PHYSICAL REVIEW B

VOLUME 23, NUMBER 1

Dislocation-mediated melting of anisotropic layers

S. Ostlund and B. I. Halperin
Department of Physics, Harvard Universitv, Cambridge, Massachusetts 02138
(Received 25 July 1980)

Using the ideas of Kosterlitz and Thouless to describe dislocation-mediated melting of two-
dimensional (2D) crystals, we consider the melting of anisotropic layers of molecules. Depend-
ing on the symmetry of the Burgers vector of the dislocation most prone to unbind, new types
of melting behavior occur. In the most interesting case, the properties of the melted phase are
described by three characteristic lengths. There are crossovers between regimes of 2D solidlike,
2D smecticlike, 2D nematiclike, and quasi-isotropic behavior. At the melting temperature,
there are divergences in the anisotropic properties of the crystal due to one type of dislocation
being free, but the other type being effectively bound. In the presence of an incommensurate
crystalline substrate, the 2D smectic properties may be stabilized at large distances giving rise to
a distinct smectic phase. Similarly, 2D smectic order may be stabilized by the interactions
between the layers of a 3D smectic giving rise to a distinct ‘*bismectic’’ phase, intermediate
between the smectic-C and -H phases. Consequences of these results for various scattering ex-
periments have been calculated. The general theory of dislocations in an anisotropic 2D solid is
worked out in detail in Appendix A with explicit calculations for the interactions between disloca-
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tions and the stress and displacement fields associated with them.

I. INTRODUCTION

A. Purpose

The theory of dislocation-mediated melting of
two-dimensional solids has recently made much pro-
gress based on ideas due to Kosterlitz and Thou-
less.!™ The theory has been developed in greatest
detail for the melting of a regular triangular crystal
where the elastic properties are the same as for an
isotropic, two-dimensional solid.*® In the present
paper, we consider the melting of two-dimensional
(2D) crystals of lower symmetry, where the elastic
properties are anisotropic. We analyze properties of
the system just above melting, and find behavior
which differs in many important ways from that of
the regular, triangular solid.

Phase transitions in isolated layers of smectic liquid
crystals are an important potential application of
two-dimensional melting theory. Many such systems,
however, will be more anisotropic than the regular
lattice. In particular, smectic layers may be formed
of rodlike molecules, whose axes are aligned along a
vector at an angle away from the normal to the
layer.” The molecular tilt will lead to a distortion of
the lattice even if the molecules would otherwise
tend to form a regular, triangular lattice.® The pro-
jection of the orientation vector onto the plane of the
layer will generally have a preferred direction relative
to the bonds in the solid. In the simplest case which
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we consider in detail, the molecules align either along
or halfway between the bond directions and the solid
retains a rectangular symmetry with two perpendicu-

lar symmetry axes (see Fig. 1).

A layer of nonspherical molecules adsorbed on a
crystalline surface may form an anisotropic 2D solid.’
If the adsorbate lattice is incommensurate with the
substrate,'®'! its melting may be described by the
theory of the present paper, with some modifications
discussed below.

Anisotropic solids have the possiblity of very in-
teresting behavior, since all elementary dislocations'?
are not equivalent, as they are in the regular triangu-
lar solid. In the uniaxial solid, two equivalent dislo-
cations, hereafter labeled type I, have their Burgers
vector along a reflection symmetry axis and four
dislocations (type II), equivalent with each other,
but inequivalent with the first type, lie at angles of
+¢o from the reflection axis. The x axis is taken to
be the reflection axis coincident with the elementary
lattice vector (see Figs. 2 and 3).

The solid phase has dislocations which are tightly
bound in pairs. When the temperature is raised, the
pairs unbind and destroy the crystalline order. The
entropy associated with the creation of a dislocation is
AS = kg In(R*/a?) where a’ is the core area and R?
is the system area. The energy increase of the sys-
tem is AU =%K In(R/a), where K is determined by
the lattice constant and the elastic constants. Thus
the free energy AF =AU — T AS favors the creation
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FIG. 1. (a) Side view of a layer of tilted molecules is

shown. (b) Top view of the 2D solid phase (smectic-H

_ layer) is shown. The arrow heads indicate the upper end of
the rodlike molecule. We have assumed here that the
molecular axis projection on the xy plane tend to point along
one of the six nearest-neighbor bond directions, so that the
arrows form a chain, lying head to tail. Dotted lines indicate
bonds of the triangular lattice formed by the centers of the
molecules. (c) Same as (b), but here the molecular axis
projection lies intermediate between two nearest-neighbor
bonds. The arrows line up side by side in rows. In this
case, as in (b) there is one bond direction which lies in the
relfection plane through the x axis. In this case the molecu-
lar axis projection lies halfway between nearest-neighbor
bonds, but the reflection symmetry of y remains for elastic
properties.

