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Solids with spatial variations in the crystalline axes naturally evolve into cells or
grains separated by sharp walls. Such variations are mathematically described
using the Nye dislocation density tensor. At high temperatures, polycrystalline
grains form from the melt and coarsen with time; the dislocations can both climb
and glide. At low temperatures under shear the dislocations (which allow only
glide) form into cell structures. While both the microscopic laws of dislocation
motion and the macroscopic laws of coarsening and plastic deformation are well
studied, we hitherto have had no simple, continuum explanation for the evolution
of dislocations into sharp walls. We present here a mesoscale theory of disloca-
tion motion. It provides a quantitative description of deformation and rotation,
grounded in a microscopic order parameter field exhibiting the topologically con-
served quantities. The current of the Nye dislocation density tensor is derived
from downhill motion driven by the microscopic Peach—Koehler forces between
dislocations, making use of a simple closure approximation. The resulting theory
is shown to form sharp dislocation walls in finite time mathematically described by
Burgers equation—similar to those seen in the theory of sonic booms and traffic
jams. Our finite-difference methods use special upwind and Fourier techniques for

dealing with the shock formation. The outcomes of our simulations in one and two



dimensions are in good agreement with experiment and other discrete dislocation
simulations. These results provide fundamental insights into the basic phenomena
of plastic deformation in crystals, and offers predictions for residual stress, cell-
structure refinement, and the distinguish features of different hardening stages in

plastic deformation.
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CHAPTER 1

INTRODUCTION

1.1 Motivation

/4

(@) (b)

Figure 1.1: (a) Grain boundaries in copper, from the news article in Sci-
ence [1] covering our theory of plasticity [2] (b) Cell walls, from
Hughes et al. [3].

In condensed-matter physics, crystals are anomalous. Most phases (liquid
crystals, superfluids, superconductors, magnets) respond smoothly in space when
strained. Crystals, when formed or deformed, relax by developing walls. Common
metals (coins, silverware) are polycrystalline; the atoms locally arrange into grains
each with a specific crystalline lattice orientation, separated by sharp, flat walls
called grain boundaries (figure 1.1(a)). When metals are deformed (pounded or
permanently bent) new cell walls (figure 1.1(b)) form inside each grain [6, 7, 8.
Until now, our only convincing understanding of why crystals form walls has been
detailed and microscopic. Our new theory provides an elegant, continuum descrip-
tion of cell wall formation as the development of a shock front—a phenomenon

hitherto associated with traffic jams and sonic booms.



Figure 1.2: Dislocation tangle at early stages before wall formation.

Crystals work harden when plastically deformed. Figure 1.2 shows a traditional
view of work hardening as due to the entanglement of dislocation lines. It is
certainly true that as structural metals are plastically deformed the dislocations
multiply, and that they form immobile sessile junctions when they intersect. In
this picture, the yield stress for a crystal with dislocation density p is seen to be

1/2_the rough distance between pinned sites on a given dislocation.

proportional to p
As dislocations multiply and p increases, the yield-stress increases and the material
work hardens.

However, the spaghetti tangles of figure 1.2 are typical of only the initial stages
of hardening (stage I) where only one slip system is involved; in later stages large-
scale patterns form. Figure 1.1(b) shows the cell structures formed in FCC metals
in multiple-slip stage III hardening [6, 7, 8, 9, 10|, the dislocations have orga-
nized themselves into relatively sharp and flat cell walls, mediating small rotations

between relatively dislocation-free crystalline cells.

These cell walls are reminiscent of grain boundaries in polycrystalline met-



als, which also mediate rotations between nearly perfect crystalline grains (fig-
ure 1.1(a)). Grain boundaries can form in several different ways. They can form
during crystallization from the melt (not described by our theory), where the grains
often form a dendritic morphology. They can form under external shear at high
temperatures, where the dislocations migrate into grain boundaries in a process
known as polygonization and then the grains coarsen. Grain boundaries can also
arise at low temperatures in highly dislocated materials in a process called recrys-
tallization; here a small, clean crystalline region can grow by eating the dislocations
surrounding it, giving a net outward force on its grain boundary. These dislocation
patterns and structures have important consequences for the materials properties.*

Our formulation of a plasticity theory rests upon differential geometry ap-
proaches to dislocation dynamics, developed in the middle of the last century [17,
18, 19, 20, 21, 22]. These elegant mathematical descriptions stopped at describ-
ing the state of the material; our work is aimed at developing a similarly elegant
approach to the evolution law, and extracting predictions about experimental sys-
tems. By focusing on the Nye dislocation density tensor [23], we do not incorporate
the extra framework of slip systems, immobile dislocations, and geometrically un-
necessary dislocations which are central features of a community of models used
to study texture evolution and sub-grain structure [24, 25, 26, 27, 28, 29, 30, 31].

Apart from intriguing hints in Dawson’s simulations [29], wall formation is not

'For example, the yield strength oy of clean polycrystalline materials is not
determined by the average dislocation density, but rather by the grain size d, ac-
cording to the Hall-Petch relation oy = oq+kv/d. (Here dislocation pile-up, rather
than pinning, dominates the yield stress. For nano-crystalline materials, slippage
at the grain boundaries dominates the plastic deformation, leading to a reverse
Hall-Petch effect [11, 12, 13].) The yield strength dependence on dislocation den-
sity in stage III hardening is no longer determined by the simple ,/p dependence
of dislocation tangles, but now depends on the scaling of cell size with continuing
work hardening deformation [14, 15, 16].



typically observed or studied in these texture evolution models. There have been
several recent efforts to develop coarse-grained dynamics for dislocations, both for
parallel dislocations [32, 33, 34] and in fully three-dimensional theories [35, 36, 37,
38, 39]. None of these investigators found wall formation in their models.?

Our approach to the formulation of a dislocation dynamics theory is mini-
malist: it ignores many features (geometrically unnecessary dislocations [34], slip
systems [29], dislocation tangling, yield surfaces, nucleation of new dislocations)
that are known to be macroscopically important in real materials. It does incorpo-
rate cleanly and microscopically the topological constraints, long-range forces and
energetics driving the dislocation dynamics. As hypothesized by the LEDS (low-
energy dislocation structures) approach [40, 41], we find that a dynamics driven
by minimizing energy (omitting tangling and nucleation) still produces cell bound-
ary structures. The J-function wall singularities in our dislocation theory form,
however, not from the energy minimization, but from the nonlinear nature of the
evolution law. Finally our theory, to our surprise, initially forms sharp walls that

are not the usual zero-stress grain boundaries.

1.2 Outline of the dissertation

We begin in chapter 2 by introducing a Nye dislocation tensor as an order para-
meter to describe dislocations. The evolution equation in the form of a continuity
equation relating the dislocation density with a dislocation current is put forward.
The relationship between the dislocation density field and other state variables

such as the stress and the plastic distortion field are given in chapter 3. Motivated

2We discuss the context of our plasticity theory in connection with other ap-
proaches in great details in chapter 5.



by the criterion for a decrease in elastic energy and the microscopic Peach—Koehler
force, the form of the dislocation current is written down in chapter 4. This com-
pletes the description of the evolution law. The last part of this chapter describes
wall-like structures and their superpositions as one possible family of stationary
state solutions to our law. In chapter 5, connections are made between our plas-
ticity theory and the conventional plasticity theories. The implementation of the
evolution equation specialized to one dimension, the mechanism of sharp walls
formation for volume conserving systems and systems allowing for climb, and the
asymptotics of the one-dimensional solutions at large times near sharp walls are
described in chapter 6. Finally, our finite difference simulations for various types
of slip systems in two dimensions and the predictions for different slip subsystems
against other discrete dislocation simulations are discussed in chapter 7.
Throughout the dissertation, the reader is asked to consult the appendices for
prerequisite knowledge on tensors and symmetry group, definitions and conven-
tions for the Fourier transforms, elementary exposure to conventional elasticity
theory, the proof of stress-free dislocation states too involved to be incorporated
in the main text, a modified one-dimensional theory, different finite difference nu-
merical schemes, and an efficient method to visualize results from two-dimensional

simulations.



CHAPTER 2

DISTRIBUTIONS OF DISLOCATIONS AND MODEL EQUATIONS

2.1 Burgers vector and Nye dislocation density tensor

To appropriately describe a dislocation, one needs to introduce the idea of
Burgers vector. The Burgers vector is the topological charge characteristic of a
defect found by counting the net number of extra rows and columns of atoms in a
distant path encircling the dislocation. We define the Burgers vector b, according
to the procedure outlined by F. C. Frank [42] which can be best illustrated with
a hypothetical cubic lattice. For a perfect crystal, if one traverse the crystal in
a closed loop in a clockwise direction, one has to have the same number of “up”
lattice vectors as “down” lattice vectors, and as many “right” lattice vectors as
“left” ones. For a crystal with a dislocation line, this won’t be true. If one performs
the vector sum of all the lattice vectors going around the loop, the resulting vector
is called the Burgers vector. In other words, the negative of the Burgers vector
is needed in order to close the circuit completely.! Figure 2.1 shows images of an
edge and a screw dislocation.

The same concept can be generalized to an isotropic material in the continuum
theory. From the definition, after a passage around any closed contour L that

encircles a dislocation line, the displacement vector u receives an increment b

!This convention has been used by, e.g., J. M. Burgers, T. Mura, F. R. N.
Nabarro, W. T. Read, Jr., A. Seeger, and J. Weertman. However, there are many
authors who use the opposite convention such as, B. A. Bilby, R. Bullough, E.
Smith, F. C. Frank, J. D. Eshelby, J. Friedel, J. P. Hirth, E. Kroner, J. Lothe, N.
Thompson, and R. deWit.
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Figure 2.1: (a) A Burgers vector is described by a traversal around a contour

surrounding an edge dislocation. (b) A screw dislocation.

which is equal to one of the lattice vectors. This can be expressed as 2

where 3" is the plastic distortion tensor and can be thought of as a primary field
by itself.

A dislocation is a crystallographic defect associated with crystalline transla-
tional order. It represents extra rows or columns of atoms and is characterized
by two quantities; the direction of the dislocation line, t, and the Burgers vector
direction, b as defined above. Therefore the dislocation density p, must be defined

as a second-rank tensor in order to carry such information:

p=(t©b)i(§), (2.2)

where §(-) is the Dirac d-function, and & is the two-dimensional radius vector

2Here and throughout the manuscript a subscript notation is used to represent
a component of a vector or tensor quantity. We also employ Einstein’s summa-
tion convention where repeated indices are understood to be summed over unless
otherwise noted.



Figure 2.2: The shift in the displacement vector upon a circulation around a

dislocation line defines the Burgers vector.

taken from the axis of the dislocation in the plane perpendicular to the vector t
at the given point. This type of tensor is called Nye dislocation density tensor
(J. F. Nye, 1953 [23]). One categorizes types of dislocations into edge, screw, and
mixed according to the relationship between Burgers vector b and the direction
of dislocation line t. An edge dislocation is one where the Burgers vector lies
perpendicular to the direction of the dislocation line. A screw dislocation is one
where the Burgers vector is parallel to the line. A mixed dislocation is one with
general Burgers vector, e.g., by a superposition of both types of dislocations.

In the presence of many dislocations labeled by an index «,

piy(x) = 3710055 (x — £°) (2.3)

a

Here 6®)(-) is a two-dimensional é-function, infinite if the position x lies along the
dislocation path £%. When many dislocations are present, a continuum or coarse-

graining description of a conglomerate of dislocations is preferred. In this picture,



we can write p as
pij(x Z/t“ba —£G(x —x) d*, (2.4)

with Gaussian weighting G(x — x') ~ (1/v/27L)%exp|[—(x — r)?/(2L?)] over some
distance scale L large compared to the distance between dislocations and small
compared to the dislocation structures being modeled.

In his revolutionary paper [23|, Nye provides the relationships between the
dislocation density tensor p and the lattice curvature tensor k. Let d¢; be small
lattice rotations about three coordinate axes, associated with the displacement
vector dxj, then k;; = 0¢;/0xr;. He shows that given a curvature tensor k, the

Nye dislocation tensor p can be determined:

Pij = Rij — 5ij/‘€kk (2-5)
and vice versa:
1
Rij = Pij — 5 5z’jpkk (2-6)

Equation 2.5 offers a means to obtain p experimentally by measuring disorientation
angles through techniques such as electron back scattering diffraction (EBSD) [43,
44).

Macroscopically, most of the dislocations are geometrically unnecessary with
canceling contributions to p and to the overall deformation of the material body.
Thus most theories of plasticity either ignore them and only keep a scalar for
the gross line length dislocation, or incorporate separate dislocation densities for
positive and negative Burgers vectors (whose difference and sum give the necessary
and unnecessary dislocation densities). Dislocations which are unnecessary on the

macroscale may be important on the mesoscale, perhaps giving rise to interesting



substructural pattern such as an alternating pattern of cell orientations giving an
alternating Burgers vector density in neighboring walls (which nearly cancels on
longer length scales [45, 46]). In our theory, the net dislocation density tensor p
that we keep is the sole origin of the long-range stress fields whose screening leads
to pattern formation; it determines the net plastic deformation field and the grain

and cell mis-orientations that experimentally characterize the mesoscale structure.

2.2 Fundamental equations

A complete macroscopic description of the deformation u of a material is given

by
Oiu; = 5 + Z (2.7)
where BY represents an elastic, reversible distortion, while the plastic distortion
tensor 3" describes the irreversible plastic deformation.®> In this context, the
plastic distortion is the result of the creation and motion of dislocations, and cannot
be written as the gradient of a single-valued displacement field. Integrating around
a loop L enclosing a surface S, the change in such a hypothetical plastic distortion

field Au® can be written using Stokes’ theorem as

Py, - 7{ ", = / amOUT, dS;, (2.8)

where e;,,, is the totally anti-symmetric tensor.* Here and throughout this disser-
tation, we shall make use of the shorthand notation 0; to represent 9/dz;. For a

single dislocation, equation 2.3 gives

S S

3Please consult appendix D for a review on the basic ideas of the theory of
elasticity.
4See appendix A.1 for more details.

10



where we have used the property of the Dirac d-function. Since the contour L
can be arbitrarily chosen, equation 2.8 and equation 2.9 provide the relationship

between the Nye dislocation density tensor and the plastic distortion field:
Pij = _5ilmal671;)1j (2.10)

Thus the natural physicist’s order parameter (the topologically conserved dislo-
cation density p) is a curl of the common engineering state variable (the plastic
distortion field 3"). Analogous to the continuity of magnetic field lines, the micro-
scopic statement that dislocations cannot end (except at grain or cell boundaries)
implies that

0ipyy = 0, (2.11)

which follows from (2.10).> Due to the compatibility of the displacement, ;1,001

0, an equivalent description to (2.10) involving the elastic counterpart is
Pij = gilmﬁlﬁr}ij . (2.12)

In the absence of dislocations or plastic strains, an elastic body subject to

an applied stress has a compatible elastic strain. Kroner’s incompatibility tensor

defined by

1
Rij = €itmEipk N0y Gy = —Eitme jpk O10p €10y = §(€ilmalpjm + imOipim),  (2.13)

E

B and e are the symmetric parts of 85 and S}  respectively, directly

where €

measures the incompatibility of the strain tensor due to the presence of dislocations

SEquation (2.11) will not be true if our theory includes disclinations. The idea
of disclinations was first used by Frank in the study of cholesteric liquid crystals to
describe twisting discontinuities of the crystals allowing discrete jumps of one half-
pitch of the helicoidal texture [47]. deWit modified the form of (2.11) to replace 0
by adding a source or a sink term [48, 49]. In the more general form, dislocations
can then start or end on disclinations.
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or disclinations. R;; = 0 coincides with de Saint—Venant’s compatibility equation
for the components of the strain tensor. In the language of differential geometry,

the incompatibility tensor is recognized simply as the Ricci tensor.®

2.3 Dislocation current and the continuity equation

The law of conservation of the Burgers vector in a medium implies that the time
evolution of the Nye dislocation density tensor must be given in terms of a current.
Consider the flow rate of Burgers vector through surface S enclosed by contour C.
We can define the dislocation current J as a quantity which when summed across

the surface S gives the flow of the Burgers vector through the contour:
db;
_:_%Ji.di 2.17
dt o J € ( )

To obtain the continuity equation, we simply substitute the relation between

b and p in (2.9) into (2.17),

/ % 4, — / Zlm%}mﬂ ds;, (2.18)
Xy

6There exists a three-dimensional Riemannian space where € can be considered

a natural compatible strain field. In such a space, the metric g;; is defined by
9ij = 0ij + 26, (2.14)
The Ricci tensor can be computed from
Rijkm = €z'jp€kqupq (2-15)

where R;jpm, is the Riemann-Christoffel curvature tensor defined by

(0;0k Gim + 0:0m gjx — 0j0m Gix — 0iOk Gjm) - (2.16)

1
Rijkm = 5

For a more complete treatment of the elasticity theory on curvilinear coordinates,
the reader should consult, e.g., [50, 22].
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with one application of Stokes theorem. Since the contour S is arbitrary,

8pij 8ij
8t +5zlm 81’1

—0 (2.19)

This continuity equation describes the evolution of dislocations according to the
choice of the dislocation current J.

Equation 2.19 was derived independently by Kosevich and Mura in 1962-1963
20, 21]. By taking a time derivative of (2.10) and compares it to (2.19), one can
identify the dislocation current with the rate of change of the plastic distortion

field,
_9;

(2.20)
One of the main objectives of this dissertation is to derive the evolution law for
these fields (2.20) appropriate for scales large compared to the atoms but small
compared to the cell structures and grain boundaries.

We only consider, in our theory, the net density of dislocations. The sta-
tistically stored dislocations (those with opposing Burgers vectors which cancel
out in the net dislocation density) have been ignored because they do not af-
fect the long range strain fields or the misorientations at grain boundaries and
cell walls. Macroscopically they are known to dominate dislocation entanglement
and work hardening, and are important in previous continuum theories of plastic-
ity [34, 51, 52, 33, 32, 53]. Much of the macroscopic cancellation in net dislocation
density comes from the near alternation of the net rotations in the series of cell
walls [54]. Our focus on the sub-cellular, subgrain length scales and our current
omission of dislocation tangling make keeping only the net dislocation density
natural for our purposes. We also do not explicitly incorporate a yield surface,
because we hope eventually to explain work hardening and yield surfaces as prop-

erties which emerge from the intermediate length-scale theory.
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Figure 2.3: The current J due to the motion of a segment of a dislocation

loop.

The form of our mesoscopic continuum theory will be motivated by the micro-
scopic motion of a single dislocation. To calculate a dislocation current J for a
dislocation loop moving in the direction of the plane of the loop, consider a surface
S, whose normal vector is n, spanning a dislocation loop ! with t denoted the
tangential vector along the loop. The plastic distortion tensor 3" caused by the

slip b of the plane is given by

5= —nib; 6(¢)0(6 — &) (2.21)
where ( is the length measured in the direction of n while £ is measured from the

position of a point on the line & = &(I) along t x n, and

1, x>0;
O(z) =

0, z<0.

