the interaction between the reinforcing bars and concrete might not be
captured correctly. Computational expense and time limits prevented further examination
of the mesh dependency. Ren et al. [186, 187, 188] recently introduced a dual-horizon
peridynamic formulation which allows for an irregular discretisation. Using a multi-scale
discretisation scheme, it would be possible to refine the mesh at critical locations such as
the bond interface, similar to the work of Lu et al. [142]. This is a promising area of future

research.

7.4.4 Material parameters

There is a significant degree of uncertainty in the selection of material parameters and this
will influence the reliability of the predicted failure load and behaviour. This uncertainty can
be investigated by considering a probabilistic model of material properties. Cervenka et al.
[225] modelled fracture energy Gr as a random field over the domain of a concrete member.
The introduction of randomly distributed material properties reduced discrepancies between
numerical and experimental results. Future work should consider the micro-structure and
spatial variability of concrete.
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7.4.5 Comparison with design codes

Load capacity and failure mode predictions using EC2 [43] are provided in Table 7.3. All
safety factors have been set to 1. The poor prediction accuracy demonstrates the uncertainty
that surrounds shear failure. The peridynamic model offers an appreciable improvement in
accuracy for members failing in shear, and in all cases, the model provides safe predictions of
load capacity. The design code predictions are unconservative for Beam 5, 6, and 7, and the
predicted load capacity is up to 22% higher than that observed experimentally. EC2 predicts
that Beam 8 will fail in flexure at 125 kN. The predicted load capacity is correct but the
failure mode is wrong. It is interesting that the failure mode in the numerical analysis agrees
with EC2. Predicting the correct failure type for members that lie at the boundary of distinct
failure modes is challenging. As has already been stated, EC2 provides accurate predictions

of flexural capacity.

7.4.6 Importance of further validation

As pointed out by Diehl et al. [69], the majority of papers calibrate model parameters
against a single experiment and only a few addressed further validation. This work has
demonstrated the importance of further validation and areas of future research have emerged.
The experimental test series by Leonhardt and Walther [135], modelled in this chapter, is
proposed as a benchmark problem for modelling the failure of reinforced concrete elements.
To the best of the authors knowledge, this is the first work to consider the full series of tests.
Good benchmark problems help facilitate the fair comparison of different numerical models
and provide the required credibility to make definitive conclusions. Validation against the
complete test series will provide a robust investigation of the ability of a numerical model to
capture a range of load-transfer and failure mechanisms.

When viewing the load-deflection graphs in isolation it can be difficult to discern how
the structural response differs between members. Fig. 7.15 combines the experimental
and numerical load-displacement curves for Beam 3, 5, and 7 using the normal mesh. The
horizontal line indicates the load capacity predicted by EC2. This figure illustrates the
capability of the peridynamic model to predict a range of structural responses.
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7.15 Comparison of experimental and numerical load-displacement curves. The horizon-

tal line indicates the load capacity predicted by EC2.

7.4.7 Summary

The preceding results discussion has identified a number of potential areas of deficiency

within the model and provided evidence to support the interpretation of results. There are

multiple other factors that may introduce errors and detailed uncertainty quantification studies

are needed. The presented approach has demonstrated significant promise for predicting

the shear capacity of reinforced concrete members, and the peridynamic model possesses a

number of features that justify further development:

1. Crack initiation, propagation and coalescence naturally emerge from the governing

equations. Asymmetrical failure modes (as illustrated in Fig. 7.13) are predicted

without explicitly modelling the microstructure.

. Non-planar three-dimensional crack paths are captured with ease (see Fig. 7.12). This

is important when considering more complex problems such as reinforced slabs.

