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Abstract

The first part of a dislocation-based constitutive formulation for strain hardening in face-centered cubic crystals is presented. This
multiscale approach is based on the storage-recovery framework expanded at the scale of slip systems. A parameter-free formulation
is established for the critical stress and the storage rate, taking advantage of recent results yielded by dislocation dynamics simulations.
The storage rate of dislocations in the presence of forest obstacles is modeled for the first time at the level of dislocation intersections and
reactions. The mean free path per slip system is found to be inversely proportional to the critical stress. It also depends on the number of
active slip systems, which leads to an orientation dependence of stage II strain hardening in agreement with experimental data. The total
storage rate is obtained by including three additional contributions, notably that of the self-interaction, which leads to a model for stage I

hardening.
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1. Introduction

Predicting on physical bases the mechanical response of
crystalline materials is a long-standing objective of disloca-
tion theory. Since early studies on pure single crystals, it is
known that the stress—strain curves of face-centered cubic
(fcc) crystals exhibit well-defined stages and orientation
dependencies (see Refs. [1-3] for reviews). Therefore, mod-
eling these features constitutes a critical test for all models
attempting to deal with more complex situations, like the
mechanical properties of polycrystals or the response to
changes in deformation paths. At present, however, no
truly predictive model is able to treat in a seamless manner
the complexity of the mechanical response, including the
transitions between stages, the number and nature of active
slip systems and the corresponding evolutions of the dislo-
cation densities.

* Corresponding author. Tel.: +33 1 46 73 4449; fax: +33 1 46 73 4155.
E-mail address: ladislas.kubin@onera.fr (L. Kubin).

We present here the first part of a multiscale approach
for the mechanical response of fcc crystals in uniaxial
deformation, which incorporates a combination of model-
ing and simulations (see Ref. [4] for an outline). The mod-
eling part derives from the storage-recovery framework
that was developed by Kocks and Mecking [5] for the study
of polycrystals and further generalized by Teodosiu and
coworkers [6] at the scale of dislocation slip systems. When
applied to monotonic deformation, this extended model
includes one stored density per slip system, which is
assumed to be uniform in space.

For each slip system, the storage-recovery framework
includes two major dislocation-based equations: (i) a Tay-
lor-like equation that relates the critical stress on a slip sys-
tem to the stored densities in all slip systems [7], and (ii) an
equation for the net storage rate of dislocations per slip
system, which is the sum of a positive storage rate governed
by a dislocation mean free path and a negative term
accounting for dynamic recovery [5]. The set of equations
is closed by a flow rule, which accounts for the strain rate
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sensitivity of the material and plays a minor role when the
latter is small, as is the case for fcc crystals. Complete solu-
tions for the mechanical response are then obtained by
solving this dislocation-based constitutive formulation by
a finite element code for crystalline plasticity [8-10]. Many
variants of this type of micromechanical model were devel-
oped, especially to account for dislocation patterning
effects and the response to strain rate changes. This is per-
formed by incorporating additional features like the pres-
ence of dislocation walls and the additional modeling of
a mobile density or of a density of geometrically necessary
dislocations (see e.g. [11-15] for a few representative
references). Although this type of modeling represents a
progress with respect to previous phenomenological formu-
lations, it always includes a number of free parameters.

To reconstruct the stress—strain curves of bulk fcc crys-
tals without resorting to extensive parameter fitting, advan-
tage is taken of dislocation dynamics (DD) simulations
[16,17]. These numerical experiments take advantage of
the fact that the complex problems associated with the
long- and short-range interactions between dislocation
populations can be described to a good approximation
within the framework of linear isotropic elasticity [18-20].
DD simulations are used to guide the modeling of the dis-
location-based constitutive formulation at the scale of slip
systems, as well as to determine the values of the relevant
material parameters (see Refs. [4,21,22] for more details).

This paper mainly discusses the components of a consti-
tutive formulation for the plastic deformation of fcc crys-
tals that are based on elastic dislocation mechanisms and
interactions. Part 2 is dealing with the generalized form
of the Taylor equation, which is further involved in the
expression for the storage rate, and emphasizes a proper
treatment of line tension effects. In Part 3, the storage rate
of dislocations and their mean free path in the presence of a
forest density are modeled in terms of dislocation intersec-
tions and reactions. These conditions correspond to the lin-
ear and athermal stage II of the deformation curves. The
total storage rate is obtained in Part 4 by adding three
other contributions, especially the one from self-interac-
tions, which leads to a model for strain hardening in stage
I. Concluding remarks are presented in Part 5.

2. The critical stress
2.1. The expanded Taylor relation

The Taylor relation implies that the resolved flow stress,
7, is proportional to the square root of a dislocation density
0, which is assimilated to either the total density [5] or the
total density of forest (secondary) obstacles piercing the
active slip planes [20,23]:

T =oub\/p (1)

In this equation p is the shear modulus, b is the magnitude
of the Burgers vector of the dislocations and
o=10.354+0.15 in fcc metals [1,18-20]. To account for

the anisotropy of interactions between slip systems, Eq.
(1) is expanded in the form [7]:

T, = b Z aip’ 2)
\/ j

where 7/ is now the critical stress for the activation of slip
system (i), which is determined by dislocation densities in
all slip systems (j) including (i) itself. The scalar constant
o is replaced by a matrix of coefficients a; such that ,/a;
represents the average strength of the interaction between
the two slip systems (7) and (j).