If the line is displaced by a small amount dx, the distortion field will change by

do
(5 z}; = —nibj 5(C) d_§ §:505§ - _nibj 5(C) 5(5 - gO) 5£ (222>

Only the component of dx in the direction of {-axis matters; the component along

t is meaningless. In terms of 6x, 66 = |0x|sin(¢), where ¢ is the angle between t
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and 0x. One can rewrite n in terms of these quantities as

5zkm6$ktm
= —. 2.2
Substituting (2.23) into (2.22) gives
585 = camtibj6r,, 6P (€) (2.24)

where §)(€) is the two-dimensional d-function earlier expressed as d(¢) d(& — &).
And therefore,

Jij = €ilmtlijm5(2) (&), (2.25)

where v denotes the velocity at the point ((, & —&p). We are going to motivate the
form of the mesoscopic dislocation current due to the local Peach—Koehler force
density using (2.25) in section 4.1.3.

We can distinguish types of dislocation motions according to whether or not
the motions cause changes in material’s volume. A dislocation is said to be gliding
when it is moving in the plane formed by its Burgers vector b and its line direction
t. A dislocation is climbing when it’s moving perpendicularly to this plane. The
climb motion is non-conservative; the crystal volume changes with the motion
of the dislocation. Consider, again, the configuration as shown in figure 2.3. The
climb motion leads to an increase of the area of the surface S by dS in the direction

perpendicular to the plane formed by dx and dl,
0S = dx x dl, (2.26)

where dl denotes the element of the dislocation loop and thus points along t. The

change in area therefore introduces the change in volume by
dV =b-6S =—(b xdl)-ox. (2.27)
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Since all the changes happen at the core of the dislocation line in the coarse-
graining description of the dislocation motion, the relative volume change is asso-

ciated with dep, according to

If the change occurs during the period dt, then

5eP
Adyp = ﬁ = €ijk(vibjtk)5(2)(5)> (2.29)

where, again, v is the speed of the dislocation line. We can therefore identify
the type of dislocation motions by calculating the trace of J; if Jy = 0, the
motion is conservative, volume conserving (glide) otherwise the motion contains a

non-conservative, vacancy/interstitial diffusion (climb) piece.
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CHAPTER 3

RELATIONSHIPS BETWEEN STATE VARIABLES

3.1 Stress fields due to dislocations

In the presence of a dislocation, crystal strains and a stress field is created
around it. Peach and Koehler first derived the equation for stress fields due to
dislocations in 1950 [55]. A complete theory of dislocation dynamics should include
the motions of dislocations due to the effect of their own stresses. In this section,
we write down the expression for stress fields in terms of the coarse-grained Nye
dislocation density tensor. Our derivation is based on the formulation given by
Hirth & Lothe [56].

For an isotropic material, the stress field due to a closed dislocation loop is

given by

I d / I D /
aff — TS _ bm ima T g d - 5 bm imB A s d
Oag s 1, 3 8:c;v Rdzg SWfé 3 ﬁﬁx;V Rdx,,

o ey (TR s O Gep) g
4w(1—y)7{cbm5@m’“ <8x§8x’aﬁx’ﬁ dorgry 1) i (31)

where 0,4 signifies the stress field, with the shear modulus p, and Poisson’s ratio
v.!' R = |r — r/|, where r is measured from the origin to the observer, while r’
is measured from the origin to the point on the dislocation line. The Kronecker
delta d;; gives the value of 1 when 7 = j, and 0 when 7 # j. We can explicitly
write out the integration along drj; as [ dry = $ - - tgdl', parametrized by
" with tangent direction t. It is now possible to represent a line integral as a

volume integral over a two-dimensional d-function, fc ctgdl = fV . 0(8) a3,

where the contour of integration is defined by &. The collection of Burgers vector

!See appendix D on how to relate these two quantities with others.
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b, the direction along the dislocation t, and §(§) signifying a diminishing density
away from the core of the dislocation make up a Nye dislocation density tensor p.

Equation 3.1 becomes

0,0, 01,

K ! 83R 83R 3./
(1= v) /V&mkpkm(r) <8:C;8:cgé8:c’5 5a58x§8x;8:c; d’r'. (3.2)

It is clear that each term in (3.2) can be written as a convolution between two

1
Uaﬁ(r) - _8_7T V(gimapﬁm(r,) + gimﬁpam(r/))

functions. This suggests that such formula is more naturally expressed in Fourier
space? as a product between two functions. By performing the transformation on

all terms, o becomes

50!5(1{) = Kaﬁlw(k>ﬁ,uu(k) s (33)
where
Z:uk 2e v ]{?akﬁ
Kopu (k) = _k—; Eyvalpu + Eqvalap + ﬁ (? — 0q .

The detailed calculation of the above expression is provided in appendix C. By

formulating everything in Fourier space,?

we can avoid complicated integrations,
but at the expense of an extra assumption that the material has periodic boundary

conditions or has an infinite extent.

2Throughout the manuscript, we shall denote a Fourier quantity by putting ~
on top of its real-space counterpart.

3A happy coincidence happens in one dimension where stress fields are local
and the transformation into Fourier space can be avoided. See chapter 6 for the
complete analysis of our theory in one dimension.

18



3.2 Plastic distortion fields due to dislocation density fields

From equation 2.10 in section 2.2, we are able to write down a dislocation

density field given a plastic distortion configuration,

Pij = _Eilmal/@};j' (2.107)

To invert this relation, we note that this equation has a close analog in electro-
magnetic theory, namely

V x B = pJ, (3.4)

which relates the charge density J to the magnetic field B in free space with
magnetic permeability po. Many standard textbooks in electromagnetic theory
(see, e.g. [57]) provide the inverse expression of (3.4), and we shall only quote the

result:

Ho J(X/) 3/
B=— d 3.5
" / |x — x/| x (35)
By appealing to the analogy to the above expression, the form of the plastic

distortion field on the Nye tensor is immediate:

1 _ /
b= /5ilmpmj (X/)‘xlixl d*x’ + O0i;

T — /|3
W1 x : ,’; | (3.6)
mj\ X
= —— im0, Pri) px) + i
47 |x — x/|
o x=X 1 o
Here we have used the identity ———— = —V [ ———— ). The above relationship
x—x] x|

is defined up to a gradient of an arbitrary vector field v¥». When one writes down
a dislocation density tensor from a plastic distortion field, V) is automatically
cast away in the process of taking a curl. This term should be thought of as an
elastic distortion arising from the displacement field 1. Since the elastic distortion

tensor is written as a gradient of a displacement field and since the dislocation
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density tensor cares only about the plastic portion of the total distortion field, this
term is neglected by the dislocation density description. This field, however, is
very crucial to uniquely describe the displacement field u of a material subject to
various constraints such as boundary conditions. This point is to be illustrated in
the following section.

The relationship is simpler in Fourier space:

1 ~ L
Z-P;» = —ﬁ 5ilmklpmj + Zl{iiwj (37)

3.3 Displacement field u due to 3F and p

In order to express total displacement vector according to dislocation arrange-
ments in an isotropic medium in equilibrium, we first express the equilibrium

condition,

Oiaij = ajO'ij =0. (38)

From (D.5) and (D.1) in appendix D, we are able to replace the stress with the

total and plastic distortion fields,

9 (Cijrm (B — Bim)) = 0

Cz’jkmamajuk = Cijkmajﬁll;m‘

(3.9)

In the first line we use the symmetry under interchanging the last two indices of
Cijkm to replace €}, and €, by d,uy and (i, respectively.

One way to solve (3.9) is to first transform the equation, then write out Cjjgm,
as given by (D.6), and finally algebraically solve for u;. A straightforward but

tedious calculation for an isotropic system shows,

i v - ~ i (1 —
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Let us now return to the question of determining an extra displacement field
mentioned in the previous section. If one expresses B7’s in (3.10) using (3.7), one

gets

~ 1 v kiki kiki | ~ 1\ kikj~  ~
w; = _ﬁ{<1 —I/) Ejim B "‘&‘lm? Pmj + 11— 12 ¢j+¢i- (3.11)
For the sake of comparing, let’s re-express p’s back to B%’s. This becomes

~ { v ~p ~p ? 1 ~p

1\ kiki ~  ~
+<E) k; v+ (3.12)

Equating u; in (3.10) and (3.12) gives

- 1\ kiky ~  ~
— ki = (E) it (3.13)

However from (3.7) and a few contractions, we know that —5k; ~ﬁ- = 9. The

condition that ’ljf needs to satisfy in order to give a correct u is

kik; ~ -
]{,‘2] ’ij = 0, or k‘j’l?bj =0. (314)

Looking back at (3.11), we see that the second to last term is zero, and v, in the
last term has to be divergent-free in real space. This reflects the fact that a total
displacement field is defined only up to an overall translation of zero divergence.

We can now rewrite (3.11) safely as
~ 1 1% ]fll{?l ]{71{31 ~ ~
u; = yE {(:) Ejlm? +5ilmﬁ}pmj+wi- (3.15)

Once we have the total displacement field, and hence, the total distortion field,
and the plastic distortion field, the elastic distortion tensor can easily be obtained

by a simple subtraction.
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CHAPTER 4

EVOLUTION LAW AND STRESS-FREE STATE SOLUTIONS

4.1 Energy decreasing condition and the evolution equa-

tion

A sensible evolution law for dislocation motion should make the elastic energy
decrease with time. In this section, we provide the most general form of a disloca-
tion current that allows for a decrease in energy satisfying symmetry requirements.
Out of an infinite possibilities, we pick the form of J motivated by the microscopic
Peach—Koehler force acting on a single dislocation.

We begin by expressing the energy decreasing condition in terms of the state

variables.

4.1.1 Elastic energy and power due to dislocations inside

a material

The elastic energy can be expressed in terms of the integral over a volume V'

of the stress contracted with the strain inside the material body:

1
gtotal - _/ 0ij 6%‘ d3I' (41)
2 Jv
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This equation can be expressed in terms of the total displacement field and the

plastic distortion tensor in the following manner,*

1
gtotal == _/ O-ij(E’iTj - 65) d3r
2 )y

1 1 (Ou; Ou, 1
2/\/0]2 (Oxi_l—&zj) ' 2/‘/076” '

(4.2)

— %/ (njo;)wdS — % a@i‘vj w; d°r — %/\/Uij EZ- d’r.

The first two terms of the last line were obtained by integrating by parts the first
term of the previous line. Under the assumptions that there is no surface traction
n;o;; = 0, and the body force is zero 0;0,; = 0, the elastic energy expression is
reduced to

Eiotal = —% /V o5 € d’r (4.3)
As a remark, it is not hard to consider the elastic energy of a body in equilibrium
subject to external surface tractions F; which causes the displacement field )
in the absence of plastic strains. Under such a circumstance, the elastic energy

becomes

1 Oau? 3 1 P 53
€ext:§/vaij 8:cjdr_§/vgij€ijd r, (4.4)

where o3, = Cij Oyug, is the stress due to the externally imposed displacement fie
here o = Cjjp Ouy, is the stress due to the externally i d displ t field
u’.
The time rate of change of elastic strain energy, or the power, can be computed
from (4.1) resulting in the expression,
dg ota. ~ . aai' . .
total = / (njaij)uidS —/ - U; d?’r —/ Oij Ef- d?’r
dt ov v 0x; v !

0a,~j

= / (ﬁjaw)uldS — - UZ dgr — / Oij Jz’j dgr s
v v 0x; v

!Consult appendix D for a brief review on the elasticity theory.
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where we identify € with the dislocation flux density J introduced in the earlier

chapter. The factor 1/2 in (4.2) disappears from (4.5) because

1
5@(0@' Eij) = (Uij Gij -+ Oij Eij) = (€kl Cijkl Gij + Oij Eij) = Oyj Gij .

N —
N | =

Here we have used one intrinsic symmetry of C;j; namely that Cyj = Ci;. With

two additional assumptions that both the traction and the body force are zero,

d& otal
dttt = — /‘; Oij Jz’j dgr . (46)

4.1.2 Isotropic tensors and the energy decreasing criterion

It is possible to write down conditions on the current J that guarantees that the
elastic energy of the system does not increase with time. Note that the continuity

equation (2.19)

apij aij
ot T Em oy,

=0 (2.19')
relates the evolution of dislocations according to the curl of the dislocation flux.
From the previous section, we derived an expression for the rate of change of
the strain energy (equation 4.6). If the integrand is positive definite, or at least
positive semidefinite, then the elastic energy of the system will not increase as time
progresses forward.

The most obvious ansatz is J;; = co;; for any positive real constant c. This

turns out to be a special case of a more general expression:
Jij = Bijkmgkm (4-7)

where Bk, is a linear combination of rank-four isotropic tensors. (See appen-

dix A.3 for a detailed discussion on general isotropic tensors.) There are three
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isotropic fourth rank tensors. They can be rearranged in the following manner,

1 1
Bijm = €1 5(5ik5jm + 6im0jk) — 3 0ij0km | + €2 [0ik0jm — Oim0jk] + €3 0ij0km . (4.8)

with some unknown constants ¢, ¢o, and c3 to be determined. Upon contracting
with o, the second term becomes identically zero which means that the co-term
does not contribute to either the current or the strain energy, and therefore can be
omitted. Following the discussion at the end of section 2.3, we can separate B;jim,

into two terms according to the nature of their motion:
1 1
Bijkm = Cql 5(5ik5jm + Oimdjk) — 3 0ij0km | + Cc10ij0km (4.9)

The subscripts in ¢y and ¢ distinguish between the glide (conservative) contribu-
tion to the current from the climb (non-conservative) contribution. Substituting

the form of J into (2.197), we obtain our (linear) evolution equation,

Jape(p)

Opis
P ~itn Bonjpg 0 £ (4.10)

ot

The tensor B contributes to the most general dynamics allowed by symmetry
to lowest order in p. This equation was first derived, with ¢4 = 0 using a different
approach by Rickman and Vinal in 1997 [58].2 It is not enough for By, to be
isotropic to guarantee that the elastic energy is a non-increasing function of time;
the eigenvalues of B;jj, needs to be at least non-negative. One can calculate the
eigenvalues of Bjji,, by grouping the first two and the last two indices, B(j)km)
to form a new 9 x 9 matrix. The eigenvalues are computed numerically using

Mathematica® 5.0. Provided that Cgl, € > 0, all eigenvalues of the 9 x 9 matrix

*Tn order to identify (4.10) with that of Rickman and Vinal, one needs to identify
their variational derivative of Free energy F' with respect to dislocation density p;;
with negative of the stress field —o;; of the system, namely, §F/py = —0a-
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are non-negative. Let’s denote these eigenvalues by A® and the corresponding

eigentensor o, where a runs from 1 to 9. The rate of change of the elastic energy

dé& otal
ctltt = — /;/‘%’j Jij d3r

= —/ 04 BijkmTkm dr (4.11)
1%

==y MA%;;@&] <0,
1

9
a=

clearly shows the flow of energy down hill for all non-negative values of \“s.

4.1.3 Nonlinear current motivated by the Peach—Koehler

interaction

The main objective in this study is to see the formation of cell structures
under the motion of dislocations according to equation 2.19. Physically speaking,
a dislocation current should vanish in the absence of dislocations, and the time rate
of change of dislocations should depend on the number of dislocations available.
Equation 4.7 seems to contradict this statement; the current depends only on
the local stress of the system and not at all on the density of dislocations. Such
consideration leads us to set the constraints B;;,; = 0 and, instead, to explore the
incorporation of a nonlinear term. A dislocation in the presence of a stress field
feels the force called a Peach—Koehler force. Our nonlinear term was motivated
by the form of the dislocation current for a single dislocation moving under the
influence of the Peach—Koehler force.

We shall see that the Peach-Koehler dislocation current J*X is cubic in p. It
is difficult to construct currents quadratic in p that are guaranteed to decrease
the energy because the rate of change of energy (equation 4.21) is then cubic in

p; if the energy for p decreases with time, the (equal) energy for the (physically
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rather different density) —p would increase. (Groma and collaborators [33, 34|
have a current quadratic in p, but they keep separate densities for positive and
negative Burgers vectors and hence negative densities are not allowed in their
formulation; see section 5.3.) Our closure approximation yields a theory whose
current is cubic in p and is guaranteed to decrease the energy. The group—theory
calculation shows that the most general equation cubic in p allowed by symmetry
in an isotropic system has 15 undetermined coefficients (appendix B.2). To derive
the conditions on these coefficients that guarantee that energy decreases involves
a positivity condition on all the eigenvalues of a 54x54 matrix (section 4.1.5)—a
nonlinear constraint problem we bypassed by choosing a microscopically motivated
evolution law.

Peach and Koehler were the first to write down the formula for the force on a

section of a dislocation loop due to the stress field present at that point [55],

e = —&ijitibiow - (4.12)

7

From (2.25), the dislocation flux density of a single dislocation moving with velocity
v reads

Jij = Camtibjvmd? (€). (2.25")

Suppose the dislocation is moving in the direction of the applied force, therefore
v o fPX ) and

Jij X Eimntmbjgnrsgtrtsbt(SQ) (6) (413)

We can then generalize this statement to
J. =D, (4) (4.14)
ij ijkmparsTpaPlmers » :

where Djjrmpgrs 1s the most general eight-index tensor that makes the energy of
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the system decrease, and

Pyt = Zt%atabaa@ ). (4.15)

The new J;; term does not close on p;; when plugging into the continuity equa-
tion (2.19). The evolution of p;; now depends on a new quantity pl(?,)d. To have an
expression which depends only on p;;, we therefore perform a closure approzima-
tion similar in spirit to Hartree-Fock approximation in many-body physics, and

in theories of turbulence. We would like to approximate pz(?,)d as a tensor product

of two pij, p¥ — p ® p. One can see from (4.15) that pz(-;l,)d is symmetric under

interchanging ¢ < k, and j <> m. With these symmetries,
o~ [Ztaw@ )] [Ztk ber @ ()]
+ G [Zt%a a)} [Ztg’b;ﬁ“’a@)(ga’)} (4.16)

= C1pijprm + C2pimpPr;j-
C:7 and C5 have units of distance. It is to be shown below that only the first
term guarantees a decrease of elastic energy with time. We therefore shall omit
the second term and set ¢} — C. In principle C' can be dislocation-dependent
provided that C'(p) remains positive everywhere. For example, we can introduce

a density-dependent C,
1
Pl /Pipi;’

as being the inverse of an average dislocation length in the volume. (This particular

Clp) =

(4.17)

choice will be discussed in sections 4.1.4 and 5.1.)
Several authors [33, 32, 34| coarse-grain their dislocation density and take a clo-
sure approximation as we do. Their closure approximation involves the long-range

correlation function (which we also assume factorizes); our closure approximation
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for them is trivial (because, for a single slip system, the ij piece of p¥ in equa-
tion 4.15 factors out and p™® o p). In the end, their evolution law for J has
one fewer factor of the dislocation density p. While we cannot generalize their
approach to the three-dimensional tensorial theory, we can reproduce their results
by choosing our constant C'(p) (in equation 4.24 shown below) to be density de-
pendent as shown above (equation 4.17) and specializing to two dimensions and
one slip system.
With the addition of the nonlinear Peach-Koehler term, the new J;; is of the
form,
Jij = Bijkmkm + C Dy nparsTpaPhmPrs (4.18)

where DX for Peach-Koehler model is

D
DFX = [5iq5jm5k7’5p8 — 0ir0jimOkqOps

ijkmpgrs — 5
- % (8330mgOkrBps — 0130mrOalps) | (4.19)

Here D is a materials constant with units of [length]?[time]/[mass| giving the mo-
bility of dislocation glide. At A = 0 climb and glide have equal mobilities, and at
A =1 J is traceless and, according to the discussion at the end of section 2.3, only
glide is allowed.