of dislocations above the temperature determined by
kgT = %K For the anisotropic solid, the coefficient
K depends on the dislocation type, and we shall use
the symbols K; and K; for type I and type II. [For-
mulas for K; and Ky, in terms of the lattice constants
and elastic moduli are given in Egs. (2.14) and
(A29).]
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FIG. 2. Six elementary Burgers vectors for the lattice in
Fig. 1(b). The type-I lattice vector lies along the x axis, and
the type-II dislocation Burgers vector at angles of *¢, with
the x axis. (b) The reciprocal-lattice vectors are shown.
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FIG. 3. (a) and (b) are the same as Figs. 2(a) and 2(b),
but for the lattice in Fig. 1(c).
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Applying the entropy argument of the previous
paragraph, either type-I or type-II dislocations would
unbind at lower temperature, depending on the rela-
tive magnitude of the K,. Thus, if Ky is less than
K, a priori type-II dislocations should unbind at a
lower temperature than type I. But since a pair of
type-II dislcoations oriented at angles of ¢, from
the positive x axis, is indistinguishable from a single
type-I dislocation when observed with a resolution
large compared to their separation, it follows that
type-I dislocations will also be unbound. We call this
“type-II"" melting. If K, is less than Ky, a more
complicated situation arises. This is called ‘‘type-I
melting.”” Over a large range of lengths, type-I dislo-
cations are free, while type-II dislocations are bound.
Nevertheless, the presence of type-I dislocations
screens the logarithmic interaction between a pair of
type-II dislocations, such that both types of disloca-
tions are free at sufficiently long lengths.

If the molecules in a liquid-crystal layer lie side by
side as in Fig. 1(c), the type-I Burgers vector is the
short lattice vector. It seems particularly likely that
type-I melting will occur in this case.

For both type-I and type-II melitng, the phase just
above T, is characterized by algebraic decay (quasi-
long-range order) of orientational correlations, in the
limit of large lengths. The melted phase may be
described loosely as a two-dimensional nematic'3
where the role of the director in a nematic is taken
by the projection T of the molecular axis onto the xy
plane. (Unlike a true nematic, the orientations A
and —1 are distinguishable in the present case. Since
the orientation of tilted molecules defines a unique
direction in the plane, rather than an axis with two
equivalent ends as in a true nematic, the elementary
disclination is 360° in the present case, rather than
180° for a true nematic. However, the elastic proper-
ties of the two systems are identical.)

In the case of type-I melting, on the intermediate
length scale where only type-I dislocations are free,
we may describe the system as a two-dimensional
smectic. The centers of the molecules are arranged in
“‘rows’’ parallel to the x axis, and it is meaningful to
discuss displacements perpendicular to the rows.
Properties of a two-dimensional smectic have been
discussed recently by Toner and Nelson.'* At fixed
lengths, the smecticlike behavior goes smoothly over
to nematiclike behavior without a phase transition as
the temperature is raised further above T,,.

If the temperature is raised sufficiently, one will
eventually reach a point where disclinations appear in
the molecular orientation and bond orientation fields,
and the quasi-long-range orientational order is
lost.*%3 This second transition will not be discussed
here; rather we shall concentrate on the properties of
the nematic phase, at various intermediate length
scales close to the melting temperature 7,,. (See
however, the discussion in Sec. 111 C below.)

It should be remarked that an alternative to the
dislocation-mediated melting theory, discussed here,
is that melting may proceed via a first-order transi-
tion, directly from a solid to a fluid. Various com-
puter experiments have been performed to study the
melting of simple 2D crystals, made by point particles
interacting with =" and Lennard-Jones potentials and
first-order transitions have been claimed in many
cases. There is still controversy regarding this point,
however.""~17

This paper is divided into four major sections. The
results of the research are summarized in the remain-
ing section of the Introduction. In Sec. II, we present
the details of the investigation of the anisotropic
melting analysis as applied to the uniaxial solid. The
application of the theory to general anisotropic sys-
tems, as well as extensions to 2D layers on substrates
and to layers stacked in a three-dimensional smectic
is discussed in Sec. III. Section IV contains a discus-
sion of the problems involved in using x-ray or neu-
tron scattering data to investigate the phase transi-
tion.

The equations determining the effect of disloca-
tions in a general 2D anisotropic medium have to our
knowledge never been worked out in detail.'®'® The
energy between dislocations and the stress and dis-
placement fields generated is calculated in Appendix
A using a very simple approach based on Fourier
transforms. In Appendix B we calculate the proper-
ties of the nematiclike regime by considering it as a
solid with free type-I and -II dislocations. In Appen-
dix C, the results of Toner and Nelson!* are used to
calculate properties of the 2D smectic and the 2D
smectic-to-nematic crossover, using the smectic Ham-
iltonian as a starting point.

