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Abstract

A deformation-theory version of strain-gradient plasticity is employed to assess the
influence of microstructural scale on the yield strength of composites and polycrystals. The
framework is that recently employed by Fleck and Willis (J. Mech. Phys. Solids 52 (2004)
1855-1888), but it is enhanced by the introduction of an interfacial “energy” that penalises the
build-up of plastic strain at interfaces. The most notable features of the new interfacial
potential are: (a) internal surfaces are treated as surfaces of discontinuity and (b) the scale-
dependent enhancement of the overall yield strength is no longer limited by the “Taylor” or
“Voigt” upper bound. The variational structure associated with the theory is developed in
generality and its implications are demonstrated through consideration of simple one-
dimensional examples. Results are presented for a single-phase medium containing interfaces
distributed either periodically or randomly.
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1. Introduction

The first theory of plasticity which incorporated effects of gradients of plastic
strain was that introduced by Aifantis (1984, 1987), who recognised that gradient
terms could resolve small-scale deformation features such as the width and spacing
of shear bands. Subsequent contributions on problems of this type include those of
Zbib and Aifantis (1988) and Leroy and Molinari (1993). More recently, theories of
strain-gradient plasticity have gained prominence through increasing interest in scale
effects in small specimens and devices. Several theories have been proposed,
including those of Fleck and Hutchinson (1993), Fleck et al. (1994) and Fleck and
Hutchinson (2001) and the so-called ““mechanism-based strain-gradient theory” of
Gao et al. (1999). These theories are intended to make allowance, at least
qualitatively, for the influence on hardening of the long-range stresses produced
by “geometrically necessary” as opposed to ‘““forest” dislocations. Rather precise
theory has also been developed in the context of single-crystal plasticity (Gurtin,
2000, 2002). All such theories have associated with them a characteristic (internal)
length, and the influence of the gradient term becomes apparent as soon as some
dimension of the specimen is reduced to a small multiple of this characteristic length.
The basic question of how to choose between the competing theories remains
incompletely resolved. Qualitatively, any will show the right trend, but differences of
detail, obtained by fixing parameters relative to one experimental setup and then
predicting outcomes for different experiments, can provide evidence in favour of one
theory relative to another, but will not definitively identify one theory as “correct”.
Another approach is to compare predictions made by use of a strain-gradient theory
with corresponding predictions obtained from a simulation which employs discrete
dislocations. A drawback here is that the discrete dislocation simulation inevitably
employs an idealised version of the underlying physics. Examples of work of this
type include Cleveringa et al. (1997), Shu et al. (2001), Bittencourt et al. (2003).

Strain-gradient theory has one additional feature which has so far not yielded to
precise physical interpretation. This is that introduction of a gradient term requires
the introduction of an additional boundary condition and a corresponding
additional jump condition across any surface of discontinuity. The mathematical
structure shows what quantity needs to be specified but provision of the actual value
can only follow from a clear recognition of the physics that the strain-gradient
theory is supposed to represent. Exactly what boundary or interface conditions can
be imposed depends on the precise strain-gradient theory that is adopted. For
instance, a single-crystal model such as that of Gurtin (2002), in which the plastic
distortion is defined in terms of slips on slip planes, contains sufficient detail to allow
the tracking of the motion of the (geometrically necessary) dislocations. Implications
for boundaries and interfaces, associated with this model, have recently been
developed by Gurtin and Needleman (2005). Retention of this degree of detail is,
however, likely to be difficult in the context of applications.

Previous studies (Smyshlyaev and Fleck, 1995, 1996; Fleck and Willis, 2004) have
employed strain-gradient plasticity to predict the influence of scale on the yield
strength of a composite. In these works, methods for calculating the effective
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response of nonlinear composites (Talbot and Willis, 1985; Ponte Castafieda, 1991;
Ponte Castaneda and Suquet, 1998) were adapted and extended to find the effective
macroscopic response of a composite whose constituents conformed to deformation-
theory versions of strain-gradient plasticity. The earlier work of Smyshlyaev and
Fleck (1995, 1996) was based on strain-gradient theory of the type proposed by
Fleck and Hutchinson (1993), while that of Fleck and Willis (2004) used a modified
version of the “reformulated” theory of Fleck and Hutchinson (2001). In all of this
work, the effective yield strength was predicted to increase as the scale of the
microstructure decreased, but it could not increase above the level given by the
elementary “Taylor” or “Voigt” upper bound. The reason for this was that a
mathematical assumption, “natural” for the structure of the equations, of continuity
of plastic strain and higher-order traction across interfaces, was made. This
conclusion can be altered, however, by injection of some additional physics,
corresponding to the fact that an interface usually presents an obstruction to the
motion of a dislocation, and hence to plastic flow. This mechanism can be accounted
for by augmenting the variational principle of Fleck and Willis (2004) with an
interfacial “‘energy” term which penalises the build-up (accumulation) of
plastic strain on internal surfaces and hence depends on the plastic strain there. It
should be noted that the assumption of continuity of plastic strain across interfaces
is retained.

The introduction of such an energy penalty is fully compatible with the structure
of this strain-gradient theory. It would have no effect in the absence of the strain-
gradient term in the constitutive relation. In the context of strain-gradient theory,
however, it induces a relation between the jump in higher-order traction (hence also
plastic strain gradient) and the interfacial plastic strain. This has a qualitative
relationship with the admission of dislocation pileups near boundaries leading to the
classical Hall-Petch mechanism for grain-refinement strengthening; dislocation
pileups correspond to local gradients in plastic strain.

