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1. Introduction

ABSTRACT

By applying semi-analytical point-force Green’s functions obtained via the Stroh
formulism, we derive simple line integrals to calculate the elastic displacement and
stress fields for a three-dimensional dislocation loop in an anisotropic bimaterial
system. The solutions for the case of anisotropy are more convenient for treating an
arbitrary dislocation loop compared with traditional area integration. With this new
formulation, we numerically examine the displacement, stress, and energy due to the
interaction between a dislocation loop and the bimaterial interface in an Al-Cu system.
The interactive image energy due to the elastic moduli mismatch across the interface is
then numerically evaluated. The result shows that a dislocation loop is subjected to an
attractive force by the interface when it lies in the stiff material, and a repulsive force
when it lies in the soft material. Moreover, the dependence of the interactive image
energy of a dislocation loop on the position and size of the dislocation loop are also
demonstrated and discussed. Significantly, it is found that the interactive image energy
for a dislocation loop depends only on the ratio d/a, where a is the loop diameter and d
is its distance to the interface. The examples studied provide benchmark solutions for
anisotropic bimaterial dislocation problems.

Published by Elsevier Ltd.

Stress fields that arise due to the presence of an elastic modulus mismatch across a bimaterial interface are
fundamental to understanding the nature of dislocation/interface interactions in two-phase composites. An approaching
dislocation perturbs the stress field on the interface, while in turn, the discontinuity in material stiffness across the
interface alters the stress field on the dislocation. Their interaction can result in blocking, transmission, or absorption of
the dislocation by the interface (Demkowicz et al., 2008; Lu et al., 2009; Wang et al., 2008a,b, 2011). The significance of
such defect/interface interactions increases when the composite material contains an unusually high density of interfaces,
such as in multi-layered nanocomposites (Misra, 2008; Mara et al.,, 2008, 2010; Han et al., 2011). For this particular
lamellar architecture, defect-interface interactions have been studied extensively from the atomistic to dislocation
scale (Freund, 1990; Anderson et al., 1999; Ghoneim and Han, 2005; Akasheh et al., 2007a,b; Demkowicz et al., 2008;
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Wang et al., 2009a,b; Wang and Misra, 2011; Zhang et al,, 2011). Altering the layer thickness within the submicron to
nanoscale regime causes dramatic changes not only in the overall strength of the composite, but also in the nature of the
defect/interface interactions (Misra and Kung, 2001; Misra et al, 1999, 2002). For layer thicknesses greater than
~ 50-100 nm, dislocations tend to pile-up leading to a Hall-Petch scaling law for strength. As the layer thickness reduces
to a few tens of nanometers, the dislocations are confined by two neighboring interfaces to expand within the layer, a
mechanism called confined layer slip. For layers less than 10 nm, the latter mechanism becomes less favorable compared
to dislocation transmission across the interface. The processes of transmission or nucleation involve dislocation loops of a
number of possible orientations and sizes closely interacting with the interface. Atomic-scale simulations of defect/
interface interactions necessarily only consider a few specific cases. A more general analytical approach to this problem
would help advance a deeper understanding and provide insight into some of the observations from simulations.

Towards this end, in this work, we study the energetics and mechanics of dislocation loops of arbitrary size and position
within an anisotropic bimaterial, containing a single interface. To accomplish this task, we derive line-integral expressions
for the elastic fields induced by an arbitrary shaped dislocation loop in an anisotropic bimaterial system. The major
challenge here involves reducing the surface integral to a line integral for the displacement and stress fields associated
with the image part in the case of elastic anisotropy since Stokes’ theorem cannot be utilized.

Theoretical analyses based on Green’s function techniques have been successful in providing analytical solutions for the
elastic displacement and stress fields produced by dislocations. Fundamentally, these elastic fields can be expressed as an
integral of a point-force Green’s function and its derivatives over the dislocation surface (Volterra, 1907; Mura, 1963;
Willis, 1970; Hirth and Lothe, 1982; Wang, 1996; Han and Ghoniem, 2005). For homogeneous materials, this method has
been applied directly to calculate the elastic fields (Mura, 1987). For heterogeneous (bi- or multi-layered) materials, the
point-force Green'’s function is often divided into two terms: the full-space term and image term (Fares and Li, 1988; Ting,
1996; Pan and Yuan, 2000). The full-space term corresponds to the point-force Green’s function in a homogenous material
encompassing the entire space, and the image one is induced by image point forces that arise from the elastic mismatch
across interfaces. Accordingly, the elastic field of a dislocation in the bimaterial can be separated into two parts associated
with the two point-force Green’s functions (Akarapu and Zbib, 2009). Generally, both parts can be evaluated by surface
integrals.