In the case of DX treating glide and climb on an equal footing, one can directly
show that the elastic energy does decrease without calculating the eigenvalues.
From the expression regarding the rate of change of the elastic energy (4.6), one

can substitute the expression for the Peach-Koehler flux (4.19) with A = 0,

CD CD
i = = Eam i pmj = = (GicPae = Tacpic) Pay (4.20)
to get
AE:ota CD
o / (040icPacPaj = TijTacPicPaj) T . (4.21)
dt 2 Jy
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Next, let’s call I';; = 0ycpjc, then the integrand becomes simply (CD/2) [, (I';q —
['y;). Since the sums are taken over all a and i, consider the sum of the pair (a, )

and (i,a),
CD(PiaFia + Fairai - Piarai - Fairia) - CD (Fia - Fai)2 2 O . (422)

This is true for each fixed (a,7) and (i, a). Therefore

dgtotal ’ 2 13
— DY [ (T -Tw)dr<o0. 4.2
i C / ( ) d’r <0 (4.23)

a,i=1

We note in passing that a general case allowing for an arbitrary value of A is
much more complicated and the energy minimization has not been shown analyt-
ically. The continuity equation (2.19) together with the Peach—Koehler motivated

current JUX form the basis of our evolution law:

Ipij )

il 2.19’

ot + &i 8%1 0 ( 9 )
C(p)D A

Jij = (2) [(Jicpac - Jacpic) paj — g 5ij (Ukcpac - Uacpkc) Pak (424>

4.1.4 Simple derivation of J*¥ by Roy & Acharya

The form of the current (equation 4.20) for A = 0 (both glide and climb) has a
simple interpretation due to Roy & Acharya [38]. The Peach—Koehler force density

on p in the local volume (from equation 2.25) is
lPK = —Elmn thnbggnc = —EClmnPmcOnec - (425)

The current due to a single dislocation moving with velocity v is Jis;ngle = iatabjvi0? (€)

(equation 2.25). We introduced a density—dependent function

Clp) = — = (4.17)




in our closure approximation to reproduce the closure approximations developed
recently for single slip systems; we can think of C'(p) as being the inverse of an
average dislocation length in the volume. If we assume that the velocity of each
dislocation in the volume is proportional to the average force per unit length on

the dislocations in that volume v; = (DCj(p)/2) fF¥, we find

D D C(p)D
JZ,I;A = _5ialflPK/)aj = —Eial(—C(p)glmnpmcgnc)paj = %

2 2 (Jicpac - Uacpic)paj

(4.26)

reproducing the result of our energy—decreasing closure approximation (equation 4.20).

4.1.5 Other possible choices for D’s

Can we explore more general forms for the current J, beyond the Peach-
Koehler motivated choice in section 4.1.37 We argued in section 5.1 that currents
J that are quadratic in p would not flow to decrease the energy. But what other
theories cubic in p are possible? What other choices for the tensor D will lead to
energy decreasing? In this section, we formulate the criteria for this more general
theory, but do not solve it.

There are 91 linearly independent isotropic tensors Djjkmpers Of eighth rank
out of the possible 105 fundamental isotropic tensors constructed from all possible
combinations of products of Kronecker delta’s [59]. Only fifteen of these, how-
ever, satisfy the imposed symmetries.> The antisymmetric terms that do not meet
the symmetry requirements are projected out in the power expression (4.6), even

though they may be responsible for the evolution of dislocations.* To list all the

3For the detailed calculation, please refer to appendix B
*To illustrate this point, note that the dislocation flux density .J;; is in general
not a symmetric tensor. However only the symmetric piece contributes to the
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symmetries, let’s first take a look at the second term of (4.18),

JZIJI = CD;ijkmpgrsOpgPlmPrs - (4.27)

The two stress indices p and q are interchangeable. From the two p’s retaining the

decomposition in (4.16), we can pairwise interchange (k,m) < (r,s) so that

Dijk‘mpqrs - Dijk‘mq;m“s - Dijrqukm . (428>

Additional symmetries are taken from the power integral,

gl

d;tal B _C/ Dijkmpqrsaijpkmapqprs d3[' : (429)
\%4

Interchanging both the other two stress indices i < j and the two o’s immediately
yields
Dijk‘mpqrs - Djik‘mpqrs = pgkmijrs - (430>

The most general isotropic tensor of rank eight that meets the above requirements
is given in table 4.1 as a reference.

As for the fourth rank tensor B, there are non-trivial conditions on D needed
to ensure that the energy decreases with time. We proceed in the same spirit as
we did with the analysis of tensor B at the end of section 4.1.2. The indices of

D are arranged in such a way that it is convenient to convert a given eighth rank

expression for the elastic power,

dg otal 5
(;tt = — /V UijJij dgr, (46 )

because o;; is symmetric and therefore if one decomposes J;; into symmetric and
antisymmetric pieces, J;; = JZ-S]- + Ji‘;, then

A A A _
Uij’]ij = _Ujijji = _UijJij =0,

and therefore, UijJij = O'Z]JZSJ
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Table 4.1: The eighth-rank isotropic tensor with the required symmetries

comprises fifteen terms.

Dijk‘mpqrs = dl 5ij6km6pq5rs + d2 5ij5pq6kr6ms + d3 5ij5pq6m7“5ks

d
_'_54 (6km6jp6iq5rs + 5km5ip5jq6rs>

d
+55 (87p0q0ks-Oms + 0ip0igOrrOms)

d
"‘56 (5jp5iq5mr6ks + 5ip5jq5m7‘5k8>

d
+Z7 (85m0pqOkrOis + OimOpgOirOss + 0ii0mgOrrOps + 05 OmpOirOgs)

ds

_'_Z (6jk6pq5ir5ms + 5ik5pq5jr5ms + 5ij5kq5pr6ms + 6ij5kp5qr5ms>

d
+§9 (5km5pq5jr5is + 5km5pq5ir5js + 5ij5km5qr5ps + 5ij5km5pr5qs

+ 5ij5mp5kq5rs + 5ij6kp5mq5rs + 5jk5im5pq5rs + 5ik5jm5pq6rs)

d
+% (5mp5kq5jr5is + 5kp5mq5jr5is + 5mp5kq5ir5js + 5kp5mq5ir5js

+ 5jk5im5qr6ps + 5ik6jm6qr5ps + 5jk5im5pr5qs + 5ik5jm5pr6qs)
dll

_'_? (5jk6pq6m7“5is + 5ik6pq5mr6js + 5jm5pq6i7“5ks + 5im5pq6jr5ks

+ 03 OmgOprOks + 0ij0mpOqrOks + 0i50kgOmrOps 4 055 0kpOmrOgs)
+% (05mOkqOprOis + 0jmOkpOgris + CimOrgOprOjs + dimOrpdgrlis

+ 0,10mq0irOps + 0ikOmg0rOps + OjkOmgOirOgs + OikOmp0rgs)
+% (0mp0;gOkrOis + 0jpOmgOkris + OmpdiqOrdjs + OipOmgOrr0is

+ 0jm0igOkrOps + 0im0jqO0krOps + 0jmOipOkrOgs + Iim0;pOrrOgs)

dus

5

(0k0mgOprOis + 0k0mpOgrOis + OikOmgOprOjs + OikOmpdgrois
+ 0jmOkqOirOps + OimOkqg0rOps + 0jmOrpOindgs + OimOkpdirlgs)

+% (0kp05q0irOms + 0pOrgOirOms + OkpOiqdirOms + dipOrqgdjrOms
+ 0;10iq0prOms + 0ik0;g0prOms + 0ik0ipOqrOms + 0ik0jpOqrOms)
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tensor D to an 81 x 81 matrix by grouping the first and last four indices together
to make D ;jkm)(pgrs)- Lhe resulting matrix is to be calculated its eigenvalues. The
rate of change of the elastic energy in this case can be written in the following

manner

& otal
Ctltt = — [/ Uij Jij d?’r

=—C / [P i) Do) (pars) [0 ) pars) A’ (4.31)

= _CZ |:/ )‘a Up (zykm) [Up](Zka) d3r <0,

provided that all the eigenvalues A*’s of D(;jrm)pers) are either positive or zero.

® indicates that

Here we treat [0p];jrm) as an 81 vector, while the superscript [-]
this vector is the eigenvector corresponding to the eigenvalue A*. The eigenvalues
of the Peach-Koehler D'® for an arbitrary A # 0 introduced in the previous section
are computed numerically using Mathematica® 5.0 to give 54 positive reals and
27 zeros.

In general, the task of finding all the eigenvalues of an 81 x 81 matrix with 15
parameters can be daunting.® If one randomly assigns values into each parameter

and finds the eigenvalues numerically, one would discovers that there will almost

always be at least 27 zero eigenvalues.® The reason for this lies in the symmetry

®There is perhaps an easier method to ensure whether or not a Hermitian
matrix A is positive semidefinite. A set of necessary and sufficient conditions for
a quadratic form (x, Ax) to be positive semidefinite is if all the principal minors
in the top-left corner of A are non-negative, in other words

A A All A12 A13
Ay >0, e ) Ay Ay Ayg| >0, ... [60,61]. (4.32)
A21 A22
A31 A32 A33

With this method, we still need to solve, at best, a system of 54 inequalities. (See
the discussion that follows.)
6 Additional symmetries can result in more zero eigenvalues, e.g., when one or
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of stress field o. The 27 zeros represent the unphysical antisymmetric piece of o
which naturally gets projected away. Out of the nine elements, only six of these
are independent. Therefore one can reduce the representation of the product o ® p
as a b4 vector instead of an 81 vector. This means that the actual independent

representation is a 54 x 54 matrix, which in general gives 54 distinct eigenvalues.

4.2 Stress-free dislocation densities

A crucial aspect of dislocation evolution, and a key prediction of our dynamical
theory, is the formation of grain boundaries and cell walls. Microscopically, the
anisotropic, long-range interaction between dislocations can be minimized and
screened by the arrangement of dislocation lines into walls. A flat grain boundary
will be stress-free at long distances if it satisfies the Frank condition. A general

stress-free wall in our notation has
pZSJF = [elnj - eknkém] 5(nm(xm - Am)) (433)

This is a boundary that is perpendicular to n (lying along n - (x — A) = 0) with
grain misorientation @ (rotating around @ by a small angle |@]). The derivation is
given in section 5.4.

Microscopically, these ideal walls have a stress field which decays exponentially
with distance away from the wall (reminiscent of the Meissner effect [62]), with a
characteristic decay length that is roughly the spacing d between the dislocations
composing the wall. To see this, consider the energy of a single edge dislocation
per unit length [63]

Gb? r
E = m 11’1(5) + Be y (434)

more of the 15 parameters are zero. The chance of this to happen is infinitesimal
provided that the parameters are chosen completely at random.
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where G is the shear modulus, b is the magnitude of the Burgers vector of the
dislocation, v is Poisson’s ratio, r is the distance to which the elastic distortion
produced by the dislocation reaches, and B, is the core energy of the edge dislo-
cation. When a dislocation lies in an array forming a boundary, the elastic strain
vanishes exponentially at distances greater than the separation d between similar
dislocations in the boundary, so r ~ d. The relation between the orientation dif-
ference 6 of the two crystals and the number of dislocations per unit length can be
determined geometrically (see figure 4.1):

1 1
—:gSiIIQ%

(4.35)

n =

S D

(This is the Frank condition in disguise.) Therefore the interface energy per unit

area is

1 Gbo 1 0
Ebdry = gE - m 111(5) + gBe = Eoe(A —1In ‘9), (436)

where Ey = Gb/(47(1 — v)) and A = 4x(1 — v)B,/Gb>. The same equation holds

for a twist boundary but with Fy = Gb/2r and A = 27 B,/Gb?. Therefore
Ebdry ~ —b0 11’1(9/90) (437)

where 6, can be used to incorporate the core energy of the dislocations. This strain
energy vanishes in our continuum limit where b — 0 and d — 0 in such a way that
b/d ~ 0 stays fixed.

Hence, it is not energetically favorable for a wall to be sharp within our contin-
uum theory. A continuous superposition of low angle boundaries wall is as good
a candidate to be a cell wall or a grain boundary as a sharp wall. Blurry walls,
however, are not observed in our simulations. The mechanism which is responsible
for the sharp feature of walls therefore cannot be energetics. The reason turns

out to lie in the nonlinear nature of our evolution law. The analysis of why sharp

36



cellular /grain walls form is one of the key results of our theory and is the subject

of discussion in chapter 6.

Figure 4.1: Two patches of crystal one tilted with an angle # with respect to
the other are joined together by a parallel set of edge dislocations

making a tilt boundary.

In this section, we show that any stress-free state can be written as a super-
position of flat cell walls. Every cell wall or grain boundary can be decomposed
into two types: tilt and twist boundaries [64]. A simple tilt boundary is one at
which the orientation difference between the two crystals, one on either side of

the boundary, is equal to a rotation about an axis which lies in the plane of the
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boundary. This can be constructed from a series of regularly spaced parallel edge
dislocations because in every row above each dislocation line, there must be one

more atom than the row below it.

Y,

(a) (b)

Figure 4.2: (a) A simple shear due to one parallel set of screw dislocations.
(b) A twist boundary is formed from two parallel sets of screw

dislocations making a 90° angle relative to one another.

A set of parallel screw dislocations (figure 4.2(a)) produces shear in the position
XY ZX' relative to XY'Z'X’. To cancel the effect of this shear, another set of
parallel screw dislocations at right angles to the first set is needed (figure 4.2(b)).
This results in a net rotation where the axis of rotation is perpendicular to the
common plane shared by the two crystals. This type of boundary is called a twist

boundary.

4.2.1 Basis tensors for the stress-free dislocation state

From the previous section we observe that a stress-free dislocation configuration
is a stationary-state solution to the evolution equation. Therefore it is interest-

ing to systematically write out all possible stationary solutions. This problem is
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equivalent to finding all the basis matrices that span the null space of operator K
in
Tap(k) = Kapuw (K)pu (k) , (3.3)

where

ik 26 { kaok
Kaﬁw(k) = _k‘—; Ewuaéﬁu + 5w65au + 1 1 Z <—B - 6aﬁ .

The solution also has to satisfy the continuity of the dislocation lines, which in

Fourier space looks like

The easiest way is to write out the system of equations which incorporate both
setting K;jimprm = 0 and ik;p;; = 0.
Component-wise, the solutions are

N N U S U S
Prz = kzpyz kypzya Pyy = kzp:cz kypzya Pzz = kzp:cz kzpyza

- ky, - - ko - ko
Pxy = k_ypmz ) Pyz = k_pyz ) Pza = k_pzy’ (439>
z z Yy

The matrix K’, whose null space gives a complete collection of stress-free dis-

location states, is formed by arbitrary substitutions of values into p,., p,., and

ﬁzy-
1o 0 00 o kg
3 Ky
00 01 0 0 oy
k. ky
Ky
00 B g0 By oo
K = b k. (4.40)
01 200 0 0 0 0
z ]{;m
00 0 10 "0 0 0
z k;x
00 0 00 0 1 -0
ky
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The nine numbers in each line represent the nine components of a 3 x 3 tensor.
With the explicit form of K', getting its null space is an exercise in linear algebra.
Since any given p has nine components, and only six constraints, three basis tensors

are expected . We label them E*, EY and E*.

0 ik, ik, —ik, 0 0 ik, 00
E'=|0 —ik, 0 |.B'=]| ik, 0 ik, |-E°=| 0 —ik. 0
0 0 —ik 0 0 —ik, ik, ik, 0O
(4.41)
Or simply:
Ejj = —tkadij + 1kj0ia = Ki€itmEjom (4.42)

Direct substitutions of the form of E“ in place of p show that (3.3’) and (4.38) are
simultaneously satisfied for all values of a. The reason for including the imaginary

number ¢ into the expression for E“ is a matter of convention and convenience.

4.2.2 Decompositions of a stress free state

These three basis tensors naturally give rise to the two types of cell wall struc-
tures discussed earlier. As an example, consider a tilt boundary in the z-y plane
constructed from a set of parallel dislocation lines pointing along the X direction
with the Burgers vector b pointing along the z direction. The number of disloca-
tion lines per unit length is denoted by n. To make a plane in real space, we need

two d-functions in Fourier space. The boundary can be written as

001

; nb .

5 = T 5(ha) () BT = nb3(k)3(k,) [0 0 0 | (4.43)
000

40



Another example, a twist boundary in the z-y plane generated by two sets of
parallel dislocations oriented perpendicular to one another, one pointing in the x

direction while another pointing in the y direction can be written simply as

1 0 0
~twist nb .
= =2 003k, B = nbd(k)5(k,) [0 1 0.
0 0 0
(4.44)
1 1 0 0

The fact that one needs two perpendicular sets of parallel dislocations comes out
naturally in this formulation. Because the number densities of the screw disloca-
tions are the same in both directions, n here denotes the number density in one of
the two directions.

Utilizing the three basis matrices derived in the previous section, it is possible
to write down any type of grain boundary as a superposition of the two or more
types of fundamental boundaries (twist and tilt) rotated and translated by some
specific amounts. The most general form of a stress-free boundary can be written

as follows,

O(R, kp)d (R, k) B eika (4.45)

~GB _
pij [k7w7 Qu A] - (27T)2 iR;rlkr Wn i

where
R Q= (0,9)] = [Ra(¢) - Ry(—0)] "
cos(f) cos(¢p) cos(f)sin(¢p) —sin(f)

= — sin(¢) cos(¢) 0
sin(f) cos(¢) sin(f)sin(¢)  cos(6)

(4.46)
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is the inverse of a three-dimensional rotation obtained by first rotating about y-
axis by —6, then about z by ¢. 6 and ¢ define a unit vector n normal to the
plane of the boundary. The angle 6 is measured with respect to z, while ¢ is
the angle between x and the projection of n onto the z-y plane. The boundary
separates two grains where their relative rotation is defined by w whose magnitude
expresses the amount by which one is rotated with respect to the other. A is the
vector pointing from the origin to the plane of the boundary perpendicularly. The
connection between our formulation with the well-established Frank condition of

a general five-parameter grain boundary shall be discussed in section 5.4.

>

Figure 4.3: A general grain boundary whose normal is n positioned at the
distance A away from the origin separates two unstrained regions

with a relative orientation defined by w.
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To take this one step further, since it is possible to decompose any stress-free
state into a linear combination of the tensor E?, it should also be possible to write

a stress-free state as a superposition of flat cell walls.