2.2. The interaction coefficients

In fcc crystals, the interaction matrix has 12 x 12 = 144
coefficients. The number of distinct coefficients is divided
by two due to the diagonal symmetry of the matrix (a; = a;;)
and the occurrence of four (1 1 1) axes with ternary symmetry
further divides it by twelve. Hence, there are only six inde-
pendent coefficients, which are associated with six distinct
types of interactions. Three of them account for forest inter-
actions between non-coplanar slip systems, resulting in the
formation of junctions or locks, namely the Lomer—Cottrell
lock, the Hirth lock and the glissile junction. There are two
non-contact interactions for dislocations gliding in parallel
slip planes with same or different Burgers vectors, the self-
interaction and the coplanar interaction. The last interac-
tion, the collinear interaction, produces annihilations. It
occurs between dislocations gliding in two slip planes that
are cross-slip planes with respect to each other [17].

The values of the interaction coefficients were recently
determined using DD simulations [4,21,22]. They incorpo-
rate the strengthening effect of both long- and short-range
interactions between dislocations. The interaction coeffi-
cients are density-dependent (see Section 2.3) and their val-
ues are given in Table 1 for a reference dislocation density
of 10" m~2. One may notice from this table that four inter-
action strengths,  /a;;, exhibit similar values, those for self,
coplanar, glissile and Lomer interactions, while the Hirth
type of interaction is slightly weaker and the collinear inter-
action substantially larger. The high strength of the collin-
ear interaction prevents the activation of collinear slip
systems in normal conditions ([17,21], see Section 4.1). As
a consequence, the interaction strengths of the active slip
systems can be replaced, when necessary and to a reason-
ably good approximation, by an average interaction
strength /@,y ~ 0.35 = a.

2.3. Correction for line tension effects

The effective line tension of a bowed out segment
includes a logarithmic term [24], which is frequently omit-
ted in the usual forms of the Taylor relation. The effect of
this approximation is clearly evidenced in the compilation
of experimental data performed by Basinski and Basinski
[23] and in further results from DD simulations [20,21].
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Values of the dimensionless coefficients determining the critical stress and the storage rate in fcc crystals, as implemented in the model (measurement

methods and variances are given in the indicated references)

a, (self) @cop1q (cOplanar) orno (Hirth) a, (glissile) a3 (Lomer) a0 (collinear)
0.122 [18] 0.122 (§ 4.2) 0.07 (updated) 0.137 [17] 0.122 [17] 0.625 [17]

Po k, Ko K> K;i; Koos K;= Kcopla
0.117 1.08 0.225 10.42 7.29 4.6 (§ 3.4) 180 (§ 4.2)

First two lines: the interaction coefficients values are given for a forest dislocation density of 10'2m~2. The next two lines give from left to right the three
coefficients entering the mean free paths for forest interactions [4], the three mean free paths coefficients for symmetrical orientations [4] and the mean free

path coefficient for the self and coplanar interactions.

To better describe line tension effects, the critical stress
(Eq. (2)) is modified in two steps. First, a logarithmic term
accounting for the local line tension is introduced following
a procedure that was devised for analyzing the results of
DD simulations [21]. This term only applies to the three
interaction coefficients related to interactions between junc-
tion-forming slip systems. As approximations can be toler-
ated in the logarithmic term, the curvature radius R’ of
segments (i) interacting with a total density p, of junc-
tion-forming forest obstacles is taken in the form
R ~T'/bti, with I'~ ub* and t. = b, /awrp,, Where the
interaction coefficients for forest interactions are replaced
by their mean value taken at the reference density of
10 m~2. The argument of the logarithmic term is then

R'/b~1/b,/awtp, and:

— 2
a: = a; logl /b, /arerp, (3)
vt logl/b\/ arefpref

In a second step, the non-local contribution to the line ten-
sion, arising from the long-range interactions of a given
segment with other segments is taken into account. Fore-
man [25] showed that, for simple configurations, this con-
tribution introduces a small additive constant to the
logarithmic term, which depends on the local environment
of the dislocation lines. Large-scale DD simulations per-
formed for forest densities of the order of p,er = 10" m—>
indicate that long-range stresses contribute globally to
about one-fifth of the critical stress (see, e.g., [26]). Then,
the interaction coefficients are eventually written in the

form ,/a; = ¢ af;f, with

log(1/b. /awp,
=02+ O.SM (4)
log(l/bvarefpref)

Fig. 1 shows a plot of several possible dependencies of this
corrective term as a function of the forest density py. In the
range of densities typically spanned along stress—strain
curves, the average interaction coefficient can decrease by
more than one-half of its initial value, while the relative
weight of long-range stresses significantly increases. This
fully justifies adopting a more precise treatment of the line
tension.

