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Abstract

Material heterogeneity at small scales is a key driver of material’s effective macroscopic properties and fracture response. We
present a hybrid energy-based approach based on a potential of mean force formulation of lattice element method for reliable
and efficient modeling of fracture and crack propagation in heterogeneous materials. The proposed framework rests on direct
application of the Griffith fracture criteria and removes material points to create fracture surfaces in energetically favorable
directions. Computational efficiency is achieved through a probing of high energy bonds and quasi-static relaxation leading to
near global imposition of the energy-based criteria for crack path resolution. We validate the proposed hybrid approach against
results in literature and use it to examine fracture response of defective and layered materials. For layered materials with
fracture energy heterogeneity, the effective toughness is shown to be the maximum of fracture energies of layers irrespective
of their volume fraction and the direction of crack propagation. For layered materials with elastic modulus heterogeneity,
the maximum energy release rate occurs when the crack approaches the compliant-stiff interface from within the compliant
phase. We examine the scaling of fracture toughness with modulus contrast, the link to volume fraction of the layers and the
relationship between toughness anisotropy and the gradient of elastic modulus heterogeneity, offering insights with potential
to inform the design of materials for fracture.

(© 2021 Elsevier B.V. All rights reserved.
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1. Introduction

The impact of texture and structure at small scales on the effective macroscopic properties of heterogeneous
materials has been subject of extensive research [1-5]. While well-established homogenization techniques relate
the micro-structural characteristics to effective elastic properties [6—8], the relationship to fracture properties has
not been thoroughly established yet [9]. This is largely due to the complexities that arise from the interaction of
the discontinuities with each other and other present inhomogeneities, which cannot be captured through mean-field
approaches.
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Theoretical developments have mostly focused on the fracture properties of domains with simple pre-existing
discontinuities, cracks and inclusions [10—16]. These developments become inapplicable when complex material
microstructure and its impact on effective macroscopic properties and nonlinear response is of interest. Numerical
approaches such as finite element analysis have been extensively used to solve the corresponding boundary value
problems numerically in the continuum domain [17-21]. These methods, however, require mesh refinement around
discontinuities to conform to the crack geometry during crack propagation [22,23]. While more advanced methods
such as extended and embedded finite element methods minimize the demand for re-meshing around discontinuities
and complex morphologies [24-33] challenges still remain in modeling dynamic fracture and fragmentation due to
inherently discrete nature of the phenomenon [34,35].

With the growing interest in studying failure and fracture of heterogeneous materials at micro and meso scales,
discrete methods have become increasingly popular due to their robustness in modeling discontinuities [36—41].
Lattice element models (LEM) constitute a class of discrete methods with great promise in modeling fracture
and crack propagation in quasi-brittle materials [4,42—44] and interaction and coalescence of discontinuities in
heterogeneous materials [45]. Since the introduction of lattice discretization in materials modeling [46], the idea
and its application to study the behavior of heterogeneous materials has taken many forms [47]. Material domain is
discretized to points that are connected by one dimensional central force, bending and shear elements [48,49] and
fracture is modeled by breakage of bonds between the material points. This is commonly achieved via a strength- or
strain-based criterion that utilizes a combination of force and moments to specify a bond breakage rule [36,50-52].
Fracture, however, as Griffith’s postulates [53] is rather an energetically-driven phenomenon and is viewed as an
irreversible process of energy release between a sequence of thermodynamic equilibrium states due to breakage of
bonds and creation of new crack surfaces:
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This energy-based nature of fracture can be accounted for via a potential-of-mean-force (PMF) formulation. Similar
to the methods widely used in soft-matter physics, the PMF approach starts with the discretization of the continuous
medium into masses interacting through effective potentials, leading to interaction forces and moments. Unlike
the traditional strength-based approaches to LEM, however, the PMF formulation enables the use of energy-based
Griffith criteria in modeling both linear and nonlinear fracture mechanics [54].

To fully enforce the Griffith’s fracture criteria, a global search is performed to identify the material points which,
if removed, would lead to greatest energy release rate. The removal of a material point, however, is not to mean
mass removal; rather it is merely a proxy for breakage of the bonds connected to a point in the discretized domain.
While this approach has shown great promise in direct application of energy-based fracture criterion, it requires
substantial computational power and becomes infeasible when modeling highly heterogeneous materials [54]. A
local approach based on Irwin fracture criteria and removal of critical bonds at the crack tip on the other hand
provides a more computationally viable alternative. The local approach, however, does not directly account for
Griffith fracture criterion and suffers from implementation intricacies related to use of certain lattice types and
calculation of fracture surfaces. In this work a novel hybrid approach for simulating fracture of heterogeneous
materials is proposed. The proposed approach is different from the current LEM based approaches in that it enables
near global imposition of the Griffith criteria while substantially reducing the computational cost associated with
the global search. This is done through a probing of bonds’ energies that allows for the identification of sites with
the highest potential to impact the process of energy release and relaxation. The organization of the paper is as
follows: We first review the PMF approach to LEM for modeling elastic response and describe the local and global
approaches for modeling fracture (Section 2). In Section 3 we provide the details of the proposed hybrid approach.
This includes the probing of high energy bonds and relaxation, and an analysis of computational cost and validation
in Sections 3.1-3.3, as well as an examination of size effect in Section 3.4 and the link to local and global approaches
in Section 3.5. Section 4 is devoted to the application to non-homogeneous media. This includes observations on
the impact of toughness and elastic modulus heterogeneity, volume fraction as well as the link between modulus
heterogeneity gradient and toughness isotropy where we demonstrate how the proposed method provides a means
for accurate prediction of crack trajectories, and modeling of simultaneous crack propagation (Sections 4.1-4.3).
Finally, Section 5 provides the concluding remarks.
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2. The PMF approach to LEM
2.1. The basics of LEM

