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We consider polycrystals with perfectly plastic grains. We study the two-dimensional
problem that results if the textures and applied stresses are compatible with anti-
plane deformation. We show that the order of magnitude of recently introduced outer
bounds on the strength domain of polycrystals is sharp even under the assumption of
square symmetry on the texture. We also conclude that the fact that the texture has
square symmetry is not enough information to predict the behaviour of polycrystals
if the grains are highly anisotropic.
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1. Introduction

Single crystals are materials whose atoms form a periodic lattice. A consequence of
the periodicity of the atomic lattice is that single crystals are generally anisotropic.
Metals are usually found in the form of polycrystals, that is, large collections of
bonded grains where each grain is a single crystal. Since the orientation of the atomic
lattice varies from grain to grain, the material properties of polycrystals depend not
only on the properties of the grains, but also on the polycrystalline texture, i.e. shape,
orientation and spatial distribution of the grains.

Growing large single crystals is expensive and difficult; consequently, in most appli-
cations, crystalline materials are used in polycrystalline form. The properties of poly-
crystals may differ substantially from those of the corresponding single crystal. Any
isotropic polycrystal whose grains are highly anisotropic is a good example. Further-
more, polycrystals of the same material but with different textures may also exhibit
different properties. Since the texture can be partly controlled, it is valuable to pre-
dict the dependence of the properties of polycrystals on their texture to provide
guidelines in material selection and processing.

The stresses that an homogeneous elastic—perfectly plastic material can withstand
form a closed set K in the space of symmetric 3 x 3 real matrices. K is called the yield
set or strength domain. The material experiences elastic deformations when subjected
to a stress o that is in the interior of K (the material returns to its original form
when the applied stress o is removed). On the other hand, if o € 0K (the boundary
of K), the material experiences plastic deformation and continues deforming until
the stress is removed (this is a permanent deformation). If the material is a single
crystal, the set K is convex and is related to the slip systems, which in turn depend

Proc. R. Soc. Lond. A (2003) 459, 1949-1968 © 2003 The Royal Society
1949



1950 G. H. Goldsztein

on the atomic lattice (Hirth & Lothe 1982; Lubliner 1990). The grains of a large
class of metals can be considered to be elastic—perfectly plastic (Hirth & Lothe 1982;
Lubliner 1990; Bolton 1996).

The texture of a polycrystal is determined by a rotation-valued function R(x).
More precisely, R(x) denotes the orientation of the grain (i.e. the orientation of the
atomic lattice within the grain) that contains the point x.

If the yield set of the reference single crystal is K, then RK RT is the yield set of a
single crystal whose orientation is R. Thus, a polycrystal can only withstand stresses
o that satisfy the point-wise constraint

RY(z)o(2)R(z) € K (1.1)
in addition to the equilibrium equations
V.o=0. (1.2)

Suppose that R(z) is periodic with period cell @ and that (2 is the region occupied
by the polycrystal. A stress field o is said to be admissible if it is Q-periodic and
satisfies (1.1) and (1.2). In the limit in which the dimensions of @ are much smaller
than those of {2, a polycrystal, whose grains are elastic—perfectly plastic, behaves as
a material that can only withstand macroscopic stresses in Ky, where

Khom = {7 : 7 = (0), for some admissible o}. (1.3)

In the above equation we have used the notation

o) =1QI /Q f() da.

See Suquet (1982, 1983, 1987, 1988), de Buhan (1986), Bouchitté & Suquet (1991),
de Buhan & Taliercio (1991), Demengel & Qi (1990), Jikov et al. (1994) and Sab
(1994) for a more detailed discussion.

The set Kpom is called the strength domain of the polycrystal. Note that Kpom
does not depend on the elastic moduli of the grains, but only on the yield set of the
reference single crystal K and the texture R(z). If the polycrystal is subjected to a
stress in the interior of Kpom, some plastic deformation may (and, in general, does)
occur. However, this plastic deformation is localized and limited, i.e. the polycrystal
reaches a certain shape and does not deform further if the stress remains constant.
Once the stress is removed, the polycrystal is left with some permanent deformation
and residual stresses that do depend on the elastic moduli of the grains. If the
polycrystal is subjected to stress in dKyom, it deforms and continues to do so until
the stress is removed.

A two-dimensional problem results from considering polycrystals with texture
and under applied stresses compatible with anti-plane deformation. More precisely,
assume that each grain has the shape of an infinite cylinder whose axis is parallel
to the z3-axis, that R(x) is independent of x5 and keeps the x3-axis fixed, and that
we restrict our attention to average stresses whose component (o;;) may only be
non-zero if ¢ # j and one of the indexes (i or j) is equal to 3. Thus, due to symmetry,
we can assume that o;;(x) may only be non-zero if ¢ # j and one of the indexes is
equal to 3. Under these conditions, (1.1)—(1.3) become a two-dimensional problem.
More precisely, rename the non-zero components of the stress as o; = g;3 (i = 1, 2)
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and denote by ¢ the two-dimensional vector whose components are o; and o3. The
yield set of the reference single crystal is now a convex set in R?, that we also denote
by K, and the condition (1.1) reduces to

RY(z)o(x) € K, (1.4)

where R(z) is now a 2 x 2 rotation and « € R? is in the intersection of the polycrystal
with the plane x3 = 0. Thus, we now say that o is admissible if it is Q-periodic (Q
is the period cell of R(z)) and satisfies (1.2) and (1.4). The strength domain of the
polycrystal Kpom is still given by (1.3) but now Kjom is a subset of R2.