In what follows, the coefficients representing forest
interactions incorporate the correction given by Eq. (4).
A similar correction should apply in principle to the collin-

Taylor

log[py (M~2)]
| | | |
15 16

07 -

0.6 |-

Fig. 1. Various possible dependencies for the coefficient ¢, correcting the
line tension in the Taylor relation (Eq. (4)) as a function of a density p, of
forest dislocations. The drift induced by the logarithmic factor is drawn
for four values of the contribution of long-range stresses to the flow stress,
0 (local line tension only), 15, 20 and 25%.

ear interaction, which is a particular type of forest reaction.
The self-interaction involves a rather complex mixture of
mechanisms, and the same probably holds for the coplanar
interaction, which seems to behave in the same manner. As
there is no obvious way to define the logarithmic correction
in terms of the dislocation microstructures, these two coef-
ficients are not corrected (see Section 4.1).

3. Mean free path and storage rate for junction-forming
interactions

The formation and destruction of junctions is classically
held responsible for strain hardening during stage 11 [1]. In
this part, we estimate the rate at which mobile segments are
stored by their interaction with the density already stored
in junction-forming (forest) slip systems. For the sake of
clarity, the derivation is performed in three steps, which
deal, respectively, with the incorporation of junctions in
the stored density, the storage rate of an active slip system
interacting with an inactive forest and finally the case of
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general interest where several active systems mutually inter-
act. Three dimensionless parameters are defined in this
part, which are material constants for all fcc crystals. Their
values were recently determined by DD simulations [4] and
are given in Table 1.

3.1. The treatment of junctions

The junction density constitutes a non-negligible frac-
tion of the stored density (about 30%, see [4,21]), hence spe-
cial care is taken to account for it. Within the present
framework, however, the only dislocation density variables
are the densities stored per slip system. As the strengths of
the three types of junctions are not very different, both par-
ent segments and junction lines have similar interactions
with incoming mobile segments. This allows lumping all
junction densities into the densities stored in the active slip
systems. This procedure also allows taking into account
multijunctions [27,28], i.e. higher order reactions between
dislocation lines. The latter occur when a junction formed
by a reaction between segments moving in two slip systems
further reacts with a segment moving in a third slip system.

In practice, the following procedure is used. A junction
between two slip systems (i) and (j) can be formed in two
different manners. It can be formed by mobile dislocations
of system (i) that react with the stored forest density (j) or
vice versa. We make a distinction between these two types
of junctions by using the notation (i — j) or (j — i), where
the first index is that of the moving dislocations. Then, as
illustrated by Fig. 2, dislocations of type (i — j) or (j — i)
are converted into stored densities in slip systems (i) and
(j), respectively. Although one can imagine different man-
ners of distributing junction densities into the stored densi-
ties, the present one is most reasonable. Indeed, it does not
attribute large junction densities to weakly active slip sys-

A (P,

(i)
(P))

M (i) ™
(P)

(P) J \

Fig. 2. This figure is drawn in the slip plane (P;) of a stored segment (j)
pinned by junctions at A and B. In a plane (P;), an incoming dislocation (i)
has formed a junction of type (i — j) along the intersection line of the two
slip planes. By convention, the junction line is attributed to slip system (i)
and interacts with (i) dislocations gliding in planes (P';) via the self-
interaction. This junction is, however, not a forest obstacle for dislocations
() moving in slip planes (P')).

tems having relatively small stored densities. Using this
procedure entails, however, distinguishing between react-
ing and non-reacting junctions. As shown in Fig. 2, a junc-
tion line of type (i — j), which is lumped into slip system (i),
cannot constitute a forest obstacle for further incoming
segments in system (). It can nevertheless react with all
other forest slip systems of (i).

3.2. Storage rate induced by non-active forest slip systems

In what follows, the subscript (0) denotes variables spe-

cific to this section, which will be further rediscussed. In a
first step, we consider a slip system (i) interacting with an
inactive forest consisting of slip systems () # (i), in density
p.. This forest is made up of segments of average length Z{)
According to the rule defined above for redistributing junc-
tions into slip systems, all the junctions formed during the
motion of dislocations (i) are attributed to slip system (i).
Then, each segment stored in (i), of average length ¢, con-
tains two parent segments and one junction (Fig. 2). In a
volume V of crystal, during a shear increment dy’ on system
(i), the swept area is dA’ = dy’V/b. The number of intersec-
tions occurring in the swept area between dislocations (i)
and forest segments (j) is denoted dN*™. In the direction
perpendicular to the slip planes of (i), the forest segments
have a projected height qbf{; (Fig. 2), where ¢ is a geomet-
rical factor taking into account their average inclination
with respect to the primary slip planes (¢ = 0.6, see Appen-
dix A). The total length stored in a volume d4’'¢¥ is
dN"# and the density of forest trees in this volume is
p) = dN""//¢pdA’. Thus, the number of intersections of type
(i —j)is:
AN = ¢p/dA’ = ¢p/dy'V /b (5)
Repulsive intersections, as well as weakly attractive junc-
tions cannot form junctions, so that only a fraction f, of
the total number of intersections is actually forming stable
reaction products under stress. This fraction is taken pro-
portional to the strength of the interaction between slip sys-
tems (i) and (j), \/a@;, so that the number of junctions
formed, dN,’, is written dN',’ = f,/a;dN""/. The total
number of junctions formed with all forest systems (j) dur-
ing the shear increment dy’ is then written dN ’/; It is ob-
tained by replacing the number of intersections dN' ™/ by
its value, as given by Eq. (5), and performing a summation
over all forest slip systems:

ANy = (Z @pg> d (©)
Jef!