Some elementary illustrations of the effects of admitting jump conditions across
interfaces have been developed by Aifantis and Willis (2005). They formulated a
system of ordinary differential equations, applied to one-dimensional (1-D)
problems, and solved them in simple cases in which the differential equations were
linear. In the present study the associated variational structure, slightly generalising
that employed by Fleck and Willis (2004), is developed and exploited.

The flexibility of strain-gradient theories in allowing the introduction of jump
conditions across interfaces has been independently recognised by Gudmundson
(2004). His remarks on this aspect are, however, more “generic’’ than “specific’” and
admit the possibility of jumps in both plastic strain and higher-order traction,
through a generalised interfacial “penalty” that is a function of the plastic strains
(¢!, eP?) on either side of the interface. This, however, is so general that it has the
potential to uncouple completely the solutions for the stresses and strains in each
constituent phase, and hence some care in the choice of the functions of ¢! and
¢P? will be required. The present work, in contrast, offers explicit models and
develops their implications for the influence of scale on the effective response of a
composite.
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2. Gradient plasticity with an interfacial penalty
2.1. Deformation theory version of classical plasticity

The mathematical structure that is employed throughout this work is first placed
in context by displaying the corresponding formulation for the deformation theory
version of “classical” plasticity, with no allowance for strain-gradients. Throughout
the whole of Section 2, the presentation is kept as simple as possible by assuming
that displacements are prescribed on the boundary 022 of the body, which occupies
the domain Q.

In the deformation theory framework of classical plasticity an energy-like
functional for the domain Q under consideration can be defined as

'I’(e,;j,sg.)z/g Uley, ) dx, 2.1

where

Uleys &) = 5 (e — ) Liga(era — &) + V(&) (2.2)

The quantities &, sg- denote the total strain and plastic strain, respectively; L, is the
elastic stiffness tensor and the first term of the right-hand side of Eq. (2.2) is the
elastic strain energy. The second term, V(gf;), is a ““dissipation function”, dual to the
“plastic potential”. In the present context of deformation theory, the distinction
between dissipated and recoverable energy is blurred. In the sequel, it is convenient
to refer to V simply as a “potential”’. The displacement is taken to be continuous
across interfaces. The problem posed is to find the fields (ey,¢;) that minimise
Eq. (2.1), where the total strain tensor ¢; is related to the displacement vector u; by
the usual relationship

&jj = %(“i,/ =+ uj’,‘). (23)

For convenience, the following variables conjugate to the elastic and plastic strain
are introduced

oU
O'ij = gll == Li/kl(gk/ - SE])’
aU oV oV
55 = o= —Lya(es — ep,) + o —oit oel” -

The quantity ¢ is the usual Cauchy stress tensor and s; may be viewed as a type of
back stress. Setting the first variation of Eq. (2.1) equal to zero, 6% = 0, gives the
principle of virtual work:

/Q {006 + syoef}dx = 0 = /Q{—awéui + 505} dx =0 (2.5)
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which must hold true for all admissible variations ou;, 585-. As a result, the following
field equations are obtained: '

ajj =0,
Sij:():}Gi/‘:al

0cP
U

in Q (2.6)

which are to be solved together with the given boundary condition

u; =1 ondQ. (2.7)
The second equation of Eq. (2.6) shows that the potential V provides a stress—plastic
strain relation, from which plastic strain can be eliminated to yield, in conjunction with
Eq. (2.4), the conventional stress—total strain relation of deformation theory. The use of
plastic strain as an intermediate (or internal) variable will, however, be essential for the
developments to follow. It is perhaps worth noting that no requirement of continuity is
made for the plastic strain. Imposition of such a requirement would compromise the
existence of a plastic strain field which would minimise ¥. It would be necessary instead
to seek the infimum, which would be approached by use of sequences of continuous
plastic strain fields whose limit would be the possibly discontinuous plastic strain
obtained from the solution of Egs. (2.6) and (2.7).

2.2. Variational formulation for the strain-gradient theory

The gradient formulation to be presented is a direct generalisation of that
employed by Fleck and Willis (2004) which, as in the previous section, takes as its
primary independent kinematic variables the total displacement u; and the plastic
strain sg. In admitting the influence of gradients of plastic strain in the constitutive
equation the effects of “geometrically necessary” dislocations are qualitatively
accounted for but there is no relation which matches the precise correspondence
o = s/klﬁsﬂk between the (geometrically necessary) dislocation density tensor a; and
the plastic distortion tensor ﬁg. The development of more general theory, allowing
for plastic distortion or some other “internal variables”, is desirable but it seems
appropriate first to consider the influence of the new interfacial feature in relation to
a model whose implications have already been investigated.