The fundamental idea behind the potential of mean force approach to LEM is the lattice discretization of domain
into material points that interact with each other via potentials similar to those used in atomic and meso-scales
simulations [55,56]. The total energy of the system is written as the sum of ground state energy V;, two- and
three-body potentials (V;;, V;jx) as well as higher-order interactions potentials:

N N N
Vi = Y ViG) + Y Vi@ ¥+ D VielFi X, %) + - 3)
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with X;, X j, and Xi the position vectors of material points i, j and k. Alternatively, consistent with the traditional
formulation of LEM the two- and three-body interaction potentials can be replaced by stretch Vi‘]‘.(()'é ; — X;).€y) and
bending potentials Vltj’ (X — Xi).€p; (X; — X;).6 95 — ;) [49,57], with é,, ép, & the unit vectors in the local lattice
frame, and ¥;, ¥¥; the rotations at nodes i and j. Disregarding the shear and torsional actions, this representation
is equivalent to assuming material points interact only with their immediate neighbors through axial and bending
actions (see Fig. 1) and expressing the bond energy as:

Vij = —eo+ (V2 + VD) @

with €y the well depth of the potential in undeformed configuration. The PMF approach opens the door to using
different interaction potentials from harmonic potentials to a variety of non-harmonic potentials thereby allowing
the modeling of both linear and nonlinear response. For harmonic potentials, for instance, the stretch and bending
potentials in Eq. (4) are expressed in terms of the translational and rotational displacements §,~ = {4}, 8}’, 8!} and
5,- = {97, 191!3, 0/} illustrated in Fig. 1(b). Letting X,-j = (Sj — gi)/éo one can write:

1

Vij =%e;‘j (1)’
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with e}‘j and el.tj the parameters of axial and transversal interaction potentials, and l?j = |(F; — F;).€,| the initial length
of bond i — j. The non-negative potential parameters for harmonic potentials representing the elastic properties can
be obtained through a calibration procedure for regular cubic lattice illustrated in Fig. 1; see [58]. For isotropic
materials with elastic modulus E and Poisson’s ratio v, it can be shown that e? 't — Eaggj ‘[(v, n) with ag size of
the lattice unit cell, n the level of discretization, and %, (v, n) given in Table 1 for normal and tangential directions.
The subscripts in & denote the direction of interacting neighbors, where 1 and 2 indicate respectively the closest
neighbor direction (l?j = qap), and the direction of neighbors along the short (Z?j = /2ay) diagonal as shown in
Fig. 1. Note that v = 1/3 and 1/4 lead to central force lattices in two and three dimensions respectively where the
potential parameters corresponding to bending deformation are all zero. Using a regular lattice and subsequently a
set of predefined potential parameters will enhance the computational efficiency. In our simulations, however, we
allow for small irregularities in the discretization by perturbing the location of nodes from their original locations
to mitigate the impact of discretization on the results when modeling homogeneous materials. These irregularities
are kept in place even for the ultimate application of the framework to heterogeneous materials, where a regular
mesh is not expected to negatively impact the results.

Evoking the theorem of minimum potential energy, the deformation field must minimize the potential energy
of the entire system, i.e. II = V,,, — W with W the external work supplied to the system. Conjugate gradient
(CG) methods such as Fletcher—Reeves—Polak—Ribiere (FRPR) method [59,60], are typically employed to minimize
IT and obtain the translational and rotational displacements at each equilibrium state. The interacting forces and
moments are the derivatives of the potential energy with respect to the translational and rotational deformation,
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Fig. 1. (a) Material discretization in lattice element method (b) degrees of freedom in the bond’s local coordinate system (&, ép, ).

Table 1
The dimensionless calibration function %, (v, n), after [58].

Energy parameter 2D: 0<v<1/3 2D: -2/3<v <0 3D: 0<v<1/4 3D: -1 <v<0

g n(2—3v)—2(1—v) n(2+43v)—2(14v) (n=1)*(1-3v) (n—1)?
1 4n(1—v2) 4n(1—v2) n2(14v)(1-2v) n2(1-2v)
n v 2v(n—1)
tgZ 1—2 0 n(14+v)(1-2v) 0
it (n—1)(1-3v) (n—14v) (n—1)%*(1—4v) (n—1)?
1 2n(1—v2) 2n(1—v2) n2(14v)(1-2v) n2(14v)(1—-2v)
t v 2v(n—1)
# 0 T 12 0 T n(IFv)(I-2v)

ie. i_i.j = —8\/1-]-/85,- and Ajll] = —8%,-/85,- and must satisfy the momentum balance:
Wi (Vi g a0V g ey Mg ©)
a8 85, av;  av; 0 T a5

The equivalent nodal stress tensor can then be obtained using virial representation once the forces are determined:

1 & g
= 7% J
% = 55 Z(x, %) ® F, (7)
Jj=1
where v; is the voxel volume centered at material point i, m is the number of neighboring material points, and ®
represents the tensor product.