By applying the Stokes’ theorem, the surface integral of the strain/stress field of a dislocation loop in a full space can be
reduced to the integral along the dislocation line (Mura, 1963). For anisotropic materials, the analytical expression of the
stress/strain field due to a straight segment of a dislocation loop in an anisotropic solid was derived by Willis (1970) and
Wang (1996). Recently, Chu et al. (2011) obtained a line-integral expression of the elastic displacement for dislocation
loops in a 3D anisotropic full space. Comninou and Dundurs (1975) obtained an analytical expression for the stress field
generated by an angular dislocation in an isotropic half space. Ben-Zion (1990) studied the elastic response of two isotropic
half spaces to point dislocations at their common interface. Yu and Sanday (1991) presented a line integral solution for a
circular dislocation in an isotropic bimaterial system. Gosling and Willis (1994) derived a line integral for the stresses
associated with an arbitrary dislocation in an isotropic half-space. Ghoniem and Han (2005) proposed a line-integral
expression (along the dislocation boundary) for the elastic fields produced by dislocations in multilayered materials of
elastic anisotropy. Since their integrand (i.e., the point-force Green’s function) includes a line integral from O to m, their
solution involves a double integral. Akarapu and Zbib (2009) recently constructed line-integral expressions for the
displacement and stress fields associated with an arbitrary shaped dislocation in an isotropic bimaterial. These line-
integral expressions were used in their computational dislocation dynamic codes to enhance the computation efficiency in
calculating stress fields. On the other hand, singularity on/around the dislocation loops is a long-standing issue (Chu et al.,
2011). Several models have been proposed to overcome it. For instance, to avoid the singularity that would be produced
from linear elastic dislocation theory, Cai et al. (2006) proposed a non-singular continuum theory of dislocations.
Fitzgerald and Aubry (2010) assumed that the core energy follows a similar form to the elastic energy. Gavazza and Barnett
(1976) separated the total energy into the core energy (in their words the “tube-part”) and the elastic part (the “cut-part”)
lying outside of the tube. The core energy is then evaluated using the Stroh’s vector Airy stress function for an infinite
straight dislocation, which is a two-dimensional problem. Hirth and Lothe (1982) suggested choosing a cut-off value small
enough to make the contribution of the core when carrying out integration of the elastic strain energy. In this case a
suitable “cut-off” radius for the core region ranges from 0.5b to 2b (with b being the magnitude of the Burgers vector). It is
worth pointing out the exact value for the cut-off for a specific case can only be determined via atomistic simulations,
which varies with dislocation type and interatomic potential. Thus, physically, the results in the core region obtained by
continuum mechanics are not useful.

The present work continues beyond previous work in this area by treating a bimaterial interface formed by two
elastically anisotropic crystals. These calculations are accomplished by a line integral formulation that we develop in this
work. This formulation can efficiently and accurately calculate the elastic displacement, strain, and stress fields due to a
loop of any size and shape located near a bimaterial interface in a three-dimensional (3D) space. The theory allows for any
arbitrary orientation relationship and relative position in space between the loop and interface. Most materials of interest
are elastically anisotropic, and hence it is of considerable importance to account for the mismatch in the anisotropic
stiffness tensor across the bimaterial interface when calculating these elastic fields.

This paper is organized as follows. In Section 2, we present general integral expressions for the elastic fields produced
by a dislocation loop located in an elastically anisotropic half space bonded to the other half space with different



420 H.J. Chu et al. / J. Mech. Phys. Solids 60 (2012) 418-431

anisotropic elastic properties. The section ends with the solutions for the image displacement and strain. In Section 3,
we implement the proposed approach to study the displacement and stress fields that a dislocation produces on the
interface and the variation in the interactive image energy with the size a and position d of the dislocation loop from the
interface. It is found that the interactive image energy for a dislocation loop depends only on the ratio d/a. Conclusions are
drawn in Section 4.

2. Integral expressions of elastic fields in anisotropic elastic bimaterials

The problem of interest consists of a dislocation loop in a crystal joined to another with dissimilar anisotropic elastic
properties. The jump in elastic moduli across the interface perturbs the elastic displacement, strain, and stress
distributions in the material. The line integral formulation developed here provides the solution for these fields as a
function of the dislocation position, character, strength (Burgers vector), and geometry.

We consider a general dislocation surface denoted by S located in the upper half space (x3 > 0) in an anisotropic
bimaterial space. The upper surface of the dislocation denoted by S slips by the Burgers vector b relative to the lower
surface denoted by S—. The normal vectors of the upper and lower surfaces are n* and n—, respectively.

