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Abstract: Based on the strain rates of 2 x 10% s~ and 2 x 10! s~!, molecular dynamics simulation
was conducted so as to study mechanisms of crack propagation in nanoscale polycrystal nickel.
The strain rate has an important effect on the mechanism of crack propagation in nanoscale
polycrystal nickel. In the case of a higher strain rate, local non-3D-crystalline atoms are induced
and Lomer-Cottrell locks are formed, which plays a critical role in crack initiation and propagation.
Orientation difference between adjacent grains leads to the slipping of dislocations along the different
directions, which results in the initiation of a void near the triple junction of grain boundaries and
further contributes to accelerating the crack propagation.
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1. Introduction

Fracture of engineering materials frequently leads to failure of structures and components and
thus this issue has attracted more and more attention in the engineering fields. Continuum mechanics
and theory have played a significant role in investigating the mechanisms of fracture of engineering
materials. In particular, fracture frequently takes place along with plastic deformation in metal
materials. In general, the occurrence of fracture is closely related to the initiation and propagation
of cracks or the initiation and growth of voids. In the most common circumstances, the mechanism
of crack formation in the ductile metals involves a process of nucleation, growth and coalescence
of voids. Therefore, it is of great significance to reveal the mechanism of initiation and propagation
of cracks on the basis of several length scales, such as the macroscale, mesoscale, microscale and
nanoscale (or atomic scale). So far, based on the aforementioned four scales, many researchers
have devoted themselves to revealing the mechanisms of initiation and propagation of cracks by
numerical simulation methods which principally include continuum mechanics finite element method
(CMFEM), crystal plasticity finite element method (CPFEM), discrete dislocation dynamics (DDD)
method and molecular dynamics (MD) method. These simulation methods are suitable for various
scales, where each scale can be separately used for analyzing the mechanisms of crack propagation.
Furthermore, multiscale modeling and simulation have been applied to investigate the mechanisms
of crack propagation. One approach is to deliver information from a lower scale to a higher scale by
means of the parameters involved. Another approach is to directly couple the different scales on the
basis of a single computation, such as coupling molecular dynamics with continuum plasticity [1],
coupling discrete dislocation dynamics with crystal plasticity [2], and coupling molecular dynamics
with discrete dislocation dynamics [3].

It is well known that the simulation methods based on different scales play different roles in
analyzing the mechanisms of crack propagation. In general, CMFEM is established on the basis of linear
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elastic or elastic plastic fracture mechanics. Therefore, the merit of CMFEM is that it is able to resolve
the fracture problems at the macroscopic scale, where it can be used to obtain the stress field, the strain
field, the size and shape of plastic zone around the crack tip and the stress intensity factor [4,5].
Compared with CMFEM, the main advantage of CPFEM is that it is able to tackle anisotropic
micromechanical problems in crystalline materials, where their mechanical effects are dependent
on orientation due to the underlying crystalline structure [6,7]. Therefore, CPFEM becomes a powerful
candidate for understanding the mechanisms of crack propagation when the crack propagates in
a single crystal or in a polycrystal with crystallographic texture [8,9]. Kartal et al. [10] studied the
effect of crystallographic orientation on stress state and plasticity at the crack tip in a hexagonal
close-packed (HCP) single crystal Ti through CPFEM and they found that the size and shape of the
plastic zone at the crack tip is strongly dependent on crystallographic orientation, but the stress state
at the crack tip shows little dependence on crystallographic orientation. Sabnis et al. [11] studied the
influence of secondary orientation on plastic deformation near the notch tip in a notched Ni-based
single crystal by means of CPFEM, where the slip patterns and the size and shape of plastic zone
are strongly dependent on the secondary orientation of the notch, which has an important effect
on the initiation and propagation of crack. Li et al. [12] predicted the initiation of a fatigue crack
in a polycrystalline aluminum alloy by means of CPFEM, where the grain size, grain shape and
grain orientation are considered. Lin et al. [13] studied the propagation of a transgranular crack in
a polycrystalline nickel-based superalloy by means of CPFEM and they demonstrated that plastic
deformation at the crack tip is related to the grain orientation.