2.2. Modeling fracture: local and global views

In conventional LEM, fracture is modeled through breakage of bonds between two or more material points
using strength-based failure criteria. These vary from maximum tensile stress or strain criterion to other classical
failure criteria such as von-Mises [61-63]. However, from a thermodynamic perspective, fracture is an energetically
irreversible process represented by a sequential bond breakage between two constrained equilibrium states in a quasi-
static condition. Consistent with the PMF approach, once the relative position of material points reaches a limit,
beyond which their interaction potentials do not contribute to the total potential energy of the system (V;; — 0),
the bond between them is considered to be broken and the corresponding energy is dissipated leading to creation

4



X. Wang, M. Botshekan, F-J. Ulm et al. Computer Methods in Applied Mechanics and Engineering 386 (2021) 114084

of new fracture surface. Using Griffith fracture criteria:

@ — AV _ _Vij(j\ij) — Vij(Loen) - _Vi/()‘icj) — Vij(boén) _ S0 _ @b (8)
Y AT ATl B AL Al

with AT; the surface area created by bond breakage, and Af; the critical strain at fracture. In the above equation,

€0/ AT} can be viewed as the fracture energy of the bond &°.

The local approach for modeling fracture utilizes the above criterion to obtain a critical force for bond fracture
by obtaining the critical distance between two material points beyond which the bond potential is negligible. For a
central force lattice, for instance, this is equivalent to Vi‘}()\c) = ¢ (see Appendix for a more general relationship
in presence of bending potential). Considering the harmonic potential:

Vi=—¢) + IJ(K) )

the normalized critical distance is A = | /2¢/}; /e?j and the critical force corresponding to bond fracture FZJC =
1/ lioj /26% e;‘j is expressed in terms of bond elastic and fracture properties:

. ATl ij
pi = YATS an erE e = ﬁ QK J3Fao ) (10)
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where we have used Irwin’s formula to relate bond’s fracture energy and fracture toughness K ,b(, for mode I fracture:
gb = (K ;’c)z /E [64]. While this may look similar to the classical strength-based crack propagation criteria, it is
different in the sense that the critical force is a function of lattice size and is capable of capturing size effect. In
fact, the critical bond force in Eq. (10) requires assumptions relating the fracture surface AI" to the length and
configuration of bonds within the lattice. Furthermore, expressing the critical force F; / in terms of material fracture
energy &, or fracture toughness K;. is only possible by relating the number of broken bonds for the crack to
advance one surface unit. Such relationship not only depends on the configuration of material and lattice but also
can only be determined by inspection of the simulation box a posteriori (after fracture analysis). Establishing such
relationships is relatively straightforward for homogeneous materials and microstructures with simple geometries,
but becomes intractable when modeling heterogeneous materials with complex geometries.

Alternatively, the global PMF approach to LEM [54] directly applies the Griffith criteria by removing,
sequentially, the material points to create the fracture surface. In the quasi-static formulation of LEM, this manifests
itself in the form of breakage of ¢; bonds where ¢; is the coordination number for node i. Material points, for which
the removal would lead to maximum energy release rate in the system will be removed provided that their energy
release rate exceeds material fracture energy:

k:argm]flx ?kz?C, Vke VN (11D

where ./ is the set composed of N material points in the lattice and €, the energy release rate corresponding to
removal of node k, is given by:
+ _
gk — _u 12)
ATk
with I =}, . V;; and Inr = >_i jz Vij respectively the total energy of the system before and after removal
of node k. The fracture surface AI'* created as a result of removing node k is aé when the node is connected
to an existing defect and 2a§ otherwise, favoring crack propagation at sites in the vicinity of existing defects.
The implementation of global approach allows for direct consideration of Griffith postulate, and since it directly
works with material fracture energy &, it does not require any assumption to relate the material and bond
fracture properties. At every propagation step in a lattice with N material points, the global approach requires
N minimization iterations corresponding to relaxing the system after removal of point k € /4 and finding k that
lead to maximum energy release rate. As the size of system grows the global approach becomes computationally
expensive to the extent that is infeasible to be implemented on large systems. The hybrid approach proposed in this
manuscript provides an energy-based alternative for modeling fracture and crack propagation that neither suffers
from implementation issues in the local approach nor requires substantial computational cost similar to the global
approach.
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3. A hybrid PMF approach

We introduce herein a hybrid approach to directly model fracture using the Griffith energy criterion in a
computationally efficient manner. The idea behind the proposed approach relies on a postmortem analysis of the
results of a fully global approach. It is observed that the points connected to the links with high potential energy are
the ones that lead to the maximum energy release rate once removed. This observation is leveraged in the hybrid
approach to significantly reduce the dimension of search space when looking for material point k£ that maximizes
the energy release rate.