Note that the rotation R(z) is determined by an angle 6(x),

R(z) = Ry = |0(@)) —sin(0(z)

= lsin(0(z))  cos(0(z)) (1.5)

We will sometimes refer to 6 as the texture of the polycrystal.
Kohn & Little (1998) studied the above-described two-dimensional polycrystal in
the case in which the yield set of the reference single crystal is

K ={0c€R?: |oy| < M and |oo| < 1}. (1.6)

The parameter M in equation (1.6) is a measure of the anisotropy. As M becomes
large, the single crystal with yield set (1.6) becomes rigid in one direction (i.e. it can
withstand stresses of the form (o1, 0), where o1 may be large, |o1| < M) but remains
ductile in the orthogonal direction (i.e. if the stress is of the form (0,02), we have
loa| < 1).

A number of schemes have been developed to estimate the mechanical properties
of nonlinear composite materials and polycrystals with nonlinear grains (Sachs 1928;
Taylor 1938; Bishop & Hill 1951; Hutchinson 1976; Willis 1983; Talbot & Willis
1985; Ponte Castafieda 1991, 1996; Dendievel et al. 1991; Suquet 1993; Lebensohn
1993, 1999; Olson 1994; deBotton & Ponte Castaneda 1995). A review of some of
these methods is given in Ponte Castaneda & Suquet (1997). However, no single
estimate can be effectively applied to every material. Moreover, the accuracy of
these approximations is sometimes uncertain.

The two-dimensional model (1.2)-(1.6) is amenable to mathematical analysis and
retains the important effects of nonlinearity and those associated with texture. Thus,
it is an ideal model to test the schemes mentioned above, develop new ones and gain
intuition on the behaviour of real materials. These facts are reflected in the large
number of researchers that have studied this model soon after Kohn & Little (1998)
introduced it (Ponte Castaneda & Nebozhyn 1997; Nesi et al. 2000; Goldsztein 2001).

Kohn & Little (1998) proved that, if K} is invariant under rotation by /2, then
Kyom € B NowE where B, C R? denotes the ball of radius r centred at the origin.
The estimate computed by Ponte Castaneda & Nebozhyn (1997), which is valid for
isotropic polycrystals, approximates Kyom by a ball of radius O(\/M ) smaller than
the Kohn & Little (1998) bound. Nesi et al. (2000) improved upon the Kohn & Little
(1998) bound under the assumption that the polycrystal is isotropic. However, their
bound seems to coincide with the Kohn & Little (1998) bound for values of M larger
than 3.5.

In real applications it is desirable to produce polycrystals that can withstand
large stresses in all directions. A polycrystal can withstand stresses of norm p in all
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Figure 1. Texture of the polycrystals to be considered.

directions if and only if p < p*, where

*
= .
Note that Kyom = B+ if the polycrystal is isotropic.

Goldsztein (2001) showed that p* < 4v/M /m. On the other hand, for each value
of M, Goldsztein constructed a polycrystal whose strength domain contains the set
[—f, f1x[—f, f], where f = v/M — O(1). This shows that a bound of the form p* < p,
that is valid for all polycrystals necessarily satisfies p, > v/M — O(1) and thus, the
order of magnitude of the bound obtained by Kohn & Little (1998) is sharp for large
values of M.

However, it is not known if the above-mentioned bounds can be improved if sym-
metry assumptions are made on the texture. Moreover, as pointed out by Kohn &
Little (1998), it is not known if there exists a polycrystal that becomes rigid in all
directions as M — oo. In other words, fix the texture §# = 6(z) and regard M as a
variable. Thus, p* = p*(M) becomes a function of M. It is not known if there exists
a texture 6 for which limy;_, o p*(M) = oc.

In this paper we resolve the above issues. More precisely, we show that, for any
0 < A < 1/2, there exists a polycrystal whose texture 6 has square symmetry and
satisfies limps o0 p*(M)/M?* = C, where 0 < C' < oco. In particular, our results
imply that the order of magnitude of the bound of Kohn & Little (1998) is sharp
even under the assumption that the texture has square symmetry. We also conclude
that the fact that the texture has square symmetry is not enough information to
predict the behaviour of polycrystals. Some polycrystals remain ductile for all values
of M (Kohn & Little 1998) and other polycrystals, such as the ones introduced in
this work, become rigid as M — oc.

In §2 we introduce the polycrystals under consideration, state the results we
obtained and describe the content of the rest of this paper.

2. Texture and results

Figure 1 shows the texture 6 of the polycrystals we will consider. The square enclosed
by dashed lines is the period cell @ = [~1,1]2. This texture is invariant under
rotation by 7/2, i.e. O(xt) 4+ 7/2 = (x) + km, where we have used the notation
(x1,22)* = (29, —x1) and k is an integer (6 is defined modulus 7 because the yield
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set of the reference single crystal (1.6) is invariant under rotation by 7). The value
of 6 within the white regions is zero and within the light shaded regions is /2. The
value of  within the dark shaded regions (five squares) is irrelevant for our purposes.
The boundaries between regions of different shades are straight segments except for
the solid lines, i.e. the curves Cy, Co, C3 and C4 are not necessarily straight segments.
We parametrize these curves as

Ci:z1(t) = (g(t),t),
Ca: 2o ( (
Cs 2 z3(t) = (—g(1), 1),
Ca:za(t) = (—t,9(2)),

(2.1)

where ¢ € [b, 1].