2.1. The displacement and strain fields for a dislocation loop

The constitutive relation for a material of general elastic anisotropy is given by
Gij = Cijié (1

In this paper, repeated indices obey the summation convention from 1 to 3, unless noted otherwise. Following the work
by Volterra (1907), Mura (1963), Gosling and Willis (1994), Pan (1991), and Han and Ghoniem (2005), the elastic
displacement induced by the dislocation S is

u(y) = /s Cijmi(®) Gk x, ¥: X)bj(x)n;(x)dS(x) ()

where G, (y;x) is the point-force Green'’s function representing the elastic displacement in the m-direction at x induced by
a point force in k-direction applied aty; n;=n; denotes the cosine of the normal unit vector of the dislocation surface; b; is
the jth component of the Burgers vector. From Eq. (2), the displacement gradient can easily be obtained as:

o) = [ ComGininy, (50D, )S() 3

Here we emphasize that, if the dislocation is located in an isotropic and homogeneous full space, Eq. (3) can exactly be
reduced to a line integral as given by Mura (1963), and Gosling and Willis (1970). In the bimaterial case, since the Green’s
function does not satisfy the derivative relationship 6G(y,x)/ox = —8G(y,x)/dy, it is difficult to convert the involved surface
integral into a line integral.

2.2. Point-force Green'’s function for bimaterials

Integration of Eqs. (2) and (3) over the dislocation surface requires the point-force Green’s function. The study of
Green'’s function for an anisotropic half-space or a bimaterial system can be traced back to the work of Mindlin (1936) and
Barnett and Lothe (1974). The Green’s functions for an anisotropic bimaterial system were obtained by Pan and Yuan
(2000) via the Stroh formalism and Fourier transform, and their results are briefly reviewed below for the sake of

completeness.
We first introduce the Stroh eigen equation for an anisotropic material, which is (Ting, 1996)
[Q+pR+R")+p*Tla=0 (4)
with

Qjj = Cijstikns,  Rij = Cypjsems,  Tjj = CiggsMyem
n=|[cos0,sin0,0)", m=[0,0,1]" (5)

where the superscript ‘T’ denotes the transpose of the matrix. In Eq. (4), p;, and a; (i=1, 2, 3) are the eigenvalues and the
associated eigenvectors, respectively. We further define

Im(p) >0, piy3=Di G 3=, ([(=123)

A=Jay,a,,a3], B=[by,by,b3] with b;= (RT +pDa; (6)

where the symbol ‘Im’ and the overbar denote the imaginary part and the complex conjugate, respectively. There is no
summation on the repeated index i in the last expression.
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The Green’s function (displacement) tensor at field point x in the upper half-space (x3 > 0) of an anisotropic bimaterial
due to a point force at y is

G W: %)L, [FAGPATdO y;>0
G(y:x) = — =T )
— 5 [ AGPALd 0 y3 <0
where
[G1];
Cli= —5
S h@x-hp)y
[G2];
CPli= 55—
N h@x-hp)y
1 —
G =-A; (M;+M;) '(M;—My)A,
N J— —
G =A; (M;+M,) '(M; +M,)A;
h(p,) =[cos0,sin0,p,]”
M, =-iB,A,' (x=1,2) ®)

In Eq. (7), G™(¥;x) is the corresponding full-space Green'’s function tensor, which is available in an explicit form (Pan
and Yuan, 2000; Tonon et al., 2001). The superscript ‘(1) (‘(2)’) or subscript ‘1’ (‘2’) attached to the matrices, vectors, and
scalars stand for those related to material 1 (2), i.e., in the upper (lower) half-space with x3 >0 (x3 <0). There is no
summation over the repeated indices i and j in Eq. (8).

In Eq. (7) the field point x of the Green’s function must be within the upper half space, i.e. x5 > 0. It allows for the source
to be either in the upper half space, i.e. y3 > 0, or lower half space, y; < 0, an extension of the Green’s function obtained by
Pan and Yuan (2000), which only assumed the former.

The Green'’s function tensor at field point x in the lower half-space (x3 <0) is

OO (ay. - T
Gy;x) = { G0~ 2 Jo A,G?A,d0 y;<0

9
— 5 [ A2GATdO y;>0 ©)

where the new matrices G and G2’ are defined as
—[G1];
h(p)x—h@p{")y
Gyl
G(Z) L [ y
ke h(p®)x—h@”)y
G =A;' (M; + M)~ (M + M)A,

G =

G, =A;'(M; +M,)"'(M; —M,)A, (10

In order to obtain the displacements and strains induced by a dislocation in a bimaterial system, the Green'’s functions
in Egs. (7) and (9) should be substituted into Eqgs. (2) and (3). It is observed from both Egs. (7) and (9), that the Green’s
functions can be separated into two parts: one corresponds to the full-space G*(y; X) and the other includes the remaining
terms that are associated with the bimaterial interface. We will refer the latter as the image Green’s function. Substituting
Eq. (7) into Egs. (2) and (3) results in the integral over the dislocation surface that we must solve. The first part of the
surface integral contains the full-space Green’s function. The line-integral expressions for the displacement and stress
fields corresponding to this case were recently derived by Chu et al. (2011). Thus, the main task of this work is to solve the
second integral that contains the image Green’s functions in Egs. (7) and (9).