B. Results for type-I melting

As the temperature approaches the melting tem-
perature T, from below, all elastic constants remain
finite. For the case of type-I melting, the two com-
pliance coefficients S;;;; and S;;, (see Appendix A),
approach their melting-point values with a square-
root singularity, while the other compliances have
dominant regular behavior with very weak singulari-
ties which will not be detectable experimentally. The
constant K, defined above, is a relatively complicat-
ed function of the compliances, but approaches the
universal constant 4, when measured in units o
kB T.20 . ‘

Above melting, there are three characteristic
lengths, &, €y, and és. These obey

Esaexp(r™'7?) (1.1)
P AL (1.2)
£, < exp(constéd) (1.3)
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where t « (T —T,,) and p is a nonuniversal number
greater than zero defined in Eq. (2.37). On a length
scale L smaller than &g, the system retains the prop-
erties of the two-dimensional solid. When

és < L < €y, the system may be described by a
smecticlike Hamiltonian, with molecules arranged in
rows parallel to the x axis'> 4:

Hg 1 p 2
kBT=Tder

Here u =u, is the displacement of the rows in the y
direction. Dislocations with Burgers vector in the x
direction are unbound, but there is a vanishingly
small density of dislocations with Burgers vector
components along the y direction, corresponding to
the occurrence of incomplete rows (see Fig. 4). The
length A in Eq. (1.4) diverges as £, while the elastic
constant B remains finite, when 7 — T,f. The con-
stants B and A are computed in Sec. II.

On a length scale L >> &y, all types of dislocations
are free, and the system is nematiclike, with effective
Hamiltonian'> '

HN 1 2
i d

where ¢(r) is the angle between the x axis and the
projection of the molecular axis in the xy plane. (The
local orientation of nearest-neighbor bonds will be
locked to the molecular orientation, so that ¢ may
also be interpreted as a fluctuation in the bond orien-
tation field.) For molecules aligned side by side, as

u

2
| *N|=-=
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2
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FIG. 4. Schematic diagram of a 2D smectic. There is
short-range translational order within a row and longer-
range order between the rows. An elementary dislocation in
the smectic has a Burgers vector component pointing in the
y directi@‘n equal to the amount by which the contour (heavy
line) fails to close. The x component of the Burgers vector
has no significance in the smectic.

in Fig. 1(a), K, is the Frank constant for splay in the
molecular orientation, and K|, is the Frank constant
for bend. The definition of splay and bend is re-
versed for the end-to-end orientation shown in Fig.
1(b).

Close to T,,, for type-I melting, the ‘‘bare’’ Frank
constants K0 and K;’, measured on a length scale
L = ¢x will be very anisotropic, with K0 >> Kyo. In
particular as T — T,

K)o £}, (1.6a)
K)o £f (1.6b)
KyO/Kxoccf_%"—’oo . (1.6¢)

Fluctuations in the orientation field renormalize K,
and K, in such a way that they become equal at very
long lengths, L > ¢;. The mechanism for this effect
is discussed by Nelson and Pelcovits.?! The value of
¢, may be enormous for moderate values of r, and
this quasi-isotropic regime may be very difficult to
observe in practice.

If observations are made at a fixed length scale L,
large compared to the molecular spacing, one may
pass through all of the above regimes with increasing
temperature. Solidlike behavior would occur for tem-
peratures slightly above T,,, smecticlike behavior
when €5(T) < L < ¢5(T) and nematiclike behavior
when £5(T) becomes less than L. The quasi-
isotropic behavior may be observed if one can reach a
regime with ¢,(7) < L. This behavior is summarized
in Fig. 5. Of course, these different regimes are not
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Tm

FIG. 5. Four regimes relevant for type-I melting are
shown as a function of temperature and 1/L, the inverse of
the experimental length scale. For high temperatures, the
system is quasi-isotropic, with one Frank constant. When
the temperature is lowered, L falls below the isotropic length
scale £, and behavior can be described by a 2D nematic, if
L > ¢y. When the temperature is-lowered further, there is
a crossover to a smecticlike phase and finally when L < &g,
we see behavior appropriate to a 2D solid. The temperature
T,, is the melting temperature which is observed by an ex-
periment on an infinite-length scale. :
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separated by sharp phase transitions and represent
different regimes of the same 2D liquid-crystal phase
with short-range translational order and quasi-long-
range algebraic decay of orientational order.

It is a peculiarity of two-dimensional smectics that
phononlike fluctuations in the displacement of the
molecular rows are large enough to destroy correla-
tions in the translational order parameters /¢ ¥ (™)
for separations larger than a length £,, which we
term the phonon correlation length of the smectic. It
turns out, however, that £, is not very different in
magnitude from the correlation length &5, which
determines the crossover from solidlike to 2D smec-
ticlike behavior.