Let (t;)o<i be the sequence defined by to = 1 and t;41 = g(¢;) for all i > 0. We
will require the function g to satisfy the following: g is continuous and is defined in
[b,1]; t1 = 1 —2a; t;41 < t; for all 4; g is linear within (¢;41,¢;) for all 4; g(b) = b and
0 < ¢'(t) <1 for all t where ¢’ is defined. We will also require 3a < 1 and 1 —2a > b.

In § 3 we will derive a relationship between an outer bound on the strength domain
of polycrystals that belong to the class described above and the function g. In §4 we
will obtain an analogous result that relates an inner bound with g. These formulae
will be evaluated for different choices of g in §5. In particular, we will show that, if
g is linear,

{lITllh < Colog M — Do} € Knom C {|[T]lec < Colog M + Ep}, (2.2)

where [|7||1 = |71] + |72], [|T]lcc = max{|71]|,|72|} and Cy, Dy and Ej are constants
that depend on a and b but are independent of M. Cjy is explicitly obtained in §5.
We also show that for each 0 < « there exists a particular choice of g, so that

{HTHI < Coch/(2+a) - DaAM} g Khom g {HT”OO < Ca(2M)1/(2+a) + EaAM}y

(2.3)
where C,, D, and E, are constants independent of M, and
1 if o > 1,
Ay = < log(M) ifa=1, (2.4)

M(-a)/(2+a) if o < 1.

C,, is explicitly obtained in § 5. Note that equation (2.3) implies the result described
in the introduction, i.e. for any 0 < A\ < 1/2, there exists a polycrystal whose texture
6 has square symmetry and satisfies limps_, p*(M)/M* = C, where 0 < C < o0
and p* was defined in equation (1.7).

3. Outer bound
(a) Relationship between cuts and outer bounds

Let § be a [—1,1]2-periodic texture (not necessarily the one described in §2). For
convenience, we define e(f) = (cos(#), sin(f)) and since 6 is a function of the position
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x, we will also use the notation e(z) = e(f(z)). Note that the restriction (1.4) can
be written as

le(x)-o(x)| < M and |e(zx)* - o(x)] < 1. (3.1)

To compute outer bounds on the strength domain of polycrystals, we will make
use of the following proposition.

Proposition 3.1. Let z = (21, 22) € R? be a vector whose components are even
integers. Let 7 : [0,1] — R? be a continuous function that satisfies v(1) — v(0) =
—2t = (—2y, 21), the number of points where ~y is not differentiable is finite, and
the intersection of ([0, 1]) with the points of discontinuities of 0 is also a finite set.
Then, for any admissible stress field o (i.e. o is [—1,1)?>-periodic and satisfies (1.2)
and (3.1)), we have

(0) -2 < / e(1(s)) - 4(5) - 1M + [e((s)) - 4(s)]| ds, (3.2)

In the above equation 4(s) denotes the derivative of y(s). The proof of this propo-
sition can be found in Kohn & Little (1998); however, we include a proof here for
completeness.

Proof. If o is divergence free and [—1,1]%-periodic, o = () + (V¢))* for some
[—1, 1]%-periodic function 9. Thus,

/0 o(1(s)) - 4(s)* ds = — / (o) -4 (s) ds + / Vo(r(s) - 4(s)ds.  (3.3)

Since the first integral in the right-hand side of equation (3.3) is equal to (o) - z and
the second integral is equal to 0 we have

/0 o(1($)) - A(s)*- ds = (o) - 2. (3.4)

It follows from the restriction (3.1) that |o(z) - v| < |e() - v|M + |e(x)* - v| for any
admissible stress field o and any x,v € R?. This fact and equation (3.4) imply the
validity of the proposition. ]

Note that if  is simple (i.e. injective), the curve C = (J;.c5(7([0,1]) + kz™) splits R?
into two. We refer to such curves as cuts.
We will use proposition 3.1 in the following form.

Corollary 3.2. Assume that in addition to the conditions of proposition 3.1, 4(s)
is either parallel or perpendicular to e(y(s)) for all s where #(s) is defined. Let T' =

{v(s) : 4(s) is parallel to e(y(s))} and P = {~(s) : 4(s) is perpendicular to e((s))}.
Then, for any admissible stress field o,

(0) -2 <|T|+ M|P|, (3.5)
where |T'| and |P| are the lengths of T and P, respectively.

The validity of this corollary follows from the fact that the integral in equation (3.2)
is equal to the right-hand side of (3.5) if - satisfies the conditions of the corollary.
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U 28]

‘M4

Figure 2. The cut to be used to compute the upper bounds.

(b) The cut

We introduce some notation for convenience. If x,y € R2?, [z,y] is the closed
straight segment that joins 2 and y and |z, y| denotes its length. We denote by p the
function defined on the integers that satisfies p(i) =i if 1 < ¢ < 4 and p(i +4) = p(3)
for all 7.