Discrete dislocations play a dual role in plastic deformation at a crack tip. On one hand,
plastic deformation, which results from the motion of dislocations, enhances the resistance to crack
propagation. On the other hand, local stress concentrations induced by organized dislocation structures
contribute to crack propagation. Therefore, the advantage of the DDD method is that it is able to
simulate the plastic deformation near the crack tip or around the void according to the evolution of
discrete dislocations and hence it is capable of capturing the formation of dislocation structures at
a microscopic scale [14-16]. In particular, the DDD method has been frequently used to capture the
details of discrete dislocation evolution near the crack tip and around the void. So far, the DDD method
has been applied from a single crystal material to a polycrystalline material. Segurado and Llorca [17]
revealed the micromechanisms of plastic deformation and void growth in an isolated face-centered
cubic (FCC) single crystal by means of the DDD method. Liang et al. [18] investigated the interaction
between the blunt crack and the void in a single crystal by virtue of the DDD method, and they
focused on the crack-tip deformation, the void growth. Huang et al. [19] applied the DDD method
to simulating plastic deformation near a transgrannular crack tip under cyclic loading conditions
by taking into account both dislocation climb and dislocation-grain boundary in a polycrystalline
nickel-based superalloy.

As an atomistic simulation technique, MD simulation plays an important role in describing the
atomic behavior during plastic deformation and crack propagation of metal materials under mechanical
loading. So far, MD simulation has been extensively applied to studying the basic mechanism of
crack propagation in single crystal and bicrystal metal materials. Sung and Chen [20] studied crack
propagation in single crystal nickel via MD simulation, where they found that Shockley partial
dislocations are initiated at the crack tip, and they then propagate along the close-packed (111) plane
until the crystal is fractured. Zhang and Ghosh [21] investigated the deformation mechanisms at the
crack tip of single crystal nickel with an embedded crack by means of MD simulation and they proposed
that some lattice orientations lead to the emission of dislocation loops, whereas other lattice orientations
contribute to the formation of twins. Zhou et al. [22] investigated the intergranular crack propagation
behaviors of copper bicrystals with different symmetrical tilt grain boundaries via MD simulation.
Shimokawa and Tsuboi [23] studied the atomic-scale mechanism of plasticity at intergranular crack tip
of aluminum bicrystal with tilt grain boundary via MD simulation. Zhang et al. [24] investigated the
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mechanism for intercrystalline crack propagation at twist boundary of nanoscale bicrystal nickel by
means of MD.

To our knowledge, few papers in the literature have reported the mechanisms of crack propagation
in the polycrystal metal materials via MD simulation. In the present study, on the basis of
MD simulation, we comparatively investigate the mechanisms of crack propagation in nanoscale
polycrystal nickel in the case of the different strain rates in order to reveal the effect of strain rate on
the initiation and propagation of a crack.

2. Modeling and Methods

2.1. Simulation Model

The MD models for nanoscale polycrystal nickel is established based on the non-periodic boundary
conditions, as shown in Figure 1. In the simulation, [111], [112] and [110] directions were set as x, y
and z directions of the Cartesian reference frame, respectively. In addition, twist boundaries were
applied in all the grain boundaries. The lattice orientations for the grains are illustrated in Figure 1a.
All the models were determined as the dimension of 20 x 20 x 5 unit cells, and a notch with the
size of 5 x 1 x 5 unit cells was preset in one grain. The simulation is performed according to the
following two steps. Firstly, energy minimization was conducted on the initial configurations by fixing
the y-direction boundary. Secondly, a velocity-controlled tensile load was applied on the two ends
labeled fixed atoms in Figure 1a, where the strain rates were chosen as 2 X 108 s~ land 2 x 1019571,
respectively. All the simulations were performed at 0.01 K in order to eliminate the thermal effects.
Figure 1b,c illustrate the configurations before relaxation and after relaxation, respectively.
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Figure 1. Models for nanoscale polycrystal nickel: (a) diagrams of grain orientations; (b) configurations
before relaxation; (c) configurations after relaxation.

2.2. Potential Function

In the current investigation, in order to describe the interactions among nickel atoms,
the embedded-atom-method (EAM) potential proposed by Foiles et al. [25] was applied, as expressed
in Equation (1).