In this expression, p, = f,¢ is a dimensionless constant and

the index f* refers to all the forest slip systems seen by dis-

locations (7).

The formation of each junction stores a length # in sys-
tem (i) and increments the density stored by # /7. The total
density dp’ stored in system (i) during a shear strain incre-
ment dy’ is then given by ZdN ’/; /V. Combining this expres-
sion with Eq. (6), we have:
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f{;o Po Poto (Z \/a_szl> <7>

Jert

The average length @ of the stored segments (i), which ap-
pears in Eq. (7), can be estimated in a straightforward man-
ner. As is known from dislocation theory, ¢ is inversely
proportional to the critical stress on system (7). Hence,
one can write ¢ = k,ub /., where k, is a second dimension-
less constant. Making use of Eq. (2), we have:

=t (®)

o N
22 aijpo

It follows from the definition of the critical stress that the
summation in the denominator has to be carried out on
all slip systems.

The density of junctions in the active slip system can
now be derived. From the ratio of junction lengths E’
the corresponding average segment lengths /!, or, equlva—
lently, of the related densities, one can define a thrrd dimen-
sionless constant:
=2 ©)

po 4,

DD simulations show that x, is a constant to a good
approximation [4].

3.3. Storage rate induced by active forest slip systems

In this last step, we relax the assumption that forest slip
systems are inactive, which entails modifications in the den-
sities and average lengths of active slip systems. These
quantities are denoted like in the previous step, except that
the index (o) is removed. During a shear strain increment
dy’, the forest slip systems of (i) may produce a shear strain
increment dy/. They form junctions of type (j — i) with the
density stored in (7), which are transferred from system (i)
to its forest systems. The total junction density of this type
is written:

piil =D _ P (10)
Jer!

and the density p’ is given by:

p =0, —pi (11)

The average length of segments (i), £, is also reduced and
becomes ¢, while the corresponding densities are reduced
in the same proportion. One then has:
Pz

A

This ratio is not a constant because its evolution with strain
depends on the activity of the forest slip systems. Eliminat-
ing ¢, and p’ from Eq. (12) with the help of Egs. (8) and
(11), one easily obtains:

7 ko ( i”f ﬂ,) (13)
S ay(pr + pil) \P' T P

(12)

The reasoning used to derive the storage rate given by Eq.
(7) is now applied to the incremental stored density dp’.
The net result amounts to simply replacing the average
length # by ¢ and the forest densities p/ by p/. This
accounts, respectively, for the transfer of junction densities
from slip system (i) to its forest systems and vice versa. In
addition, dislocations (i) do not see the junctions of type
(j > i) as forest obstacles (cf. Fig. 2). This density of
non-reacting junctions is, therefore removed from the den-
sity p/, which becomes p/ — Eq. (7) is then rewritten
as:

jc[

dp’ p, 0 . s J@50
=9 Ja 1 — =45 Ji : 14
dy’ b (Zjef’ al]pj) ( ngf-i Vaiip’ (14)

As the last term at the right-hand side of this equation is a
corrective term, it can be simplified by replacing the inter-
action coefficients in the numerator and the denominator
by their average value (cf. Section 2.3). One eventually
obtains:

dp 1 .k, ( ) < P
&b IS ag(pl + i) \P P ; v Py

(15)

where the average length ¢ is replaced by its value given by
Eq. (13). One can note at this step that the storage rate has
the dimension of the square root of a dislocation density.
This point will be further developed in Section 4.3.

To obtain the final form of this storage rate, one has to
estimate junction densities of the form p;7 or p;;/, which
are involved in Egs. (13) and (15). This calculation is per-
formed in Appendix B, by deriving an evolutionary law
for the storage rate of these densities. One obtains (Egs.
(B.5) and (B.6)):

dpi — i, Peke P ey VY (1_ Pl ) (16)
JC’ _ i
b S+ e

In this equation, the constant «,, is defined by Eq. (8) and n
is the number of active slip systems, so that (n—1) is the
number of forest systems seen by system (7). Once it is in-
serted into the whole constitutive formulation, the set of
coupled Egs. (15) and (16) allows estimating the storage
rate due to forest interactions.

3.4. A textbook case: symmetrical multiple slip

The properties of the mean free path associated with for-
est interactions become more transparent in the case of
deformation along high symmetry orientations, that is, in
symmetrical multiple slip conditions. To keep this example
simple, the interaction coefficients are replaced by their
average value and the line tension correction is omitted.