Figure 2 shows the period cell Q = [~1,1]? of the texture described in §2 (see
also figure 1). It also shows three curves: a solid curve U, a dashed curve V and a
dotted curve W. To describe these curves, we introduce the sequence (s;)o<;, where
so =1—a and s;41 = g(s;) if ¢ > 0 (the parameter a was introduced in figure 1 and
the function g in equation (2.1)).

The curve U is given by

n+1

Z/{ = U [ui_l,ui], (36)

i=—1

where u_p = (=1,0), u_; = (=14 a,0) and u; = 2,(;)(s;) for 0 < i < n + 1 (the
definition z;, was given in equation (2.1)). Note that for each value of n we have a
different curve U; for example, in figure 2, n = 3.

The curve V is given by

n—1

V: U [Ui_l,l)i], (37)

i=—1

where v_o = —u_p = (1,0), v_y = —u_1 = (1 — @,0) and v; = —u; = zp(;42)(si) for
0 < i< n—1; the curve W is given by

W= [un+1,w] U [wﬂ vn—l]a (38)

where w is defined by the facts that it belongs to the straight line that contains u,,
and u,41 and [w,v,_1] is perpendicular to [u, 11, w].

Note that the union of these curves, which we denote by £ =U UV UW, defines a
simple curve whose end points are (—1,0) and (1,0). As figure 2 suggests, P = {z €
L : the tangent to £ at x is perpendicular to e(z)} = [upt1,w] and T = {z € L :
the tangent to £ at x is parallel to e(x)} = £ — [up41, w] — finite number of points.
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Figure 3. Cartoon of the admissible stress field used in the derivation of the inner bound.

(¢) Outer bounds

The preceding discussion and corollary 3.2 imply that, for any admissible stress
field o, we have

n+1 n—1
<0’> . (0, —2) < M|w,un+1| + |vn,1,w| + Z |u,-,1,ui] + Z |’Ui,1,’Ui|. (39)
1=—1 1=—1
Simple calculations show the following:
|U_2,U_1‘ =a, |un+1,w| = Sn — Sn+42,
lu_1,up| = s1, 0 <1, |w, vp—1| = Sn—1 — Sn+1, for all s.
|wi—1, ui| = si—1 + Sit1, i1, ui| = |vi—1, v4l,

(3.10)
Thus, equations (3.9) and (3.10), the fact that the texture is invariant under rotation
by 7/2, the convexity of Kyom, and simple calculations imply

n
Khom C {TGRQ 17 llse <M8”_28"+2+1+223i} (3.11)
1=1

(recall that ||7|e = max{|m],|72|}). Note that the bound (3.11) depends on the
function g, the parameters a and b and the integer n. In §5 we will compute bounds
for different polycrystals (i.e. various choices of g, a, b).

4. Inner bound

Stress fields can be regarded as velocity fields of an incompressible fluid with constant
density. In this context the equation (1.2) is due to conservation of mass. To derive
our inner bound we will construct an admissible velocity field with the property that
a large amount of fluid per unit time will enter the period cell @) from its left-hand side
and exit through its the right-hand side. The arrows in figure 3 show the approximate
direction and intensity of this velocity field. The two solid curves and the two dashed
curves are the union of segments that are parallel to e(x). Fluid enters the tubular
region enclosed by the solid curves trough the left-hand side of Q). As we follow this
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Vr

Figure 4. Polygon P of observation 4.1. The arrows show the direction of o.

tubular region in the direction of the flow, its width decreases towards zero. Since the
velocity is limited by the restrictions (3.1), conservation of mass implies that fluid
has to exit this tubular region. However, since the solid curves are parallel to e(x)
and given the restrictions (3.1), the rate at which fluid can cross these curves per
unit length is one. These facts will limit the rate (per unit time) at which fluid can
enter this tubular region trough the left-hand side of Q). As fluid leaves the tubular
region enclosed by the solid curves, it goes towards the tubular region enclosed by
the dashed lines, it enters this region and flows towards the right-hand side of @.
The rest of this section is a detail analysis of this informal discussion.

Spiral flows have also appeared in other contexts. We refer the reader to Bhat-
tacharya et al. (1999) for an example.

(a) Preliminaries

Our analysis will make use of the following observations.

Observation 4.1 Let P be a polygon whose boundary is OP = [yy, yi1] U [y1, w)] U
[wi, we] U [wy, yy] (see figure 4). Assume that the segments [y,,y] and [wy,w] are
parallel. Also assume that 0 < (wy—u1) - (yr —91) < (yr —w1) - (yr —1)- Let I be the
distance from [y, y1] to [wy,w)]. Let t = (y1 — y2)/|lth — Yr||2, where we have used the

notation
I(z,y)ll2 = Vo2 + y2.

For any A > 0 and any 0 < f < 1 there exists a divergence-free field o defined in
‘P that satisfies

lo() - t] S A+ T (flw wel + g, 0el)  and o(z) -t <1 (4.1)
for all x € P, and

ly1, wi| TTAT if x € [y, w],
f if x € [wy, wy],
o(x) N = 4.2
=, eyl
[

_‘yr;wr|_1()\j+ f|w17wl“ + |y17yr|) ifx € yr7wr]

where 7i(x) is the vector of norm one perpendicular to OP at x that points in the
outward direction, P.