The x-ray structure factor?? above T,, will have a
series of diffuse Bragg rings having a width in re-
ciprocal space comparable to 1/£s;

8, x &5 . (1.7

C. Type-II melting

In the case K < K, type-II dislocations are more
likely to unbind that those of type 1. But since a
type-I dislocation can be constructed by adding two
type-II dislocations, it follows that the renormalized
core energies of the type-I dislocations are roughly
twice the type-Il core energy. Although some aniso-
tropy remains, there are no real divergences in aniso-
tropic behavior as the temperature approaches the
melting temperature. The behavior for this type of
melting is summarized in Fig. 6. In particular, there
is no smecticlike phase, and the Frank constants obey

K« K0 o £2 - (1.8)

as T approaches T,,. The ratio K,)/K,? approaches a
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FIG. 6. Three regimes relevant to type-II melting. The
crossovers are similar to that for type I, except now there is
no intermediate smectic regime.

nonuniversal constant. The nonzero elastic constants
all display weak singularities of the type t*, with
v= % The coefficient K;, again a relatively compli-
cated function of the compliances, approaches the
universal constant 4, and the structure factor S (g)
diverges with a half-width which scales like ¢5' at all
Bragg points.

The only 2D solid for which the dislocation picture
give v not equal to % is the regular, triangular

solid.>®23 General anisotropic lattices, square, and
rectangular lattices all have v= % Only in the isotro-
pic triangular solid do interacting triplets of disloca-
tions affect the behavior at the melting temperature,
and give the anomalous value to v=0.369 - - - . For
all lattices without a reflection symmetry, the disloca-
tion melting picture gives behavior consistent with
type I as discussed in Sec. IIIB.

D. Anisotropic solid

The study of dislocations in a general anisotropic
medium is very complicated, compared to that of iso-

“tropic media.'®#2* Considerable simplifications occur

in the elasticity theory, when the dimensionality is re-
duced from 3 to 2, however. The number of elastic
constants for a general anisotropic solid in ¢ dimen-
sions is %d(d +1)(d?+d +2), so reducing the

dimensionality from 3 to 2 reduces the number of in-
dependent elastic constants from 21 to 6. Many of
the Green'’s functjons associated with dislocations can
be calculated explicitly. The details of these calcula-
tions are presented in Appendix A. The results, par-
ticularly in the Fourier-transform representation, are
surprisingly simple, even for the most general aniso-
tropy. For the uniaxial solid, the reflection symmetry
causes all odd elastic constants to be zero and only
S“]], Slzu, S“zz, and S2222 remain nonzero.

It is well known that a 2D solid cannot support
long-range positional order although the phase can be
well described by continuum elasticity theory.?® The
absence of long-range order in the displacement field
shows up in the structure factor S(q) and the
Debye-Waller correlation function Cgz(R). In the
absence of dislocations, these are defined by?®

Cg(R) = (exp(iG-[G(R)-T(D)]}) , (1.9)

S(@) = (lpz!?) = Jexpli(§—G)-RIC5(R) ,
Y
(1.10)
where T(R) is the displacement field at the lattice

site R, while G is a reciprocal-lattice vector, and p4
is the density at wave vector G.
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The large distance behavior of Cz(R) is
Cq(®) = (IR |/a) 0% (1.1
=(|R|/a)™T . (1.12)

(Here and henceforth, the convention of summing
over repeated Latin indices is implied.) The tensor
my is a function of the temperature and compliance
matrix of the solid and reduces to a function times
.the unit tensor for the isotropic solid. There is an
algebraic decay of the order-parameter correlation
function Cg( R) which depends strongly on the
reciprocal-lattice vector G and very weakly on direc-
tion of R in the lattice. The structure factor near a
reciprocal-lattice vector G is given by

5(§) = |g—G|~2@n | (1.13)

showing sharp peaks at the reciprocal-lattice points
instead of the §-function peaks of a conventional
solid with long-range order. Note that S(q) has ei-
ther a finite cusp or a divergence, depending on the
magnitude of 2 —7(G). '

We can define a bond-angle order parameter
¥, (R) =e"#®R) by considering the orientation ¢(R)
of the lattice relative to a fixed coordinate system.
For a solid with only a reflection axis, # is 2, if the
local symmetry includes rotations of #; otherwise,
n =1. For the triangular isotropic solid, » =6, and
n =4 for the square lattice. The solid displays true
long-range orientational order, so that the correlation
function C,,(l_i), defined by

Co(R) = (¥, (R)¥y(0)) (1.14)

approaches a nonzero constant as R — oo.