1
Etotal = 3 Fi(oni) + EZ ; @ij(Rij) ey
i jFi
where E, is the total energy in the system, pj, ; the host electron density at atom i due to the remaining
atoms of the system, F;(p) the energy for embedding atom i into the background electron density p,
and @;;(R;;) the core-core pair repulsion between atoms i and j separated by the distance R;;. In addition,
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F; is related to the element of atom i alone and @jj is related to the elements of atoms i and j. As stated
above, the electron density is approximated by the superposition of atomic densities, namely

oni = Y_pi(Rij) )
j#i

where p;(R;;) is the electron density supplied by atom j.

2.3. Simulation Methods

In the current investigation, all the simulations were implemented via LAMMPS software [26].
Since only the global mechanical behaviors are considered, Virial stress for an atomic system was used.
Lagrangian virial stress has been confirmed to be the most accurate one in terms of evaluating the
stress value in dynamical simulations [26].

The centrosymmetry parameter (CSP) was used for analyzing the Shockley partial dislocations
as well as stacking faults (SFs), which are induced by tensile deformation. As for the FCC structure,

the CSP is defined as follows [27].

e 2
P= Y |Ri+ R

i=16

®)

where R; and R; ¢ are the vectors which correspond to six pairs of opposite nearest neighbors in the
FCC lattice. As for atoms in a perfect nickel lattice, the CSP, P, is defined as zero. However, if the
nickel lattice is subjected to distortion, the value of P will not be zero. Instead, the specific value of the
parameter P will correspond to a particular defect. The dislocation atoms can be observed when all the
surface and perfect atoms within the simulation domain are removed.

In order to visualize the defects in the nanoscale nickel crystals, atoms were colored via common
neighbor analysis (CNA) [28]. This method is able to detect the environment which an atom is located
in, HCP environment or FCC environment. AtomEye [29], a visualization software, was applied
for identifying the deformation mechanisms during simulations. In the current investigation,
HCP atoms were displayed by light blue color, FCC atoms were expressed by dark blue color and
non-3D-crystalline atoms were exhibited by red color. In addition, VMD (Version 1.9.3, Theoretical and
Computational Biophysics Group, Urbana, IL, USA, 2016), another visualization software, was also
applied to identify the changes in grain boundaries [30].

3. Results and Discussion

Figures 2 and 3 show the process of crack propagation, along with plastic deformation,
in nanoscale polycrystal nickel in the case of 2 x 108 s7! and 2 x 10! 57!, respectively. It can be found
from Figures 2 and 3 that in the process of crack propagation, a void begins to occur in the interior of
the middle grain. With the progression of plastic deformation, the void gradually grows and finally
merges with the initial crack, which contributes to the rapid crack propagation. As a consequence,
at the strain of 0.48, the middle grain is subjected to fracture. In the case of high strain rate, in particular,
the void tends to be nucleated at trigeminal grain boundaries. In addition, as for different strain rates,
the direction in which the void grows exhibits a certain distinction. The phenomenon indicates that the
strain rate has an important effect on mechanism of crack propagation in nanoscale polycrystal nickel.
It can be generally accepted that the strain rate plays a critical role in the mechanical properties of
crystal since it has a predominant influence on the crack propagation. In order to further understand
the mechanical properties of nanoscale polycrystal nickel, tensile stress-strain curves are obtained,
as shown in Figure 4. It can be seen that purely elastic deformation occurs at early stage of deformation,
where the stress increases linearly with increasing strain. When the strain reaches a critical value,
the stress drops sharply with increasing strain, which is aroused by the rapid crack propagation.
Furthermore, it is evident that the yield stress of nanoscale polycrystal nickel at the strain rate of
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2 x 10! s~ is much higher compared with the one at the strain rate of 2 x 108 s~1, which means that
the crack propagation is sensitive to the strain rate.

(©)

 (b)

Figure 2. Process of crack propagation in the polycrystal nickel at the strain rate of 2 x 108s71: (@) e = 0;
(b) e = 0.06; (c) € = 0.12; (d) e = 0.18; (e) £ = 0.24; (£) ¢ = 0.36; (g) & = 0.42; (h) & = 0.48.