Proof. Without loss of generality and to simplify the notation, we assume that
Y=y = (lymyl'ao) and w) —y = (a7‘[)‘ Note that 0 < a < |yluyr|' Let

|U}1,wr|f+ ‘yhyr'
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w - w,
T, —_ - -
= - - T, +— I

Ve

Figure 5. Polygon P of observation 4.2. The arrows show the direction of o.

vV

41 Z — r
~ ? T, e
/ ~ - T 1
T, ~_. - 3 \
W] w.

8
0

Figure 6. Polygon Q of observation 4.3. The arrows show the direction of o.

The dashed lines in figure 4 are two straight segments with zy as a common vertex.
These lines and 0P determine three triangles that we denote by T; (1 < i < 3). We
define

—(A+TI1ta,1) if z € T,

o(@) = q ~(A+ I (floy,wel + [y1,5:)),0) if = € Ty, (4.4)
(=X+I7taf, f) if z € Ts.

It can be shown that o is divergence free and satisfies both (4.1) and (4.2). [ |

Observation 4.2 Let P be a polygon whose boundary is OP = [y,, y] U [y, w] U
[wr, wy] U [wy,y,] (see figure 5). Assume that the segments [y,,y1] and [wy,w)| are
parallel. Also assume that 0 < (wy—w) - (yr —w1) < (yr —w1) - (yr — y1)- Let I be the
distance from [y, y1] to [wy,wy]. Let t = (g1 — v2) /1y — vel|2-

For any 0 < f < 1 and any A > |y, n|/(2]) there exists a divergence-free field o
defined in P that satisfies

lo(z) - t| <A+ I flw,w,| and  |o(z) -t < 1 (4.5)

for all x € P, and

g, wn| "I if x € [y, wy],
) f if z € [wy, wy],
' _ 4.6
o(z)-n(x) 0 if x € [y, Yy o
[

—|ye, we| TEN + flwy,wy]) i 2 € [yr, wyl.

Proof. Assuming that w, — w, = (|wy, w[,0) and w; — y1 = (o, ), we have that
0 < a < |y, y|- Let 71 and Ty be the triangles displayed in figure 5. We define

_ -1 i
o(z) = ()\+I_1f|w1,wr|,0) ?fxeTh (4.7)
(=X+ T af, f) if x € Ts.
It can be shown that o is divergence free and satisfies both (4.5) and (4.6). [ ]
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a a

by b

Figure 7. Polygon R of observation 4.4. The arrows show the direction of o.

Observation 4.3 Let Q be a polygon whose boundary is 0Q = [w,, w] U [wy, vi] U
[, ;] U [or,wy] (see figure 6). Assume that the segments [w,,w| and [vy,v] are
parallel. Also assume that 0 < (v —wy) - (wy —wy) and 0 < (v, — wy) - (w) — wy). Let
I be the distance from [w;y,w)] to [vy,v1]. Let t = (w) — wy)/||w) — wy]|2.

There exists a divergence-free field o defined in Q that satisfies

lo(z) - t| < T H(|we,wr| = |vp, 1)) and  |o(x) - tH] <1 (4.8)
for all x € Q, and

1 ifx € vy, v,
o) -n(x) =<0 if x € [wy, v U [vr, wy, (4.9)
—|we, wi| "o, | if @ € [wy, w].
Proof. Assume that w, — w; = (Jwy, wy[,0) and v; — w; = (a, I). We have that
vy —wy = (—ay, I) and 0 < o, 0 < o satisty oy + a; + |vp, v = |wy, wy|. Let
oy _ ot (4.10)
oy +
The dashed lines in figure 6 are two straight segments with xy as a common vertex.
These lines and 0Q determine three triangles denoted by 7; (1 < ¢ < 3). We define
|wy, w | 7o, v|(IT ey, 1) if 2 €Ty,
o(z) =1 (0,1) if x €Ty, (4.11)

|wy, wy| "o, v (=T Yoy, 1) if oz € Ty,

It can be shown that o is divergence free and satisfies both (4.8) and (4.9). [

Observation 4.4 Let R be a polygon whose boundary is R = [a,, am] U a1, b)) U
(b1, by) U by, ay] (see figure 7). Assume that the segments [a,, a1] and [by, b] are parallel
and the segments [a,,a)] and [ay, b)] are perpendicular. Also assume that |aj, a,| >
lay, bi| and |ay, ay| > |by, by|. Let Th be the triangle whose vertices are {a,,a;,b} and
T5 the triangle whose vertices are {by, by, a,}. Let t(x) be the vector field defined by

{|b1 —al ' —a) ifzeTly,
t(z) =

2 , (4.12)
be — bll5 (b — b)) ifa € T

For any 0 < f < 1 and any

|a/17ar| |b17br|
| Y

a 2= max
- { |a17b1| ’ ‘aluar| - |al7bl
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| v [l

yO Wl MO x2

wo uy
n | N

Figure 8. Sequences (u;)o<i, (vi)o<i, (Wi)o<i and (yi)ogi-

X1

there exists a divergence-free field o defined in R that satisfies

lo(z) - t(z)| <o and |o(z)-t(z)t| <1 (4.13)
for all x € R, and
lar, by| ~talar, by if x € [ay, by,
N f if x € [by, by,
. = 4.14
o(@) - Ale) 0 if x € [a1, by, (4.14)
—|ay, a;| " Halay, by| + flbr, be]) if @ € [ar, ay).
Proof. Let v = ||by — ai||3 ' (b1 — a1). We define
ar, a.| " alay, bi| + f|by, b)) t(x if x € T,
U(x:|1 |(|11|1f\1 t(x) | 1 (4.15)
fo+ (a—la, bt f(lar, ar| — b1, be]))t(z)  if @ € Ts.
It can be shown that o is divergence free and satisfies (4.13) and (4.14). [ |

(b) Family of polygons in Q

We will now define a family of polygons included in ) that will be used to obtain
our inner bounds.