E. Relation to other work

Halperin and Nelson**® and Young® have studied in
detail the melting of a regular triangular lattice. The
sixfold symmetry of the regular case leads to isotropic
elastic constants and to six equivalent elementary
dislocations. The renormalization group equations
for the regular lattice form a singular limit of most of
the present equations. In particular the term of order
»? in the renormalization for the dislocation fugacity
y causes the value of the exponent v in the regular
lattice to differ from % The angular dependence of

the interaction energies between dislocations is
simpler than in the present case.

Nelson and Halperin have also discussed many
features of the possible phase diagrams for a layer of
tilted molecules in Ref. 8, hereafter called (NH).
They describe three possible phases in which there is
long-range order, or quasi-long-range order in the
molecular tilt orientation. One of these phases, la-
beled H in the phase diagram in NH, is an anisotrop-

ic solid with long-range orientational order. This
corresponds to a single layer of a (three-dimensional)
smectic-H liquid crystal, and is identical to the aniso-
tropic solid of the present paper. A second phase,
described as a locked tilted hexatic phase, and labeled
C in the phase diagram, is identical to the ‘‘nematic-
like’” melted phase of the present paper, and may be
identified with a single layer of a smectic-C liquid
crystal. This phase has quasi-long-range order in
bond orientations as well as in the molecular tilt
orientations, and the two orientations are locked in
the sense that the low-energy long-wavelength fluc-
tuations require equal simultaneous fluctuations in
both orientations. The melting in the present paper
describes the phase transition between the phases H
and C. The Frank constants K, and K, of the
present paper are the principal values of the Frank
constant tensor, denoted K7 in NH. The tensor
character of the Frank constants was ignored in most
of the discussion in NH, partly in order to simplify
the discussion, and partly because the two principal
values are expected to become equal in the limit of
extremely long wavelengths.

In addition to the anisotropic solid H and the
nematiclike locked tilted hexatic phase C, there is
another possible tilted phase, called the unlocked tilt-
ed hexactic, or C* phase, in NH, for which there is
independent quasi-long-range order in the tilt and
bond orientations. Here there are three Frank
constants (denoted K, K, and g, in NH) describ-
ing, respectively, the energies of gradients in the tilt
orientation and bond directions, and the coupling
between the two gradients. Each of these Frank con-
stants is itself a tensor with two principal values, if
the wavelength is not too large. The C* phase has
no counterpart in the present work.

The phase diagram of NH suggested that a transi-
tion of unknown character may occur directly from
the solid H phase to the unlocked tilted hexatic C*
phase for a certain range of material parameters. Our
present analysis suggests, however, that at least for
the case of a dislocation-mediated continuous phase
transition, one cannot melt directly from the H to a
C* phase. It was argued in NH that a solid phase
with order in the tilt directions will always have true
long-range order because of coupling to the shear
modes of the crystal, and that the tilt direction is ac-
cordingly locked relative to the bond orientation in
the solid. A generalization of that argument suggests
that when a small number of free dislocations is ad-
ded to the solid (i.e., the situation is just above
melting), the effective Frank constant K for the
tilt-orientation fluctuations on the length scale of the
dislocation spacing, will be very large, as will the cou-
pling between the bond and tilt orientations. This
places the system in the range of parameters where
the C* phase is unstable, and we see that a locked C
phase results. The details of the above argument will
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not be given here.

As the temperature is raised above 7,,, a point may
be reached where the nematiclike C phase is connect-
ed to the unlocked C* phase. Further temperature
increase may then bring about a disclination unbind-
ing transition which converts the C* into an isotropic
2D liquid (denoted A4 in NH) with only short-range
orientational correlations. Alternatively, there may
be a preliminary disclination unbinding transition
which converts the C* to a nontilted hexatic phase,
or there may be a disclination unbinding transition
directly from the locked C phase to the isotropic 2D
liquid-phase A. These various possibilities are dis-
cussed in NH.

II. DISLOCATIONS IN THE SOLID
A. Contributions to the compliance matrix

It is convenient to write the elastic constants in
terms of aé and kg T, where a{ is the area of the unit
cell in the solid. Thus

Sy=ksT/ad)Sya . Q2.1)

Sy is the compliance in standard units, i.e., area/

energy. The reduced Hamiltonian can be written as
Hp
kgT

2
-_-%f%u,-j(?)@}’k,uk,(_r') : Q)
0

The full strain field, including dislocations is u; and
Ci})k, is the bare (microscopic) elasticity tensor which
is the inverse to the bare compliance S;,Okl [see Eq.
(A2¢c)]. In the absence of dislocations, the fluctua-
tions in u; are related to the bare compliance by

[ & a (u(Frug(F))=Sfuai 2 . @)

where  is the area of the system. When disloca-
tions pairs are present, the renormalized (macroscop-
ic) compliance tensor Sf; is computed using?