3.1. High energy bond probing and quasi-static relaxation

At every equilibrium state, i.e. a relaxed system with minimum potential energy, a set & is formed that includes
material points connected to links with energy release rates greater than a threshold n?}}:

L =i, jI%; = nGh) (13)

where coefficient > 0 controls the cardinality of set £ denoted by ¢. It is postulated that point & that leads to the
highest energy release rate (once removed) lies in this set. The search is then performed within Z to find material
points corresponding to maximum energy release rate while directly applying Griffith fracture criterion for crack
propagation, that is : k = arg maxc» €% > %.. As n approaches zero the candidate pool would include all points
in the system, & = ./, and the hybrid approach will converge to the global approach. For larger values of 1 close
t0 Nmax = Max G;j/ ?i"j, the hybrid approach provides results that are very much akin to the local approach as will
be discussed in Section 3.5. Modeling simultaneous propagation of multiple cracks is handled through defining:
g — g
&= ek <
on the order of simulation error, and removing all nodes in .# with energy release rates close to €. Here ©€X
and € respectively represent the energy release rates when removing points k and k*. Based on our simulation
precision we use ¢ = 0.01 to ensure round off errors do not impact the selection of crack propagation sites.
Removal of a single or multiple points in the discretized domain will lead to redistribution of forces as the system
relaxes leading to subsequent crack growth. This is simulated under a quasi-static condition via formation of a new
candidate pool at every propagation step iteratively until the crack propagation stops and the system arrives at a
new equilibrium state.

1, kk'eZZ (14)

3.2. Computational cost

The computational efficiency of the hybrid approach is directly linked to the choice of n with £ < N as will be
discussed in Section 3.5. Fig. 2 compares the computational time of global approach and the hybrid approach for
n = 0.90. It is observed that hybrid approach can reduce the computational cost by about two orders of magnitude
for moderate-size samples when compared to the global approach. We note that the calculation of system’s potential
energy requires O(N) operations. In addition, the CG algorithm typically converges in a fraction of number of
variables. That means a maximum of O(N?) operations for each relaxation (potential energy minimization) step.
Thus the global approach requires a maximum of G(N?) operations. This is in contrast to the hybrid approach,
which similarly to the local approach, requires O(N?) operations. Consistent with the above, on average, the order
of operations for global and hybrid approaches shown in Fig. 2 are respectively O(N>3) and O(N'). We finally
note that local approach is the most computationally efficient. However, as mentioned above, the implementation
of the classical local approach with the cubic lattice is often accompanied with challenges that make it interactable
for highly heterogeneous materials.

3.3. Validation

We first validate the hybrid approach by comparing the results obtained for mode I fracture with those in the
literature for a notched homogeneous sample subject to triangular displacement as illustrated in Fig. 3a. The material
is discretized via a cubic lattice with n, = n, = 50 and n, = 2. The displacement is incrementally increased to the
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Fig. 3. (a) Notched sample subjected to linear displacement; (b) Comparison of stress—strain (black) and crack-length (blue) obtained from
the hybrid approach with n = 0.99 and those obtained from the local and global approaches [54]. (For interpretation of the references to
color in this figure legend, the reader is referred to the web version of this article.)

point of failure. Results obtained via the hybrid approach are compared with those reported in [54] for local and
global approaches. The normalized stress—strain curve and the evolution of crack length from the hybrid approach
with substantially less computational effort are almost identical to those of the global approach. The stress and strain
at the onset of propagation are presented in Figs. 4a and 4b as a function of elastic modulus and material fracture
energy. The results show the hybrid approach captures the linear scaling of peak stress with fracture toughness K,
irrespective of elastic modulus. Furthermore, the scaling of peak stress and strain with material fracture energy +/%.
is consistent with the LEFM.

Fig. 5a shows variation of total potential energy and crack growth versus applied strain from the onset of the
fracture all the way to complete failure. It is seen that the curve for crack length evolution would converge to a more
smooth curve as n increases. Fig. 5b shows variation of total energy of the system as a function of crack length
for a sample of fixed size L and for different levels of lattice resolution. The average energy release rate and the
J-integral (normalized by material fracture energy), are also plotted in the inset as a function of lattice resolution,
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Fig. 5. (a) Total potential energy (black) and crack length (blue) in terms of applied strain (b) total potential energy as a function of crack
length for different discretization levels n; the inset shows the energy release rate and J-integral normalized by material fracture energy as
a function of n. (For interpretation of the references to color in this figure legend, the reader is referred to the web version of this article.)

with the error bars representing the standard deviation. The average energy release rate & is obtained according to
Eq. (2) and by determining the amount of dissipated energy and the created fracture surface associated with the
removed nodes; and the J-integral is calculated according to the classical definition [65]:

J= /39 (% (2:¢€) (ne) - (an) s) ds (15)

where 09 is the contour taken along the boundary of the sample with unit normal n, e, is the crack propagation
direction, & , is the derivative of displacement with respect to propagation direction, o is the stress tensor and € is
the strain tensor. It can be shown that for the boundary conditions in Fig. 3 the above relation can be simplified as:

J = 8(oyy) (16)

with {o,,) the average stress on the boundary in vertical direction [54].