The slip systems indexes are now removed and the den-
sity and incremental shear strain per slip system are
denoted p and dy, respectively. The total stored density is
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p; = np and the forest density associated with each slip sys-
tem is py= (n—1)p. In each slip system, the line density lost
by junction transfer to other slip systems, p/.jj, is identical
to the density of junctions transferred from other slip sys-

tems, p%,, and p.;} = pi; = p,,. From Egs. (9) and (11),

Jet

one has:
K, = Piet _ _ Pjer__ (17)
po ,0 + pjct

from which one draws:

K
0 _ 1
[ =P (18)

pjct =p

This expression defines a new constant, x = x,/(1 — x,),
which is specific to symmetrical deformation conditions.

Using these new notations, the evolutionary Eq. (15)
yields the storage rate in each slip system or, equivalently,
the total storage rate:

do _dp, _ 1 _ poks Pr

K
= = = 1-— 1
dy dy Ly b fm(lw)”z( ) )

where L,is the mean free path associated with forest inter-
actions. The density terms at the right-hand side reduce to
(n —1)y/p,/n. Rearranging the terms to introduce the crit-
ical stress, one has:

1 ko T, <n —1- K>
il 0 20
Ly (14x)* ubva n 20)

From this expression, one can see that the mean free path
associated with forest interactions exhibits two important
properties. First, it is inversely proportional to the critical
stress or to the square root of the total density. The sec-
ond property is a dependence of the storage rate on the
number n of active slip systems, through its total forest
density, which induces an orientation dependence of strain
hardening in stage II. This feature was never consistently
modeled, although it is clearly visible in experimental
stress strain curves [1,3]. Lumping all constant coefficients
into a dimensionless and orientation-dependent coefficient
K11, the mean path L, can eventually be set in the simple
forms:

ub K
Ly =Kpy—=—7— 21
4 it . +Jap; (21)

The coefficient Kj;; depends on the average interaction
strength and on the set of constants p,, k, and x, (or ).
The values of these last constants can hardly be calculated
but are conveniently computed using DD simulations ([4],
see Table 1). This allows cross-checking the value of the
coefficient Kj;, which can also be estimated from Egs.
(20) and (21), and verifying that the proposed model repro-
duces well the output of DD simulations.

In symmetrical conditions and in stage II, the strain
hardening matrix reduces to a scalar term 0 = dt./dy,.
This term can be obtained as the product of the derivative
of the critical stress (Eq. (2)) with respect to the total den-

sity, dz./dp,, by the total storage rate (Eq. (20)). Omitting
the logarithmic dependence of the interaction coefficients,
one easily obtains a constant work hardening rate for each
orientation of the loading axis:

01] a n—1-—x
Jn_ .
uo 2Ky n

(22)

The work hardening rate in stage II was computed from a
form similar to Eq. (22), obtained by taking into account a
logarithmic dependence of the coefficient a through Eq. (3).
The stress—strain curves are integrated in a strain domain
that is representative of stage II behavior. The results are
shown in Fig. 3 for copper crystals (u=42 GPa,
b =0.256 nm). The linear work hardening slopes are in
close agreement with commonly measured values, espe-
cially those given in the detailed study by Takeuchi [29].
For instance, the work hardening rate is 0;; = /290 for
the [112] orientation and is about two times this value for
the [001] orientation (2.5 times upon making the correction
discussed in Section 4.1). In the same way, the maximum
hardening slopes at small strains are close to those mea-
sured by Takeuchi (see Fig. 9 of Ref. [29]). Finally, the
rather simple form of the strain hardening rate given by
Eq. (22) allows justifying the incorporation of junction
lines into the present model, and the complications it en-
tails, through its non-negligible impact on strain hardening
(cf. Appendix C).

]
.7 [001]
25—
20— y e
=3 s [711]
8 .- -
B 15— > o2t
b - )
'f:'; L [{12]
]
5
5.0
I e N |
0.02 0.04 0.06 0.08 0.10

shear strain

Fig. 3. Computed shear stress—shear strain curves of copper crystals for
three symmetrical orientations showing linear stage II slopes (dashed
lines). The slight curvatures are due to the drift of the interaction
coefficients induced by line tension effects (Section 2.3). The curve s.g. is
drawn for single glide in the presence of a constant forest density of
10° m~2 (Section 4.2).
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4. Other storage rates

The total storage rate includes contributions from three
additional interactions. The first one arises from collinear
slip, i.e., the simultaneous activation of a slip system and
its cross-slip system. Collinear annihilations can be mod-
eled as a particular type of forest interaction resulting in
the formation of junctions with null Burgers vector. For
the present purpose, however, this contribution can be
accounted for in a simple manner. A model for the self-
interaction and its application to single slip in stage I was
proposed in [30] and we present here an updated version,
which is partly based on recent results from DD simula-
tions [22]. The last contribution to the storage rate is due
to coplanar duplex slip. These three contributions arise
from the occurrence of either collinear segments or small
collinear superjogs and they involve rather complex dislo-
cation interactions.

4.1. Collinear double slip

As was shown in previous publications [17,21], uncon-
strained double collinear glide is unstable due to the high
strength of the collinear interaction and results in the selec-
tion of one of the two slip systems at the expense of the
other. In uniaxial deformation, this situation is met for
two loading axes, [111] and [001], for which both the slip
and cross-slip systems have the maximum Schmid factor.
The selection rule being verified for the [111] orientation
[31], there is no point in introducing a storage rate due to
collinear slip in that case. The model then predicts the
occurrence of three active slip systems, whereas six are
potentially active.