. The constitutive model that has been employed is very simple and has few parameters,
and in some cases, as illustrated in Fig. 7.10, the results are better than that of well-
established numerical methods. Xenos and Grassl [232] used the damage-plasticity
model CDPM2, and they note that this model requires a large number of input param-
eters. Vorel et al. [228] recently compared four state of the art concrete constitutive
models in a standard continuum-based framework. The average number of model
parameters is 25, and many of these parameters have no credible justification. The

simplicity of the presented approach should be regarded as an advantage.
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7.5 Conclusions

Determining the shear capacity of reinforced concrete members is notoriously difficult. In
this work, a three-dimensional bond-based peridynamic framework has been developed and
validated for predicting shear failure in reinforced concrete beams. This is the first study to
comprehensively validate the predictive capability of a peridynamic model against a series
of problems. The experimental test series by Leonhardt and Walther [135] was chosen as a
benchmark due to the wide range of failure modes exhibited. It was hypothesised that this
series of beams would be difficult to simulate due to the change in load-transfer behaviour
as shear slenderness is increased, and the important influence of fracture behaviour on the
redistribution of stresses. The predictive error between the experimental and numerical
results ranges from +3% to -57%, highlighting the importance of validation against a series
of problems. The results demonstrate that the model captures many, but not all, of the factors

that contribute to shear and bending resistance. The main findings are listed:

1. The model successfully captures many of the key features of shear and flexural failure.
This is achieved using a simple bilinear constitutive model, a regular mesh discretisa-
tion, and without the need for prior knowledge of fracture behaviour. The predicted
fracture patterns are generally in good agreement with the experimental results. Using
the fine mesh, the predicted fracture behaviour is equivalent to, if not better than that
found elsewhere in the literature.

2. The model accurately predicts the load capacity of Beam 5 and the numerical structural
response is in good agreement with the experimental load-deflection curve. This
suggests that the model captures the following load-transfer actions: shear transfer in
the uncracked compressive zone, residual tensile stresses at flexural crack tips, and

dowelling action of the tensile reinforcement.

3. The assumption of perfect bond between the steel reinforcement and concrete is a likely
source of error for beams that transfer load primarily through arch action. Arch action
can only occur at the expense of slip and development of an interface constitutive
model is needed. Factors such as bond-slip need to be considered.

4. The results for short members suggest that there are limitations with the concrete
constitutive model. Potential shortcomings of the concrete damage model include
the absence of compressive softening, and difficulty capturing mode II fracture. It
remains unclear to which degree the prediction error can be attributed to these factors

but they are worthy of further investigation. The early compressive failure of concrete
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in slender beams could be linked to the identified shortcomings. It is also possible that

there are unknown factors at play.

5. Discrepancies between the experimental and numerical results can be partly accounted
for by the neglect of crack friction within the numerical model. For members governed
by beam shear-transfer actions the contribution of aggregate interlock is dominant, and
the numerical model should be expanded to explicitly account for crack friction.

In addition, there a number of areas that have not been addressed by this work but
likely play an important role: (1) the influence of size effect on structural strength, and
(2) the influence of concrete micro-structure on fracture initialisation and growth. Further
challenges include addressing computational efficiency with a multi-scale mesh discretisation,
and bounding predictions with upper and lower limits using uncertainty quantification
methods. The results presented in this study help to elucidate where future avenues of
research lie for the application of peridynamics to reinforced concrete problems. With further
research and development, it is conceivable that the peridynamic model might enable a better
understanding of shear failure and the multitude of influencing factors.



Chapter 8
Conclusions and future work

The peridynamic theory provides a powerful framework for modelling fracture and damage
in quasi-brittle materials. There has been an exponential growth in interest from the research
community and industry since Silling [203] introduced the theory in 2000, however, there
has been a lack of robust validation studies and this is potentially limiting the application of
peridynamic models.

The main aim of this thesis was to develop a three-dimensional bond-based peridynamic
framework for modelling quasi-brittle structural elements and to quantify the predictive
accuracy of the model by employing a thorough validation procedure. By carefully selecting
validation problems that tested a wide range of behaviours, this work has delivered new
insights into the capabilities and deficiencies of the peridynamic model. Furthermore, this
work has presented a number of new developments that have improved the predictive accuracy

of the bond-based peridynamic model.