It is seen that, for large enough n, both the energy release rate and the J—integral converge to the fracture energy
of the material irrespective of lattice resolution a consequence that is rooted in the use of energy-based criteria for
fracture [47,60].

3.4. Size effect

We also examine the hybrid approach as it relates to the deterministic size effect [67]. To this end, we investigate
the nominal critical stress, i.e. the stress at the onset of fracture for the notched sample in Fig. 3a for a wide range
of sample size (L; = 30 — 200), while keeping the lattice size constant. The initial notch length is /o = L;/5 and
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Fig. 7. Nominal stress in terms of sample size. The inset shows the energy release rate and J-integral for different sample sizes.

all samples are subjected to uniaxial linear strain perpendicular to the notch direction. The discretization resolution
(lattice size) is kept constant throughout to ensure the same level of singularity at the crack tip. The stress—strain
curve in Fig. 6 shows the reduction of nominal stress as the size of sample increases. The nominal stress scales with
L9%8 shown in the logarithmic plot in Fig. 7, which is in agreement with LEFM results that indicate a scaling
L~3. The inset in the figure shows the average energy release rate and J-integral in function of sample size. As
the sample size increases both J-integral and energy release rate converge to the fracture energy of the material as
expected.

We note that one cannot utilize LEFM for modeling fracture of materials with a highly pronounced dissipative
zone. However, the PMF approach offers great promise in the modeling of fracture in quasi-brittle or non-brittle
materials. This can be done by using non-harmonic potentials and careful calibration of the potential parameters.

3.5. Hand shake with local and global approaches

While the global and local approaches have shown to result in statistically similar fracture behavior [54], they
do not produce the same results due to their different propagation criteria and implementation procedure. The
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Fig. 8. Crack patterns obtained using (a) global approach; (b) hybrid approach with n = 0.70; (c) local approach; and (d) hybrid approach
with n = 0.99.

global approach relies on direct and global application of Griffith criteria where a cohort of bonds connected to a
material point are removed, whereas the local approach removes bonds with highest stress intensity factor using
Irwin fracture criteria to create fracture surface. The hybrid approach offers the best of both worlds; it uses Griffith
criterion similar to global approach but localizes the search to points which, if removed, lead to maximum energy
release rate. Hence, it is expected that the hybrid approach provides the results that are in between the global and
local approaches. This is examined through analysis of a set of heterogeneous, i.e. defective, samples via global,
hybrid and local approaches. The heterogeneous samples are generated by random removal of 1.5% of material
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Fig. 9. Normalized total potential energy as a function of crack length. The numbers in the parentheses are the normalized average energy
release rate obtained from the slopes of the curves.

points from the initially homogeneous and perfect samples. A linear displacement loading as shown in Fig. 3a with
6 = 0.01L is incrementally applied to the samples. A crack would initiate and then propagate until the energy
release rate falls below the fracture energy of the material.

Fig. 8 compares the crack patterns obtained using different approaches for two defective samples. Fig. 8(a) and
(c) show the result obtained respectively via global and local approaches, while Fig. 8(b) and (d) present the results
using the hybrid approach with different values of 1. The crack patterns obtained from different approaches are
distinct in samples “B” and similar in sample “A”. As 5 decreases the results of hybrid approach converge to those
of the global approach. We observe the hybrid approach with n < 0.7 predicts crack patterns that are the same
as the ones obtained by the global approach, with far less computational expense. The proper choice of n very
much depends on heterogeneity in the distribution of stress. Material heterogeneity that determines the number of
locations with high stress concentration, for example, is an important factor in the selection of 1. Lower values of
n are required for highly heterogeneous as they create candidate pools with higher cardinality, and achieve results
that are very close or equivalent to the global approach. However, decreasing n beyond a given value will only
increase the computational cost with no impact to the accuracy. Large values of 7, on the other hand, are expected
to generate results that are similar to the local approach, with marginal differences attributed to the removal of bonds
with forces above a critical value in the local approach in contrast to the removal of points leading to maximum
energy release rate in the hybrid approach; see Fig. 8(c) and (d). Fig. 9 also illustrates the normalized energy as
a function of crack extension for the two defective samples shown in Fig. 8 along with the normalized energy
release rate. It is seen that the hybrid approach for large values of n and the global approach provide similar results.
Furthermore, while the estimated crack length by local approach is smaller (due to its removal of bonds rather than
nodes), the critical energy release rates (slope of the energy plots) are similar for all three approaches.

It is worth noting that implementation of the local approach with the cubic lattices shown in Fig. 1 may be
challenging due to existence of zero- or compressive-force members at the crack surface that will not break through
the application of Irwin fracture criterion. These links will need to be removed a posteriori by accounting for
the geometry of crack propagation which would complicate the use of local approach for fracture modeling of
heterogeneous materials with complex geometries. This difficulty is circumvented in the hybrid approach that rests
on the direct application of global Griffith fracture criteria at a much lower computational expense than that of the
global approach.