The gradient deformation theory under consideration is defined by reference to a
functional ¥ given by

P(ey, &) = /Q Uley, ey, e ) dx + /r P(ep)dr, (2.8)

where @ is the domain occupied by the composite material. Its external surface is
denoted 0Q, while internal interfaces between different constituents are denoted
collectively by I'. The total strain ¢; is related to the displacement u; by Eq. (2.3), and
it is assumed that both the displacement and plastic strain are continuous
throughout the whole domain under consideration (including across I'). The
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potential U (slj,e,/, i P o) is defined as in Fleck and Willis (2004), i.e.
U(Siia 85’: Sg,k) = j(gl/ 3,,)Ll/k1(8kl - 8k/) + V(S,/a 8,] k) (29)

It should be noted that the elastic moduli L;z; and the gradient potential V(ag, sf;,k)
vary with position x, depending on the material constituent present at x. The new
feature of the present formulation is the introduction of the potential (;5(8 ), defined
over the interfaces I'. If the composite is subjected to given dlsplacements u; = u) at
its surface 0Q, the fields within the composite are taken to be those that minimise the
functional Y(ey, ¢; ) over total strain fields 8,, that satisfy Eq. (2.3) for some
continuous dlsplacement u; that takes values 1Y on 0Q, and over continuous plastic
strain fields 85 No other restrictions of a physwal” nature are imposed, but a more
careful mathematical specification requires at least that the integrdls in Eq. (2.8)
should exist. The problem then posed is to find the fields ¢; (or u;), & that yield the
infimum value

» Ejj
Z = inf 'I’(a,],ay) (2.10)
&ijs slj

The Euler-Lagrange equations associated with the infimum problem (2.10) are best
expressed by introducing the conjugate variables

oU
oy = %y = Liji(ers — &),
oU or
i = ggp = Lo = o) + ocf’
QU oV
- 2.11)

P
ael] k 68ij,k

It should be noted that the two first conjugate variable relations are the same as
those used in the classical case, but use of the gradient of af; as an additional
independent variable resulted in the definition (2.11)3 of the higher-order stress 7.
The requirement that the functional ¥ is minimised implies the principle of virtual
work, that the first variation of Eq. (2.8) has to be zero for all allowed variations Je;

and 585, hence

/ (008 + sydey; + Trdey ) dx + / ¢'(e)de; dI = 0. (2.12)

Integration by parts and allowing for admissible discontinuities across interfaces
gives

/ {—0,0u; + (55 — r,-j-k,k)ésg-} dx + / {on;ou; + r,-j-knkésg-} ds
Q 20

+/{—[a,]-nj]5ui+(¢’(si [r,jknk])ésp}dF—O (2.13)
r
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for all allowed variations Ju; and 535. This implies the field equations

% =0- in O\l (2.14)
) in , .
Sij = Tijkek = 0

the “natural” boundary condition

tigne =0 on 0Q 2.15)

and the interface conditions

[oinj] = 0, ,
[egeni] = qﬁ/(sf]’- across I'. (2.16)

Here and in the sequel, ¢'(¢j) is written for 3¢/dej. It can be seen that a
jump condition is induced by the interfacial energy term, which is solely due
to the admission of the gradient of sf; in the total energy functional. In Egs. (2.13)
and (2.16) and equations to follow, [f] denotes the jump f| —f, across a point
of I', where the normal n; points in the direction from “side 2 to “‘side 1”.
There is no condition for o;n; on the external boundary 0Q because displace-
ment is prescribed there; with similar reasoning it can be seen that if 35
were prescribed on 0Q, the boundary condition (2.15) would not be present.
Imposing other boundary conditions on 02 would require the addition of
surface integrals (over 0Q2) to the basic infimum problem (2.10) (see Fleck and
Willis, 2004; Aifantis and Willis, 2005). Finally, it should be noted that setting
¢ =0 results in the original Fleck—Willis formulation; the second condition
in Eq. (2.16) reduces then to the requirement of continuity of higher-order
tractions.

3. Effective response

If the medium under consideration has very fine microstructure relative to the
(macroscopic) length scale of the domain @, and if the boundary data u; = u? vary
smoothly relative to the scale of Q, problem (2.10) can be replaced asymptotically by

the homogenised problem

o R eff = =P

E= }nj;/ U™ (5, 8;) dx, 3.1
6,‘,‘,81.]. Q

where U°T is a “local average” defined over a “representative volume element” D:

1
Ueff(g!»,,ﬁg) = infp{ﬁ {/D Uley, e, e ) dx + /r o(e}) dl"] }, (3.2)
D

Eijoty;
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where I'p represents the interfaces within D, |D| denotes the volume of D and the
infimum is taken over fields which satisfy the relations

& = 3(uij +u;;) for some displacement u;,

1 _
(&) = W/ gjdx =g,

= / e dx = 2. (33)

The infimum for problem (3.2) is attained when an equation like (2.13) is satisfied,
except that now u; is not prescribed on 0D and the allowed total and plastic strains
have to be compatible with (3.3), 3. Such considerations result in the following field
equations:

ajjj =0, _
Si = Tiek = 53 in D\T'p, (3.9
(O','j — E,’j)nj = 0,
e = 0 on 0D, (3.5)
[oyn;] =0,
[ejni] = qﬁ'(sg across I'p. (3.6)

Here, G,s}; are constants, unknown a priori, that play the role of Lagrange
multipliers corresponding to the constraints (3.3), and (3.3)s, respectively. It follows
from the first of each of the pairs of Eqgs. (3.4)—(3.6) that G; is the mean value of o
over D. An elementary calculation, based on con51der1ng the variation of U eff(3,,,‘5)
with respect to small changes in &; and al/, delivers the “‘effective constitutive
relations”

0 Ueff 0 Ueff

= = 37
ey T o G-D

The second of these relations is new, in view of the presence of the surface potential
¢(€ )- As in Section 2.1, the infimum with respect to g 9 for (3.1) is achieved by taking
85 = 0.