8.1 Conclusions

8.1.1 Constitutive model

A comparative study to quantify the predictive accuracy of existing constitutive laws for
modelling quasi-brittle materials was needed. From the literature review, it was evident that
there is no broadly accepted constitutive model for quasi-brittle materials. This suggests that
there is still a large degree of uncertainty surrounding the predictive accuracy of existing
constitutive laws

A number of constitutive laws have been proposed within the bond-based peridynamic
framework but a detailed examination of the predictive accuracy of different models was

missing from the literature. The results demonstrated that the behaviour of a peridynamic
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bond should be consistent with the macroscopic material response and a new non-linear
softening law was introduced that addressed the ambiguity of existing non-linear laws.
The predictive accuracy of the proposed non-linear softening law is superior to existing

constitutive laws, and the numerical results are in good agreement with experimental data.

8.1.2 Mode I and mixed-mode fracture

The model has been validated against both mode I and mixed-mode fracture problems. The
chosen test problems have been examined by many researchers, making it easy to compare
the results with existing numerical models.

To test the predictive capabilities of the model for mode I fracture, validation was
performed against the full set of experimental results published by Grégoire et al. [98].
Geometrically similar notched and unnotched concrete members were tested in three-point
bending to investigate size and boundary effects. It was shown that the non-local nature of
peridynamics influences the results for different boundary types, and spurious strengthening
occurs in the proximity of a notch due to the non-local interaction of particles above and
below the notch tip. This effect is reduced as the size of the beam is increased.

To test the generality of the model, the mixed-mode fracture tests of Garcia-Alvarez et al.
[88] were simulated. Accurately predicting mixed-mode fracture behaviour is considered
to be a harder problem than predicting mode I fracture behaviour, and most problems of
practical relevance will be subject to mixed-mode loading conditions. In all presented cases,
the computed load-CMOD response is in good agreement with the experimental data, and the
peak load is accurately predicted. The computed fracture paths are also in good agreement
with experimental results and demonstrate the robustness and generality of the bond-based
model.

Predictions obtained using the peridynamic model were compared against results from
more advanced models. Results recently published by Barbat et al. [8] were selected for
comparison as the authors employed a crack band model in a smeared crack framework,
and this is the most widely used and successful approach for modelling the failure of quasi-
brittle materials. Comparing the predictive capabilities of the peridynamic model against
established numerical methods is an essential step in validation, and it was demonstrated that
the accuracy of the developed model is equivalent for the presented test cases.

8.1.3 Size effect

Accurately capturing the structural size effect is essential for safe predictions of load capacity.

The capability of a peridynamic model to capture size effect in quasi-brittle materials had yet
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to be examined and remained a major question. As stated by Bazant [19], the capability to
correctly reproduce the size effect is an important check on the validity of any computational
model.

The peridynamic model accurately captures the deterministic size effect in notched
problems and the predicted load-CMOD response and crack paths are in close agreement
with the observed experimental data. Comparisons with leading numerical models are
provided, and the predictive accuracy of the peridynamic model is equivalent, if not superior.

In conventional numerical models, capturing size effect requires a localisation limiter that
governs the width of the softening zone. The localisation limiter is determined by an internal
characteristic length that is a property of the material. The definition of the characteristic
length is highly ambiguous and its value can not be determined experimentally. The non-local
length scale in the peridynamic model is not related to material properties and avoids the
aforementioned problems.

The peridynamic model fails to accurately capture the structural strength for all unnotched
specimens. As the structure size increases, so does the over-prediction of structural strength.
To some extent, this behaviour was expected. For notched problems, statistical variability in
material properties can largely be ignored, but for unnotched problems, the randomness of
material properties has a significant effect on structural strength.