The situation is more confused for orientations in the
immediate vicinity of [001]. Slip traces corresponding to
all collinear slip systems are observed but, in general, only
one set of two collinear slip systems is found to be active
in a given area of the specimen’s surface [32]. In parallel,
strain hardening substantially increases within two to four
degrees from the exact orientation [33]. DD simulations car-
ried out up to strains of the order of 1% [22] reveal in this
case the occurrence of a mechanism that is specific to the
[001] orientation. In substance, collinear segments are
dragged by primary segments, which enforces the activation
of collinear dislocation sources and of collinear slip. This
mechanism not being incorporated into the present model,
DD simulations show that the predicted storage rate is too
small by a factor of 1.35 [4]. This difference is due to reac-
tions between the collinear density and its cross-slip and
forest systems. To account for it in the case of forest inter-
actions in the [001] orientation, the storage rate yielded by
the model is simply multiplied by the missing factor.

4.2. Storage rate induced by self and coplanar interactions

The influence of the self-interaction manifests itself
clearly during the low strain hardening stage, also called

stage I or easy glide stage, that is observed when a single
slip system is active. The main two characteristic features
of the microstructures formed in this stage are: (1) the
occurrence of dipolar or multipolar bundles of dislocation
loops made up of elongated primary edge segments and
short collinear jogs, and (2) the striking absence of any sig-
nificant screw density. As discussed in [2,22], this micro-
structure is formed through a complex sequence of
events. The collinear jogs are produced by the mutual anni-
hilation of screw dislocations by cross-slip, which is mostly
stress-driven under the low applied stress. This process
leads to the formation of a small density of very short edge
segments in the cross-slip planes of the primary slip system.
After rather complex interactions, these superjogs are
stored in the elongated dipolar loops. In a critical review
of models for stage I, Nabarro [2] lists evidences according
to which stage I hardening is not due to dipole formation
and destruction but arises from the stress-driven annihila-
tion of screw segments by cross-slip and the subsequent
formation of collinear superjogs. This approach is revisited
below.

Basinski [23] showed that the Taylor relation can be
extrapolated down to the low-stress stage I, which indicates
the presence of forest hardening. The latter is attributed to
forest dislocations, of which the density is experimentally
found to be a constant fraction, typically 10%, of the pri-
mary density [1,22]. These forest dislocations essentially
arise from the continuous production of a collinear super-
jog density of about 0.1p”, and strongly interact with the
primary dislocations. The contribution of this density to
forest hardening is then written in the form ap”, where
the coefficient a/ accounts for both the constant ratio of
collinear to primary density and the strength of the interac-
tion between primary mobile segments and superjogs. Due
to the small size of the latter, this interaction cannot be
treated like a typical forest interaction between segments
of length p~'/2. The self-interaction coefficient a/, should,
nevertheless, have a value typical of forest interactions
since the Taylor relation is experimentally verified. This
was confirmed by DD simulations incorporating a density
0.1p” of collinear superjogs [22], which yielded o/ ~ a3
= 0.122, where a3 is the interaction coefficient associated
with the interaction between primary and conjugate slip.

By analogy with symmetrical multiple slip (Eq. (21)), the
storage rate is written in the form:

P ! P
dpr 1 \/agp (23)

dw ~ bL, bK,

The plastic strain }” is carried out by segments of all char-
acters, and L; and K; denote respectively the mean free
path for self-interactions and the related mean free path
constant. Because Stage I involves a multiplicity of interac-
tion mechanisms and a very long mean free path, it seems
difficult to fully model it with the aid of DD simulations. In
what follows, we estimate a plausible value for the constant
KI.
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We assume that the primary density stored in the form
of edge dipolar or multipolar bundles represents the total-
ity of the edge density that was produced by multiplication
mechanisms. In parallel, the whole screw density that was
produced was annihilated, leading to the storage of a col-
linear density of about 0.1p”. Dislocation segments are
elongated in the screw direction, due to the smaller line
energy in the screw orientation. The aspect ratio of half-
loops, which we assimilate to the ratio of screw to edge
densities, is about 1.7 in copper, according to refined calcu-
lations in anisotropic elasticity [34,35], with, however, a
significant uncertainty. Thus, a screw density of about
1.70" has resulted in the storage of a collinear density of
0.1p", that is, 17 times less. Forest interactions, as modeled
in Part 3, involve storage events but no annihilations. Thus,
in terms of storage rate, the self-interaction is less efficient
than a forest mechanism and, with K, = 10.4 (cf. Table
1), one should have K;=~ 17Kj;, ~ 180. Although this
value is implemented in the present model, it must be noted
that it involves some uncertainty. For a stress of 1 MPa,
this corresponds to a mean free path value L;~ 1.8 mm,
which is large in comparison to the typical slip line lengths
of 600 pm measured in stage I [4]. As discussed in Part 5
this difference is inherent to the continuous description of
the mean free path.