4. Bounds
Henceforth, following Fleck and Willis (2004), the simplifying assumption is made

that the tensor of elastic moduli L is the same for every constituent, and hence also
describes the elastic response of the composite. In this case, it is natural to express
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the “effective” potential U in the form
U (&5, 20) = 365 — &) LG — ) + VI (& (4.1)

which provides the kind of classical deformation-theory effective response for the
composite that was discussed in Section 2.1. Relation (4.1) defines the potential
Veff(gp) hence it is necessary to prove that VT is independent of .
First, performmg a minimisation over g&;, with e fixed, requires the following
calculation:

1 S T B
lg/_f DI /D E(Sij — &) Liga(ers — ey) dx = lﬁ,},f Dl /D E(ﬁij + &5 — &)Lkl

x (&1 + ey — ) dx, 4.2)
|

where ¢; is any strain field with mean value zero over D. Expansion of this
expression, exploiting the fact that s has mean value zero, now gives

E(Eij — Eg)Lijk[(Ek[ — EEI) + lfllfﬁ A 5 (8;}» + Eg» — Sg)L,'jk/(S}d + EEI — 821) dx.
“ij

4.3)
Thus,

yy

/ d(ej )df] } (4.4)

The infimum over sij makes a contribution to V°", which depends on Eg but
not on g;. A more explicit form for this term is given in Fleck and Willis (2004,

Eq. (3.6)).

1 _ _
Veff(6 ) — 1n£f{|D| |:/D (E(bllj —+ 65 — ‘35)Lljk1(6]ld —+ 651 — &El) + V(bg;, 65’]()) d.x

4.1. Elementary upper and lower bounds

Definition (3.2) of U permits the immediate derintion of an upper bound by
substituting into the right side any admissible fields & & Choosmg these to be &, _fj’,
respectively, delivers the upper bound

- 1 ~
Ucff(g[/,gg)g D {/ Uz, E,O) dx + / qS(e )df} 4.5)
which is analogous to the Voigt upper bound of classical elasticity. In the case that
the elastic constant tensor L is constant over D, this bound, together with definition
(4.4), gives the corresponding bound for VT,

VIE) <V (@ )_ﬁ{/ V(sU,O)dx—i—/ </5(§)d1"} (4.6)
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In the absence of the interface potential ¢, this bound is insensitive to the scale of the
microstructure and so sets a scale-independent upper limit for the effective plastic
response, as found by Smyshlyaev and Fleck (1995, 1996) and Fleck and Willis
(2004). The presence of the interfacial potential removes this restriction; the bound
increases linearly with the ratio of surface area to volume.

An elementary lower bound, of Reuss type, can also be derived, by making use of
the Fenchel inequality

* p p
U™ (0, 8ij, Tijr) = 085 + Sijij + Tk — U(a,,, i ,/.’k) 4.7

in conjunction with definition (3.2). In the case of constant L, and taking ¢; = Gy,
s;j = 5jj, constants, and 1 = 0, this gives

1
ff N N
U° (SU,S )= mf{a,/.s,j —|—s,/ EJU(L )ijki Okl
ij

L (@4 5o 0)dx — b
D [/D V(@ +5;,0)dx - o(e )df}} (4.8)

for any G;; and 5 Sijs where V* is the convex dual of V. Assuming that ¢(s )= ¢(0) =0,
it follows, by minimising the surface integral (over which the mean- leue constraint
has no influence) and optimising over &y, 5;, that

Ve = V(). 4.9)

where

VR(s )= sup{s,j & |D|/ V* (AU,O)dx} (4.10)

This lower bound is scale-independent. It was derived by Fleck and Willis (2004)
under the assumption that ¢ = 0.

4.2. Refined upper bound

It may be possible to find the effective potential exactly, or else find good
approximations, if the response of the composite is linear, so that V' and ¢
are quadratic functions of their arguments. Such a composite has no direct
physical relevance but it permits the development of a bound for a nonlinear
composite by comparing its response with that of the linear composite. With
this motivation, a ‘“‘comparison linear composite”, is introduced, with quadratic
potentials V. and ¢, but the same microgeometry and elastic modulus tensor
as the actual composite. Assuming constant L, its effective potential Ugff can be
expressed like (4.1) with V°T replaced by ngf. Starting from definition (3.2), it
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follows that

1 1
Ueff(FU, f) = in f{|D| [/ < (e — sg)L,:/k;(sk/ — )+ Vc(aij,g‘.k)> X

1/11

/ [V(SU,SU k) -V (glj’glj k)]
/ e )dr+/ ($(E) — i )dr}}
< Ugff(gij,ﬁg.) + DI [/D max(V — V¢)dx

+ [ max(¢— o) dr} , @.11)

I'p

assuming that 7 and ¢ grow no faster than quadratically when their arguments are
large, so that the maxima introduced here are finite. It follows, in the case of
constant L, that

Veff(é)\Veff(E)—i—'D' [/ max(V — V)dx+/ max(¢ — ¢ )dI'|. (4.12)

Optimising this inequality, for any chosen Eij, with respect to the parameters in the
comparison potentials generates a bound of the type first introduced by Ponte
Castaneda (1991). No correspondingly elementary reasoning has lead to a refined
lower bound for a composite with potentials with the type of growth postulated here
(see Talbot and Willis, 1994a,b).