: (d) s
(b) @

Figure 3. Process of crack propagation in the polycrystal nickel at the strain rate of 2 x 1010 s~1:
(@) e =0; (b) £ = 0.06; (c) e = 0.12; (d) e = 0.18; (e) e = 0.24; (f) e = 0.36; (g) ¢ = 0.42; (h) ¢ = 0.48.

Tensile stress /GPa

Figure 4. Tensile stress-strain curves for the polycrystal nickel at different strain rates.



Metals 2017, 7, 432 6 of 11

For the purpose of further clarifying the process of crack propagation in nanoscale polycrystal
nickel, the evolution of the atomic configuration along with crack propagation is captured on the basis
of CNA in the case of 2 x 108 s7! and 2 x 10 s71, as shown in Figures 5 and 6. It can be found
that the dislocations which are emitted from the grain boundaries and the crack tip are capable of
moving along the slip plane in the various directions because there is the orientation difference among
the grains. In the case of the two strain rates, dislocation slip mainly appears in the middle grain,
as well as in the grain which is located to the right of the middle grain. Furthermore, the directions in
which the dislocations slip in the two grains exhibit the great discrepancy, which is responsible for the
initiation of the void. Compared to 2 x 108 s~!, HCP atoms are distributed in a more complicated way
in the nanoscale polycrystal nickel subjected to tensile deformation at the strain rate of 2 x 1010 s~1,
where more slip planes are activated.

Figure 5. Evolution of atomic configuration for crack propagation in polycrystal nickel at the strain
rate of 2 x 108 s71: (@) e = 0; (b) e = 0.06; (c) ¢ = 0.12; (d) ¢ = 0.18; (e) ¢ = 0.24; (f) ¢ = 0.36;
(g) € = 0.42; (h) e = 0.48. (All the configurations are characterized by common neighbor analysis (CNA),
where hexagonal close-packed (HCP) atoms were displayed by light blue color, face-centered cubic (FCC)
atoms were expressed by dark blue color and non-3D-crystalline atoms were exhibited by red color).

(h);

Figure 6. Evolution of atomic configuration for crack propagation in polycrystal nickel at the strain rate
of 2 x 1019 s71: (a) e = 0; (b) e = 0.06; (c) & = 0.12; (d) e = 0.18; (e) ¢ = 0.24; (f) e = 0.36; (g) & = 0.42;
(h) e = 0.48. (All the configurations are characterized by CNA, where HCP atoms were displayed by
light blue color, FCC atoms were expressed by dark blue color and non-3D-crystalline atoms were
exhibited by red color).



Metals 2017, 7, 432 7of 11

For the sake of further clarifying the mechanism of crack propagation in the nanoscale polycrystal
nickel, the evolution of the atomic configuration, along with the crack propagation, is captured on the
basis of CSP, as shown in Figures 7 and 8. It can be observed from Figure 7 that, with the progression
of plastic deformation, Shockley partial dislocations occur along with stacking faults. In particular,
at the tensile strain of 0.18, the stacking faults in the adjacent grains are arranged against the grain
boundary in the different directions. This phenomenon further indicates that the dislocations in the
different grains slip along the different directions in order to accommodate the plastic deformation
due to the existence of the grain boundary. It can be seen in Figure 8 that at the early stage of plastic
deformation, two Shockley partial dislocations with a Burgers vector b; = 1/6 [112](111) are initiated
from the grain boundary and the crack tip, respectively. Subsequently, increasing Shockley partial
dislocations are emitted from the grain boundaries and move along the close-packed {111} planes in
the grains. It can be generally accepted that the polycrystal possesses more defects due to the existence
of the grain boundaries. As a consequence, more dislocations are emitted from the grain boundaries
and then they advance along the various directions due to the orientation difference among the grains.

Figure 7. Evolution of atomic configuration in nanoscale polycrystal nickel subjected to early
deformation at the strain rate of 2 x 108 s71: (a) ¢ = 0; (b) ¢ = 0.06; (c) ¢ = 0.084; (d) ¢ = 0.096;
(e) e = 0.12; (f) e = 0.18. (All the configurations are characterized by centrosymmetry parameter (CSP),
where stacking faults are companied by Shockley partial dislocations).
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Figure 8. Evolution of atomic configuration in nanoscale polycrystal nickel subjected to early
deformation at the strain rate of 2 x 1010 s71: (a) ¢ = 0; (b) ¢ = 0.06; (c) ¢ = 0.084; (d) ¢ = 0.096;
(e) e = 0.12; (f) e = 0.18. (All the configurations are characterized by CSP, where stacking faults are
companied by Shockley partial dislocations).