2.3. The line integral expressions for a triangular dislocation

An arbitrary polygonal shape can be constructed by a finite number of triangles. Accordingly the integral over a
polygonal dislocation can be regarded as the summation of the integrals over triangular dislocations. In what follows, we
derive the integral expressions of the image part over an arbitrary triangular dislocation in a bimaterial space. With this,
we can derive the elastic fields induced by a triangular dislocation, which by the method of superposition, can be utilized
to obtain the elastic field due to a polygonal dislocation.

We substitute the image part of Green’s function (i.e., the complementary part added to the infinite-space Green'’s
function in order to satisfy the interface condition in the bimaterial space) in Eq. (7) into Eq. (2), and find the image
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displacement induced by a triangular dislocation, i.e.

lmage(y) _ { _217‘](? dojA Cijml[ﬁlcs)A?]mk.xlbjnids(x) V3> 0

u
k — 5L o A0S, CiimlA1GP A e, binidS(®)  y3 <0

an

Due to the fact that the eigenvector matrices A; and Ay, and G; and G, in Eq. (8) are independent of the field and source
points x and y, Eq. (11) can be written as

1 (@ A T  ~D
- WJO [Ci]m’b]nlA1 meAisk AGu ts,x;

dS(x)}de y3>0

umase ) (12)

—zzJo [CijmlbjniAl meAsge [1Gittsx, dS(X)] do y;<0

Making use of the expression for G, in Eq. (8) and with some manipulations, the integral on the triangular dislocation
becomes

1 ~Gushy@")
4 Gy )ts,x, ds@) = [, mdﬂx) y3>0 a3
—Garshi @
4Gl xdS@) = [, M%ds(x) y3<0
where the vector h in Eq. (8) has the following components:
h®'") =[cos0,sin0,p"]"
h(p'") =[cos0,sin0,p"1" (14)

By taking the derivative of the image displacement in Eq. (12), the corresponding image strain can be obtained, which is

- 15 [Cijmlbjnizl meAT g4 GU )ts,xlypds(x)] do y;>0

Image
U )= (15)
P o [CijmlbjniAl mtAgskaGf)ts,xlypds(x)] do y;<0
The integral over the triangular dislocation in Eq. (15) can be expressed as
—2G1shi @) (0
J4Gi 5.0, 8S@) = [ 2o PLIEES AS@) Y3 >0
t S (1 6)

) - =2Gyus My (0P)
JaGutsiny, 5 =], [h@l;));—;l(Pg))Y]B ds@®  y; <0
where by making use of the definition for h, we have

[cosOcosO cosOsind cosOpil ]

h @ )hy(p") = | sinfcos®  sinfsind  sinoOp” 17)
pi’cos0  pi'sin0 P p”

and

[cosOcos cosOsind cosOp® ]

hy(p")hy(p®) = | sinfcos® sinfsind  sinOp{ (18)

| pilcos0  piUsing  ppl? |

Since the numerators in the integrands of Eqgs. (13) and (16) are independent of x, their integrals are related to power
functions of x with exponents —2 and —3. Thus, the kernel integral on the triangular dislocation is

3 dS(x)
Fa@.0.p1.p2) = /A [h(p)x—h(p,)yT"

where p; and p, can be assigned to different eigenvalues, according the requirements in Eqgs. (13) and (16). In order to
carry out the surface integration in Eq. (19) over a triangular dislocation, the following transformation between the global
coordinate system (O: Xq, X, X3) and the local coordinate system (xq: &1, &5, &3), associated with the triangular dislocation
with the base vectors é? (i=1, 2, 3), as shown in Fig. 1, is introduced

[x—xo] = [D][¢] (20
where

n=2,3 (19)

with xg being the origin of the local coordinates. Then, the integration in Eq. (19) becomes
dé,dé

Fn@.0.p1.p2) = A 10,0 +F,3.0E +f33.0)]"

n=2,3 (22)
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X3 Y

Polygonal
Dislocation Loop
-_‘_‘__—‘_-—“-——-

1

Fig. 1. Geometry of a polygonal dislocation with respect to the global coordinate system (O; X1, X», X3). This dislocation is divided into three triangles.
As an example, a local coordinate system (Xo; &1, &o, £3) is attached to the second triangle with its corners Py, P, and P3, where h=¢5(Py), I = —&1(P2),
I,=¢&4(P3). Obviously, Iy and I, can be negative.