5. One-dimensional problems

Problems involving one spatial dimension may be realised, for example, by
considering a bar under tension or compression, the properties of the bar varying
only along its length, or by considering a laminate subjected to simple shear. In
either case, there is just one relevant component of stress, displacement, total strain,
plastic strain, and higher-order stress. It is appropriate therefore to drop all suffixes,
and to let x denote the coordinate in which there is variation. The partial differential
equations of Section 2 reduce to ordinary differential equations, derivable from the
1-D realisation of the variational principle (2.10). Likewise, the variational
characterisation (3.2) of UT becomes, explicitly,

UM (&, &) = mf{'ll)' [ / ( L(c — &) + V(P e )) dx + §¢(ep)l} (5.1

The infimum with respect to ¢ is realised when L(¢—¢P)=73, constant.
Hence, ¢ — ¢ = L' and so, by averaging, & — & = (Lg)~'G, where Ly is the
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Reuss average

1 - -1
Lp = (W/D L ‘dx> ) (5.2)

It follows then that
U (&, 8) = L (E — &) + VI (@), (53)

where

1
eff =py __
1% (8)_lgf{—| |

/ VP, eh)dx + ) ¢(ep)1 } (5.4)
D

XEF])

Result (5.4) is simpler than formula (4.4), which applies to any number of
dimensions; it can be used even if the elastic constant L varies with x.

5.1. Periodic medium, linear response

As a first example, a single-phase medium with a linear response is considered;
thus, V"is assumed to be a quadratic function of both &P, &8

V(eP,eh) = 3BI(eP)” + ()], (5.5)

where f§ and [ are constants.

If there were no interfaces, the solution of the infimum problem (5.4) would be
&P = gP, constant, and there would be no strain-gradient effect. Here, however, it is
assumed that interfaces are distributed periodically with period 2L. The interfacial
energy term is taken to be a quadratic function of ¢? and hence the potential ¢ is
given by

D) = (e, (5.6)

where o is a material parameter. For this, as for any similar problem for a periodic
medium, it suffices to seek the infimum over plastic strain fields that are periodic with
period 2L. Various such examples were solved by Aifantis and Willis (2005). The
governing equations are obtainable either directly from Eq. (5.4) or by specialising to
one dimension the general equations (3.4)—(3.6). Explicitly, considering one period
(=L, L), with an interface situated at x = 0, ¢? will be an even function of x and will
satisfy, on the half-period (0, L),

B> — &b ) =57, O<x<L,
BIPeP(0) = aeP(0)/2, &P(L) = 0. (5.7)

Strictly, the right-hand side of Eq. (5.7); should be written ¢ + s*, and s* has to be
chosen to deliver the correct value for g°. However, ultimately, to achieve the
infimum in (3.1), € has to be such that s* = 0, and ¢ is in any case constant and so
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equal to its mean value. The solution of system (5.7) is

(x) = 4 1 cosh[(L — |x])/1]

B cosh(L/l) + (Bl /«) sinh(L/1)|’

The simplest route to finding the effective potential ° is to average relation (5.8).
This gives

—L<x<L. (5.8)

7= (5.9)
where
off _ 1 + (2p!/a) tanh(L/1)
= ﬁ{l + (2pljo—1/L) tanh(L/l)}' (5.10)

At the solution (s* = 0, as already assumed), the effective relations conform to the
pattern of (2.6), for non-strain-gradient material, and hence immediately

Vell(er) = 17 @), (5.11)

This same result can be obtained more laboriously by substituting Eq. (5.8) into Eq.
(5.4), with & = p°TzP.

5.2. Periodic linear medium, nonlinear interfacial response

Next, the same linear hardening medium is considered but the periodically
distributed interfaces are taken to respond according to the nonlinear potential

P(e") = y[eP]. (5.12)

This form of ¢ is not differentiable at ¢ = 0. The appropriate generalisation of the
interface condition (3.6); is [t] € 0¢(eP); that is,

[l €(=p,y) if =0,
= yeP /1eP| if &P #0. (5.13)

Physically, this says that the interfaces are impermeable to dislocations, and hence
plastic strain cannot accumulate there, so long as the jump in the hyperstress, [z], is
smaller in magnitude than a critical value y. The constant y is a material parameter
related to the tendency of dislocations to pile up at an interface until the applied
stress reaches a level sufficient to generate a force on the leading dislocation large
enough to drive it across (or else to activate a dislocation source on the interface). It
will be seen below that the critical value y of |[7]| is first attained when the magnitude
of the applied stress reaches a critical value o.. When the jump in t reaches the
critical value, the interface begins to deform plastically (i.e. the plastic strain there
differs from zero). It then continues to deform (as long as |g|>0¢) in a perfectly
plastic mode (in the sense that the condition [[t]| = y always holds true) such that
plastic strain accumulates on both the grain boundary and the interior, through
dislocation motion. Therefore, o, can be viewed as the interfacial yield stress. For
definiteness in the equations to follow, @ is taken to be positive. The governing
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equations for &P are
BP — PP =7, O<x<L,
(L) =0 (5.14)
(as previously), together with
e?(0) =0 so long as B (0)<y/2,
ﬂlzsf’X(O) =17y/2 otherwise.
These conditions define two linear problems, both easily solved to yield

v cosh [(L—xD/1] _
- - 1 : -
5 cosh(Z/]) , solongasd<a

P(y) —
) =17 ycosh[(L — |x|)/]] otherwise (35 o) (5.16)