The peridynamic model does not predict any deterministic size effect for the unnotched
problems, and whilst it is expected that the inclusion of statistical variability in material
properties would significantly improve the predictive accuracy, a small deterministic size
effect should have been observed. To trigger the localisation of damage in unnotched

specimens, it is hypothesised that a source of randomness must be introduced.

8.1.4 Shear strength

Correctly predicting the shear strength of a reinforced concrete element is an essential test for
any numerical model due to the sudden and catastrophic nature of shear failure. To quantify
the predictive accuracy of a peridynamic model, the model was tested against a systematically
arranged set of element-level benchmark tests that exhibited a wide range of failure modes.

The experimental test series by Leonhardt and Walther [135] was chosen as a benchmark
due to the wide range of failure modes exhibited. It was hypothesised that this series
of beams would be difficult to simulate due to the change in load-transfer behaviour as
shear slenderness is increased, and the important influence of fracture behaviour on the
redistribution of stresses. The predictive error between the experimental and numerical

results ranges from +3% to -57%, highlighting the importance of validation against a series
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of problems. The results demonstrate that the model captures many, but not all, of the factors
that contribute to shear and bending resistance.

Discrepancies between the experimental and numerical failure loads might appear to be
substantial, but as has been shown, predictions with Eurocode 2 are worse for shear critical
members. Comparisons with numerical results from three earlier studies are provided but a
fair comparison is difficult as these studies did not follow a robust validation process.

It should be emphasised that the employed constitutive model (bilinear) is very simple
and has few parameters, and in some cases, as illustrated in Fig. 7.10, the results are better
than that of well-established numerical methods. Xenos and Grassl [232] used the damage-
plasticity model CDPM?2, and they noted that this model requires a large number of input
parameters. The simplicity of the presented approach should be regarded as an advantage,
and the use of complex models with many parameters that have no physical justification
should be avoided if possible. Simpler models are preferable because they are easier to
validate and less prone to overfitting during calibration. It is worth restating the following
principle: the simplest model should be examined first, and only if the model is found to be

deficient should the complexity be increased.

8.1.5 Mesh sensitivity

Mesh sensitivity studies were performed to investigate the dependency of the results on the
mesh resolution. The predicted results (load-deflection response, peak load and crack path)
should be independent of the mesh resolution. This is a basic test of the adequacy of any
numerical model. To the best of the authors knowledge, mesh sensitivity studies are missing
from the existing literature.

For notched problems, the predicted peak load is independent of the mesh discretisation,
but for unnotched problems, the predicted peak load progressively increases as the mesh is
refined. In an attempt to understand this behaviour, an examination of the damage energy
dissipation is provided. To the best knowledge of the author, this is the first time that energy
dissipation has been investigated using a peridynamic model. For the unnotched case, the
width of the region of energy dissipation increases as the mesh is refined. The dependency
of the energy dissipation on the mesh resolution for the unnotched case is believed to be
the source of the peak load sensitivity. The cause of the mesh sensitivity is not yet fully
understood, but an important factor has been identified. It is hypothesised that the inclusion
of spatially varying material properties might be important for capturing the correct behaviour
in unnotched cases.
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Mixed-mode problems were considered to examine the dependency of the predicted
crack path on the mesh resolution. The computed fracture paths are independent of the mesh
resolution, demonstrating the robustness of the model (see Fig. 5.31).

The peridynamic model prevents the localisation of damage into a zone of infinitely
small volume as the mesh is refined. Both the total energy dissipation and the volume of the
damage zone remain approximately constant across different levels of mesh refinement. A
crack band model prevents zero energy dissipation upon refinement, but damage localisation
occurs in a single row of elements, even if the mesh elements become infinitely small. This
is not physically consistent, and in this sense, the peridynamic model is more fundamental
than a crack band model.