4. Application to non-homogeneous media

The advantage of the proposed approach is more pronounced in studying crack propagation in heterogeneous
materials, where cracks may deflect at the interface between phases or due to presence of pores and defects,
propagation may occur along a non-smooth path and material may experience microcracking away from the main
crack tip. In fact, allowing the cracks evolve in energetically favorable directions by design, the hybrid approach
renders more attractive compared to the continuum approaches for modeling such phenomena and for studying
the effective properties of heterogeneous materials. From a variety of fracture toughening mechanisms, in what

11



X. Wang, M. Botshekan, F-J. Ulm et al. Computer Methods in Applied Mechanics and Engineering 386 (2021) 114084

s 1 T

Wy Wy

5/2

L

|

Fig. 10. Two-phase layered composite material subjected to far-field displacement field.

P P E— — . 2.0
055 Ge2/8e1 =121 | 4 1.8
—— G /%y =144
0.50 BT =169 | | 1.6
L — Ge2/% =196 | | 3 t
= 0.45 & 14
= 040 > 12|
%035 r 510
g Kl £ 1
g 0‘30‘ » @UO'B V= 7%y for ua/Fer = 1.21 B /Gy for Gup/Gt = 1.21
0.25 | ~0.6 [ —J/%u for Gua/%er = 1.44 8%, for Gup/Toy = 1.44]
020 P 04 — J/%e1 for Ca/Ge1 = 1.69 /%, for G.a/%e1 = 1.69
. N AT — [ for Gea/Ge1 = 1.96 /.1 for Gup/Ter = 1.96
0.15 \:Q 0.2 = = J/%, in Laubie et al., 2017b
0.10 = O N S N I e Y e N
0 01 02 03 04 05 06 0 01 02 03 04 05 06
Al/L Al/L

(a) (b)

Fig. 11. (a) Variation of total potential energy; (b) J-integral, and energy release rate normalized by &, as a function of crack extension.
Solid and dash lines represent the normalized J-integral and energy release rate respectively.

follows we focus on elastic modulus and fracture energy heterogeneity, both shown to have great impact on the
effective fracture properties at the macroscale [68—70]. More specifically we consider pure mode-I fracture a two-
phase periodically layered composite embedded in a homogenized material with effective elastic modulus of the
heterogeneous medium subjected to a linear displacement field as shown in Fig. 10.

4.1. Fracture energy heterogeneity

To focus on fracture energy heterogeneity we assume the constituent layers have the same elastic properties
E, = E, = E and different fracture energies &, > &,. Fig. 11(a) illustrates the normalized potential energy
as the crack extends through the layered material. The crack propagates in the weaker layer until it is arrested
at the interface with the tougher material. As the far field displacement increases providing more energy to the
system, the crack would propagate into the tough layer followed by an unstable propagation within the less tough
layer. The excess energy needed to overcome the barrier for propagation through the tougher material is indicative
of toughening mechanism and the remaining stored energy drives propagation through the weaker material in an
unstable manner. Fig. 11(b) shows the variation of energy release rate and J-integral calculated at consecutive
equilibrium states. The two values are practically equivalent as we have elastic modulus homogeneity and the J-
integral is thus path independent. Using the hybrid approach any propagation of crack is only possible by preserving
the thermodynamics of fracture through Griffith criteria in Eq. (1). The energy release rate, thus, fluctuates between
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fracture energies of the two phases, i.e. €.y < € < €,,. The macroscopic fracture energy of the layered composite
can be regarded as the maximum J-integral, i.e. the energy release rate of the toughest layer irrespective of the
volume fraction of constituents; see Fig. 12. This is consistent with the results reported in literature via different
numerical approaches [54,69]; see Fig. 13.

4.2. Elastic modulus heterogeneity

We next consider the constituent layers to have the same fracture energy: &, = &, = &, and vary the
elastic modulus of the stiff layer while keeping the elastic modulus of compliant layer constant. While the energy
parameters for each constituent are assigned according to calibration equations, the equivalent energy parameters
for bonds located in the interface are obtained using the series spring system rule [49] consistent with the Hertzian
contact:

2 1 1

i — ) T o (17)
ij €ij €ij

€
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Fig. 14. (a) Normalized total potential energy; (b) energy release rate; and (c) J-integral as a function of normalized crack length.

A linear displacement loading applied incrementally at the boundary of the layered material with an existing notch
as illustrated in Fig. 10 is considered. Toughening is observed as crack gets arrested in the compliant region
of the composite close to the compliant-stiff material interface. Fig. 14(a) shows, for composites with different
elastic modulus contrasts, the normalized total potential energy of the system as the crack propagates. As the crack
approaches the interface more external energy is required for propagation through the compliant region and later
through the interface. This is consistent with previous observations (see [69]) and can be attributed to the lower
stress, and thus driving force experienced by the compliant material when the crack tip is far from the stiff region
and the higher driving force needed to deform the stiffer region leading to redistribution of strain energy as the crack
approaches the interface. As the crack passes through the stiff region, however, the stress intensity factor increases
with scaling of E,/E| while the fracture toughness increases more slowly with scaling /E,/E| leading to unstable
crack propagation. It is interesting to note that the hybrid approach completely captures this local phenomena albeit
using a global energy criterion for crack propagation.