Theorem 1 Any stress-free state p°° can be written as a superposition of flat cell

walls. Or more precisely,

il (k) :/N\l(k)Efj :/ dA/dQ/d% (alk,w, A} 57k, w,Q, A]),
(4.47)

where 3P is as previously defined, and

ak,w, QA = —————¢

X /OO dk KB A[{K sin(6) cos(), K sin(0) sin(¢), k' cos(9)}] 2. (4.48)

To get a general stress-free dislocation distribution, one needs to integrate over the
five degrees of freedom, plus the position of each grain component. An interested
reader can see the proof of the theorem and some examples in appendix E. One
can group the coefficients in front of each Efj in the decomposition to form a vector
Al(k) which turns out to be a valid vector field (i.e. A transforms like a vector).
This vector will play a special role in determining the grain orientation inside each

cell.

4.2.3 What is A?

In this section we first show that the vector field A(x) introduced in the pre-
vious section is precisely the Rodrigues vector field giving the rotation matrix
that describes the local orientation of the crystalline axes at position x. Then we

develop an analytical approach to extract the local orientation K(k) from p(k),
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which is exact for stress-free dislocation fields p°F and serves to define the local
orientation field for general p. Finally the real-space formula for A in terms of p
and the plastic distortion tensor 3% are derived.

To understand the meaning of A in real space, let’s first determine the corre-

sponding A®E of a general grain boundary pS®. To do so, we follow these steps:

y 5o(k) = ALEL l
pij(r) ﬁ pij(k) = N Ej; ﬁ_ A(r) (4.49)

The volume integration over all k-space is readily reduced to a one-dimensional
integral due to the presence of two d-functions. The last integral can be evaluated
by integrating around a semi-circular contour in the upper complex plane, resulting

in the identity,

00 eiAkZ
/ k dk, = imsign[A], (4.50)

where sign[A] is the sign of A. Essentially,

ACB = %sign[fl (r—A)w. (4.51)

Again 1 is the vector normal to the plane. Due to the sign[-] function, A“® flips
its sign across the cell boundary.
In general A(x) provides the information about the local crystal orientation at

point x relative to the global fixed orientation.

Theorem 2 The direction of A gives the axis of rotation of the local crystal ori-
entation with respect to a fized global coordinates by the amount provided by its

magnitude.

In other words, the Rodrigues vector A(x) describes the local crystal orientations
due to the presence of the stress-free dislocation density field p5F. To see this, note
that

P = ROE — ik A, — 8ikn A, (4.52)
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which, in real space, corresponds to

According to the discussion in section 2.1, together with the definition of the
lattice curvature tensor ;; = 0¢;/0x;, where ¢ gives the local lattice orientation,

equation 2.5 becomes
pij = '%ij - 5ij"€mm - j¢i - 5ijam¢m . (454)

Thus, we can identify A with the Rodrigues vector describing the local orientations.

The decomposition of ﬁsijF = KO‘E% is somewhat different from the problem of
breaking up a vector into projections on various basis vectors. The main distinction
lies in the fact that the three Ef:’s are not orthogonal to one another. One common
method that has been used to perform such decomposition is to find a minimization

of the square of the difference between the actual ,E;-SJF and the decomposition KO‘EZ

Let’s define
~ 2
=% (ffff . AQEZ.C;.) . (4.55)
]
Then the minimization occurs when the derivative with respect to the component
AP is zero:
_or
O
0
= — <p2] AO{EQ>
ONP = r
N (4.56)
= —2E], (i - °E3)
B ~S B o N
B pw B ES A
—
Mg
Or,
<0 5 -
AY = Ma £ p” , (4.57)

45



where
K22k kok, ko,
Myg = grr(kaks = 2k%00p) = g | koky  K2— 26 Kk |
kok,  kgk K2 282
and k* = |k|%

It is possible to directly compute A in real space. From

1 ) .
= 2—]{:4 []{7@]{3] — 2]{26@)} [_ijémn -+ Zl{inéjm] ﬁ;snF;L
1
= o [ikikmbn + 20Kk mn — 20k knSim] P (4.58)
v | kikpky ~SF

0

= o5 [kl — k]

The expression of the Rodrigues vector A in real space, therefore, is

AZ(X) _ ﬁ/@;pls,f( ) a,prm( >d3X,. (459>

[x — x|

Since all of our simulations are performed using the plastic distortion field, it is

natural to express A in terms of this field. According to p;; = —Eilmﬁl/@f@j,
) 1 /61) /
AN(x) = yym [€ipmOpOn — €pmn0iOp] / o dgx'. (4.60)

In principle, we can use the above expression for A (x) corresponding to the rotation
matrix R(x) that best describes (in a least-squares sense) the misorientations
developed by the dislocation density p(x). Therefore equation 4.59 can be used
to extract the information about the misorientation angle distribution, the wall

positions, and hence the grain and cell size distributions [16].
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CHAPTER 5
CONNECTIONS WITH CONVENTIONAL PLASTICITY

THEORIES

We begin this chapter by giving a broad overview of previous work on contin-
uum dislocations. We shall draw direct connections between our theory and these

earlier approaches in the remaining of the chapter.

5.1 Previous work and related approaches

Under loading and unloading, certain features are similar for all materials.
Depending on the loading condition, the response may be classified roughly into
five categories: elastic, plastic, viscoelastic, viscoplastic, and fracture [65]. The
response is called linear elastic if upon loading and unloading, stress associated
with the processes moves along a straight-line path. As further load is applied
until reaching a sufficiently large value, the stress-strain curve becomes nonlinear.

If the unloading process is nonlinear but reversible, i.e., the loading and unload-
ing paths coincide, the process is called nonlinear elastic. Reversible nonlinearities
are small for most crystalline materials; plastic deformation usually arises when
the strains are on the order of 1%. A material whose unloading path does not
follow the loading path is called an inelastic material. If the unloading path does
not take the state back to the original unstrained state, the response is called
plastic. Some material response changes with time under the unloading process.
Upon load removal, a viscoelastic material will travel along a path, different from
the one under loading process, that returns the state to its previously unstrained

state. The response for a wviscoplastic material also changes with time under un-
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loading. However, after complete unloading, some permanent strain will remain
and the material state will not return to the original one.

In this work, we focus only on the plastic responses that are independent of
time upon load removal. In a uniaxial tension test, sometimes the transition from
linear elastic to plastic response is abrupt; a kink can be observed in the stress-
strain curve. The stress at which the kink occurs is called yield stress oy. After the
yield point if the stress remains constant with increasing strain, the material is said
to be perfectly elasto-plastic. Most structural metals exhibit hardening behavior.
After the initial yield point, the stress continues to increase with increasing strain,
although usually at a slower rate than in the elastic region. Upon unloading, the
material becomes again elastic and follows a new stress-strain curve. The yield
point also moves to the unloading point which is now at the highest point of the
curve. The point will continue to move to higher strains as the applied stress
exceeds the current yield point.

The study of dislocation pattern formation in metals has been subject to con-
siderable theoretical and numerical investigations in the field of mesoscale plas-
ticity. Several models have been proposed to describe their origins. The discrete
dislocation approaches [66, 67, 68, 69, 70, 5] have been very useful in providing
insights into the formation processes despite the computational limitations due to
the enormous number of dislocation segments in a typical physical system and the
long-range nature of the dislocation-dislocation interaction. Alternatively, many
continuum approaches have been devised to bypass this difficulty.

Traditional engineering plasticity often makes use of the simple von Mises law,
which presumes an elastic response when a yield stress oy is reached, after which

the distortion tensor evolves according to the local deviatoric stress (stress with
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the isotropic pressure removed). There are many variants of this formulation, with
different rules of work hardening giving shapes and evolution laws for the yield
surface. The yield surface from our point of view is an emergent property, arising
on macroscales from the complexities of grain boundaries, cellular structures, and
dislocation tangles that we wish to describe on the mesoscale.

There are generalizations of the von Mises approach which incorporate correc-
tions due to gradients in the local distortion tensor. These gradients are precisely
our p;;, here called the density of geometrically necessary dislocations. These gen-
eralizations have grown out of early work on size-dependent hardness [71] and dis-
location patterns [72, 73, 51, 52]. One key feature needed in these strain-gradient
theories is a new length scale, typically much larger than atomic scales. Much
progress has been made in this community in finding alternative explanations for
the size-dependence of hardening and the origin of these new mesoscopic length
scales. Our more microscopic theory should allow us to explore some of the pro-
posed mechanisms, and the intriguing possible relations to the mesoscale cellular
dislocation structures.

There are a variety of reaction—diffusion models which have been used to de-
scribe the widths of persistent slip bands and other dislocation patterns [72, 73,
51, 52], cellular structures [74, 75], double cross-slip [76], dislocation vein struc-
tures [77], and many other effects [78]. These models typically use scalar order
parameters to describe mobile and immobile dislocation segment densities. By
ignoring the tensor structure of the dislocation density, they both lose the ability
to predict the rotational and deformation morphology and they lose the connec-
tion between the microscopic Peach—Koehler forces and the continuum dynamics.

Finally, these theories do not show the sharp wall formation seen in our approach
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(figures 7.1, 7.2, and 7.3 in section 7.1). Sethna et al. also had investigated a scalar
theory of plasticity [79], which produced a three-dimensional Burgers equation that
did form sharp walls (and phenomenologically described work hardening as well);
we have moved on to the tensor approaches precisely to regain the predictive power
and the connection to the microscopics.

There are a number of recent re-examinations of plasticity using rather different
approaches. Langer and Falk’s shear-transformation-zone theories of plasticity in
metallic glasses [80, 81] note that the deformation in these amorphous systems is
not mediated by dislocation line motion, but rather by localized rearrangements
of atoms (with suggestive links to the two-level systems in the low temperature
theory of glasses); recent work [82] suggests that these rearrangements are spatially
extended, with avalanche-like fractal properties. Plastic flow in metallic glasses
shows shear banding and work softening, and does not exhibit the work hardening
(due presumably to dislocation entanglement) seen in crystalline metals. Ortiz’s
analogies between plasticity pattern formation and patterns formed in non-convex
energy minimization for martensitic and magnetic systems [83] incorporate the
full three-dimensional structures of the theory, but rest upon a variational ansatz
and are not expressible in terms of evolution laws writable as partial differential
equations evolving in time.

Several groups have used Landau-like expansions to expand the most general
theory allowed by symmetry within a given framework in powers of the order
parameter. Fleck and Hutchinson’s strain gradient plasticity [71] does so within a
yield-surface approach. As mentioned earlier, our group [79] systematically found
the most general evolution law for a scalar order parameter consistent with rate-

independent plasticity, yielding a 3D Burgers equation. In this earlier theory, the
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formation of sharp walls was the onset of irreversibility and defined the yield stress.
Rickman and Vinals [58], within a tensor theory, write the most general climb-
free evolution law for J allowed by symmetry to linear order in p (similar to our
equation 4.8 below). Since the stress field is linear in p, this roughly corresponds to
von Mises’ plasticity; in both cases one gets the (microscopically unintuitive) result
that the dislocation current J is independent of the local net density of dislocations.
On macroscopic scales where most of the dislocations are geometrically unnecessary
(canceling out in p) this assumption is not a serious approximation, but on the
mesoscale (where the dislocation density tensor is needed) we ought to attach
dislocation flow to existing geometrically necessary dislocations.

Groma and collaborators [33, 34] use a similar approach to study plastic de-
formation in two dimensions with only one slip system (i.e., allowing only parallel
edge dislocations with one direction of Burgers vector, leading to scalar order pa-
rameters). They do a closure-like factorization of a two-point dislocation density
correlation function which leads to a theory with one fewer factor of p in the evo-
lution law than our equation has. While we cannot generalize their approach to
the three-dimensional tensor theory, we can reproduce their continuum theory by
choosing C(p) = Cy/+/tr(pip) (section 4.1.3) and specializing to two dimensions
and one slip system (section 5.3). On the one hand, we have checked that all of
the wall-singularity formation we describe here persists for this alternative choice
for C(p). On the other hand, we find that no wall singularities form when we
specialize to Groma’s glide-only slip system: their special case happens to miss
the cell-wall physics we describe here. Instead of sharp walls corresponding to
jump singularities in BY, we see formation of cusps (see chapter 7). When we

include climb for Groma’s system, our simulation develops parallel walls of dislo-
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cations reminiscent of those seen in discrete dislocation dynamics simulations [5],
with spacing comparable to our lattice cutoff.! El-Azab [37] provides a different
three-dimensional multiple-slip generalization of Groma’s approach, retaining the
densities on different slip systems as independent order parameters and incorpo-
rating the momentum field corresponding to the moving dislocations (where our
theory is overdamped). El-Azab’s approach has not been implemented numeri-
cally, and the question of wall formation in his approach has not been explored.
Mika and Dawson [29, 84, 26] keep dislocation densities on multiple slip systems,
where the dependence of one slip system strength depends upon the others: their
simulations show misorientation distributions between finite elements which scale
as do those of experimental cell walls [29]. The relatively sharp walls in these last
simulations was one of the motivations for our analytically more tractable model.

A community of researchers, growing out of pre-computer work by Taylor [31],
simulate plastic flow in crystals using separate scalars v(®) representing the net
slip on each slip system. These simulations have been used to study texture (grain
orientation distribution) evolution in polycrystal plasticity and the evolution of
subgrain structures, either for their own sake [29, 26, 84, 24, 25, 28] or as a pre-
cursor for other computations (like recrystallization simulations [30]). The con-
stitutive relations (evolution rules) for 4(*) may involve flow and hardening rules
described as power laws [29, 30, 26, 84, 24, 25|, or may be more microscopically
related to a decomposition into forest and parallel dislocation densities [28]. This

decomposition of p into the local density of (typically mobile and immobile) dis-

'Since the 61In#-dependence of the low angle grain boundary energy which
drives the ‘zip” merging of dislocations is missing in continuum dislocation theories,
the fact that the wall separation is set by the grid spacing is as expected. See
section 4.2 for a more detailed discussion.
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location segments on each slip system leads to a formulation which would seem
more microscopic than our dislocation density tensor formulation. (We have ques-
tioned the naturalness of separating the dislocations into mobile and immobile sub-
populations.) Their slip-system formulation is most clearly motivated in plasticity
stages I and II, before secondary slip systems and cross slip [85, 86] are important;
after this point each dislocation will have segments on different slip systems, and
the separation becomes more artificial. The cellular structures we study are char-
acteristic of stage III, whose onset is associated with cross-slip [85]. We propose to
study the relation between our model and these slip-system models in more detail,
but we note (apart from intriguing hints in Dawson’s simulations [29]) that wall
formation is not typically observed or studied in these models.

Much interesting work has emerged recently on extracting the long-wavelength,
collective dynamics of interacting dislocations by coarse-graining from laws of dis-
crete dislocation dynamics. Much of this work focuses on dislocation avalanches [4,
87, 88] and crackling noise [89] in these systems. Wall formation has not emerged
from these theoretical models or simulations.The fact that wall formation has not
been observed in these simulations is likely due to their initial focus on a single slip
system (allowing only parallel edge dislocations with one Burgers vector direction,
leading to scalar order parameters). Single slip is appropriate for HCP ice and zinc,
two of the materials in which crackling noise has been seen, where only one slip
system is activated. Our results (section 7.2) show that sharp walls do not form in
systems with only a single slip system activated. Indeed, it has been suspected for
some time based on discrete dislocation simulations that cellular structures only
form in systems with at least two slip systems [90, 91, 92, 93, 94, 95, 96, 97].

Roy and Acharya have developed models of plasticity which, although derived
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from a different perspective, use the dislocation density tensor p as the order
parameter [38, 35, 39, 36] and indeed our equation of motion for glide and climb
(equation 6.1 with A = 0) was written down first by them (section 4.1.4).> They
did not realize that their evolution law generated walls; with additional terms in
the evolution law they developed microstructure at the lattice scale [39, figure 9];
initial walls under stress became numerically unstable [38, figure 12]; and shocks
formed with the annihilation of walls of opposite sign [98, figure 3]—but they did
not discover the walls formation that emerges naturally from the simplest variant

of their equations.

5.2 Prandtl-Reuss relation and the von Mises law

The Mises flow rule is known as the Prandtl-Reuss equation. In 1924 Prandtl [99]
introduced a scalar model of elasto-plasticity theory which was then extended to
tensors by Reuss [100] in 1930. According to their theory, the plastic strain rate
P

€;; is proportional to the instantaneous deviatoric stress s;;,

EZP; = )\Sij, (51)

where s;; = 0;; — /3(0kk;;). A is a positive scalar generally depending on time
t and location x. The above constitutive law is well known as the simplest, and
rather useful, three-dimensional theory for describing a class of perfectly elasto-
plastic materials. The reason for the use of the deviatoric stress s;; is that the
material being considered deforms plastically by gliding of crystalline lattices.

The similarity between (5.1) and our linear theory introduced in section 4.1.2

2They do not enforce zero climb in their equations, even though they are inter-
ested in modeling plastic flow. Instead, in their later papers [35, equation 25] they
introduce terms to make their evolution law pressure independent.
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is hard to miss. If only glide motion is considered, then ¢, = 0, and (4.7) and (4.9)

give

. 1 1
Jij = i}; = Cgl 5(5ik5jm + 5im5jk) 3 0ijOkm | Thm (5.2)
5.2

= CglSij -

Symmetrizing over [ Z-P; yields the equation for the plastic strain rate,

€ = CglSij - (5.3)

The value of ¢ can be derived from a simple tension test.
The simple von Mises law used in macroscopic plasticity, written in our nota-

tion, would look like

v Okk 1 1 1
Jz‘jM =R (Uij - ?52'1') © [§qu0pq ~ 3% 5032(

where O[] is the Heaviside step function. The von Mises law has dislocation flow
that is independent of the existing net dislocation density; it is appropriate on
macroscopic scales where the geometrically unnecessary dislocations are thought

to dominate plasticity.