where
fo2@.0.p1.02) = Dy hi(py),  0=1,2 (23)
f30.0,p1,p2) = Xokh(p1)—yihi(P2) (24
On the triangle AP;P,P5 shown in Fig. 1, the integral in Eq. (22) becomes
h ((h=&)/Mly d¢
Fn= / d / ! 25
"o éz. —h=&y il F100) & +fL,0,0)E+f5 (. 0)]" (25)

By direct integration and with some simplification, we obtain

1 1 f§_|_f2 1 f§+f2

Fo(¥,0,p1,02) = w1 = w =In % *

20’ b1 p2) f1 <f2+f1ll f3_f1ll fZ_fllZ f3+f]lz)

1 B+5
Fs@,0,p1,p) = 2 >x<1 2* _ _ 26
30’ P1 pZ) 2h(f3+f2)(f3+f112)(f37f111) ( )
with

L=h/h, L=h/h f3=f3/h 7

This completes the exact integration of the image displacement Eq. (12) and image strain Eq. (15). The results for the
integration over the triangular dislocation loop can be extended to an arbitrarily shaped planar dislocation loop, as shown
in the Appendix. The final solution for the displacement and strain fields induced by a triangular dislocation loop contains
only line integrals over [0, 1] for both the full-space part (Chu et al., 2011) and the image part.

3. Numerical examples

The derived line integrals are employed to calculate the elastic displacements, elastic stresses, and the interaction
energy induced by a dislocation loop lying at a prescribed distance from a single aluminum-copper (Al-Cu) bimaterial
interface. As Al and Cu are both face-centered cubic (fcc) crystals, a loop in either material can be assumed to lieona (111)
plane with Burgers vector b=1/2[110].

3.1. Displacement and stress fields due to a triangular dislocation

We first consider the solution for a unit triangular loop of arbitrary orientation and check the displacement and traction
continuities at the bimaterial interface. As shown in Fig. 2, a regular triangular dislocation with side length a lies in the
(111) slip plane, which is located in the upper half-space made of Al (x3 > 0). The distance from the origin of the local
dislocation coordinate system to the Al-Cu interface plane Ox;x, is assumed to be 2a. Because the solutions’ Egs. (11) and
(15) cannot be evaluated exactly at the interface, we calculate the displacements and tractions at five points within a
parallel plane above and below the interface plane by + xs;, where x3=10"",

The resulting displacements normalized by the magnitude of the Burgers vector b are shown in Table 1 and the
tractions or stresses normalized by #u, where #y=>b[li,op=b/3a and pu=pu(Al)=(C1111— C1122+4C2323)an/6, are given in
Table 2. The constant u is the nominal shear modulus (Hirth and Lothe, 1982). It is clear that the displacement and traction
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Triangular
Dislocation Loop

2= St
Interface
e

%1: [100]

T
[9) x2: [010]

x3<0:Cu

Fig. 2. Geometry of a triangular dislocation in a 3D aluminum-copper bimaterial system, where x3 > 0 is Al and x3 <0 is Cu.

Table 1

Global displacement continuity across the interface x3=0 due to a triangular dislocation in Al of the Al-Cu bimaterials. All displacements are normalized

by the magnitude of the Burgers value b.

Points u (x1073) uy (x1073) us (x1073) |Auy /17 | |Auy /5 | |Aus /13|

At 0.67164451 —0.67164451 2.7592754 x 1015 <23x1077 <23x1077 <1.0x1077
A~ 0.67164436 —0.67164436 2.7592754 x 1015

B* 0.76577825 —0.60833022 0.20739566 <1.8x1077 <13x1077 <3.0x1077
B~ 0.76577811 —0.60833014 0.20739560

c* 1.4396699 —0.47939323 1.8210319 <29x1077 <21x1077 <33x1077
c 1.4396695 —0.47939313 1.8210313

D+ 0.51739796 —1.5798707 —2.0487164 <25x%x1077 <32x1077 <29x1077
D~ 0.51739783 —1.5798702 —2.0487158

E* 0.53924271 —0.50616183 0.16986679 <21x1077 <2.0x1077 <29x%x1077
E- 0.53924260 —0.50616173 0.16986674

Note: A* =(0.0, 0.0, +x3),B* =(—0.4,—-0.3, +x3),C* =(—0.6,0.4, +x3),D* =(0.5,
normalized by the side length a of the triangle.

Table 2
Global tractions at the interface (x3=0). All data are normalized by ru(Al).