Mesh sensitivity was also examined for reinforced concrete members. The assessment is
complicated by the presence of two materials with very different properties. Mesh dependency
was investigated using two levels of mesh refinement. The computed load-deflection curves
are independent of the mesh resolution until the peak load is approached. The structural
response at the peak load is mesh dependent, and the fine mesh provides better predictions
of load capacity. The mesh refinement influences the fracture patterns. The average crack
spacing between flexural cracks remains approximately the same for both meshes, but the
location and path of the diagonal shear crack improves as the mesh is refined. The improved
shear crack location and path could explain the increased prediction accuracy. Computational
expense and time limits prevented further examination of the mesh dependency, and this is
an area that needs additional work. It remains to be established if the results will converge

upon further mesh refinement.

8.1.6 Physical meaning of the horizon

The results presented in this thesis have demonstrated that non-locality is essential in a
physically consistent model, but at the macroscale, the horizon radius 6 is not an intrinsic
material property. This differentiates the peridynamic model from existing non-local models,
and the use of an ambiguous characteristic length parameter is avoided. There are two key

factors that support the conclusion that the horizon radius 6 is not an intrinsic material

property:

1. For notched problems, the region of energy dissipation remains approximately equal
across three levels of mesh refinement (Ax = 1.25, 2.5, 5mm and 6 = 7wAx). If 0 is a
intrinsic material length (characteristic length), related to material heterogeneities and
independent of the mesh refinement, then one would expect that the region of energy

dissipation would change for different values of §.
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2. Capturing the correct energy dissipation as a crack forms and propagates is essential
to accurately model structural size effect. Many existing numerical methods use a
localisation limiter to prevent damage from localising into a zone of zero volume.
The localisation limiter is chosen to ensure correct energy dissipation when a crack
forms and is determined by an internal characteristic length /. that is a property of the
material being modelled. If § is a material property, then one would have expected the

predictions of size effect to be inaccurate.

It might be fair to argue that the two factors are negative claims, i.e. there is no evidence
to suggest that 9 is an intrinsic material property, but this does not conclusively prove that
0 is a numerical parameter. From the available data, the author strongly suspects that § is
not an intrinsic material property, but further work is required to conclusively prove this. It
should also be noted that the above arguments are only valid for quasi-static problems and

might not hold true for dynamic problems.

8.1.7 Critical stretch corrections

It was shown that the application of surface correction factors produces a toughening effect.
The energy required to produce a fracture surface at the edge of a peridynamic body is
significantly higher than the material fracture energy Gr. Consequently, a higher applied
force is required to initiate and propagate a crack. This is the first time that this effect has
been described. A correction scheme is proposed that is simple to implement and yields
improved results. The value of critical stretch s, is not a constant across all bonds and is
dependent on the applied surface correction factor.

8.2 Future work

This thesis employed the bond-based theory. It was a deliberate choice not to consider
the more complex state-based theory and this was justified as follows: (1) the simplest
model should be examined first and only if the model is found to be deficient should the
complexity be increased, and (2) the developed numerical framework serves as a good
baseline form which to measure any improvements obtained from more sophisticated models.
The capabilities of the presented framework have been robustly examined, and the predictive
accuracy of the model is found to be equivalent to well-established methods. With further
research and development, it is conceivable that the peridynamic model could become a
leading method for modelling quasi-brittle materials and structures. The results presented in

this thesis have helped to identify future areas of research:
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* Material heterogeneity: Extending the model to account for spatial variability in
material properties is an obvious future step. Implementation details and complexities
are discussed in section 6.6.1. The discussion demonstrates that the inclusion of spa-
tially varying material properties is not a trivial problem, and further work is required
to reduce computational expense and to accurately reproduce strength distributions.

Accounting for material heterogeneity is important for a number of reasons:

— Statistical size effect: The model fails to accurately capture the structural strength
for all unnotched specimens (see Fig. 6.3). As the structure size increases, so
does the over-prediction of structural strength. To some extent, this behaviour
was expected. For notched problems, statistical variability in material properties
can largely be ignored, but for unnotched problems, the randomness of material
properties has a significant effect on structural strength. The magnitude of the

statistical size effect remains to be examined.