5.3 Slip systems and crystal plasticity

A slip system is defined by the slip plane normal n (mostly likely to be one of
the close—packed planes), and the slip direction b (usually parallel to directions of
least interatomic spacing). These two vectors together with a third vector defined
by § = b x 1 forms a triad that spans a coordinate system. s denotes the direction
of motion of screw dislocations on that particular slip system. Given a crystal
structure, all the slip systems are defined. (There are 12 for FCC crystals, 24 or

even possibly 48 for BCC crystals, etc.) A collection of the slip plane normals and
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their corresponding slip directions defines the projection tensor or Schmid tensor
(n),
M;”:

n 1 n n n n
MG = L (w0 ) (5.4

The Schmid tensor M™ allows Zaiser et al. to formulate their theory using a
scalar field. As an illustration for the use of M ™, the true stress o projected onto

the n-th slip system gives the resolved shear stress 7™ according to
™ = JZ]M(" . (5.5)

To compare our dislocation model with the conventional engineering crystal
plasticity theory, we have to relate the physicists’ order parameters to the ones
used by the engineers. Consider the dislocation loop « in the glide plane of the n-
th slip system whose normal vector is n™ .3 Denote the velocity of the dislocation
along the loop at £(x) by Va")(f). The rate of change of the dislocated area st

is therefore
8¢ = [ Ve, (56
i
The average rate of change of the distortion field due to such motion is (1/V)[n™ ®
b™S5 = (1/V)[n™ @ b™)] Sy V" () d¢. Summing the contribution over all
mobile dislocations in the slip system yields the plastic distortion rate of the sys-
tem:
Ve ( [ ) o) (5.7
Using the mean-value theorem, the integral in (5.7) can be written in terms of the

average velocity of the dislocation Vi as

[, Vi de =1gve. (5.5)

3The derivation provided here follows closely that in Sia Nemat-Nasser [101].
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And hence
1 n)y/(n n n
N/ CET (5.9)
The slip rate 4 is normally defined in terms of the motion of the mobile

dislocations in the corresponding slip system in the following way:
1 n)y/(n n)y/(n
= Vszg W ~ ppmy (5.10)

This description of slip rate is called the Orowan’s relation [102]. Since the average
of the products is not the same as the product of the averages, V™ is regarded
as the average dislocation velocity of the density of the mobile dislocations p(™
within the n-th slip system. Summing over all active slip systems in (5.9) with

(5.10) gives the dislocation current J:

T=3 "= Z%")% (™ @ b™] (5.11)

It is straight forward to show that

=> 4M. (5.12)

In the new notations, the rate of plastic work done on all crystals is

/O’,] Pd?’r—/ ZT(" (n) (5.13)

The evolution of the system is determined by the slip-system’s constitutive
relations which could be dependent* or independent of the shear strain rate. To
illustrate the use of notations, we construct a flow rule in the spirit of our evolution

law. We are going to assume that V™ is overdamped;®

Vi (x) = DFW (%), (5.14)

*As an example, see Mika, D.P. and Dawson [29].

®The mobility of dislocation normally also depends on, e.g., precipitates, grain
boundaries, dislocation pile-ups. Some of these obstacles are thermally activated,
and hence the average dislocation velocity is sometimes modeled as an Arrhenius
type equation V' o< exp(—Q/kpT) for a process with the activation energy Q.
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where D is the effective mobility coefficient. The Peach-Koehler force is given by

Fi (%) = bp™ (x)7(™ (x).5 Under this assumption,

When specified to one-slip system of parallel edge dislocations, the form of the
current given above completely mimic our Peach-Koehler dislocation current J©¥
described in section 4.1.3 (equation 4.24) subject to the same slip configuration.
The form of J as given here has in fact been used in the work of Zaiser et al. [34],

aside from an extra order of p (see footnote 6 for more detail).

5.4 Frank’s formula for a general grain boundary

Given a small-angle grain boundary, Frank provided a condition that the bound-
ary has to satisfy in terms of a vector lying in the grain, the closure failure of the
circuit, and the relative rotation between grains separated by the boundary. For
simplicity, we shall restrict ourselves to a small angle of misfit #. For the treatment
of large-angle boundaries, see [103].

Let V be an arbitrary vector lying in the plane of a grain boundary, w be an axis
defining the relative rotation between the two grains separated by the boundary
whose magnitude gives the net rotation angle #, and b be the sum of the Burgers

vectors of the dislocations cut by b, Frank’s formula reads
b=V xuw. (5.16)

See [104] for the derivation,” and [105] for the formula with an arbitrarily large

This is where we depart from Zaiser et al. [34]. Their form of Peach-Koehler
force is not proportional to p(™. Instead, they defined s; = £1 which takes care of
the sign of the i-th dislocation.

"There is a sign difference between the formula quoted here and that presented
in [104]. This is due to the discrepancy in defining the Burgers vector.
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Figure 5.1: The five-parameter general grain boundary. The orienta-
tion of the plain defined by the vector normal n requires two
numbers. The other three go into the three components of the
Rodriguez vector: the normal defining the axis of rotation and

the angle of relative orientation.

Using the Nye tensor, we can rephrase (5.16), then compare it with our state-
ment of stress-free boundaries. Let’s start off by defining a Burgers circuit C'
enclosing a surface S that intersects a grain boundary at two points x, and x,.
The net Burgers vector encompassed by the surface is b. Define V to be a vector
lying in the boundary plane pointing from x, to x;, V = x, — x,. We can rep-
resent this grain boundary by a constant matrix p° multiplied by a plane defined

by 6(n - (x — A)), where n is a unit vector normal to the plane, and A is the
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perpendicular vector pointing from the origin to the plane. (See figure 5.1.) From

bj :/pw dSZ
S

_ /Spgj 5(- (x — A))[A x V], dA.

(5.17)

The J-function serves to collapse the area integral into a line integral since the

value is zero outside of the plane defined by x -1 = 0:

b; :/ Pl IR X V] dl

’ (5.18)

0 o

= pij}xb - Xa‘gimnnmvn
0 ~

- pz’j Eimnnmvn

We can therefore relate the dislocation density to the rotation vector w using

(5.16):
Ejpg VpWq = pgj EimnTim Va
(5.19)
0= pgj 52mn'ﬁ'mvn - 6jmn‘/mwn
With some relabeling, this becomes
0= (p?]ﬁm + 5,-jwm) 5imnVn . (520)

This is the Frank condition in the language of dislocation density tensor.
To take a step further, since V is a vector in the plane of the grain boundary,
we can write V as V = n x W for any arbitrary vector W pointing anywhere

except along n. We can substitute n x W back into (5.20),
0= (pzojflm + 5ijwm) Eimngnpq/ﬁ'qu . (521)

This condition holds regardless of W. We can therefore safely ignore W in the
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equation. The condition now becomes

0 = (py;7um + 01jwWin) EimnEnpqip
= (P?jﬁm + 5ijWM) (0ipOmq — OigOmp)Tip (5.22)
= ﬁz’ﬂ?jﬁq + W — ng — OgjWpTlyp -
The first term goes to zero because the first index of ,0% designates the line com-
ponent which always lies in the plane of the boundary. By definition, n is perpen-
dicular to the plane, therefore, fzip?j = 0. The condition for p° that makes a valid

grain boundary is

Pl = wilty — (w - 1) dy; (5.23)

or:

PP =lwen—(w-n)1]é(n-(x — A)) (5.24)

The well-known five degrees of freedom of a general grain boundary is apparent in
this formulation. The relative rotation between two grains w has three degrees of
freedom. The other two degrees of freedom are contained in n; since n is a unit
vector, only two angles are needed to define a plane.

To see the connection between our formalism in obtaining a general stress-free
state in section 4.2.2, let us again rewrite the Fourier Transform of the general

grain boundary p°°,

O(R, kp)d (R, ky)
iRk,

poB = (21r)? wy Bl e7 A (4.45")

where all the variables are as defined previously. It is possible to perform the
inverse transform of ﬁGB to arrive at its real space representation. The two J-
functions serve to define a plane in real space. The natural choice of coordinate

is to make a rotational change of variables from (k,, k,, k.) to (&,§,,&.) where
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&= Ri_jlkj. In this coordinate, %Z is perpendicular to the plane of the boundary.
The other two basis vectors lie in the plane of the boundary.

The inverse transform can be written as

PS’B — 27T pw zkx d3
I k)8(Ry M) |
w, BN etk (x=4) g3 5.25
27r iR K, iy © d (5.25)
0(&)0(&y) K-(x—A) 73
J— En 7 X
T or i€, " M.

Note that since the new basis vectors are the rotation of the original set, its Jaco-

bian is one. The next step is to express Ej; in terms of the new basis:

El = ik;0in — iknby;

(5.26)
= ng (ijain - an(s’l])
Similarly,
eik-(x—A) — eZRZJR;JLkm(xz_Az)) — eiRijgj(-'Ei_Ai) . (527)
Substituting these into (5.25) gives
GB (5{2) (gy) . iR & (xi—Ag) 73
pij 271' / Z€Z nlgm (R]mdzn - an(sij) e il )d €
- i€, (RjmOin — Rum0ij) e Mi=emi=80 q¢
271' 52 ntSz jmYin nmUij z (528)
L[ ire@i-n,
= ((UzR]z - Wanzaz]) % /_OO e Rzzfz( g AZ) dgz .

5(Riz (21—As)

The rotation matrix R was so constructed that R-z = n, or R;, = n,. Therefore,
P = ity — (w - 0)§;] 0(h - (x — A)), (5.29)
exactly the same as what we derived from the Frank’s formula.
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As a note in passing, from the form of the Peach-Koehler force f; = €;jx0mp05,
we can write down the force on a grain boundary due to external stress o as
follows:

f=wx (o n) (5.30)
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CHAPTER 6
ANALYSIS OF THE EVOLUTION EQUATION IN ONE

DIMENSION

Our evolution law, specialized to one dimension, shows dramatic simplification,
i.€., the equation of motion is local; the evolution of all state variables at one point
depends only on quantities in the neighboring points. In section 6.1, we reformulate
the evolution law (equation 2.19” together with the form of the dislocation current
J in equation 4.24) in terms of the plastic distortion field BY. The equation can be
further simplified by mapping into the eigenbasis of the stress field (section 6.2).
In the case where glide and climb are treated on an equal footing (A = 0), we show
in section 6.2.1 that the governing equation of the local Peach-Koehler force den-
sity, surprisingly, is Burgers equation—generally known to form wall singularities
in finite time. The jump condition at the singularities is derived in section 6.3.
Predictions and the mechanism of wall formation within our theory are discussed

in section 6.4.

6.1 Implementation

Our preliminary numerical work suggested that the stationary state of the
dislocation density tensor p form walls, or d-function singularities in finite time.
Instead of evolving p itself, we can, to the same effect, evolve the corresponding
plastic distortion tensor 3¥; the singularities in 3% are milder (step functions), and
the 8" field is not subject to the gradient constraint imposed upon p (9;p;; = 0).
Using equation (2.10), we can then get back p at any given time. Using B rather

than p is like solving electromagnetism problems using the vector potential A
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rather than the magnetic field B = V x A; the awkward constraint V - B = 0 is
avoided.

The evolution equation for B is given by (2.20), together with the form of
D% in (4.19):

ar  C(p)D
1y . _ . R
5% - 2 [(Uchac TacPic) Paj

A
g 672]' (Ukcpac - Uacpkc) Pak (61)

The relative mobility rate between glide and climb motions is controlled by the
parameter A. In general equation (6.1) reaches a stationary state when the cross
product between the Peach—Koehler force on the dislocation density and the dis-
location there becomes zero. We shall see later that, in one dimension, the above
condition implies that the Peach—Koehler force density of the system is zero every-
where. This condition holds regardless of whether or not the evolution is con-
servative. The form of the solutions in one dimension at large times (asymptotic
solutions near the stationary states) will also be discussed.

Let us analyze our evolution equation in the case where the distribution of the
dislocation (or the distortion field in this case) varies in one direction in space and is
constant along the plane perpendicular to this direction. The equation in this case
becomes local and, more importantly, hyperbolic. The method of characteristics
is customarily employed to analyse this type of equation. We shall see the method
allows us to show that our equation develops jumps in the plastic distortion field
which translates to wall singularities in the dislocation field.

Equation (6.1) intrinsically involves BY. The first step in trying to numeri-
cally evolve this tensor is to recast (6.1) into the form that explicitly involves 3.
Suppose p is constant in the x-y plane and the only variation of p is along the z

direction, the only non-zero derivative in this case is d/0z. The expression given
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by (2.10) reduces to

Pij = _Eizmazﬁ};ja (62)
which is non-zero only when ¢ = z or ¢ = y. From this, we end up with

b = 0 o= =0 py=0. (63)

Similarly, the expression for the stress field due to dislocations is immensely
simpler. The expression of the dislocation density tensor with variations along the
z-direction in Fourier space is p(k) = p(k.)d(k;)0(k,). If one substitutes this form

of p into the expression for the stress field in Fourier space (equation 3.3’), one

obtains
) %(Vﬁxy - ﬁyz) ﬁxx - ﬁyy 0
~ (2m) ip o N N

z

0 0 0

Direct substitution of (6.3) into (6.4) yields

2 (3P ap 7P ap
1—1/( ve TV yy) ry+ yx 0

5 = —(2nPudh)ilh,) | B+ 3 2R+ of. (65)

0 0 0

Unlike the expression of o involving p, the stress in terms of BP is not multiplied
by a function of k and thus is easily transformed back to real space. One has
to be careful when dealing with the zeroth mode when performing the inverse
transform. Since a plastic distortion tensor is defined up to a constant tensor, two
plastic distortion fields which differ by a constant should give the same stress field.

Since the 0;, and o,; components of the stress are always zero, it is enough to
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express the field as a 2x2 matrix:*

= B +vBy,) Byt By
o(z)=—p| ' o (6.6)
P P P P
zy + yz E(V v T yy)
Here 5(2) = 5(2) — 1 fo 1(2') d2', removing the zero mode. Hence o(z) in one

dimension is not an integral over space or a convolution, but a local formula in
terms of the plastic distortion BF.

From the relationship involving the dislocation density p and the plastic dis-
tortion tensor BY (equation 2.10), and the stress field expressed in terms of the
plastic distortion tensor (equation 6.6), equation 6.1 gives a formula for the one-

dimensional evolution equation for Y. While the components do not evolve,

Zj

the other components all evolve according to
CD A
B = ——F0- ( -3 ,B,Ekéij) : (6.7)

where i and j can be either z or y, while the 3!, components do not evolve. Again,
the parameter \ varies the amount of climb; at low temperature A\ = 1 removes
the trace? of 9,3", enforces volume conservation, and hence forbids climb, while
A = 0 allows equal mobility for both glide and climb motion. The Peach—Koehler

force density F(B") in one dimension becomes

F(B) = —oy 0 — 28 (6:5)
i, T 9. '
'The more invariant way of writing this is ;; = —C_'ijkmﬁ,fm, where C_'Z-jkm =
1 |:6ik5jm + 0imj + % 5ij5km] —in close analogy with Hooke’s law except that C
is different from the elastic tensor Cjjpm, = [52k5]m + 0imOjk + 175 52]5,%}
2Because three components of the plastlc distortion field, namely /6 's are inac-
tive and do not contribute to the dislocation density p in one dlmensmn there are
useful ways which one can take a trace without respecting the spherical symmetry.
Appendix F discusses one such case.
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where the elastic energy density

I 1—v 2 2 2

1 2 2 2 v 2
— g G L) (7 ) s ()| 9
>0

only involves the local plastic distortion tensor. Notice that the individual compo-

nents of A% in (6.7) are slaves to the evolution of the Peach—Koehler force density

F.

6.2 Eigenstress basis; pathway to Burgers equation

Near a wall singularity the dynamics are one-dimensional. The variations of the
stress, plastic strain, and dislocation densities parallel to the wall asymptotically
become unimportant compared to the gradients perpendicular to the wall as one
approaches the singularity. We expect, therefore, to be able to study wall formation
in three dimensions under the condition in which the fields vary only along the z
direction. To simplify the discussion, we shall rescale the time to set C'D = 1.

Again, one-dimensional evolution law reads

CD A
Oy = ——5 (0:€) az< i3 ﬁ,ﬁ’kd,-j) . (6.10)

Note the striking simplification for A = 0-—each component of 3" evolves in a way
that depends on the other components only through the overall energy density €.
This surprising result will be important in section 6.2.1.

The equations of motion are best analyzed in the eigenbasis of C. Out of the

six active components of BY, C only mixes up the 2 x 2 upper left-hand corner

P

of BY. The evolutions of the other components %

and ﬁgz therefore depend on
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these four. The eigenmatrices 7(*), comprising the (rescaled) Pauli matrices and
identity matrix, and the corresponding eigenvalues e'® of C are given in Table 6.1.

. . . . . . 4 a (a)
By expanding the plastic distortion field according to 5 => 1 bt )Tij ,

Table 6.1: The eigenmatrices and eigenvalues of C; the four columns give

a =1, 2, 3, and 4 respectively.

e 11— 10 1 01 1 0 —1 1 1 0
dv) g g [ VI o) [V o) | VL0 2
1
e(®) 2,u( +V> 2u 0 2u
1—v

5:; kB B = 5 Zb Zb (6.11)

%,_/
0ap

The choice of basis naturally separates the components of 3% into two collections—

the degrees of freedom responsible for the system’s stress a = {b), b2 p*H} and

P
xz) Myzs

stress-free states a = {3 b} containing (possibly continuous) variations of
two tilt and one twist boundaries.
The evolution law for both a and a can be found by expanding (6.10) in the

new basis:

S gal) = _i @) [Z 7 9.a® — % (Z @ @Za(co) 5”_]

2\

9. (aPa!?) Z(l 5 51a) *)9,al*

a

1A
Zn@a) {@a(a) + (5 -3 51,a) 9.€ aza@} =0 (6.12)

where we use £ =1 / 23", aa@. Since 7(@) is linearly independent, the summa-

tion is zero only when each component of « is zero:

1
Bra®) + (5 - gam) 0.€ 0.0 = 0 (6.13)
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The stress-free components evolve in exactly the same fashion:
7@ 4 L 7(©)
8ta + 5 825 8Za =0 (614)

Equations 6.13 and 6.14 are manifestly hyperbolic, hence it is natural to employ
the method of characteristics and the upwind finite difference scheme (appendix G)
to theoretically analyze and numerically evolve the equations. The evolution of
the strain energy density follows from equation 6.13 by contracting with a(®):

0, = —%(aze) . {5 _ ? a(l)a(l)} (6.15)

6.2.1 Mapping to Burgers equation; climb & glide

We now specialize to the case of A = 0, where glide and climb are treated on
an equal footing (applicable to grain boundary formation during polygonization
at high temperatures, for example). According to (6.13) the equation of motion
for the total stress energy density £ turns out to depend only upon itself, not the

individual components of 3%:
1 2

Notice that the rate of change of the elastic energy can be written simply as

dgtotal o d _ 2/ P
g —dt/é’dz— /]—“(ﬁ )dz, (6.17)

which is a negative semidefinite quantity as expected.
Equation 6.16 can be cast into the famous Burgers equation [106, 107, 79] by
defining F = 0.&:
OF +FO.F=0 (6.18)

The scalar F(z) is the net Peach-Koehler force density on the local dislocation

density p(z). Burgers equation is the archetype of hyperbolic partial differential
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equations showing shock formation;® under Burgers equation JF will develop sharp
jumps downward after a finite evolved time. This jump in force density has a
nice physical interpretation: the dislocations in the vicinity of the wall are being

dragged toward the wall.