—0.7, +x3), E* =(0.3, 0.4, + x3) where x;=10"7, Coordinates are all

Points 013 (x1072) 023 (x1072) 033 (x1072) |Ac13 /513 |AG23/T23 | |Agss /33
At —1.25479050 1.254790497 <1x10"1 <56x%x1078 <64x1078 -

A~ —1.25479057 1.254790570 <1x1071

B —1.22207891 1560346805 0.544003571 <83x1078 <19x10°8 <3.7x1077
B~ —1.22207901 1560346829 0.544003401

ct 0.815840579 0.6345267133 4.62601867 <73x1077 <11x1077 <44x10°°
c 0.815840094 0.6345267859 4.62601723

D+ —0.222732960 —1.29575685 —5.04362798 <9.0x1077 <46x1077 <40x1077
D~ —0.222733086 —1.29575631 —5.04362653

E* —0.114415563 1.04509261 0.444403217 <87x1077 <77x1078 <45x1077
E- —0.114415570 1.04509269 0.444403047

Note: A* =(0.0, 0.0, +x3),B* =(—0.4,-0.3, +x3),C*=(-0.6,04, +x3),D* =(0.5,
normalized by the side length a of the triangle.

—0.7, +x3), E¥ =(0.3,0.4, + x3) where x;=10"7, Coordinates are all

continuity conditions at the interface are both satisfied with differences being extremely small on both sides of the
interface, with a relative error less than 10>, Also, the displacement jump condition across the dislocation surface should
equal the Burgers vector. This condition was satisfied with a maximum relative difference less than 0.4%.

With the method validated, we consider a case in which a dislocation loop in Al approaches a bimaterial interface.
Of interest is the effect of this nearby dislocation loop on the displacement and stress distributions across the interface
plane. Depending on the properties of the interface, the perturbations in stress caused by the impinging dislocation can, for
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instance, result in dislocation nucleation in the adjoining Cu or nucleation of interfacial dislocations. In our example, the
triangular dislocation is situated symmetrically about x, =x;. Despite this, we find that neither the individual displacement
components u; and u, nor the distributions of shear stresses g3 and ¢,3 are symmetric about x,=x;. However, the
distribution of (u; +u5)/2 within the x, —x; interface plane is anti-symmetric and the distribution of (11 —u5)/2 symmetric,
as shown in Fig. 3 and 4, respectively. Likewise, (013+023)/2 (Fig. 5) is anti-symmetric and (o13—0>3)/2 (Fig. 6) is
symmetric about x,=x;. Peak values of these shear displacements and stresses, which are likely regions for nucleating
dislocations or voids, are offset from the line of intersection between the dislocation glide plane and the interface plane
(see figure captions for peak values).

3.2. The interactive image energy of a hexagonal dislocation loop

The previous section demonstrated how the method developed in this work can be used to study how a dislocation
affects the interface. In this section, we investigate the complementary relationship—how an interface perturbs the stress
field of a nearby dislocation. In this respect, several factors are studied: the size, orientation, and position of the loop from
the interface. The relevance of such details increases as the phase size shrinks, as finer length scales place greater limits on
the shape, size, and location of the dislocation loop.

Compared to calculation of the entire stress field, the influence of the bimaterial interface can be revealed more
efficiently by studying the variation of the interaction energy contributed by the image stress with d, the distance of the
dislocation from the interface. The interaction energy between the bimaterial interface and a dislocation with normal n™*

(u1tuz)/2b

x;/a

1
xlfa

Fig. 3. Distribution of (u;+u5)/2 normalized by the magnitude of the Burgers vector value b on the interface (x3=0) plane in the global coordinates,
where the coordinates are normalized by the side length a of the triangular dislocation. A peak value of 0.00099b is located at point (—1.814a,0.034,0).

xi/a

Fig. 4. Distribution of (u; —u,)/2 normalized by the magnitude of the Burgers vector value b on the interface (x3=0) plane in the global coordinates,
where the coordinates are normalized by the side length a of the triangular dislocation. A peak value of 0.0014b is located at point (—1.52a,1.024a,0).
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x,/a

Fig. 5. Distribution of (¢15+ 023)/2 normalized by #Cnnax on the interface (x3=0) in the global coordinates, where the coordinates are normalized by a and
the normalized peak value is about 0.01.

xjla

Fig. 6. Distribution of (615 — 023)/2 normalized by 7Crax on the interface (x3=0) in the global coordinates, where the coordinates are normalized by a and
the normalized peak value is about 0.01. The maximum normalized shear stresses o3 and g3 are equal but reached at different points.

and Burgers vector b can be calculated using (Hirth and Lothe, 1982),
E= 1/<7+n+dsb (28)
2 Js

For a bimaterial system, E is the sum of the energetic contributions from the full-space stress, denoted by E™", and from
the image stress, denoted by E™?%¢, The change in energy AE due to a change in d can be attributed only to the change in
the image stress and not the homogeneous stress in the full space, i.e., AE=AE'™32°, For a straight dislocation in a
bimaterial system, the relationship between the image energy and d was found to be AE= —AIn(d) (Barnett and Lothe,
1974).