— Probability distribution of strength: In most problems of practical interest,
the mean failure load is of limited concern and a probability distribution of the
load capacity is required. By running many repeated simulations that sample
the probability distribution of material properties, it is possible to determine the

reliability of a structure (probability of failure).

— Fracture behaviour: It is hypothesised that by considering spatial variability in
the material properties, the complex fracture behaviour of reinforced concrete

members will be captured more accurately.

* Constitutive model: The results for short members suggest that there are limitations
with the concrete constitutive model. Potential shortcomings of the concrete damage
model include the absence of compressive softening, and difficulty capturing mode
IT fracture. It remains unclear to which degree the prediction error can be attributed
to these factors but they are worthy of further investigation. The early compressive
failure of concrete in slender beams could be linked to the identified shortcomings. It
is also possible that there are unknown factors at play.

* Steel-concrete interface model: The assumption of perfect bond between the steel
reinforcement and concrete is a likely source of error for beams that transfer load
primarily through arch action. Arch action can only occur at the expense of slip and
development of an interface constitutive model is needed. Factors such as bond-slip
need to be considered.
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» Aggregate interlock: Discrepancies between the experimental and numerical results

can be partly accounted for by the neglect of crack friction within the numerical model.
For members governed by beam shear-transfer actions the contribution of aggregate
interlock is dominant, and the numerical model should be expanded to explicitly

account for crack friction.

Influence function: The use of a non-constant micro-modulus function might provide
a number of benefits: (1) an improved representation of the physical reality of non-local
forces, (2) reduced surface effects, and (3) improved numerical convergence. This work
has demonstrated that using a conical influence function improves the convergence
behaviour for a three-dimensional peridynamic model (see Fig. 5.15) but further

examination of influence functions is required.

Mesh sensitivity: The influence of an unstructured mesh discretisation requires exami-
nation. It is hypothesised that an unstructured mesh might influence the localisation

behaviour and improve the predictive accuracy for unnotched problems.

Load path following: Path-following techniques, such as the arc-length method [189],
can be used to capture the full equilibrium path of materials that exhibit strain-softening
behaviour. A displacement-controlled Newton Raphson solver has been implemented
in the developed analysis code, and introducing an arc-length solver would be relatively
simple due to the similarities with the Newton Raphson solver.

Reducing computational expense: If peridynamic models are to become viable
for simulating complex industry motivated problems, the computational cost must
be further reduced. A number of strategies are available to minimise computational
effort: (1) employ a multi-scale discretisation scheme and refine the mesh in areas of
interest, (2) adaptively refine the mesh at crack tips, and (3) couple peridynamic and
finite element meshes. All three strategies require further research, in particular, mesh

sensitivity and rigorous validation studies are needed.

Uncertainty quantification: Quantifying the uncertainty in model outputs is essen-
tial if peridynamics is to become a viable method for designing novel structures.
Uncertainty arises from many sources, including input parameters and numerical ap-
proximation methods. The development of a probabilistic peridynamic model that can
reliably account for uncertainties would be a major step towards addressing complex
real world problems.
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8.3 A comment on the importance of validation

It was established from the literature review that significant work remained to quantify the
confidence and predictive accuracy of the bond-based peridynamic model. The lack of
rigorous validation studies is an issue that is prevalent throughout the peridynamic literature
and is also observed in the wider computational mechanics literature. Calibration and
validation are often conceptually misunderstood and many papers fail to make a clear
distinction between the two. It is common to see bad practices such as the adjustment of
material parameters that have been determined through experimentation. This only serves to
obfuscate the predictive capabilities of a model.