6.3 Jump condition

Once a wall forms, the differential equation no longer determines a unique
solution. One must appeal to the integral form of the conservation of Burgers vector
to dictate the choice of the correct solution. Consider a rectangular contour C'
connecting (x4, 21.), (%4, 2r), (T, 2r), and (3, z1) cutting through the dislocation
wall whose plane normal is n at (x,, s(t)) and (xy, s(t)), where s(t) is the position of
the moving wall (figure 6.1). The rate of change of the net Burgers vector through
the surface S bounded by C with the plane normal t depends on the dislocation
current J in and out of the loop according to db;/dt = — fc Jij dx;. Define p to

be a unit vector pointing along the wall from (x4, 5(t)) to (z3, s(t)), then (,p,t)

3There exists a nonlinear transformation of the form F = —21(9,¢)/¢ called
the Cole-Hopf transformation which takes the viscous Burgers’ equation

OF +FO.F=vOoiF (6.19)

to a regular heat equation

00 =v0. (6.20)
The explicit form of the solution with the initial profile Fy(z) is

B gy - Joe TR
(Z’ )_ ffooo e—G/2Vd77

2

n —
where Gz = [ Ao af + EZ
0

(6.21)
The entropy solution to the Burgers’ equation is obtained by taking a proper limit
where v — 0. Chapter 4 of G.B. Whitham (1974) [106] is devoted to solutions to
Burgers’ equation. Numerical schemes for solving the equation, and other hyper-
bolic equations, are discussed in chapter 5 of J.A. Sethian (1999) [108].
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Figure 6.1: A rectangular contour joining (x.,zr), (Ta,2r), (2, 2r), and

(xp, z1,) intersects a moving wall between (z,, s(t)) and (xy, s(t)).

form a triad. The net Burgers vector is expressible in terms of the Nye dislocation

density p according to b; = |, ¢ Pij dS;. Hence,

dt S C

In the limit of a thin contour where z, — x;, the variation of p and J along p is
negligible. (In one dimension, this condition is automatically satisfied.) Moreover,
the contributions of the contour integration of J along the two directions through

the wall cancel. Thus equation 6.22 becomes

d R R
([ o) o=l = —lon =l o) = o) (623)
2L

where the area integration of p reduces to a line integration along the direction
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perpendicular to the wall. Upon differentiation, the left-hand side becomes

d ZR R d s(t) . ZR ~
7 Putz dn = 7 pijti dn + — / pijti dn

2R

s(t) R )
= tsz(ZL) - tzng(zR)S +/ ti0:pij dn+/ ti0ypsj dn .

2L s(t)

(6.24)
The last two integrals vanish as z;, — s~ (¢) and zg — s7(¢), leaving only
d [ . , : e P
zL

where [-] denotes the jump in the argument across the wall. The speed of the
wall §(t) is along the direction normal to the wall. In general p can point in any
direction parallel to the wall, equation 6.23 holds regardless of the direction of p,

and thus:
$[anoiBi] = [J:] (6.26)

The jump condition (6.26) derived from the conservation of the density of
dislocations is automatically satisfied by our transition from evolving p to evolving
3", where we identify BP with J (giving rise to our evolution equations). Consider
a term in equation 6.26 corresponding to the wall velocity times the variation of
B" on the right-hand side of the wall: § 70,0} (2r) = (d/dn)B};(2r). Viewing in

the co-moving frame of the wall, this expression becomes

d P(ZR) ds d P(n) dn d P( )
g Mmoo == lim = B (2r) = Jy 6.27
dn dt n—>lsIJIrl(t) dn n—st(t) dt dn ij (ZR) J (ZR)’ ( )

and the jump condition follows immediately. Any numerical schemes we choose
to solve the equations therefore automatically respect the conservation law stated

above.
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Figure 6.2: (a) Dislocation density tensor p, one-dimensional simulation.
(b) Plastic distortion tensor B' corresponding to (a). No-
tice that the asymptotic form for 3% has not only jumps at the

walls, but a linear slope between walls that scales at late times

as 1/y/t — 1.

6.4 Predictions & the asymptotics of wall formation

The mapping to a/® and @™ allows us to predict three collective features in
the time evolution of walls, the last two of which we observed in our simulations

previous to this analysis (e.g., figure 6.2(b)).

(a) Burgers equation forms jump singularities in F at finite time, corresponding
to cusps in the energy density £. But the individual components a(®) and
a'® contributing to £ (equation 6.9) all show jumps at the singularity. To see
this, note that according to the method of characteristics, each component
of a!® and a® is constant along the characteristics family of F. Since F
possesses a jump, their characteristics must cross each other. Except in very
rare initial profiles, each component of a(® and a® will therefore develop

jump singularities. These jumps, however, must conspire to make £ equal
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on the two sides of the wall. In physical terms, our mechanism for wall
formation involves a residual stress jump across the wall; this condition tells
us that the net energy density (equation 6.9) due to the residual stress at a
newly formed polygonized grain boundary will be the same on the two sides

of the boundary.

(b) The velocity of the singularity in Burgers equation vanishes only if the jump
is symmetric around zero. This implies that a stationary wall in our theory
will have force density on the residual dislocations to the right and left equal

and opposite: Fr = —F.

(c) At large time (¢t — o00), the solutions to Burgers equation between the sin-

gularities have the form F ~ (z — zo)/(t — to). From F = 0.€, one finds

1(2—2)?

~ LY e 6.28
2t —t, t o (6.28)

The asymptotic solution of a(® takes on the following form:

O!) Z_ZO

a® ~ af + 4 (6.29)

Using &€ = >, a®al® | one obtains the conditions among o!® and (),

consistent with the asymptotic form of &:

Figure 6.2(b) illustrates the components of B at late times starting from

random configurations and finally forming a pair of twist boundaries.

At low temperatures when the mobility rates between glide and climb are
not the same (A # 0), the evolution of the system becomes much more com-

plicated. The method of characteristics reveals that the speed at which aV(2)
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Figure 6.3: Cell wall splitting in a glide-only simulation; later times are

displaced upward.

moves depends upon the relative mobility of glide and climb, and is different from
the others. This mode is responsible for the local compression and expansion
of the system along z. According to equation 6.13, the characteristic speed of
a@ is vl = (1/2 — (21/3)81.4)F. Effectively after each component forms a
jump (corresponding to a wall), the jump tends to split due to the difference
in velocities—showing behavior reminiscent of cell refinement seen experimentally.
Figure 6.3 shows the numerical observation of wall splitting during evolution, while
figure 6.4(b), (¢), and (d) show mesh-size dependence of the splitting on 256, 512,
and 1024 grid points respectively, starting with a pair of walls (figure 6.4(a)).
Wall-splitting occurs regardless of the number of grid points.

Our prediction of jumps in residual stress during the high-temperature grain
boundary formation and low-temperature cellular structure generation is timely. A

number of high-profile experimental techniques using advanced X-ray and neutron
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Figure 6.4: Cell wall splitting (a) Initially, a pair of sharp walls form from

a smooth data set. The right wall splits into smaller walls. The
simulations are run with (b) 256, (c) 512, and (d) 1024 grid

points to check the mesh-size dependence.

scattering sources have been developed to give three-dimensional information on
polycrystals, studying grain rotation [109, 110, 111, 112, 113, 114], cell splitting and
rotation [115], residual stress [116, 117], texture and strain [118, 119, 27] (including
in-situ deformation), strain [120, 121, 122], deformation microstructure [123], and
3D grain orientations sizes and strains [124]. Gene Ice (Oak Ridge National Labs,
private communication) tells us even now that measurements at grain boundaries

during polygonization should be straightforward at strains of 10™*, and possible

at strains of 107°.
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CHAPTER 7
FINITE DIFFERENCE SIMULATIONS AND PREDICTIONS FOR

DIFFERENT SLIP SUBSYSTEMS

Except in a few very simple cases, our evolution equation cannot be solved
analytically. In this chapter, we address the implementations of our finite difference
simulations and some of the results in one and two dimensions. We discuss, in
section 7.1, both the upwind and the two Fourier regularization schemes for our
numerics. Results in one dimension for a system with glide & climb and a system
without climb, and the final state of a two-dimensional simulation forbidden climb
are also presented.! In section 7.2, we propose to specialize our theory to systems
with only one or a few active slip systems. We argue that our theory restricted
to a single slip in two dimensions predicts not walls in the dislocation density but

jumps in p corresponding to cusps in the distortion tensor.

7.1 Finite difference simulation

We simulate systems of spatial extent L in one or two dimensions, with pe-
riodic boundary conditions and no external stress. The initial plastic distortion
field 3" is a Gaussian random field with mean square amplitude A and root-mean-
square decay length approximately L/16. In one dimension, we use the upwind
scheme [125] as implemented by Press et al. [126] In two dimensions, except for a
special case of one-slip system where the upwind scheme is applicable, we calcu-
late o using Fourier methods and regularize our equations by adding a fourth-order
i

numerical viscosity? —e¥V*3F to equation 6.1. (A second-order viscosity V23

'The result in this section was published by the author in [2].
2In two dimensions, we do not find numerical instabilities associated with solv-
ing the fourth order viscous term, traditionally known as Burnett equation, gener-
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was not as successful in suppressing the instabilities.) In one dimension, we have
checked that the upwind scheme produces the same solution as the viscosity regu-
larization up to the point of shock formation (appendix G). We speculate that the
wall dynamics regularization may be non-trivial and stochastic, emerging out of
avalanches and critical depinning phenomena on sub-cell length scales—observed
both experimentally [130] and theoretically [131] in systems with only one active

slip system.

©
w

P

o

Plastic distortion3

L | L | L | L |
0 500 1000 1500 2000
Position z

o

3

Figure 7.1: Plastic distortion tensor component }; in one dimension allowing
only glide motion, after time ¢ = 20L?/Dy, with 2048 mesh
points. The shocks or jumps in the values correspond to the cell
walls. Walls perpendicular to z that are stress free (satisfying

Frank’s condition) have no jump in f;,, 8, or 6y, + ;..

Figure 7.1 shows the final state of the plastic distortion 8% in a one-dimensional
system evolving under dislocation glide only (corresponding to plastic deformation,
which experimentally leads to cell structure formation). Jump singularities in 8"
form after a short time, representing a wall of dislocations and an abrupt change in
lattice orientation. The cell walls in our model are not grain boundaries, because

they do not correspond to pure, simple rotations (they do not satisfy the Frank

ally seen in hypersonic flows models [127, 128], or the Boltzman equation for gas
flow [129].
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conditions [104]). There is a jump in the stress across each cell wall: the glide
component of the forces from the two neighboring cells on p in a wall is equal,
opposite, and compressive. Our model therefore predicts that the initial formation
of cell walls during low-temperature plastic deformation is driven by a stress jump
due to non-cancellation of the stress field of the constituent dislocations. As our
system evolves, new cell walls form (intriguingly similar to the cell refinement seen
experimentally [3, 16]) and the existing cell walls evolve to reduce their stress

jumps.

Figure 7.2: The xz-component of the plastic distortion tensor in one dimen-
sion up to time ¢t = 22L%/Dyu, with 2048 mesh points. The
evolution allows both glide and climb motions. The walls move

and coalesce until only a single wall survives.

Figure 7.2 shows the evolution of the plastic distortion in a system allowing
both glide and climb, corresponding to high-temperature annealing of a plastically
deformed structure. Here the initial singularities again are not grain boundaries,
but walls of dislocations with net stress jumps. These walls then move and coalesce
in response to the net force due to other dislocations, coarsening the resulting grain

boundary structure.
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Figure 7.3: The yz-component of the plastic distortion tensor allowing only

glide, in two dimensions after time ¢t = 9.15L?/Dp.

Figure 7.3 shows the final state of 3" in a two-dimensional plasticity simulation®
(with glide and not climb). Notice the formation of sharp walls (mathematically
demonstrated above only in one dimension). These walls separate relatively un-
strained regions which we identify with the cells formed during plastic deformation.
As in the one-dimensional simulations, the cell walls formed at short times have

stress jumps.

7.2 Predictions for different slip systems in two dimensions

There is no broad, analytical understanding of the several distinct stages of
hardening. Stage I hardening, for example, is characterized by a single active slip
system and rather random dislocation patterns; stage III and IV hardening are
characterized by multiple slip systems and cellular dislocation structures. Our
continuum dislocation theory appears to provide an analytical explanation for the
connection between slip systems and morphology.

The wall formation in our theory is striking and unmistakable—without need-

3Appendix H describes an alternative way of visualizing the result of a system
with several active components efficiently.
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ing dislocation nucleation, annihilation, or entanglement. Due to computational
complexity, three dimensional simulations of line dislocations are still quite pre-
mature, and only recently have shown hints of wall formation [132]. There has
been extensive work on discrete point dislocation simulations in two dimensions,
where the numerics is much more controllable. Glide-only simulations with only
one slip system [32, 4] do not form obvious walls. Single-slip system simulations
that include climb [5] convincingly form walls, but through a different mecha-
nism (a coarsening procedure involving the coalescing of small angle boundaries).
2D point-dislocation simulations with two active slip systems have also developed
walls [94, 95, 93, 97, 96, 91, 92, 90]. No simple analytical understanding of this
difference is gleaned from these microscopic simulations.

We can mimic these discrete dislocation simulations by starting our simulations
with random initial conditions containing only edge dislocations, and by modifying
our volume preserving term A to enforce zero trace restricted to the non-zero com-
ponents. Typical 2D simulations often incorporate point edge dislocations with
tangents perpendicular to the simulation plane and Burgers vectors in the simula-
tion plane. In agreement with experiment and the discrete dislocation simulations,
we observe no cell wall structures in single slip. However, our model predicts a
more subtle network of cusp singularities in the distortion field, corresponding to
jumps in the dislocation density. There are two different ways in which we can
map this into our one-dimensional simulation. If we start with only one non-zero
component of p, namely either p,. or p,. (edge dislocations with Burgers vector
along the one-dimensionally varying axis z), the dislocations obey the zero-stress
Frank condition and nothing evolves. If we start with only p., or p., non-zero

(edge dislocations with Burgers vectors along one of the uniform directions) then
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our evolution law produces only cusps, not jumps (figure 7.4(a)). We can motivate
this using our mapping to Burgers equation. The net energy density £ only forms
cusps (conclusion (a) in section 6.2.1), and not walls. Jumps in ¥ are possible

only if their contributions lead to continuation in £. With only one non-zero com-

P

s corresponding to p.,), only cusp singularities can

ponent of B (in this case
form.

A 2D single-slip, discrete-dislocation simulation with both glide and climb [5]
showed the rapid disappearance of variations along the direction normal to the
glide plane, leading to a state described by a continuum of low-angle grain bound-
ary. This was followed by a slow coarsening process driven by the #log 6 term in
the energy of these boundaries.® Our simulation allowing climb (with a smaller
correlation length in the Gaussian random initial conditions) nicely reproduces
the network of parallel walls (figure 7.4(b)) reproducing the result of the discrete
simulation.

Finally, our climb-free simulations allowing two slip systems of parallel edge dis-
locations (figure 7.4(c)) do form the same kinds of sharp-walled cellular structures
that we observe for general initial conditions, in agreement with the 2D discrete
dislocation simulations. These simulations not only validate our closure approxi-
mation (reproducing the microscopic simulation) but also illustrate the fact that

the formation of walls is not a generic result of energy minimization, but emerges

from the nonlinear dynamics of the equations of motion.

“See section 4.2 for a discussion on the vanishing of a general grain boundary
in the continuum limit.
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Figure 7.4: (a) Cusps formed with one slip system. Plastic distortion

tensor [, formed by climb-free evolution of a Gaussian random
initial state of edge dislocations pointing along z with Burgers
vector along +£%. Notice that walls do not form with one slip sys-
tem, only cusps in the distortion tensor; compare to [4]. (b) Con-
tinuum of walls. The dislocation density tensor p., evolved
allowing both glide and climb from a random initial state of edge
dislocations along t || z with b || x. Notice that the disloca-
tions arrange themselves into small-angle tilt boundaries at the
lattice scale, but do not coarsen; compare to [5]. (c¢) Cell walls
in a climb-free simulation with two active slip systems p,, and
Pzy, €dge dislocations perpendicular to the simulation. Notice
the walls separating cells. Here the smaller length scale reflects
the smaller Gaussian correlation length we used for the initial
conditions. Also, we only show p,,, so the cell walls appear in-
complete; the p,, components fill in the gaps leading to a clear

cellular pattern.
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APPENDIX A

EUCLIDEAN TENSORS

A.1 Subscript notations

In this work, we denote a vector a of the Euclidean space [E only by its element

a;. This is a shorthand notation for
a= aiéi s (A].)

where we employ the use of Einstein’s convention of summing over repeated indices.
é; is an element of (&;,€,,€3), a positive oriented orthonormal basis of E with

dimension 3. Similarly a second-rank Euclidean tensor A, represented by

is written simply as A;;, and so on.
The contraction between any two tensors of arbitrary ranks are defined accord-

ing to the dot product of the basis tensors,

where
1, 1=y
5y = (A.4)
0, i#J

is called Kronecker delta. For example, the dot product between two vectors a and
b is

a-b= albj(él . éj) = CLibj 6@']’ = aibi y (A5)
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or between two tensors A and B,
A:B=A,B;,(&®¢;): (& R®eé,)
= A;jBim(€; - &) ® (€ - €y,) (A.6)
= A Bm 0i0jm = Ai; Bij .
The third-rank Levi—Clivita tensor is defined as

It will be denoted by €;;;. From the property of the determinant,

;

1, Perm[{z,y,z}]
€ijk =\ —1, Perm[{z, z, y}] (A.8)

0, otherwise

\

where Perm[-] gives all the cyclic permutations of its argument. We can use ey,

to formally define a cross product between two vectors:
axb=c¢: (a & b) = 5Z-jkajbkéi - 5ijkajbk (Ag)

The cross product between two tensors of arbitrary ranks can be defined in the

same fashion.

A.2 Rotation

Given the group SO(3) = {A| a 3 x 3 real matrix,det A = 1, AA" = 1},
the condition AA" = 1 is equivalent to requiring that the three columns of A =
[a;, ag, a3] be mutually perpendicular unit vectors. And that det A = a;-(ayxaz) =
1 means that the triplet is right handed. The three columns of A are also the images

of the three unit vectors pointing along the positive x, y, and z axes, respectively.
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So SO(3) can be thought of as the set of rotation in R® or as the set of possible
orientations of a rigid body.

Given two Cartesian coordinate systems with a common origin, the relative
orientation can be described by three quantities. The most commonly known
representation is the Euler angles of rotation, where three angles are needed to
describe the relative orientation. The less commonly known system is ascribed
to the French mathematician O. Rodrigues (1794-1851) [133], hence the name
Rodrigues rotation formula. We are going to present the formula for Euler-angle

rotation and provide a physically motivated derivation of the Rodrigues formula.

A.2.1 Euler-angle rotation
The rotation matrices about z and X axes by an angle # are given by
cos(f) —sin(0) 0 1 0 0
R.(0) = | sin(d) cos(@) 0. R(0)=1]0 cos(d) —sin(d) |- (A.10)
0 0 1 0 sin(d) cos(6)

Any rotation v € SO(3) has a unique representation of the form

with 0 < 0 < 7,0 < ¢,¢ < 27 [135]. These angles are called the Euler angles.
The map (¢,0,¢) — ~(¥,0,0) = R.(¢)R.(0)R.(¢)) provides a local coordinate
system on a neighborhood of each point in SO(3).

Note that the conventions of the axes of rotation and their order are by no

means unique. There are a few conventions out there that are used equally as

LGoldstein (Classical Mechanics 1980) particularly provides a thorough deriva-
tion of the Rodrigues rotation formula [134].
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often. For example, some author defines a series of rotations about X, y, and z
respectively. Another rotates first about z then y, and finally about z again. The
general principle remains true; it is sufficient to define any relative orientation by

three angle parameters.