In this example, we also consider a hexagonal dislocation loop. This loop geometry is built from several unit triangles,
and hence demonstrates the superposition method as well. The present method calculates the image stress for a hexagonal
dislocation loop that is then substituted into Eq. (28) for the image energy E'™32%. We also consider two typical situations:
(a) one in which the glide plane is inclined to the interface plane, and (b) the other in which the glide plane is parallel to
the interface plane, as shown in Fig. 7a and b. For convenience in describing the dependence of the image energy on d, the
dimensionless quantity E™32/ub?l,,, is defined where p=u(Al) if the dislocation loop is in Al or u=p(Cu) if the
dislocation loop is in Cu, and ljo0p=6a.

For the inclined case, the resulting variation of E'™?8¢ with d is shown in Fig. 8. Because Cu has a larger shear stiffness
than Al, p(Cu)> u(Al), E™3%¢ is positive when the dislocation is in Al and negative when the dislocation is in Cu.
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a H:[112)
Hexagonal
Dislocation Loop
&:[110]
x>0 Al
Interface
x3<0: Cu

Hexagonal 1
Dislocation Loop

a
Po / x3>0: Al
Interface \ / - r,

[110]

vV _ :
w1 [110] x3<0: Cu

Fig. 7. Geometry of a hexagonal dislocation in the aluminum-copper bimaterials: (a) the dislocation plane is inclined to the interface, and (b) the
dislocation plane is parallel to the interface. The dislocation is located in the upper half space (Al) with its central distance to the interface being d.

The lower layer is Cu.

0.34
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Fig. 8. The influence of the position of a hexagonal dislocation on the interactive image energy E'™¢ in bimaterials, where d is the distance between the
center of the dislocation and bimaterial interface, and a is the side length of the dislocation.

The decrease in E™?8° as the distance d increases can be well described by a power law,
Image m
()
:ub lloop a

where A and m are constants that depend on the elastic moduli mismatch, and the shape, size, and orientation of the
dislocation loop. For the dislocation in Al, A=0.0954 and m= —3.33; and for the dislocation in Cu, A=-0.103 and

(29)
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Fig. 9. The size effect of a hexagonal dislocation on the interactive image energy E'™?¢ where the dislocation loop is parallel to the interface plane and
a is the side length of the hexagonal dislocation.

m= —2.88. Obviously, compared to the logarithmic decay for a 2D dislocation, the energy for a 3D dislocation decays more
rapidly as the dislocation moves away from the interface.

For the parallel case, the variation in E'™?8¢ with the distance d and the size is shown in Fig. 9, clearly showing the size
and distance effect of a hexagonal dislocation on the complement energy. Similar to the previous result for the oblique
dislocation case, the energy decreases rapidly with the increase in d. However, the effect of the size (a) and the distance (d)
can be decoupled due to the geometry. Again, it is found that the image energy can be described well by the following
power-law relationship:

Image q
IE2 \::C(Q) (30)
:ub lloop a

where p=pu(Al), and C and q are parameters given in the inset table in Fig. 9. A remarkable feature in Eq. (30) is that the
power-order parameter q is the same no matter if the dislocation lies in Al or Cu. As a result, one thus finds from Eq. (29)
and (30) that

EI]mage

_a_d
Elzmage - a, - d] (31)

for a dislocation loop in the same material when the ratio d/a is fixed. The subscripts denote two different loop sizes and
distances from the interface in the same material. This simple relation clearly shows that only two geometric parameters, d
and q, affect the image energy for a hexagonal dislocation lying parallel to the interface plane and more importantly, this
energy only depends on their ratio d/a. The validity of Eq. (31) is confirmed by testing numerically several cases in which
d/a=1, 2. For the example of d/a=2, the image energies for different d and a (d=3ao, a=1.5ay), (d=1.5a9, a=0.75a,) and
(d=2ao, a=ay), differ less than 104,

We further analyze the image interaction energy of a hexagonal dislocation in a hypothetical bimaterial system where the
Al crystal is bound to a tunable material B in the lower half space. In this way, the influence of the elastic moduli mismatch can
be systematically studied. Specifically the elastic modulus of B is defined as Cy(B)=aCjj(Al), where  is a tunable coefficient.
Fig. 10 shows the variation of the image energy with In(«) for a dislocation loop on an inclined glide plane (Fig. 7a). For three
different ratios d/a=1.0, 1.5, and 2.0, the results show that the three curves in Fig. 10 intersect at In(x)=0, where the elastic
stiffness for material B and Al are identical, corresponding to the zero image energy. In addition, the image energy increases
with increasing o (or the stiffness of Cyj(B)). Significantly when « is in the range of 0.1 to 10, the image energy E™?2° and the
coefficient o approximately follow the logarithmic relationship shown in the insert in Fig. 10, i.e.,