B~ 2plsinh(L/]) 7=0¢)

where the critical stress for interfacial yielding, o, is given by
- %coth(L/l). (5.17)

The corresponding relation between mean stress and mean plastic strain is obtained
by averaging Eq. (5.16):

ik if [8P| <ep,
5 - (l/s)tanh(L/l) ¢ (5.18)
peP + — 3L otherwise,
where
i 519
The effective potential V! follows by integration:
)’ -
perry _ ) A= (l/ZLz):)aznh(L/l) =
S e+ 3P — GO+ 21 =) i 1>
(5.20)

5.3. Use of comparison medium

An alternative approach for the problem of the preceding subsection is to employ
the “comparison” method outlined in Section 4.2. Take the actual medium to be the
one studied above, with interfacial potential ¢ given by Eq. (5.12), and employ the
linear comparison medium with interfacial potential given by Eq. (5.6). The potential
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V is the same for both the actual and the comparison medium. The inequality (4.12)
reduces in this case to

Vet < L g + il (5.21)

2 4Lo

with ﬁeff given by Eq. (5.10). The best bound of this type, for any chosen &P, is
obtained by calculating the infimum with respect to o.. The infimum is achieved either
at the unique finite stationary point or by letting  — co. As o — o0, the right-hand
side of Eq. (5.21) has the asymptotic form

B | _ QBP/Latanb®(L/DY o 7
2[ —(I/L)tanh(L/l)]{ Bl 1—(l/L)tanh(L/l)}(8) T il

This expression decreases as o increases if [eP| <e&P; in this case, the best bound is
obtained by letting « — oco. If [¢P| > &P, the best bound is achieved at the stationary
point. Completion of the calculation reproduces the exact result (5.20). The bound
coincides with the exact solution because there was only a need to “match” the
subgradient of the nonlinear potential ¢ at a single point.

(5.22)

6. Nonlinear material with periodic interfaces

This section addresses a problem in which a single-phase nonlinear medium
contains a periodic array of interfaces, with period 2L. The potential V" of the
medium is taken to be that employed by Fleck and Willis (2004):

Goe E n+1
V(P eh) = P 3_01 (e—[?) , (6.1)

where n<1 and
E, =[P + (&)1 (6.2)

The interfacial potential is taken as that given by Eq. (5.12).

It is possible to compute the solution by solving the nonlinear ordinary differential
equation, together with the boundary conditions that emerge by specialising
equations (3.4)—(3.6). Explicitly, the differential equation is

7(E 1)3 7 {0012 (f;’) [nlz(sfx)%fxx + &P((n — 1)(8&)2 + el ]}
p
GOS}?‘C n—1 —
— S E) T = a (6.3)

The boundary conditions are given by Eq. (5.13), with [t] = 20’012(8& JEL)NEp/eo)",
evaluated at x = 0. Fig. 1 gives plots of the effective stress—plastic strain response
obtained from the computed solution' of the nonlinear differential equation (6.3),

"High accuracy was judged not to be necessary and the computation was performed with the aid of the
program Mathematica.
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0 L
0 0.5 1 15 2
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Fig. 1. Plots of normalised mean stress versus normalised mean plastic strain, for different values of L//,
for material with hardening exponent n = 0.1.

05 +  L/=L
* L/1=5
0.25 A L/I=10
— lower bound
0
0 0.5 1 15 2

0% e

Fig. 2. Plots of normalised mean stress versus normalised mean plastic strain, for different values of L//,
for material with hardening exponent n = 0.3.

with n = 0.1, for a range of values of L/I. The plots are normalised, showing /o
versus P /eg, with y/(a¢l) = 2.2.

Elementary upper and lower bounds for Vet v, and Vg respectively, follow
from Section 4.1. In this case,

) ooey [\ off =py - 00€0 (& AR o 6.4
Vs(EP) = — <V (EP)< — = Vy(eP). .
RE) n+1 <eo) @) n+1 <eo> + 2L V(@) 64

The curve designated “lower bound” in Fig. 1 is obtained by differentiating Vg. It
corresponds to the response of the material without interfaces and so provides the
limiting case L/l — oo. Fig. 2 provides similar plots for a more strongly hardening
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material, with n = 0.3. For this, and for all subsequent plots, the value y/(co/) = 2.2
was maintained. Figs. 1 and 2 are not directly comparable, being for different
materials, but both show a trend of Hall-Petch type, with strength increasing as the
“grain size” L decreases. For this simple single-medium case, the effect is entirely due
to the interfacial potential.

A “refined” upper bound can be obtained by implementing the method of
Section 4.2, taking the linear comparison medium to be that discussed in Section 5.1.

The inequality (4.12) gives

1 goeo (1 —n\ [ oo T/ 2
Veff )< = eff —py2 , 90€0 %0 A 6.5
EVSFE 50 e Y ©.5)

Optimising first with respect to o gives

(14-n)/(1—n)
eff =py < poff zpy 4 90€0 (1= 1) (a0
VEESVY @) +— 151) ey ; (6.6)

where ngf is the potential given by Eq. (5.20). The remaining optimisation, with
respect to f5, has to be performed numerically—at least, when &P is large enough to
require use of expression (5.20);.