A.2.2 Rodrigues rotation

An alternative, perhaps more natural, method of defining a rotation is done by
specifying an angle 1) about a fixed axis of rotation given by a unit vector n. The
rotation matrix, in this case, can be computed easily by appealing to a physical
argument. Let x be any vector to be rotated about n in the counter-clockwise
direction by an angle 1. If we regard ¢ as a time variable, then the velocity of a

particle at x in a circular orbit around n with the unit angular speed is given by

Z—Z =10 X X. (A.12)
The solution to the ODE is
x = e¥xq, (A.13)

where A;; = €;;,m, and x¢ denotes the initial position of the particle. Notice
that since A is a skew-symmetric matrix, (ed’A)T = VAl = g vA = (ewA)_l, and
det e¥A = " %A = ¥ = 1 therefore e¥4 is a valid rotation matrix.

The Rodrigues vector 1 = 1 n defines the rotation matrix R(¢) € SO(3)

associated with a rotation by an angle || about ¥ according to
Rij(1h) = eV, (A.14)
By Taylor expanding the exponential, one obtains
R(yp) =TI +sinp A+ (1 — cosp)A? (A.15)

where I is the identity matrix and A is as defined previously.
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A.3 Cartesian isotropic tensors

An isotropic tensor of rank n has 3" real components.? Let’s denote a compo-
nent of this tensor by 7;;;.. Let R;; be a component of a rotation matrix where

R € SO(3). Then T has to satisfy the following transformation law,

which means an isotropic tensor is invariant under an arbitrary rotation. A com-
plete listing of isotropic Cartesian tensors of ranks up to eight were categorized by

Kearsley and Fong in 1975 [59].

Table A.1: Linearly independent isotropic tensors of ranks up to six

Rank Isotropic tensors

2 0ij

3 €ijk

4 0ijOkm 0it0jm OimOjik

5 €ijkOmp  €ijmOkp  EijpOkm  EikmOjp  EikpOmj  EimpOjk

5ij5km5pq 5ij5kp5mq 5ij5kq5mp 5ik5jm5pq 5ik5jp5mq
6 0ik0iq0mp  Oim0jk0pg  OimOjpOkg  OimOjqOkp  ip0jkOmg

5ip5jm5kq 5ip5jq5km 5iq5jk5mp 5iq5jm5kp 5iq5jp5km

All of isotropic tensors of rank greater than three can be constructed from the
product of the isotropic tensor of rank two and three [137]. These are the Kronecker
delta d;; and the Levi-Civita tensor e;;1.> To give some examples, Table A.1 shows

distinct isotropic tensors of ranks 2, 3, 4, 5 and 6.

*For general accounts on tensors, consult, e.g. [136].
30ther common names for €ijk are a totally antisymmetric tensor or an alter-
nating tensor.
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An isotropic tensor of rank seven can be built up from the products of a totally
antisymmetric tensor and two Kronecker deltas. From a combinatoric argument,
there are 105 of these. However only 36 of them are linearly independent; the rest
can be written down as various linear combinations of these 36 tensors. In this
work, the evolution equation involves isotropic tensors up to rank eight. There
are fundamentally 105 of these which can be constructed by tensor products of
four Kronecker deltas. 91 of these are linearly independent, and hence, form a
complete set of bases.? For an interested reader, the number of linearly independent

fundamental isotropic tensors of rank n is

TR of (VA RET0 [) RS

This formula can easily be obtained by a straight-forward group theoretic calcula-
tion.
A.4 Some useful properties involving 0;; and ¢;;;,

The following contractions are important in deriving many formulee throughout

this work:

0y =3 (A.18)

0ii0;k = Oik (A.19)
ijrdjr =0 (A.20)
EijkEijk = 6 (A.21)
EijkEijl = 20k (A.22)
EijmEkim = 5ik5jl - 5il5jk (A-23)

4See appendix B.2 for how we arrived at this number.
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APPENDIX B

SYMMETRIES AND INDEPENDENT TERMS IN D

B.1 Some facts about symmetry group

In this chapter, we shall only outline important definitions and quote some
necessary results from group theory and the representation theory. There are

plenty of classic textbooks on the subject for those interested [137, 138, 139, 140].

Definition 1 A group is a set G together with an associative binary operation

G x G — G called multiplication having the following properties:

e There exists a unique element E € G called the identity such that FE - g =
g-E=g.

1

e For every element g € G, there exists an element g—, called the inverse of

1

g, such thatg-g ' =g '-g=E.

In this work, we mainly focus on a rotational group SO(3) which was briefly
described in appendix A.2. This is an example of a continuous group which contains
an infinite number of elements. It is, however, easier to work with a finite group,
then generalize the results to a continuous group. Let’s start off with a couple

more definitions.

Definition 2 Consider two finite groups G and G" with element {F, a,b,...} and
{E',;dV,...}. Suppose there is a mapping ¢ between the elements of G and G’

which preserves their composition rules, i.e., if a' = ¢(a) and V' = ¢(b), then

¢(ab) = ¢(a)p(b) = a't’. (B.1)
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A representation of dimension n of an abstract group G is such mapping ¢ between
the elements of G and the group of nonsingular n X n matrices with complex entries

and ordinary matrix multiplication.

According to this definition, if elements a and b of G are assigned matrices D(a)
and D(b), then D(a) - D(b) = D(ab). The nonsingular nature of the matrices is

required because the inverses must be contained in the set.

Definition 3 The representation D(g) and D'(g) are said to be equivalent if there

exists a non-singular matrix S such that
D'(g9)=S5"'D(g)S. (B.2)
And here comes the great orthogonality theorem.

Theorem 3 Let a group G contain h elements with an element g € G and D® (9)
and D (g) be two irreducible unitary representations with dimension n, and ng
respectively. Then
3 [0 DEAa) = sty (B3)
Na

g

where the sum is taken over all element g € G.

Since all matrix representations related by a similarity transformation are
equivalent representations of a group, it turns out that a property that is invariant
to a similarity transformation can also provide a representation of the group. One
such property is the trace or the character of the matrix which is often noted as
X (g) = Tr[D(g)].

We can now make use of Theorem 3 to obtain a similar orthogonality relation

for the trace. By contracting over the indices i, j and k,m in (B.3), we have

> X9 XD (g) = hdag . (B.4)

g
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Equation B.4 enables us to decompose any reducible representation into the sum

of irreducible ones if the characters of both are known.

Definition 4 A representation D s said to be reducible if after a suitable simi-

larity transformation, D looks like,

where D' (g), D (g),... are called irreducible representations; they cannot be

further decompose into the sum of subspaces by any coordinate transformation.
One often writes (B.5) as
D(g) =D (g)ea DW(g) & ... (B.6)

Suppose a® indicates the number of times the irreducible representation D is

contained in D, it immediately follows that
x(g) =Y aPxP(g). (B.7)
B

Multiplying both sides of (B.7) by [x(® (g)}* then sum over all g. Using (B.4), we

have
al®) = % ; x(9) [x“g)] ", (B.8)

which is the result that we’re after.
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There are several ways to construct a new representation given two other rep-
resentations. The most common way is to perform a direct product or a tensor
product. Consider T : G — GL(V) and S : G — GL(W), two representations of
a group G. Let V x W be the Cartesian product of the two carrier spaces. This

becomes a vector space upon defining the vector space operations:
a(vy, wy) + b(vy, wy) = (avy + bug, awy + bw,), (B.9)

where a,b € C. We then define an action of the group G on V® W through the

representation T'® S : G — GL(V @ W) by
T ® S(g)(v,w) = (T(g)v, S(g)w). (B.10)
Matrix elements of the representation are given by

(T'® S)ian(9) = Tij(9)Sar(g)- (B.11)

The character of the tensor product representation is

X %(g) = (T © S)iaia(9) = Tii(9)Saa(9) = X" (9)X"(9)- (B.12)

The character of the tensor product is just the product of the characters.

An important special case arises when one tries to perform the tensor product
of a representation with itself. It turns out that the product, in this case, can be
decomposed into two subspaces that are separately invariant under the action of

the group. Note that

1 1
vw; = 5 ('Ui'lUj + 'Uj'le') + 5 (UZ"LU]' — vjw,-) . (B13)

In other words, every product can be written as the sum of a symmetric and

an antisymmetric vectors—with the exception of the zero vector which is both
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symmetric and antisymmetric. Therefore,
VeVv={VeV)ae (VaV). (B.14)
Let’s now consider the action of the group on each subspace,

T @ T(g)viw; = (Tri(g)vx, Tij(9)wi) = Tri(9)T15(g) (vr, wi) = (T @ T)r1,i5(g) vy
(B.15)

From this, we obtain

T @ T(g)(viw; £vjw;) = [(T' @ T)rij(g) & (T @ T, ji(g)] vewr

1
3 (T ® T)k1ij(g) £ (T @ T)raji(9)] [vrw £ vowy]
1
=3 (T3 Th; £+ T Ty [vew; £ vjwy]
(B.16)

where 4+ and — represent that symmetric and antisymmetric operations respec-

tively. We can easily figure out the character for each subspace, using Tj;(g) =

x"(g9) and Tix(9)Tri(g) = x" (9 - 9),

X(g) = % ((XT(g))2 +x'(g- g)) : (B.17)
() = 5 (@)~ 19+ 9)) (1.15)

The properties presented above for finite groups can be quite naturally gen-
eralized to continuous groups. Each irreducible representation now contains an
infinite sequence of matrices, however the dimension of the representation remains

finite. The great orthogonality theorem and the corresponding character formula

become
[ o) [D59)] D) = - dastadin [ dule). (B9
and
/ dp(9) (X (9)] X'P(g) = dus - (B.20)
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The number of irreducible representations of type D@ (g) contained in D(g) is
o = [ i) xto) )] (B.21)

where x(g) = Dii(g), and [x!*)(g))" = [DF” (9)]".

Instead of summing over all elements in the group as in the case of a finite
group, one needs to define an invariant integration for a continuous group. This
invariant volume element (nonvanishing n-form) is called Haar measure. We shall
give an explicit expression of the Haar measure in terms of coordinates of a general
Lie group [141]. Let y = (y',...,3") be the coordinates of the translation of
x = (x',...,9y") by g € G. Then y = m(g,x) such that dy’ = (9y’/0z")dz’ =
(Om? /0x")dz". Therefore,

om’ (g,x)

dyl/\.../\dyrzdet[ .
ox’

} dz' A...Ada". (B.22)

If x = 0, the coordinate of the identity, then y is the coordinates of g. So the

volume element at g, denoted by d"y is given by

J
d"y = det {M} d'x. (B.23)
oz’ x=0

Since this measure is invariant by definition, its value must be the same for any

g € G. It is easiest to pick the identity element E:

dp(g) = dp(E) = d'x = <det [%] x_o) h v, (B.24)

where dV = d"y is the ordinary Euclidean volume element of R".
Two representations of SO(3) namely the Euler-angle rotation, and the Ro-
drigues rotation were introduced earlier in appendix A.2. The Haar measure for

these representations are

dpPe — L0 (0) dodyde (B.25)
872
; Lo oY) .
Rodrigues _ 21
du 22 5in < 5 ) sin(0) dfdody . (B.26)
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The three parameters #, 1, ¢ are the three Euler angles defined in appendix A.2,
while # and ¢ in the second line are the zenith and the azimuth angles indicating

the direction that n points.

B.2 Number of basis tensors in D

We are interested in finding the number of isotropic basis tensors with a set
of symmetries. Armed with tools from the previous section, it is just a matter
of a few integrations to get to the answer. Before we tackle the actual question,
let’s work out an easy example first. As we learn earlier in appendix A.3 that
there are 91 linearly independent isotropic tensors of rank eight. To see how this
number was derived, notice that a general eighth rank tensor is constructed by
taking tensor products of eight rank-1 tensors (or vectors). We seek to count the
number of times the isotropic representations of the rotation group occurs within

the products. In other words, we want to obtain a(?) in the decomposition,
@*1=aY00cV1®...9ad®8, (B.27)

where 0 is a “scalar” representation, something that’s invariant under the action of
the group, 1 is a “vector” representation, 2 is a second rank, symmetric, traceless
tensor, and so on. This is a common notation among physics community where
representations are labeled by their dimensions.

As we learned from the previous section that characters of the direct prod-
ucts are equal to products of the characters, we can immediately write down the

character of the L.H.S. of (B.27),

XTHR) = (X (R))". (B.28)
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It turns out that the Rodrigues representation is the most natural representation
to use here. R therefore signifies the Rodrigues rotation matrix.

It is easy to tabulate ™ (R) in the Rodrigues representation given y©(R)
and YV (R). Since

n@l=n—-londn+l, (B.29)

taking the trace of both sides, we then get the recurrence relation,
X"(R) = X" (RN (R) — X"V (R) — X" (R). (B.30)

The values of (Y (R) is just 1. We can read off the value of x!(R) directly from

(A.15) which turns out to be 1 4 2cos(v)), therefore,
X"(R) =142 cos(m). (B.31)
m=1
We are now ready to calculate a(”) in this case. From (B.21),
O = [ dp(g) x*H(R) X\ (R)]"
a mig)x X

L a0 a7 s sin? %) - s B.32
— 4%2/0 d@/o dqb/o di) sin (2 sin(f) (14 2cos(y))®-1  (B.32)
91

The problem of finding out the number of 0 representations within D;jrmpers
can be solved in exactly the same way. Let’s examine the symmetries of D;jxmpgrs

closely again. From (4.28) and (4.30), we have
Dijk‘mpqrs - Dijk‘mqprs - Dijrqukm = Djikmpqrs = qukmijrs- (B33)
We can treat D;jpmpgrs @s a direct product of two fouth-rank tensors,

_ nl
Dijkmpqrs - Bz’qu

Bl%rms ° (B'34)
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From the symmetries, one can see that B!, ~is symmetric under interchanging

ijpq
i <> j and p < ¢, and the group (7,7) < (p,q). Symbolically one can represent
Bl

1Jpq

B, = (101)®1O1). (B.35)
Similarly,
Bims = (1®1)®(1®1). (B.36)
Using (B.17), the character of D;jkmpgrs 15

(l©1)©(1©1)( ) (1®1)® (181) (R)

( 181 ))2+X1®1(R,R)>

l\DI}—t

X
R R>
3 (0wt )

Sl - (R )]
= (1+2cos(1))*(3 +2cos(2¢)) (1 + 4 cos(rp) + 2 cos(3)).

(B.37)

A similar integration as performed in (B.32) gives 15.
|

We would like to note in passing that since the tensor product of two represen-
tations is reducible, it is possible to decompose them into the sum of the irreducible

ones. Let’s consider as an example, the product of two vectors v and u, then

1 1 1 1
gvkukéij + 5 (Uin - vjui) + <§ (Uin + vjui) - gvkuk@j) . (B38)
T 5[,—/ " _

UZ'U]' =

v~

2

The general description involving the use of Clebsch—Gordan coefficients was dis-

cussed at great length in Gordon Baym’s Lectures on Quantum Mechanics [142].
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APPENDIX C

FOURIER TRANSFORMS

C.1 Definitions

In this work, the convention of the Fourier transform that we adopt is the

following;:
flk) = / f(r)e ™ dr (C.1)
where the integration is taken over all space. Similarly, the inverse transform is

defined as
1

f(I') = (27’(’)3

/ FK)e™ d’k . (C.2)

As an illustration, let us compute one term that appears in the stress equation

(3.1). Define
_ Pr =]
It is not hard to show that
1 3
fapy = e (5,15R7 + gy Ro + 5MR5) — ﬁRaRgRy , (C4)

where R, = (1o —r,,). To solve this, we employ the symmetry of f,3,. The most
general form of f;m that can be made up of one vector k and two isotropic tensors

of second rank and third rank is
Faiy(K) = a(kD) kakgky + b(k?)0apky + c(k?)0ayks + d(k*)0g ko + e(k)easy . (C.5)

Since fup3, is symmetric over interchanging any two of the three indices, we can
immediately get rid of the last term. Since the material is isotropic, there is no

distinction between a-, 3-, and vy-direction. We can then deduce that a = b = c.
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From dimensional analysis, we can redefine a,b and explicitly write out the k?

dependence,

~ a b
fapy (k) = Fk;akgk;,y +12 (0apky + 0arks + 0pyka) - (C.6)

We can now determine a and b. This can be done by performing inner products

between f and three k’s.

Faprkaksk, = ak? + b(3k?)

R 3
= /nge kR [ﬁ(k-R)g — ﬁlﬁ(k-R)
_ 3 —ichos(@)g_k3 3 _
= [ d°’Re 7 [cos™(0) — cos(6)]
= 8mik?.
Or
a+ 3b = 8mi. (C.7)

Note that on the second line, we Fourier transform the inner product using (C.4).
We now need a similar relation in order to determine the coefficient @ and b. An

obvious candidate would be

FaprOashy = %k‘* + %(%2 + k* + k?)
=a+bHb
= / d*Re ™R [%(k ‘R) — %H@k ‘R) (C.8)
_ _2k/d3Re—ichos(9)%(;0)
a+ 5b=8mi.

It is clear from (C.7) and (C.8) that a = 8mi and b = 0. Finally we have,

811

J?aﬁv(k) = Fl{?akﬁkw- (C.9)
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C.2 Convolution theorem

Convolution theorem states that the Fourier transform of the convolution be-
tween two functions is simply the product of the two functions transformed, and

vice versa. The convolution is defined by

(f*g)(r L/fr—r Nd*r’ . (C.10)

The proof of the theorem is simply a matter of substitution of the definitions. Let’s

start off by substituting the definition of the inverse transform into (C.10),

(f*g)(r /fr—r " dPr

(2m)33(0 k)
d3k i ik-r d3k ry ~ ik-r
[ G Fra0eir = [ 555 Fgioe
(C.11)
Therefore we can identify the integrands on both sides,
(f = 9)(k) = F()5(k) (C.12)

As an example, let’s calculate the Fourier transform of the first term of the

stress field due to dislocation density in (3.1),

1
US;; - T sr / &t i ppm fi3; (1) (x = 1) (C.13)
Apply the rule (C.12) to O'SB), we immediately arrive at

53(0) = =2=cima fiig ()P (). (C.14)
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Using (CQ) for ﬁjj(k), we then have
~ i _
Gos (k) = 32 EimakiPam (K) - (C.15)

Two other terms can be calculated in exactly the same way.
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APPENDIX D

FUNDAMENTAL EQUATIONS OF ELASTICITY THEORY

In the classical elasticity theory, the problems consist of finding relationships
between state variables such as displacement field wu;, strain field ¢;;, and stress
field 0;; at an arbitrary point subject to various constraints such as a distribution
of dislocations, boundary effects, an external body force, etc. There are many
standard textbooks on elasticity theory that provide details about the subject [143,
144]. Here we shall only give a brief discussion and provide simple relations that
connect various quantities together.

T

For deformations considered in our work, the total strain € can be decomposed

into two pieces: the elastic strain €® and the plastic strain €’

€ =€+ € (D.1)

ij

If one is given a distortion field 3, one can find the corresponding strain field by

symmetrizing over the two indices,
1
€ =3 (Bij + Bji) - (D.2)

The equation is valid on the three types of strain fields.