The energy release rate and J-integral at each equilibrium state as crack propagates are also presented in
Figs. 14(b,c). The fracture energy is equal to the uniform material fracture energy &, in the compliant region
where the crack propagation is stable. It then suddenly increases as crack approaches the interface and propagates
through the interface and the stiff region in an unstable fashion. Unlike homogeneous materials where the J-integral
and energy release rate are in close agreement (see Figs. 5b and 11b) for the case of elastic modulus heterogeneity
the J-integral is not path-independent and the results in Figs. 14(c) and (d) do not match. The J-integral is also
compared with the results in [69] for E;/E; = 2. The differences observed are due to the fact that the semi-
analytical surfing boundary condition in [69] imposes path-independence of J-integral and its equivalence to the
energy release rate even for the case of heterogeneous materials, and the proposed hybrid approach does not [54,70-
72]. Nevertheless, we observe a very close agreement between the maximum value of energy release rate obtained
from our hybrid approach and the J-integral given in [69]. The surfing boundary condition also allows for capturing
the load—displacement relationship even for the unstable propagation region as the crack passes through the stiff
region, that cannot be captured through either load or displacement controlled experiments. Enforcing stability
condition is also possible through the addition of controlling terms or viscous dissipation to the numerical scheme
(see [73-75]) but is not pursued here since it only provides additional information for regions with low J-integral
that are not of interest.

Similar to the case of fracture heterogeneity, for the crack to advance macroscopically, the energy release rate
needs to reach its maximum value which can be regarded as the effective fracture energy of the heterogeneous
material. An important observation is that the effective fracture energy is an increasing function of the elastic
modulus contrast and is “always” greater than the fracture energy of the constituents a clear indication for toughening
in the layered composite. Fig. 15 presents the effective energy release rate as a function of elastic modulus contrast
showing a close agreement with the results in literature. At small modulus contrasts we observe a linear scaling of
normalized energy release rate with elastic modulus ratio which deviates to a nonlinear scaling as E,/E| reaches
values greater than 2.63. Crack propagation patterns are also illustrated for different levels of elastic modulus
contrast. As observed in Fig. 16(a) the crack propagates smoothly from the compliant region through the stiff region
when the elastic modulus contrast is E>/E; < 2.63 (region I in Fig. 15). As the elastic modulus contrast increases
(region II in Fig. 15) the crack gets arrested close to the compliant-stiff interface in the compliant region while a

14



X. Wang, M. Botshekan, F.-J. Ulm et al. Computer Methods in Applied Mechanics and Engineering 386 (2021) 114084

35 : : - — .
I |
I I
I I o
3L I |
[ I I 111
l L] + [] L
| I
25+ | o |
: . |
R [ |
Pl | |
® R
o m | |
i~ I I
. I |
s I I
15~ A ' ' -
‘,’ . | = Hybrid Approach
| * Wangetal., 2017
3 ¢ : ® Hossain etal., 2014
b I ¢ Laubie et al,, 2017b
18 | ! ! ! T I
1 1.5 2 25 3 3.5 4
E,/E,

Fig. 15. Normalized energy release rate in terms of elastic modulus contrast E,/Ej.

se0ccseccssscsne
se0scceccssscsce

EEET 0 0000 00

(c)

Fig. 16. Crack propagation pattern and normal stress in vertical direction (see Eq. (7)) for the layered material with different elastic modulus
contrast (a) Eo/E; = 1.4, (b) E2/E; =3.0 and (c) E2/E| = 4.

new crack nucleates in the stiff region ahead of the original crack. This is attributed to the higher strain energy in the
stiff material at the vicinity of the crack compared to the crack tip in compliant region. As a result, the nucleation of
a new crack would result in more energy dissipation in comparison with extension of the existing crack within the
complaint region. The two cracks soon merge as the propagation continues in an unstable manner (see Fig. 16(b)).
This behavior was also observed by [70] at the same range of elastic modulus contrast (E,/E; > 2.63). At high
contrasts (E,/E; > 3.30, region III in Fig. 15) we observe the crack deflecting at the interface before propagating
through the stiff material. While this behavior is in agreement with the results reported in literature for large modulus
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Fig. 17. Macroscopic fracture energy of the material in terms of the volume fraction of the stiff material for different values of elastic
modulus contrast.

contrasts [76—78], the corresponding value at which the deflection is observed is higher [76,79]. The difference is
attributed to weaker bounding at the interface in our hybrid approach (see Eq. (17)) compared to strong and full
bonding in continuum approaches such as the ones used in [70,76], which would lead to different strain energy
distribution in the vicinity of the interface. It is expected that adopting a different strategy for assigning potential
parameters at the interface than the one used herein (e.g., [49,50,52,61,80,81]) would change the association between
ranges of elastic modulus contrast and particular crack propagation patterns.

The impact of volume fraction on effective toughness is illustrated in Fig. 17 for composites with different elastic
modulus contrasts. The macroscopic toughness is observed to increase with the modulus contrast due to higher
energy needed for crack propagation through the stiff phase. Furthermore, the maximum of macroscopic toughness
occurs at materials with larger w,/w as E,/E) increases. Two competing factors account for fracture toughness
variations as the w,/w increases: (i) maximum value of total energy when the crack approaches the interface and,
(ii): fracture surface created in an unstable crack growth. These factors both increase with w,/w. Higher values
of the former increase the fracture toughness, whereas an increase in the latter would lead to reduction of fracture
toughness.