Fig. 3 gives plots of V° /(gpeq) against /ey, as deduced from the solution of the
differential equation (here designated “‘exact’), together with the elementary bounds
(6.4) and the “‘refined” bound obtained by optimising (6.6), all for the case L// = 5,
n = 0.3. The “refined” bound is very close to the “exact” solution. The same trend is
shown in Fig. 4, which gives the corresponding approximations to the (normalised)
effective stress—plastic strain relation, & = d VT /deP.

— upper bound p
2 B refined bound 1
-¢- exact solution y e
— lower bound b
® 15}
o
)
g
By
%
>
0.5
ol
0 0.5 1 15 2

0" &

Fig. 3. Comparison of “exact solution” for V(") with bounds, when L/l =5, for material with
hardening exponent n = 0.3.
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& 0.8
B
0.6
04+ — upper bound
* refined bound
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O L
0 05 1 15 2
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Fig. 4. Comparison of normalised mean stress versus normalised mean plastic strain, calculated “exactly”
or estimated from bounds, when L// = 5, for material with hardening exponent n = 0.3.

7. Simple examples for a random medium

All of the examples discussed so far could be approached directly by solving the
governing differential equations. To that extent, the variational approach is not
essential. It comes into its own when random media are considered: the problems
cannot be solved exactly but the variational structure provides a framework for the
development of systematic approximations. This is illustrated here by considering
analogues of the problems addressed in the preceding sections. A single 1-D medium
is considered. It is rendered heterogeneous by the presence of interfaces, but now the
interfaces are taken to be distributed according to a Poisson process of intensity
A =1/2L).

The “linear comparison medium” approach will be adopted. The first step,
therefore, is to obtain an expression for the effective potential of a medium with
properties as given in Section 5.1, except that the interfaces are randomly distributed.
The exact effective constant I cannot be found but an expression which takes
account of the pairwise statistics of the interfaces through use of the “quasicrystal-
line approximation” of Lax (1952) is developed in the appendix. The result is

eff I/L
d ‘ﬁ{l i +(21ﬁ/a)}' @D

Equality is indicated here for convenience but it is emphasised that Eq. (7.1)
represents an approximation which is, in fact, a lower bound; the proof will be given
in a more general context elsewhere.

7.1. Linear medium, nonlinear interfacial response

As in Sections 5.2 and 5.3, let the medium be linear, with constant f3, but take the
interface potential to be (5.12). The “comparison” method follows the pattern
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described in Section 5.3. It requires the optimisation of inequality (5.22), now with
BT given by Eq. (7.1). As o — oo, the right-hand side of Eq. (5.22) (with Eq. (7.1))

takes the asymptotic form

[O2BPY o P
and the supremum is approached as « — oo if [eP| <eP, where
o_ T 73
& 2f (7.3)

Otherwise, the supremum is attained at the stationary point. Completion of the
details gives

1[3(1 +1>(5P)2 if 2P| <eP,
eff (=p 2 L
Vo(g): 1 ] P2 1 —p\2 2 Y (1=p p ifF I8P p

(7.4)
7.2. Nonlinear medium, nonlinear interfacial response

Now consider the analogue of the problem discussed in Section 6: the response of
the medium is defined by the Fleck—Willis potential (6.1) while the potential of the
interfaces remains (5.12). As in Section 6, the optimisation over the parameters «, f§
can be done sequentially. First optimising with respect to o generates expression
(6.6), except that now VT is the potential given by Eq. (7.4).

Sample results are shown in Figs. 5 and 6. There is no “‘exact” solution but
the procedure based on the use of the linear “comparison” medium yields

25
4 L/=
*  L/I=5
2 A L/I=10
— lower bound
>
@15
)
8 1
B
>
0.5
0
0 0.5 1 15 2
0" &

Fig. 5. Plots of normalised V* versus normalised mean plastic strain, for material with randomly placed
interfaces with mean spacing L and hardening exponent n = 0.3, for different values of L/!.
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Fig. 6. Plots of normalised mean stress versus normalised mean plastic strain, for material with randomly
placed interfaces with mean spacing L and hardening exponent n = 0.3, for different values of L/I.

approximations for the effective potential VT, and hence by differentiation to
corresponding approximations for the effective stress—plastic strain relation. Fig. 5
shows plots of V< /(gyeq) versus &° /e, calculated by this procedure, for n = 0.3 and
y/(6ol) = 2.2, for a range of values of L/I. The “lower bound” limit (L// — oc0) is the
same as for the periodic case. Fig. 6 gives the corresponding plots for &/ay versus
gP/ey. This figure is directly comparable to Fig. 2, the only difference being the
distribution of the interfaces. Fig. 2 corresponds to “perfectly ordered” interfaces,
with exactly uniform spacing 2L, while Fig. 6 corresponds to ‘““perfectly disordered”
interfaces, with mean spacing 2L. The “disorder” slightly reduces the sensitivity to
scale. However, the trends are the same and the numbers are similar. Thus, the scale
effects that are shown would appear to be robust.

8. Concluding remarks

The distinctive feature of this work is the recognition that the assumption of
strain-gradient-sensitive constitutive behaviour carries with it the opportunity to
incorporate physical properties of interfaces through the introduction of an
interfacial potential. There is a natural coupling between the physics of the
constituent media and the physics of the interfaces: only interfacial conditions which
are compatible with mathematically consistent boundary or interfacial jump
conditions can be imposed. The examples that have been presented here have been
based on the Fleck and Willis (2004) structure for strain-gradient plasticity. In
employing plastic strain as internal variable it leads to a relatively simple and
convenient formulation for applications but it precludes the explicit consideration of
dislocations and their motion. A desirable future development would be to obtain a
corresponding formulation based on more detailed gradient-sensitive models. It is
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remarked, however, that many models will collapse down to the form of the present
one, in the context of the 1-D problems considered here.