Sha=Q7(UyUy) , 2.4
and
UUE—% fB(ui”j+ujni)dl . (25)

The integral is over the boundary of the solid with
free boundary conditions, while T is the normal and
U is the displacement field at the boundary. Ambi-
quity due to the multivaluedness of U is resolved by
placing cuts between members of a dislocation pair,
or equivalently, by defining cuts from each disloca-
tion to the origin.

Because u; can be written as the derivative of the
displacement field, Eq. (A1b), we find that S, =Sk

in the absence of dislocations. This can be checked
by using Green’s theorem on the displacement field
in Eq. (2.3) to convert the interior integral to a boun-
dary integral. Thus the macroscopic compliance is
equivalent to the microscopic compliance if there are
no dislocations present. In the presence of disloca-
tions pairs, Eq. (2.4) is also a convenient definition
for the compliances, because it defines the macro-
scopic compliance in terms of fluctuations at the per-
imeter of the solid and is therefore the compliance
which is measured in an elasticity experiment. The
purpose of this calculation is to find out how S,-fk, is
modified from the bare value when the effects of
dislocations are included.

Assume that there are dislocations with Burgers
vectors b', B2, ..., b" present in the sample at
T, Ty ..., T,,and that the average particle densi-
ty of the system remains constant. Then u; can be
decomposed into

uy=ul+e¢; , (2.6)

where uj is the strain which minimizes the energy
subject to having the dislocations present [Eq. (A8)]
and ¢ is the deviation from this minimum. We in-
sert Eq. (2.6) into Eq. (2.2) and add the core energy
contribution by the matrix Ej, defined so that

bEGh® = E e (6%) /kg T Q.7)

givés the correct temperature-reduced core energy for
the elementary dislocations «. The Hamiltonian
takes the form

H(?lv---’?n)=HE+HD , (2821)
He 1 (d¥r

kBT = ? fa_g ‘bijCUquSkl , (28b)
Hp

—-:% g b/“ijEij(?“_?v)'*EEﬁbi“b,“ .
v "

(2.8¢)

The interaction energy EY(R) between dislocations is
given by Egs. (A18) and (A28). The cross terms
between ¢, and uf are zero because we have as-
sumed that ¢ is the fluctuation about the minimum
ub.

The complete partition function can be calculated
by summing over all possible dislocation configura-
tions which preserve vector charge neutrality

So+=0 . (2.9
"

This is necessary to avoid infinite dislocation ener-
gies. Thus the partition function Z is calculated us-
ing

Z =Trexpl—(Hg+Hp)/ksgT] ,
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where

Tr=l§1fd¢ij (ﬁ)ﬁ i 71—7 fd?rf' fdz,."aa

a=ln =0 "«
a

(2.10)

subject to the restriction Eq. (2.9), and « ranges over
the (six) types of elementary dislocations of the (tri-
angular) lattice. The free energy and compliances are
calculated as power series in the fugacities y,

YVa=exp(—=b2bEf) (2.11)

of each type of dislocation a.

To calculate S,-j'i, in the presence of dislocations, the
effect of the dislocation on U; must be considered.
By introducing a cut from the origin to each disloca-
tion site T#, the full strain field u; including disloca-
tions can be written as the derivative of a displace-
ment field. Using Green’s theorem in this cut plane,
using the fact that for the dislocation part

o uP(r) =0, and the fact that the discontinuity of U

il

across the cut to T* is just b¥, one finds

Uy=UJ+UpP , (2.12a)

U£=fd2r éy(r) (2.12b)

up= %ao p bfrf+01) (2.12¢)
"

The definition rf"= e;r* has been used where ¢ is
the antisymmetric tensor. Thus

Shki=SS+ Q' (URUB) . (2.13)

The fact that U describes fluctuations about the
minimum in energy causes the cross term (UPUJ)
to vanish. We define

Vo(8) =b2b7V,(8) (2.14a)
Ka=b,'abjaKU . (2.14b)

With the definitions of Vj; and Kj; given in Eq.
(A28), the interaction energy between a * pair of
dislocation of type « at separation T is given by

E(T)=K in(r/a) +V () . (2.14¢)

Equations (2.12) and (2.13) are used to expand the
trance to second order in the fugacities:

a

3 2T _y (g) i . . L o 3Ky
Sijkl= i,?kl+% Eygj; e Vaﬂdo(bin;}j+bja”};)(bkari+b’ar’;)‘L _(;_I'[L] . (215)

a=|

Here a is the core radius and 7 is the unit vector
determined by . The ith-component of the vector T
rotated by 90° is T; [see Eq. (A21)]. The second-
order term diverges if any of the K, are less than 4,
and this occurs for the same condition on K, as for
the phase transition predicted by the entropy argu-
ment of Kosterlitz and Thouless.