We denote by ¢ the function defined on the integers that satisfies q(i) = i + 1 if
0<i<3andq(i+4) = q(i) for all i. We recall that (¢;)o<; is the sequence defined
as tg = 1 and t;41 = ¢g(t;) for i > 0. We will also make use of the functions z
(1 < k < 4) defined in equation (2.1).

We define the sequences ug = (t1,t1), us = 2zqq) () (1 < 4); vi = 2qeig1)(t:) (0 < 0);
wo = —(t1,t1), wi = 2q(i4+2)(ti) (1 < @); and y; = 24343 (L) (0 < @) (see figure 8).

For each i > 0, we denote by P; the convex hull of {y;, yi+1, witr1,wir2} (i-e. the
polygon with vertices {y;, ¥i+1,wi+1, Wit2}), and analogously we define Q; as the
convex hull of {w;,w;11,vi41,vit2}, S; as the convex hull of {v;, v;11, w1, Uira},
and 7; as the convex hull of {u;, w11, Yi+1, Yitra}-

We denote by I; the distance from [y;, y;+1] to [w;t1, w;+2]. Note that I; is also
equal to the distance from [w;, w;+1] to [vi41, Vite], the distance from [v;, v;41] to
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[it1, Uit2], and the distance from [u;, u;y1] t0 [Yit+1, Yit2]- It can be shown that
Ii = ti+1 - ti+2 for i 2 0. (416)

We will also need the following formulae:

Yi, Yir1| = |wi, wig1] = |vi, vig1| = [wis vipr| =t +tipe ifi>1, (4.17)
Y0, y1| = |vo, v1] = to + ta, |wo, w1| = [ug, u1| = t1 + ta. '

We note that e(z) = e(f(x)) is parallel to [y;, yi+1] and [w;41, w; o] for all x € Py,
e(x) is parallel to [w;, w;+1] and [v;41,v;42] for all x € Q;, e(x) is parallel to [v;, vi11]
and [u;y1,u;+o] for all z € S;, and e(x) is parallel to [u;, u;1+1] and [y;41, yi+o] for all
xzeT;.

We also define R; to be the convex hull of {yo, wo, w1, 1}, where 27 = (=1, -1+
2a), and Ry the convex hull of {z2,ug,vo,u1}, where 2o = (1,1 — 2a). Note that
Ro = —R; (see figure 8).

(¢) Divergence-free fields in the polygons

We will now define a divergence-free field within each of the polygons introduced
in §4b. Some of these divergence-free fields will depend on parameters which will be
chosen later in this section.

Let 0 < fo < 1 and \o > |yo,y1l|/(21p). We define o) to be a divergence-free field
defined in Py that satisfies

lob(z) - e(z)] < Ao + Io_lf0|w2,w1| and |0} (x) - e(z)t| <1 (4.18)

for all x € Py and

Y1, w2| Ao lo if € [y1, w2,
if x € [wa,w1],
ap(x) - (z) = /o i € oy, w] (4.19)
0 if x € [y1,y0],
[

—lyo, w1| " (Nolo + folwa,w1]) if x € [w1,yol.

The existence of o) is guaranteed by observation 4.2. More precisely, apply observa-
tion 4.2 with P =Py, y1 = y1, yr = Yo, W1 = W, wy = w1, f = fo and A = Ag.
Let A\; > 0and 0 < f; <1 (i > 1). We denote by of a divergence-free field defined
in P; that satisfies
o el <X+ I (filwirz, wiga| + |yip1,%il)  and ol et <1 (4.20)

(2

for all x € P; and

|yi+17 wi+2|71)\iIi ifze [yiH, wi+2],
b i if z € [wite, wit1l,
or = .
1 if € [yir1,il,
[

—yiswis1 T L+ filwise, wirt| + |Yiv1, vil)  if @ € [wiga, vil
(4.21)
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The existence of o results from observation 4.1. More precisely, apply observation 4.1
with P = Pi, YN = Yit1, Yr = Yi, Wl = Wit2, Wy = Wi41, f = f2 and A = \;.
We introduce the divergence-free field of (i > 0), defined in Q;, which satisfies

o8 (2) - e(x)| < I (Jwi, wiga] — [vig1, vige]) and  |of(z)-e(z)"| <1 (4.22)
for all x € Q; and

1 if x € [Ui—l—la UH_Q],
ol(z)-n(z) =<0 if © € [wit1,vipe] Ulvipr,ws], (4.23)
—|wi, Wi |7 i1, vige| i 2 € [wy, wiga].