The examples that were presented display a sensitivity to length scale only through
the presence of the interfacial potential: in its absence, the material would support
uniform fields and hence the constitutive gradient-dependence would have no
influence. Other problems, in which the material itself is heterogeneous, would
display scale-dependence, as demonstrated, for instance, in the work of Fleck and
Willis (2004). In such cases, the interfacial potential will lead to a more pronounced
scale-dependence, no longer limited by the “Taylor upper bound”.

Calculation of the effective response of any medium with periodic microstructure
requires the solution of a problem for a periodic cell, and this can be done just as
easily with an interfacial potential as without. Problems for a random medium
cannot be solved exactly and it is for such problems that the variational formulation
plays an essential role. Introduction of an interfacial potential induces the need to
define surface—surface and surface—volume correlations that are consistent with the
usual two-point (volume—volume) probabilities. A more complete study of such
problems will be reported elsewhere.
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Appendix A. Approximation for a linear medium with randomly placed interfaces

The medium under consideration has potential (5.5) and interfacial potential (5.6),
as in Section 5.1. The difference is that now the interfaces are distributed randomly,
according to some stationary random process. One way to formulate the problem is
to note that the differential equation (5.7); (now applying for all x except interface
points), together with the jump conditions

[312[8&] =1t across any interface (A.1)

can equivalently be stated

PP — lzgfw) + Z t(x)o(x — X)) =7, (A.2)
xX'elp

where

t(x") = aeP(xX'). (A.3)
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Introduce the Green’s function

—Ix — ¥'|/]
Glx — ) = SR =X/ (A4)
2/
This satisfies the differential equation
2
zzd—f— G+d(x—x)=0. (A.5)
dx

Hence, the solution® of the differential equation (A.2) can be expressed in
the form

P(x) =

% — % Z G(x — X (x). (A.6)
x'elp

Evaluation of ¢P(x) for any x € I'p yields, together with relation (A.3), the system of
equations

o o / /
P(x) = B — B x;[, G(x — xX)eP(x'), xeTp. (A.7)

In the case of a periodic medium, ¢P(x) takes the same value (¢P(0) say) at all
interface points. Then, system (A.7) reduces to a single equation for °(0). The sum
over the periodically distributed interface points is easily calculated and the solution
given in Section 5.1 can be reproduced.

For a random medium, however, what is required is an expression for the
ensemble mean (¢P) which, for a statistically uniform medium, will coincide with
the spatial mean of ¢P(x), in the “homogenisation limit” that D// — oo, where D
is the dimension of the sample. It follows by ensemble averaging equation (A.6)
that

E o *© / / / /
((x) =5—=2 G(x — X)p(x')(eP (X)) dx', (A.8)
BB )
where (¢P(x')),, is the ensemble mean of &P(x’), conditional on the presence of an
interface point at x’, and p(x’) is the probability density (assumed uniform, and so
independent of x’) for finding an interface point at x’. Now attempt to find an
equation for (¢P(x')), by conditionally averaging Eq. (A.6):

p :é_z oo o / D)) /
PO, =5 / G = X () . (A9)

Here, p(x'|x) is the probability density for finding an interface at x', conditional on
the presence of an interface point at x, and (eP(x’)),. , is the ensemble mean of eP(x'),
conditional on the presence of interfaces at x’ and x. Evidently, following this course
produces a hierarchy of equations for conditional means of &P. A simple expedient is
to close the hierarchy by making the “quasicrystalline approximation” (QCA)

(X = () v (A.10)

This solution disregards end conditions which are not significant for the “effective medium” problem.
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first introduced by Lax (1952), so-called because it becomes exact in the special case
of a periodic medium. For a statistically uniform medium, p(x’|x) is a function just of
(¥’ — x) and Eq. (A.9), together with the QCA (A.10), delivers a constant value for
the conditional mean (eP(x')) ..

It is possible to eliminate & between Eqgs. (A.8) and (A.9) to yield together with the
QCA,

=7 - / G = X)PI0) — DX @), (A.11)

o0
having written p(x’) = A, constant, equal to the number density of the interfaces,
(eP(x)) = €P, and having exploited the translation invariance. The required solution
(subject to the QCA) is thus
P

T+ @/2P) [, e M V(p(x'[0) — 2)d’”
It follows by performing the elementary integration in (A.8) (with p(x’) = A and
(eP(x)) . . = (eP(x')) ., constant) that

(P (), =

(A.12)

o

& = AEP (X)) . (A.13)
BB
Together with Eq. (A.12), this gives the effective stress—plastic strain relation
7= e, (A.14)
where
y Ao/
eff
=B<1 . A.15
ey { TGP [ TG0~ ) dx/} (1

Specialise now to the case of interfaces generated by a Poisson process of intensity
/. Since interface points are placed independently, it follows that

p(x'10) = 6(x") + 4 (A.16)

(the delta function is present because it is given that there is an interface at 0). The
integral in formula (A.15) reduces to 1, and this results in Eq. (7.1), upon setting
A =1/2L).

It can be shown, in fact, that formula (A.15) provides a lower bound for T, but
this will be demonstrated elsewhere, in the context of a more comprehensive study of
random media.
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