B. Recursion relations

To study the limit as K, approaches 4, we use the
renormalization group ideas of Kosterlitz and Thou-
less.! The integral Eq. (2.15) can be broken into two
parts:

R e o ST

Here & is infinitesimal. The first part is a shell in-
tegral which is absorbed into a redefinition of S,-}’k,A
The volume integral which remains contributes to a
redefinition of y2, after rescaling the length so that
the volume integral ranges from a to o again. The
core size is effectively increased from a to ae®.

There is also another contribution to the redefini-
tion of y,. Consider the three dislocations @, b, and &

in Fig. 7. When two of the dislocations (5 and &)
coalesce into 4 as the effective core size is increased,
the pair probability of finding a +4a pair changes.

This effectively renormalizes the fugacity of a. These
ideas lead to recursion relations for Sy,. We define
the following quantities:

- 2 -

FZ=lb°‘|2J; doiie <" (2.172)

2w
Aa,,=f0 d0explbbfV,(9)] . (2.17b)

b
3
oeSQ L 4
g

FIG. 7. When the core size is rescaled from a to ael, the
dislocations labeled b and ¢ effectively coalesce to an a dislo-
cation. This renormalizes the fugacity of the a-type disloca-
tions.
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The three elementary lattice vectors are B“", and 7 is
determined by #. The renormalization group takes
the form

dS‘;; S =yPFP + 21 cos’goF $ (2.182)
S
d;/zzz =yR2sinldoF)! (2.18b)
ds
- =vi2singocosgoF (2.18¢)
das
(;/m = VP + L)k (costoF}! +sintgoF
— 2singg cospF?)
(2.18d)
d
—§=y|(2—';‘K|)+2J’121A23 , (2.18e)
d
D (2= 1K) + A (2.180)

The vector b2=b'! is determined by ¢, and b3 is
oriented at the angle = — ¢, from the positive x axis
and has the same length as b2. These equations
describe fugacities and compliance tensors as function
of the rescaling variable /.

It is important to analyze the stability of the resul-
tant equations. A possible mechanism for a
dislocation-driven structural transition occurs if the
compliances renormalize to their stability limit
without the dislocations unbinding. For the uniaxial
solid, this would occur if any of the following stability
conditions were violated'8

S >0, $3»»>0, §,>0 , (2.19)
D=5,1Snn—Shn >0 . (2.20)

If X and u are real it is easy to check that Eq. (2.19)
is preserved since Fi > 0 and

NFP +plF) —0uFP =0 . .21

We can also show that if D > 0, then dD/dl > 0.
Thus D is never driven to zero by dislocations, and
any singular behavior contributed by the dislocations
must be an unbinding transition of the type studied
in subsequent sections. The renormalization group
does not introduce any divergences in the compli-
ances. From the explicit expression for K, we find
that K, is monotonically decreasing along the trajec-
tory. It follows that all compliances remain finite
since K, is bounded below by 4. This, together with
the stability conditions is sufficient to assure

lim SUkI(T) < oo . (2.22)
T=T7,

C. Type-I melting
1. Below T,

Consider the case when K|; > 4, but K;,=4. The
fixed point for Eq. (2.18) will be determined by
K> 4 and K;=4. Because the term
%(K"—- 2) > 0, the fugacity yy, is driven exponential-
ly to zero along a renormalization group trajectory so
that the recursions involving y; and y; decouple.

The renormalization equations involving y; simplify
to

dS

v =y FR (2.23a)
ds

(;[212 =Ly, (2.23b)
d
_(J;[l;.(z_%Kl)y, ‘ (2.23¢)

The renormalization group trajectories look like those
shown in Fig. 8. The fugacities y; and y,; are plotted
schematically as functions of

82222(1) _ Srlll

S =—%
S22 Sun(h

The superscript * means evaluated at the fixed point.
The quantities F{', F{?, and K; are functions of the
compliances. Sufficiently close to T,, they may be re-
placed by the values at 7,,, so they are treated as
constants in the subsequent discussion. - Figure 8 in-
dicates trajectories starting from the initial conditions
e =i

B y (0

nematic
y.n(?)

)
D 1+ smectic

) ' A

FIG. 8. Dotted renormalization group trajectories show
the fugacity y; as a function of S (/) =5,55,(N/S%,
=S /S (D, chosen with initial conditions in the solid.
The heavy trajectories show yy; and y; as a function of S for
initial condition y;(0) =y;(0) at a temperature just above
melting. The upper trajectory is y; and y; is the lower. The
number of iterations required to renormalize y; from its
starting value to the position 4 is given by /{" +I; and
another p (/{* +I§’) iterations renormalize the fugacity y
so it is finite at B. The type-I dislocations are effectively un-
bound at A4, and all dislocations are unbound at B, so that .
between the length scales exp[ (/[ +/5 )] and
expl (/[ +15 )] the system is described as a 2D smectic.