By following a rigorous validation process, this work has delivered new insights into
the capabilities and deficiencies of the bond-based model. The reporting of poor results is
vitally important, and it is out of such discrepancies that scientific knowledge is discovered.
By isolating sources of error, it is possible to gain meaningful insights into the predictive
capabilities of a model and to identify future areas of research. Validation is an ongoing

process as complete validation over the entire domain of applicability is an impossibility.
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Appendix A

Code performance

The performance of the developed code is dependent on the hardware, compiler, number of
threads, and the problem size (Table A.1 details the number of nodes and bonds for every
problem presented in this thesis). Approximate run times for three problems are detailed
below. The code was compiled using gcc-6.3.0 for Linux and the MATLAB version used
was R2018b. The computations were performed using a single Skylake node with 32 OMP
threads with the Cambridge Service for Data Driven Discovery (CSD3) Peta4 platform
operated by the University of Cambridge Research Computing Service.

* For a problem with 1,000 nodes, the approximate run time for 5,000 time steps is 25
seconds.

* For a problem with 100,000 nodes, the approximate run time for 5,000 time steps is
160 seconds.

* For a problem with 1,000,000 nodes, the approximate run time for 5,000 time steps is
1400 seconds.

The length of a simulation (the number of time steps) is determined by the loading rate
required to ensure quasi-static conditions. The simulation length varied from 50,000 to
300,000 time steps depending on the problem. For more details on code performance and

memory constraints, the reader is referred to the work of Boys et al. [41].
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Table A.1 Input file data

Mesh resolution ~ Nodes! Bonds?
Grégoire et al. [98]
Beam 1 UN? Smm 224,000 11,871,304
Beam 1 FN Smm 224,000 11,855,208
Beam 1 HN Smm 224,000 11,830,152
Beam 2 UN Smm 56,000 2,911,984
Beam 2 FN Smm 56,000 2,904,240
Beam 2 HN Smm 56,000 2,891,712
Beam 3 UN Smm 14,000 700,324
Beam 3 FN 5 mm 14,000 696,756
Beam 3 HN 5mm 14,000 690,492
Beam 4 UN 5 mm 3,500 161,494
Beam 4 FN 5 mm 3,500 160,014
Beam 4 HN 5 mm 3,500 156,882
Beam 4 UN 25mm 28,000 1,492,064
Beam 4 FN 25mm 28,000 1,487,860
Beam 4 HN 25mm 28,000 1,479,904
Beam 4 UN 1.25mm 224,000 12,784,204
Beam 4 FN 1.25mm 224,000 12,764,656
Beam 4 HN 1.25mm 224,000 12,731,944
Garcia-Alvarez et al. [88]
d=80mm u = 0.0d 5 mm 8,000 387,780
d=80mm u = 0.3125d 5 mm 8,000 389,364
d=80mm u = 0.3125d 1.25mm 512,000 29,577,864
d=80mm u = 0.625d 5 mm 8,000 389,364
d=80mm u = 0.625d 1.25mm 512,000 29,577,864

d =160 mm u = 0.0d Smm 32,000 1,638,288
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d =160 mm u = 0.31254 Smm 32,000 1,638,288
d =160 mm u = 0.625d Smm 32,000 1,638,288
d=320mm u = 0.0d Smm 128,000 6,731,304
d =320 mm u = 0.3125d Smm 128,000 6,737,816
d =320 mm u = 0.625d Smm 128,000 6,737,816
Stuttgart shear tests
Beam 1 11.5mm 37,332 2,002,474
Beam 2 11.5mm 47,804 2,573,594
Beam 3 11.5 mm 60,180 3,248,554
Beam 3 7.67mm 198,750 11,175,940
Beam 4 11.5mm 70,652 3,819,674
Beam 5 11.5 mm 83,232 4,504,138
Beam 5 7.67mm 267,000 15,039,150
Beam 6 11.5mm 105876 5,740,714
Beam 7 11.5mm 128,724 6,986,794
Beam 7 7.67mm 424,000 23,954,250
Beam 8 11.5mm 149,192 8,103,074
Beam 10 11.5mm 194,888 10,595,234

I Number of nodes
2 Number of bonds

3 UN - unnotched, FN - fifth-notched, HN - half-notched
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