The total strain must be compatible; there must exist a total displacement field

u such that
1 /0u; Ou;
T =2 ’ ] D.3
6” 2 (03:] * 8:172) ’ ( )
or equivalently,
0?el.
Epkiéqmjm =0. (D4)

The equation (D.4) is called the compatibility conditions.
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E

The elastic strain tensor €” is related to the stress field o through Hooke’s law:

O0i5 = Uijkm GEm (D'5)

The tensor relating the two quantities Cjjky, is commonly known as the elastic
moduli tensor or the stiffness tensor. Since the stress and strain tensors are both
symmetric, Cijrm = Cjikm = Cijmk = Cjimk. Out of all possible 36 components, an

isotropic material only contains two independent constants,?
Cijem = X 0ij0km + 1 (0ik0jm + dimOjk) » (D.6)

where we choose to express Cjji,, in terms of the two Lamé constants. One can
express the two Lamé coefficients A and g in terms of two of the following three

quantities, Bulk modulus K, Poisson’s ratio v, and Young’s modulus F.:

)= 3Kv _ 3K(3K — E.) . vE,
1+v 9K — E. (1+v)(-1+2v)’
_ 3K(-1+2v) _ 3KE. B E.
I a ) ~ 9K - E, T 21+

It is also possible to invert (D.5) and express the strain components in terms
of the stress components. The tensor S, that relates the two quantities is called
the compliance tensor,

65’ = Oijkm Okm - (D7)

For an isotropic material,

1 v
Sijkm = @ <5ik5jm + 0im0ji — 110 5z'j5km) . (D.8)

See, e.g. [143] for a nice discussion on how to use symmetries in getting rid of
the other 34 constants.
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APPENDIX E

PROOF OF STRESS-FREE DECOMPOSITION THEOREM

E.1 The proof

Let p°F represent a stress-free dislocation density which can be decomposed in

the following way,

i (k) = / dA/dQ/d3 alk,w,Q, Al 5Pk, w, Q, A,
(4.47")
where alk,w,Q, A] is defined by (4.48). It is to be shown that one retains the

original form of ﬁsijF(k) upon the substitution of the expression for a into (4.47").

/ dA/dQ/aF’ ! e

X /_ dk' PN [{K sin(6) cos(¢), k' sin(6) sin(¢), k' cos(6)}] 2

SR o
iRk, K

1> 2 A,
:E/_ dA/dQ <7r3/2 /d?’wwlwne | l)E,.j

~~
5ln

e—ik~A/ dk/ k/3Kl [ ) ] eik’A

x (2m)?

O(Ryy kp)o( Ry, ky)
R,

- / dA / d _Wde sin(6)

o(R,, k: o0 ~ -
R)lli )e zkA/ dk/k/3Al [”.]ezkA

(E.1)

According to the two d-functions and the form of the rotation matrix R as

defined in (4.46), we can rewrite the o-functions such that the arguments only
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involve the two angles of rotation. Using d(¢g(z)) = >, d(x —a)/|¢'(a)|, where the

sum is taken over all a’s with g(a) = 0 and ¢'(a) # 0 [145],

5(R;q1kq>5(R;plkp) = 0(ky sin(¢) — ky cos(o))
X 0 (kg cos(0) cos(p) + k, cos() sin(¢) — k. sin(d)) (E.2)

The first o-function, (R, 'k,), gives

1

where ¢y = Sin_l(ﬁ) and ¢gy = sin_1<\/;2kﬁ). What this does is to
T Y z Y

O(kq sin(@) — ky cos(¢)) = [0 (¢ — do1) + 6 (¢ — do2)] , (E.3)

replace
ky, ke

——,  08(8) > T,
VT2 VE +E;

where + and — signs correspond to ¢g; and ¢ge respectively. With the above

sin(¢) — +

replacement rules, the second d-function becomes

1
d (kg cos(0) cos(@) + k, cos(#) sin(¢) — k. sin(f)) = z 60 — £6y) , (E.4)
where 6y = cos™! (%) with the + convention used above, and k = |k|. In effect,
this makes
k24 k2 k , .
sin(f) — Y——2 cos(f) — =, e kA oTikA
K| K|

Equation (E.1) becomes

F_ ZJ A /3Al ik'A 370
/ d / do _mdb) sin(0) 7oy / k dk

mk (¢ — d01)6(0 — o) + 6(d — Po2)0(6 + bo)] . (E.5)

We then get rid of the two d-functions by integrating over the angles. After the

integrations,
R 'k, = k, sin(0) cos(¢) + k, sin(6) sin(¢) + k. cos(d) — +k,
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; iRTL ; . . . o, .
and e kA = iR kA, oFkA - Gince the d-function of 6 is split into two terms,

(E.5) becomes, after integrating out the angles,

El 0 % 3 L/ L/ % 0 . ,
" di (=) A~k —k,. —k, / —ik=K)A gA
Pij 47r/_ K {k: R } S

o0

El o) k/ 3~ k‘/ k/ k,/ 00 ' ,
iy r [N o_Jn v v —i(k+k")A A
+47T/_ dk (_k) A[ {kkkkykk}} /_ooe d

[ee])

(E.6)

The two integrations over A give 270(k — k') and 2wd(k + k') respectively. Let’s

have a look at the second term. We can make a change of variable where &’ — —k’:

Ef —00 % 3~ k' k! K
porUh :_TJ/ d(—K') (-7:) Al {—{Ekzkygk}} S(k+ k)

El, ~ RN R, K E : D
= 5 /_Oodk: (E) A {{Ekzk:y?k}} 5(k — k')
The two terms combined give
= Bl /_de’ (%)3 i\ [{Ek %k:y, %k}] 5k — k) .
= Kl[k]Efj
[

E.2 Some examples

Let’s take one of the simplest examples which is a twist boundary. According
to (4.44) the boundary, in Fourier space, can be written as

pt = —% (k)o(k,)E*. (4.44)
The form of a[k, w, 2, A], according to (4.48), in this case is
Vst W, oIl /°° a7 (—nb) 0(k"sin @ cos ¢)d (k' sin 0 sin ¢) N
—(2m)37Ye _ ik’ cos
nbw,e” 1" §(sin 6 cos ¢)d(sin sin @) [, o
= — dk'e
(27)37%> cos @ _
nbw.e1“I” §(sin 0 cos ¢)d(sin 0 sin ¢)

=— A).
(2m)3m%/> cosf 2mo(A)

[e.9]

[e.e]
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The combination of d-function implies that ¢ = 0 or ¢, thus

12
nbw, e«

(27)2m%>

twist __

d(cos @)d(sin p)o(A), (E.10)

implying that such a wall can be created by only one regular straight wall.
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Figure E.1: A circular grain boundary can be decomposed into a series
of flat walls whose density decays as 1/A% away from the center

of the cylindrical cell.

A more complicated example is the case where one cuts out a cylindrical portion
of radius R inside a crystal with the axis of symmetry pointing along z, rotates
it, and pastes it back (figure E.1). The resulting boundary is a circular grain

boundary which can be represented in Fourier space as follows:

~circ / 6(k2)
— 2 2 _E#

109



where Ji(+) is the Bessel function of type 1. In this case,

. 0o ;-
acirc _ W e—|w\2 / Ak’ k,/3 Ji (‘k sm@\ R)(S(k‘/ cos 9) eik’A

e s
w 2 o0 .
= z —|w| 5( ‘9) / dl{il|]{}/‘j(‘]€/|R) k! A
o355 © Cos f e
27)3 %2 NG
( ) implies 0=m/2 — — (E12)
ﬁ@(A—R)
2R w e«

= G (A ) d(cos0)O(A — R).

This example emphasizes the important point that we mentioned earlier that any
stress-free dislocation configuration can be decomposed into the superposition of
flat cell walls. In particular, here we represent a cylindrical wall as an infinite sum
of flat walls with whose amplitudes go down as 1/A3 with distance A away from

the center of the cylindrical segment starting from the radius R from the center.
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APPENDIX F
ONE DIMENSIONAL EVOLUTION LAW WITH THE MODIFIED

TRACE

In one dimension, according to equation 6.3, three of nine components of the
plastic distortion field ﬁfj do not correspond to any dislocation content. These
three fields are, thus, irrelevant and never evolved—except for one component,
i.e., - when glide and climb are not treated equally by adjusting the value of
(so that A # 0) multiplied with tr(3") in (6.10). By violating spherical symmetry,
there are ways of taking the trace without involving 3°.. The modified version of

equation 6.10, treating zx and yy the same way, becomes

1 A
O, 5’ ~ 5 (0:€) 8Z< 5 3 ﬁlfk(sij) ) (F.1)

where ¢;; represents the 2 x 2 identity matrix. We can perform the mapping to

a'® variables as done in section 6.2.1. This gives

Bhal® + (#) 8.€ 9,0 =0 (F.2)

The modified equation F.2 becomes identical to the original description (6.13)
when the mobility of glide and climb is the same (A = 0), and the conclusions stated
in section 6.2.1 continue to hold. The form of the modified equation permits the
analysis at the other extreme limit where the volume is conserved (A = 1). Here,
a® is time-independent, and thus aM(z,t) = aél)(z). At late stage, the system

behaves in one of the following two ways:

(a) According to equation 6.15 specialized to A = 1,

OE = _%(azg) 9. {5 - %agwaﬂ (F.3)
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which is satisfied when the system’s elastic energy is (piecewise) constant;
£ = constant = &. Consequently a®(z) and a®(2) do not change with
time, and their values combine to make the energy constant according to
& = (1/2)(@8”&81) +a@a® +a®a®). Here, and generally when A # 0, a(?)
and a® are no longer piecewise linear; their asymptotic functional forms are

determined by the initial state of a(!).

(b) The time-independence of agl)(z) also gives rise to another possible late-time

solution.! Because 0;€ = 0,(€ — (1/2)%(]1)@(()1))7

1 1 1
) [5 -5 ag%g”} = —5(0:8)0. [g — §agl>agl>} . (F.6)

In this case, & = & — (1/2)aél)a(()l) is constant, and thus F = 0,£ =

0.((1/ 2)a(()1)a81)). It follows from the constraint of the energy on a'® that

0. (a®a® +a®a) = 0. (F.7)

The jump discontinuities of the Peach—Koehler force density F across cell bound-
aries result in the continuity of the strain energy density even when climb is for-

bidden.

'We have found a family of possible solutions that do not seem to show up in
our simulations. For example,

5:/ Ai%\/Auodz'—%(t—to) (F.4)

20

is a solution to equation F.3 with an arbitrary constant C, and A

8.((1/2)a"alM). This leads to F = A + (1/2)y/AZ + C and
a'® = f{t - 2/ F () dz’] for a # 1, (F.5)

for an arbitrary function f[-], constrained to & = (1/2)a®a(®).
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Figure F.1 shows the plot of F at large time (solid line) against 0,[(1/ 2)@8”@81)]

(dotted line). The separation of regions of F into conclusion (a) and (b) is clear.
So far we are unable to predict when a transition from (a) to (b), and vice versa,

would occur. Note that, unlike the case with A/3, this theory does not have the

wall-splitting feature.

0 L
, [\ ,
+1.5 / \ +1.5
[\
| \
I\
0 r ! ‘T 0
\
\
\
“
—15 | 1 —1.5
0 L

Figure F.1: The Peach—Koehler force density F in solid line is shown against
0.[(1/ 2)a(()1)aél)] in dotted line. Regions with constant £ appears
as zero (conclusion (a)) while the rest traces the initial curve of

8.1(1/2)aMal] (conclusion (b)).
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APPENDIX G

UPWIND VERSUS FOURIER REGULARIZATION SCHEMES
Consider a function u(z,t) which satisfies the hyperbolic equation
Owu + a(z,t)0.u = 0, (G.1)

in which the propagation speed depends on a known function a(z,t). An appro-
priate numerical scheme should consider the direction of information transfer such
that the data at a downstream location only includes the domain of dependence
of an upstream location. In particular, information flows along the character-
istics; consider a family of lines parametrized by s in the z-t space defined by

dz/dt = a(z,t), by the chain rule,

dz dt

du(z(s),t(s)) _ du dt tonPE_d
“Tds  ds

dz

d

Thus, u(zg, t) is constant along the trajectory of zy(s) which is a solution to dz/dt =
a(z,t).
The simplest of such scheme is the single-sided differencing

uﬂ"'l —uh

ZTL‘Z = — [max(0, a;) D~ *u} + min(0, a;) D™*ul'] (G.3)

where the correct direction of the upwinding depends on the sign of a. The oper-

ators D™ and D~* in equation G.3 are defined by

n n n
Uy — U _ s
Dty =Lt D=Ll

Az

When the propagation speed a is positive, information flows from left to right,
and backward differencing D~* is chosen, and vice versa. Component-wise, our

evolution law in one dimension (equation 6.13) is of the form given in equation G.1.
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In this case, the differencing direction is given by the sign of F, and the equations
can be integrated out in the standard way as prescribed above.

The evolution law for our dislocation theory is, in general, not hyperbolic. We
appeal to Fourier regularization methods to numerically solve the equations of
motion. There exists, however, some simple cases where we can use the above
upwind scheme to numerically integrate the equations. Consider, as an example,
a single-slip system of parallel edge dislocations lying along the z-direction, with
Burgers vectors pointing in the az-direction, forbidding climb. The only relevant
component is 3’ giving rise to p., according to p., = —0,0,,." The equation of
motion for 595 obeys

008, = (02 0u60,) .55 (G.4)

2 kaki Zp

~iv Rz Py The term in the parentheses, 0,,0,4" , is the char-

where 0y, = s

acteristic speed, and thus signifies the direction of the flow. The appropriate
differencing operator D** can be selected accordingly. In cases where more than
one slip-system is active, the evolution equation for each component does not de-
couple. Without hyperbolicity, there is no natural basis where these equations
nicely separate. The transformation to a system of decoupled equations, if existed,
has to be done in a case-by-case basis.

In cases where suitable upwind scheme cannot be constructed, the most straight-
forward approach to prevent numerical instability is to add an artificial viscous
term to the equation. The additional term adds a diffusive smoothing at sharp
corners. The amount of needed artificial diffusion has to be carefully picked so

that it can prevent the instability and not cause significant rounding at edges.

'In general p,, = 0,0, —0.0,,, and [, also contributes to p.,. Since we forbid
the climb motion, the trace of J, or equivalently, the trace of B3¥ has to be zero.

Thus, the evolution of 5Y is suppressed, and its value remains zero.
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The evolution law with a diffusive term added becomes
8,0F, = JNL 4 JDIT, (@5)

where J)™ is the actual dislocation current given by the theory, while JD™ is the

required viscosity term with an appropriate order. In this work, we invoke two
forms of diffusive terms: Ji]])-iff(z) = V4L and J}?iﬁ(4) = —WV23F. The first
form, appearing in the heat equation, has a long history and is used regularly in
many types of problems. The second form is more effective in suppressing high-
frequency fluctuations and is what we adopt for problems in two dimensions.
Equation G.5 is solved in a two-step process. (1) The solution is advanced
forward in time by a half incremental step At/2 using the method of choice (here
we use 3rd-order TVD Runge-Kutta as outlined in [146]) without the diffusive
term. The spatial derivatives are calculated with regular central differencing. (2)

We then solve the equation with the diffusive piece, omitting J3", explicitly in

Fourier space according to

i o—c@E2(AL/2) ~£‘(kx> ky,t + At/2)
¥ (ko iyt + AL) = ’ 0

o AU BP (ke Kyt + At/2)
where k = (k2 + k2)'/2. The real-space solution is obtained after an inverse trans-
formation.

Figure G.1 shows the results of a one-component B° simulation in one dimen-
sion at, using Az = 1/1024, At =4 x 107°, and ¢ = ™ = 4.55 x 1078, plotted
at every 1000 time steps. The simulations using the upwind and both diffusion
schemes are plot on top of one another. The results due to all three schemes agree
very well at early times. While the upwind and the fourth-order diffusion schemes

continue to match long after the formation of jump singularities, the second-order
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Figure G.1: Comparison between three numerical schemes: The re-
sults from numerical simulations using upwind, second-order dif-
fusion, and fourth-order diffusion schemes are plotted on top of
each other, with an interval of 1000A¢ (time flows from left to
right, then top to bottom). The second-order result (shown in
red) differs from the other two during the intermediate times,

and later converges at large times.
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scheme differs from the other two in a substantial way. The wall tends to spread out
but remains stable. The discrepancies gradually diminish at large times. Results

in the regions away from the singularities appear to be identical at all times.
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APPENDIX H

VISUALIZING DISLOCATION DENSITY IN TWO DIMENSIONS

In one dimension where a dislocation density is allowed to vary only along one
direction, derivatives with respect to the varying dimension (taken to be along z)
supplies a one-to-one relationship between each component of a plastic distortion
field 5- and a corresponding component of the dislocation field p;;, namely,

Pzj = zzlj;'a pyj:_zfjv p2j:0~ (63’>

It is therefore natural to plot the components of B since they are the basis of
choice, and their slopes directly provide information about p. In two dimensions
where dislocations vary along a plane perpendicular to z, the relationships between
the components of B and p are more involved:

Pxj = _83;653'7 Pyj = Oz fjv pzj = —0q 5)’ + 9y :fj‘ (H.1)

P
15

Plots of the components of therefore, do not give direct, physical pictures of
the system. We would like to come up with a representation that best describes
the dislocation contents without undergoing laborious numerical operations.

The simplest and perhaps most intuitive of such schemes is the contour plot
of ﬁfj together with the density plot of p,;. Consider f(z,y) = ﬁfj for a given
j. Along a contour f(x,y) = fo, the directional derivative along the contour
v - Vf(x,y) is zero by definition. This implies that the tangential vector v along
the contour is perpendicular to V f.!' We can construct v directly from V f by

requiring that their dot product vanishes:

v — _ayf(xv y) (H 2)

Ouf(z,y)

!The statement v-V f = 0 also implies that, since v points along a contour line,
V f is always perpendicular to the contour lines—a well-known fact in calculus.
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Comparing (H.1) and (H.2), we can represent p,; and p,; realistically as families
of contour lines of ﬁfj colored according to the value of j. In this respect, the
condition 0;p;; = 0 is automatically satisfied because each contour is closed (or
periodically continued). Most graphic software programs (including OpenDX®)
should already contain a routine that draws contour lines of a function.

Most of the work is concentrated on representing p.;. The field p,; is first com-
puted according to (H.1), then rendered as density background with the amount
of red, green, and blue determined by its value for each 7. Regions with no dislo-
cations are painted in gray. This method allows us to encapsulate the information
of all nine components of p within one image. Figure H.1 shows a typical two-

dimensional data using this scheme.
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Figure H.1: Two-dimensional simulation, showing all evolving compo-
nents of the tensor p. The color map shows the dislocation
density for dislocations with tangent vectors t pointing out of
the plane, with RGB representing the three directions for the
Burgers vectors b and gray representing no dislocations. The
red, green, and blue lines are representative dislocations lying in

the plane, again with the same three Burgers vectors.
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