The existence of of is a consequence of observation 4.3. More precisely, apply obser-
vation 4.3 with Q@ = Q;, w) = wiy1, Wy = W;, V] = V4o and v, = Vi41.

We define 0§ (i > 0) in S; as 0§ (z) = 0¥ (—xz). Note that o is well defined because
S; = —P; and o} is divergence free within S;. Analogously we have of(z) = o} (—z)
for all z € 7; (i = 0).

Finally, let 0 < h < 1 and 8 > max{|z1, yo|/|z1, wol, |wo, w1|/ (|1, yo| — |21, w0|)};
we denote by o] a divergence-free field defined in R4 that satisfies

o7 () -e(@)] < B and o (z) -e(z)t] <1 (4.24)
for all x € Ry, and
lyo, wi| ! Blwo, x4 if x € [yo, wn],
o7 (z) - x) = g‘ ii i Eo’wl]] (4.25)
[

_|$1790’_1(ﬂ|w07$1|+h|w07w1|) lf.’L'G xlvy()}

and we denote by o3 the divergence-free field defined in Rq given by o} (x) = o] (—z).
Note that the existence of o] results from observation 4.4. More precisely, apply
observation 4.4 with R = Ry, a1 = 1, ar = yg, by = wp, by = w1 and § = a.

(d) A family of stress fields

We will now define a family of stress fields that will be used to obtain our inner
bounds. More precisely, for each integer k > 2 we define in Q = [—1,1]? a field o as

of(z) ifxeP;and 0<i<Ek,
ol(z) ifreQ and0<i<k—
of(x) ifreS;and 0<i<k,
o(x)=qol(z) freTand0<i<k—1, (4.26)
of(z) ifz € Ry,
ob(x) if z € Ro,
0 otherwise,

and we extend the definition of o to R? so that it becomes Q-periodic.
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Elementary calculations show that there is a unique set of parameters A;, f;, h
and (8 that makes o divergence free. More precisely, the continuity of the normal
component of o at [w;, w;+1] (0 <4 < k+ 1) implies

h = |wo, wy| o1, val,

fi = |wito, wit1| M |vigs, vigo| FO<i<Ek—2, (4.27)
fo-1=Jfe =0,
and the continuity of the normal component of o at [y;, w;1+1] (k+1 = ¢ > 0) implies
Ao =0,
Nl = N1 Lipr + fig1|wits, wiga| + |Yig2, Yip1] fk—12>142>0, (4.28)

203 = Nolo + folwa,w:].

Given the above choice of the parameters, it can be shown that o is divergence free
everywhere in R?. Note that each f; satisfies the constraint 0 < f; < 1. It is also easy
to verify that A\; > 0 for all 4. In the definition of of and o] we imposed restrictions
on both # and Ag. In all the examples to be considered in this paper those restrictions
will be satisfied.

(e) Admissibility of the stress fields

For each value of M, we will select an integer k = k(M) so that the stress field o
defined in equation (4.26) will result admissible and will produce the desired inner
bound. To that end we first obtain the parameters A;, f;, h and § in terms of the
parameters t;. Equations (4.17) and (4.27) imply that

h= (t1 + tz)_l(tl + tg),

fi=(tig1 +tigs)  (tige +tipa) HO<i<k—2, (4.29)
fe—1=fr =0.
Equations (4.16), (4.17), (4.28) and (4.29) and elementary calculations imply
k k
Ailtivr —tige) = Z i +tj42) + Z (tj +tj42) ifk—12>2i2>0,
j=it1 j=i+3 (4:30)

k k
203 = Z(tj +tjt2) + Z |+ tjt2)
Jj=2

=1

(we use the standard convention that Y27 a; =0 if n < m).

We now obtain a restriction on k that will guarantee admissibility of o. o satis-
fies (3.1) within P; and S;, for 1 < i < k, if the right-hand side of the first equation
in (4.20) is bounded by M. This condition in terms of the parameters ¢; reduces to

Zt i+ Z ti+tipo < M(tigr —tiga). (4.31)
Jj=i+2
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Similarly, o satisfies (3.1) within Py and Sy if

Zt tjyo +Zt +tira < M(ty — to) (4.32)

(see equation (4.18)) and o satisfies (3.1) within Ry and Rq if

Zt +t]+2+2t +tj1a < M2a. (4.33)

Thus, if k is chosen so that (4.31)—(4.33) are satisfied, o is admissible. The larger the
k, the larger the average of the stress field o. Since we want our inner bound to be
as large as possible, once we consider our examples and specify g, we will maximize
k subject to the restrictions (4.31)—(4.33).

(f) Average of the stress fields

The average of the stress ¢ introduced in §4d can be obtained by applying equa-
tion (3.4) with cut x = —1 and cut y = —1. Simple calculations show that

(o) = (aB+ 5(t1 + t3))(1,0). (4.34)

(g) Inner bound

Equations (4.30) and (4.34), and the facts that the texture has square symmetry
and that Kjon is convex imply

k
{r ER”: 7y <D () +tjr2) } C Khom, (4.35)
7j=1

as long as equations (4.31)—(4.33) are satisfied.