4.3. From elastic modulus heterogeneity to toughness anisotropy

The results in Fig. 14(b,c) show how both energy release rate and J-integral increase at the compliant-
stiff interface and then decrease at the stiff-compliant interface. This suggests that the effective toughness of
heterogeneous materials depends on the direction of the crack propagation. In other words composites with elastic
modulus heterogeneity can show anisotropic fracture toughness depending on the gradient of elastic modulus in
the direction of crack propagation. To further elucidate this, we examine the fracture properties of two layered
composites with elastic modulus heterogeneity and uniform fracture toughness &.. The samples are subjected to
linear displacement and the elastic moduli of the constituents are selected such that the crack propagates straight
without deflection. This way the toughening is attributed only to the elastic modulus heterogeneity. Fig. 18 illustrates
the total energy of the system, the effective energy release rate and J-integral for the two samples in function of
crack extension. The maximum energy release rate in each sample is observed at the interface with the highest
modulus contrast when the crack propagates from a compliant layer to stiffer layer, i.e. the interfaces between
layers with elastic moduli £; = 1 and E, = 1.5 in sample [ and E; = 1 and E4 = 2.5 in sample II. The higher
macroscopic fracture energy observed in sample II due to larger modulus contrast (AE = 1.5) in the propagation
direction suggests proper placement of layers can be used as a means for effective toughening of the composite at
macroscale.
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Fig. 18. The impact of elastic modulus gradient on macroscopic fracture properties: (a) the schematic of two samples, (b) normalized total
potential energy, (c) average energy release rate, (d) J-integral as a function of crack length.

5. Conclusions

We have developed a hybrid energy-based PMF approach based on LEM for modeling fracture and crack
propagation in heterogeneous materials. The proposed approach sequentially removes nodes to create fracture
surface by directly applying the Griffith fracture criteria and letting the cracks evolve in energetically favorable
directions. The hybrid approach relies on high energy bond probing and relaxation to offer substantially better
computational performance with practically the same fidelity in crack path resolution when compared to the global
energy approach. Furthermore, it does not suffer from the implementation challenges associated with the local
approach both for specific lattice configurations and for evaluating the fracture surface that often render the local
approach intractable for heterogeneous materials with complex meso-scale geometries. The proposed approach
is validated against the results reported in literature and used to investigate fracture behavior of heterogeneous
materials. The following points deserve attention:

1. The control parameter 1 in the proposed approach offers significant flexibility. As n decreases the fracture
response captured by the hybrid approach quickly resembles that of the global approach with significantly
less computational cost. For large values of 5 the results are similar to those provided by local approach.

2. The energy release rate in a material with fracture energy heterogeneity fluctuates between the fracture
energies of the constituent layers. The effective toughness is shown to be the maximum of fracture energies
of different layers irrespective of their volume fraction and the direction of crack propagation.

3. For layered materials with elastic modulus heterogeneity, the maximum energy release rate occurs when
the crack in the compliant region approaches the compliant-stiff interface. Consistent with the literature,
we observe a linear scaling between macroscopic toughness and the elastic modulus ratio at small value of
modulus contrast (E,/E; < 2.63) corresponding to smooth propagation of crack from the compliant phase
to the stiff phase. For mid-range modulus contrasts (2.63 < E,/E; < 3.3), we observe a monotonically

17



X. Wang, M. Botshekan, F-J. Ulm et al. Computer Methods in Applied Mechanics and Engineering 386 (2021) 114084

increasing non-linear relationship between the macroscopic toughness and elastic modulus contrast that is
associated with the arrest of the crack tip in the compliant region at the vicinity of the interface and the
formation of a new crack in the stiff region. Finally at larger elastic modulus contrasts (E,/E; > 3.3), the
crack would deflect at the interface before propagating through the stiff material. The upper limit for modulus
contrast pertains to the potential parameters at the interface. A spring series relation, consistent with Hertzian
contact, results in a lower value compared to the full bonding assumption in continuum approaches.

4. In materials with high elastic modulus contrast, the maximum toughness occurs at higher volume fractions
of stiff material w,/w, whereas at low modulus contrasts a lower volume fraction would lead to maximum
macroscopic toughness.

5. In materials with heterogeneity in elastic modulus, higher fracture toughness can be achieved through
arrangement of layers such that the crack tip observes the highest modulus contrast when it travels from
the compliant layer to the stiff layer.
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Appendix. Fracture criterion for harmonic potential in presence of bending

The potential energy considering only the bending interaction potential can be expressed as:
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Taking the derivative of the energy with respect to the corresponding translational or rotational displacement the
bonds forces F;/ and moments M; are expressed as:
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The above is used to express the deformations 82, 8!, #° and ®' in functions of bonds forces and moments.
Subsequent substitution into the energy expression in (A.1) will lead to:
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€
where we have also used the elastic equilibrium in (6). For the general case where both stretch and bending actions
are present the superposed potential energy reads:
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Once the bond breaks the energy in the bond is dissipated into heat (V;; = 0). The fracture criterion thus reads:

GF? 2 i\ i iy b
I (M (MY — (MiM))) < ghdT (A.5)
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