Elmage
———— =DIn(x) (32)
:ub lloop

where D is a constant. In this example, D=0.127 for d/a=1.0, 0.0463 for d/a=1.5 and 0.0215 for d/a=2.0. It is also noted that
the variation in the image energy with o shows three interesting features as described by three regimes: For « less than 10, the
image energy obeys the logarithmic relationship with « given in Eq. (32). For « in the range from 10 to 50, the image energy
increases at a slower rate than that in Eq. (32), e.g., the net increase is about ~18% as o increases from 10 to 50. However, for
o > 50, the image energy is virtually insensitive to the elastic moduli mismatch. The increase is about 4.0% as « increases from
50 to 1000, which represents a soft material bounded to a rigid one. This is one of our main results, that the interactive image
energy only depends on d/a, a finding that will benefit development of simplified models for dislocation-interface interactions,
ones that are more amenable for implementation into higher length scale models of interface-driven plasticity.



H.J. Chu et al. / J. Mech. Phys. Solids 60 (2012) 418-431 429

0.34 Different pusiliuns:'
’ —a—dla=1.0
—e—d/a=1.5
0.2 [—A—dla=2.0
& 0.1
S 0.0
o
2 -0.14
-0.2
051 .
0 2 4 6 a 10
-Ov4 I T T I T I T 1

In(a)

Fig. 10. The influence of interface elastic moduli mismatch on the interaction image energy E'™3¢, The insert represents the variation when ¢=0.1~10.
d is the distance between the center of the hexagonal dislocation and the bimaterial interface, and a is the side length of the hexagonal dislocation.

4. Conclusions

In this work, we have derived line integral expressions (from O to 7) for the elastic displacement and strain (stress)
fields due to an arbitrary polygonal dislocation in the 3D anisotropic bimaterial system. In our formulation, the standard
triple integral expression is reduced to the simple line integral, making it convenient for studying dislocations with
arbitrary arrangement in the two-material system. In the present examples we study the displacement and stress fields
generated by a dislocation loop in an aluminum-copper bimaterial system. We also calculate the variation in the
interactive image energy for a dislocation loop of different sizes approaching the interface from either a soft or stiff
material. We find that the interactive image energy for a dislocation loop decays according to a power-law relationship,
much faster than a straight dislocation. Significantly, we reveal that the interactive image energy depends only on the ratio
d/a, where a is the loop diameter and d is its distance to the interface. We further demonstrate how to extract the power-
law relationship with pre-factors determined by the present calculation, which is useful in transition of the results of this
work to higher length scale models involving several arrays of dislocations interacting with a bimaterial interface.

This powerful technique can also be applied to model several dislocation loops of arbitrary arrangement interacting
with a bimaterial interface. The next steps are to extend this technique to multilayers, where the effect of relative layer
thickness on the elastic fields can be explored, and to account for atomic-scale information such as the elastic fields
contributed by the atomic-scale lattice mismatch across the interface or interactions with interfacial dislocations.
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Appendix A

To extend the integral of Eq. (22) over a triangle loop to the integral over an arbitrarily shaped planar loop S, as
suggested by one of the reviewers on this article, one may redefine

dédé,
/ [f1&1 +f2E+f31" (A1)

Letting

g9 dé;
Ln(é1,82) = 7 A2
(C1.62) /_oo(f151 +f282+f3) A-2)
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one has

oLn(&1,82) 1
& (&G +HEG+HH)" (A.3)

Substituting Eq. (A.3) to (A.1), one gets

oL ,
Fa= [ D, = [ e, (A4)
s 0% as
Thus, the surface integral over the dislocation slip plane is translated into the line integral along the dislocation line.
It is noted that on the dislocation boundary &S, &; = &;(&,). For a straight line segment from point(&;,£,) = (ay,a;) to point
(£1,¢2) = (b1,b2), one finds

—b bif1+baf 3 +f
Fsegment= a, 2 ll’l( 11 2 3) A5

2 filtai=b)f1 +(az—b2)f1]  \aif1 +axf 3 +f5 (A-3)
Applying Eq. (A.5) to the triangle used in Eq. (22), we find the same integral results given in the first expression in

Eq. (26). It is noted that Eq. (A.4) is valid for an arbitrary planar dislocation loop, including the polygonal loop as its
special case.
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