5. Examples
In this section we will use the results of §§3 and 4 to obtain inner and outer bounds
of various polycrystals.
(a) Straight grain boundaries
We now consider the case in which the function g (see §2) is linear and thus is
given by ¢(t) = b+ p(t — b), where p= (1 —2a —b)/(1 —b).
(i) Outer bound

We first evaluate the outer bound. Given the function g under consideration, the
sequence (s;);>o defined in §3b is given by

s =b+ (so — b)p'. (5.1)
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Thus, we have

s

1—p

1

M@ +2 50 = L(so — b)(1 — p)%p" M + 2nb + 2(so — b)p ——. (5.2)
=1

Let n be the smallest integer that satisfies n > —log M/logp. Simple calcula-
tions show that the right-hand side of equation (5.2) is bounded by —1 + Ey —
2blog M/ log p, where Ejy is a constant that depends on a and b, but it is indepen-
dent of n and M. Thus, from equation (3.11) we obtain

2b
log p

Khom C {T ER?: |70 < — log M + Eo}. (5.3)
(ii) Inner bound

We now turn to the inner bound. The sequence (¢;);>0 defined in §2 is given by
ti =b+ (1 —10b)p. (5.4)
Elementary calculations show that the restrictions (4.31) and (4.32) are satisfied if

(1-0)
(1-p)

for all 0 < 7 < k. To select the k that will lead to the inner bound, we need the
following observation.

4b(k — 1) + 2b + (14 p*)? < M1 —b)(1—p)p™t (5.5)

Observation 5.1 Let aq, as, L, A and u be positive constants. Assume u < 1. If

L < (logu)~!(loga; —log A —log(—1logu) — 1) — %, (5.6)
a1

then
a1(L —x) +as < M”®  for all x. (5.7)

Proof. Let f(x) = M® —ay(L — x) — az. Let z, be the minimizer of f. Then
f(zy) = Au® logu + a; = 0. A simple calculation shows that f(z,) >0 if (5.6) is
valid. The validity of the observation follows. |

From this observation and simple algebra, it follows that we can choose k >
—log M/logp — C, where C is a constant independent of M and satisfy (5.5) for
all M. We note that with this choice of k£ and in our regime of interest, M > 1,
equation (4.33) is also satisfied. Thus, equations (4.35) and (5.4) imply

2b
og p

{7’ eR?: |71 < 1 log M — DO} C Khom, (5.8)

where Dy is a positive constant independent of M.
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(b) Curved grain boundaries

Let 0 < r. We now study the case in which
ti=b+ L withn=(1—2a—b), (5.9)
,ZT’

for i > 1, where (¢;);>0 is the sequence defined in §2. Recall that the function g is
determined by the facts that g(¢;) = t;4+1 and g is linear within (¢;41,¢;). It can be
shown that g satisfies the restrictions discussed in §2, i.e. 0 < ¢'(t) < 1 for all ¢
where ¢’ is defined.

(i) Outer bound

First we observe that s; = (t;41 +1;)/2 for i > 0 (the sequence (s;);>0 was defined
in §3b). It can thus be shown that

Sp — Sp42 - _oonr M
M2+1+2;si_nr+1M+2nb+O<hn+nT+2>, (5.10)
where
1 ifr > 1,
hn = < log(n) ifr=1, (5.11)
nt=r ifr < 1.

Minimizing the right-hand side of equation (5.10) with respect to n leads us to
choose a value of n that satisfies 2b(n + §)" 72 = 7(r + 1)nM for some ¢ that satisfies
|0| < 1/2. Thus, equations (5.10) and (3.11) imply

9 1 1/(2+7r)
Kiom C {T ER?: ]| < 2217 <( +”mM) + ErAM}, (5.12)

(1+47r) 2b
where
1 if r>1,
Ay = { log(M) ifr =1, (5.13)

MO=")/C4r)if < 1,
and E. is a constant independent of M.

(ii) Inner bound

We now turn to the evaluation of the inner bound. It can be shown that the
restrictions (4.31) and (4.32) are satisfied for 7 > 1 if

204+ k720 < (k+2)" Ve, (5.14)
4b+ (k—1)""4n < (k+ 1)~ Yprn, (5.15)
4(k — )b + dnhy < (i +2)~ Ve M, (5.16)
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where
(1—r)"tktmr ifr <1,
hy =41+ logk ifr=1, (5.17)
r/(r—1) if r > 1.
To choose the value of k that will give us our inner bound we need the following
observation, whose proof is simple.

Observation 5.2 Let ¢, d and )\ be positive constants. Assume that ¢2 1 < d\.

Then
d A+ 1 Ad\/OF
max{n i —cx < @r2r for all x > 0} = c% <c> —2c.  (5.18)

With the help of observation 5.2, it can be shown that the equations (5.14)—(5.16)
are satisfied if we set

2 1 M 1/(2+r)
="t <“ +r)n > —CAy,, (5.19)

r+1 4b
where C' is bounded by a constant independent of M and A, is given by (5.13)
Moreover, the restriction (4.33) is also satisfied in our regime of interest (i.e. M > 1).

This choice of k equations (4.35) and (5.9), the square symmetry of the texture and
the convexity of Kyom leads to the inner bound

247r)((1+r)rn 1/(24r)
2 . < ( — C .
{T eR ||7'||1 2b(1+7") ( o M DAy ¢ C Khoms, (5 20)

where D, is a constant independent of M.
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