The strain hardening coefficient is derived like in Section
3.4. As the effect of the initial forest density becomes neg-
ligible soon after the yield stress, Eq. (23) is combined with
the derivative of the critical stress t ~ ub,/a’p’ with
respect to the primary density. In simplified terms, the
strain hardening rate takes a form similar to that of Eq.
(21), 0;~ d./2K;. Fig. 3 shows a resolved stress vs. strain
curve for single glide, calculated for a constant forest den-
sity of 10°m~? and with @, = 0.122 and K;= 180. The
strain hardening rate is 0;= /3100, in agreement with
experimental values [3].

Very little is known about the interaction between
coplanar slip systems, as the corresponding microstructures
have never been investigated to the knowledge of the pres-
ent authors. Double coplanar slip is often observed along
the lower portion of the [011] — [111] zone axis and close
to the [011] orientation [29]. The corresponding stress—
strain curves exhibit an initial strain hardening stage quite
similar to that of stage I, as was first noted by Jackson [36].
This suggests that the coplanar and self-interactions have
in common the formation of a small collinear density via
screw dislocation cross-slip and can be treated in a similar
manner. For this reason, we take a..,;,, = @', for the inter-
action coefficient and K., = K; for the mean free path
constant.

4.3. Total storage rate

The total storage rate, excluding the negative term aris-
ing from dynamic recovery, is obtained by summing the
individual storage rates or the inverses of the related mean
free paths:

. R Z \Y4 acoplapj
dp _ 1 1 i \Va,p +_/Ecop/a(z) (24)

d'})i n E Lf K]

K copla

The first term at the right-hand side describes the contribu-
tion from the three junction-forming interactions. The sec-
ond term accounts for the self-interaction and the third
term accounts for coplanar interactions. This last term in-
cludes a summation since a slip system has two possible
coplanar slip systems in the fcc structure.

5. Concluding remarks

The present work presents the major part of a disloca-
tion-based constitutive formulation for strain hardening
in fcc crystals, which is based on the storage-recovery
framework expanded at the scale of slip systems. A sub-
stantial effort is devoted to establish a parameter-free
model, taking advantage of a wealth of information
recently yielded by DD simulations. As a result, a set of
dimensionless coefficients valid for all fcc crystals is pro-
posed, which allows Dbypassing parameter-fitting
procedures.

It is shown that refining the critical stress to include a
logarithmic term removes a significant source of numerical
inaccuracy. The storage rate of dislocations in the presence
of forest obstacles, or alternatively the mean free path of
dislocations, is modeled for the first time at the level of
average dislocation intersection mechanisms. In particular,
care is taken to account for the presence of a junction den-
sity in the microstructure. The storage rate is found pro-
portional to the critical stress and it exhibits a
dependence on orientation that is directly related to the
number of active forest slip systems interacting with each
active slip system. This allows explaining the orientation
dependence of strain hardening in stage II, in agreement
with experimental data. The total storage rate is obtained
by including three additional contributions from non-forest
interactions. The most important one is the self-interaction,
for which an additional model that leads to stage I harden-
ing is proposed. As the formulation presented here is
mostly dealing with elastic interactions, it is potentially
adaptable to a variety of crystal structures.

The difference noted in Section 4.2 between the contin-
uum mean free path L; and the length of slip traces dur-
ing stage 1 arises from the quite general fact that
although these two lengths are related, they are not iden-
tical. In the recent years, investigations of dislocation
avalanches and the intermittent nature of dislocation
glide in crystals ([37], see the review [38]) have brought
a new insight into the statistical properties of collective
slip events produced by dislocation strain bursts. A recent
study by DD simulations [4], showed, however, that this
intermittent behavior and the present continuum model
can be made fully compatible through a coarse-graining
procedure. A consequence of interest is that the mean
free path values defined in the continuum are virtual
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because they do not describe the real strain burst behav-
ior. After coarse-graining, the intermittent storage rate of
avalanches is replaced by a storage rate that is necessarily
smaller since it evolves in a continuous manner. It follows
that continuum mean free paths are larger than charac-
teristic avalanche dimensions, that is, typically, slip line
lengths. This explains the origin of the above-mentioned
difference.

At this step, one may note that elastic dislocation pro-
cesses are treated without accounting directly or indirectly
for dislocation patterning phenomena. This can be justified
from the fact that the Taylor relation is rather insensitive to
the spatial arrangement of the dislocation microstructure
[20,23]. Since the two basic constitutive relations discussed
in the present work incorporate this relation in the form of
a critical stress, there is no need to introduce any additional
feature accounting for dislocation patterning. This holds
true at least for monotonic uniaxial loading. In such condi-
tions, the use of a single dislocation density variable per
slip system seems justified. In forthcoming papers, the pres-
ent model will be completed and solved using a crystal plas-
ticity code in order to predict the mechanical response of
fce crystals and compare it to experimental data. This will
allow discussing its limitations and possible extensions in
more depth.