Figures 9 and 10 give a more detailed description of the evolution of the atomic configuration along
with crack propagation in the nanoscale polycrystal nickel on the basis of CSP in the case of 2 x 10% s~1
and 2 x 10'° s71, respectively. It can be found that when the nanoscale polycrystal nickel is subjected
to plastic deformation in the case of 2 x 10'° s71, local non-3D-crystalline atoms are induced and
Lomer-Cottrell locks are formed. However, in the case of 2 x 108 s~1, neither non-3D-crystalline atoms
nor Lomer-Cottrell locks are induced, but stacking faults are captured. The phenomena indicate that
the mechanisms of crack propagation are different from each other in the case of the two different strain
rates. It can be generally accepted that Lomer-Cottrell locks are induced by the interaction between two
Shockley partial dislocations which move along the two adjacent {111} slip planes. The Lomer-Cottrell
locks are capable of impeding the movement of dislocations, which results in pile-ups of dislocations.
As a consequence, the Lomer-Cottrell locks play a critical role in the initiation and propagation of
cracks. With the progression of plastic strain, more and more non-3D-crystalline atoms are induced
near the Lomer-Cottrell lock. Eventually, the non-3D-crystalline atoms are separated from one another
so as to relax the deformation energy, which consequently leads to the initiation and propagation of
a crack. Compared to the strain rate of 2 x 10! s~1, when the nanoscale polycrystal nickel experiences
plastic deformation in the case of 2 x 10% s~!, the less slip systems are activated and consequently
Lomer-Cottrell locks are difficult to be formed and simultaneously the non-3D-crystalline atoms are
not easy to be induced as well. It can be concluded that in the case of the two strain rates, the initiation
of void is more attributed to the fact that the orientation difference between the two adjacent grains
leads to the slip of the dislocations along the different directions. Therefore, the occurrence of the void
is unavoidable so as to accommodate the compatibility of deformation.
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Figure 9. Detailed evolution of atomic configuration in nanoscale polycrystal nickel at the strain rate of
2 x 108 s71: (a) e = 0.096; (b) € = 0.18. (All the configurations are characterized by CSP, where stacking
faults are companied by Shockley partial dislocations).

Figure 10. Detailed evolution of atomic configuration in nanoscale polycrystal nickel at the strain
rate of 2 x 1010 s71: (a) ¢ = 0.096; (b) ¢ = 0.18. (All the configurations are characterized by CSP,
where stacking faults are companied by Shockley partial dislocations).
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4. Conclusions

Based on the strain rates of 2 x 108 s~1 and 2 x 10!° s~1, the mechanisms of crack propagation
in nanoscale polycrystal nickel are investigated by means of molecular dynamics simulation.
The following conclusions are drawn.

(1) The strain rate has an important effect on mechanisms of crack propagation in nanoscale
polycrystal nickel. The yield stress is sensitive to the strain rate, and the yield stress of nanoscale
polycrystal nickel at the strain rate of 2 x 10! s~! is much higher than the counterpart at the
strain rate of 2 x 108 s71.

(2) When the nanoscale polycrystal nickel is subjected to plastic deformation in the case of
2 x 10'% 571, local non-3D-crystalline atoms are induced and Lomer-Cottrell locks are formed.
However, in the case of 2 x 108 s~1, neither non-3D-crystalline atoms nor Lomer-Cottrell locks
are induced, but stacking faults are captured.

(3) Lomer-Cottrell locks are able to impede the movement of dislocations and thus lead to the
pile-up of dislocations. In addition, the non-3D-crystalline atoms are easy to be induced near
the Lomer-Cottrell locks. Consequently, Lomer-Cottrell locks contribute to accelerating the
propagation of crack.

(4) The orientation difference between the adjacent grains leads to slipping of dislocations along the
different directions, which results in the initiation of a void in the vicinity of the triple junction
of grain boundaries. The coalescence of the void with the crack contributes to accelerating the
propagation of cracks.
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