Appendix A. The geometrical factor ¢

We consider two slip systems with slip planes (111) and
(111), which intersect each other along the screw direction
[011]. One can check easily that the random unit direction
of dislocation lines in the (111) plane can be parametrized
in the form [2¢,¢ — V1 — 2,t + V1 — 2] /4> + 1], where ¢
ranges from 0 for the screw direction to 1 for the edge
direction [211]. The angle 6 between this random direction
and the [111] normal is given by cos0 = 4¢/+/3(4#* + 2).
Assuming a uniform distribution of dislocation characters,
the geometrical constant ¢ is the average value of cos0
between r=0 and 7= 1. By taking u =4 as variable,
the integration step is carried out in a straightforward man-

(V6 — V3) V3 ~ 0.6

ner, leading to: ¢ =

Appendix B. Evolutionary law for junction densities

An evolutionary law for the total junction density pm,
which is transferred from slip system (i) to its forest den-
sity, is established by retracing the steps made in the text
to derive the storage rate. Eq. (5) was obtained by consid-
ering that slip system (i) is active, whereas its forest systems
are inactive. This equation is rewritten for the opposite sit-
uation where slip system (i) is inactive, whereas its forest
slip systems are active. This yields:

AN =P, (Z plx/aﬁdv’) V/b (B.1)

JES

According to Eq. (9), all junctions involving system (i) have
the same length E’ = K,/ , so that the incremental junction
density transferred to the forest slip systems is «,/" dN/j,’
One then obtains an expression analogous to Eq. (7):

dpyi = (Zpoﬁd/’>

JES!

(B.2)

The condition that the density p! is immobile is now re-
laxed by replacing p! by p'. The average length of junctions
Z}ct = K,/ is not modified since it is not affected by their
redistribution among slip systems. In addition, mobile dis-
locations (j) do not see the junctions of type (i — j) as forest
obstacles (Fig. 2) and the density of non- reactrng junctions
pﬂ,,’ has to be removed from the density p’. One then

obtains:

dpi =k p”(Z\/a—u p}Z’)dy’)

Jes

(B.3)

The summation applies to all terms containing an index (j),
the density p’ being incorporated into it for convenience.
After some manipulation, one obtains an expression anal-
ogous to Eq. (18):

E - a;; ljjd /
d ;[; _ po op Z\/Cl—gd“f leef \/_fp./t yj
JEI p Z/’Ef" \/CTY'dV]

(B.4)

The elementary junction densities pjz cannot be esti-
mated within the present framework. We then assume
by default that they are all identical. If there are n active
slip systems, the summation on the junction densities
yields pjc,’ = p;/(n—1). This leads to an exact result
in two important extreme cases. The first one is symmet-
rical multislip conditions, where densities are identical in
all active slip systems. The second one is the highly dis-
symmetrical transition between stage I and stage 11, dur-
ing which the primary slip system interacts with a single
active forest system. In that case, n = 2 and p;:," = Pl
Within this approximation, the general deformation con-
ditions are treated by interpolation between these two ex-
treme cases. The last term at the right-hand side of Eq.
(B.4) reduces to pi;/(n—1)p" and the final result is
written:

—i pozfpi i pj’ct
= -0 o A 1——
dp Pjer = Ko b (E ch,d/)( (n_l)pi)

JES!

(B.5)

where the average length # can be deduced from Egs. (8)
and (11):

7 ko
Zj a;(p’

The combination of Egs. (B.5) and (B.6) leads to Eq. (16)
of the text.

(B.6)
+ pjct)
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Appendix C. The impact of junction densities on strain-
hardening

The results obtained in Section 4.3 allow answering in
simple terms the following question: what is the effect of
junctions on strain hardening? The effect of usual (binary)
junctions is directly obtained from Eq. (22) by setting the
junction length to zero, i.e., by taking x = 0. The orienta-
tion factor (n— 1 — k)/n then becomes (n — 1)/n. With
x = 0.3 (Table 1), the strain hardening rate increases by
30% for the [112] orientation and the ratio of strain hard-
ening rates between [001] and [112] decreases by 28%.
These differences are substantial.

We now consider the effect of neglecting multijunctions,
that is, reactions of mobile dislocations with non-coplanar
binary junctions [28], which occur for the [001] and [111]
orientations. In this case, the formation of binary junctions
is accounted for but their further reaction with dislocations
on intersecting slip systems is forbidden. In Eq. (19), the
last term at the right-hand side accounts for the non-inter-
acting junction density, as defined in Fig. 2. Counting the
number of interacting and non-interacting densities for
the [001] orientation, one finds that there are three densities
of each type. The fraction k of interactions to be removed
from Egs. (19) and (22) must then become 2. For the [111]
orientation, the same count yields two non-interacting den-
sities for one interacting density; hence x has to be replaced
by 3x/2. From Eq. (22), the ratio of strain hardening with
and without multijunctions, respectively 0;; and 0,,, is given
by:

<@> L=k s,

04/ oon 1—2x/3

<0—’_’> _1oRR s
Op) 1 1—3u/4

Thus, omitting multijunctions decreases strain hardening

by 12-15%, in agreement with a rule of thumb calcula-

tion given in Ref. [29]. In summary, treating junctions

as point obstacles significantly increases strain hardening

and reduces its orientation dependence, whereas omitting

multijunctions reduces strain hardening almost uniformly

and by a smaller extent on the [001] and [111]
orientations.

(C.1)
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