344 S. OSTLUND AND B. I. HALPERIN 23

Dividing Eq. (2.23b) by Eq. (2.23a), we find
dSi 1 F!

\ ,
i (2.24)

This immediately determines some properties of the
transition. Since the fugacity y; is absent in the equa-
tions renormalizing S5, and S,5;,, the analytic terms
in temperature close to 7, will dominate the behav-
ior of these macroscopic elastic constants. The other
two compliances, S;1; and S,;,, exhibit dominant
nonanalytic behavior. The ratio
Stz (1) = %12 (0) _I-Flll

BTy (2.25)
St (D -8fu ) 4 F

is a well defined, but nonuniversal quantity. [The
variable ¢ is proportional to (7,, — T)/T,,.]

We expand the renormalization group equations
for Sy as a function of length scale e! near the fixed
point in terms of y; and D, where

S|1||(I)=Sr”| +m(y|+D) . (226)

Since S,-}';d is the fixed point value of S, it coincides
with the value of this quantity at the melting tem-
perature. The constant m is to be determined, and D
is the -deviation from the critical separatrix deter-
mined by D (/) =0. The quantity D (/ =0) is propor-
tional to t since the renormalization group trajectory
flows to the fixed point for D =0. We find

S N . 2 2.27

ar T Vi (2.272)

oo ok | L 1E ek,

dl 2 BS“” * 4F|22 aSlZlZ *
xy(y1+D) , (2.27v)

when the lowest-order terms in y; and D near the
fixed point are kept. (An asterisk means evaluated at
Syt =Syu-) Then, setting D =0, we find

my=% [—8(&22 )%[4&22ﬂ

0K,
+F
Sun |* ' 8Sun

(2.28)

Since 8K/ 3Smnep < 0, the constant m? is positive.
Below T,,, m =m_. Equations (2.27) then simplify to

2
4 __Fo (2.292)
dl m-
dyl F122 2
—_—=— . 2.29b
dl m_ Vi ( )
Near the melting temperature
0
Y1 -1
= (2.30)
n(® 1 +const/

I

for large /. For small D, the deviation from the
separatrix obeys

a __D . (231a)
dy; Y1
DD =D0)y?/y, (1) . (2.31b)

The trajectory breaks away from the incident separa-
trix and goes rapidly to zero when D (I*) = y,(/*).
Substituting for y;(/) and D (/) we find that

t<D(0) e ()2 . (3.32)

Since D (/ =0) is proportional to ¢, we have that
I*« t7'2, We therefore find that at length scales
L> ae’*, the system behaves like a 2D solid, since
there are almost no dislocations present at these
lengths. The correlation length is therefore finite in
terms of the rescaled core size ae’, so that

E_xexp(rm?) | (2.33)
Note that for S;,;; and Stz
[SF () =Sl e t'/? (2.34)

There are cusped singularities in these compliances.
Weak singularities occur in the remaining compli-
ances. The equations which renormalize these are

ds |
T =yiFy (2.352)
d

P == 1Ky . (2.35b)

From the second of these equations, we see
yu(") =yfe" (2.36)

where p = %K”— 2. Using the explicit form for

Ky [Egs. (2.14) and (A33)], and the fact that K;=4
at the melting temperature, one obtains

[p11]2
']

From Egs. (2.35a) and (2.35b)

-p=2|1—

S’k
cosigpy + -2 sin2¢0] . (2.37)
: St

dS ),

dy” o<y . ‘ (238)

Similar equations hold for Sy;5;. Thus the nonanalyt-
ic contributions to S, and S,;5, take the form

Sha(t) = Sjig < €27, (2.39a)
where
§_Ea0e'*ocexp(t“/2) ) (2.39b)

The singularity Eq. (2.39a) is extremely weak, and
will not be q_gtecled experimentally. Varigus relations
between n(G) [Eq. (A43)] for different G can be
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derived at the melting temperature by using K;=4,
Kuy=4+2p, and Eq. (A40).

2. Above T,,

For initial conditions corresponding to a tempera-
ture above T7,,, renormalization group trajectories fol-
low the incident separatrix until / =/, break away
and join the outgoing separatrix determined by
yi=mylS11 (1) =S, ] for another /5 iteration.
Here y; is again small but of order unity. The length
Es=agexp(/{ +15) is therefore the characteristic
separation between free type-I dislocations. The
fugacity y; decreases exponentially, however, even as
yi is increasing on the outgoing separatrix because
the second yy term renormalizing y;; in Eq. (2.18f)
is not sufficient to overcome the first term (see Fig.
8). At the length scale &5 it is appropriate to make a
continuum approximation for the type-I dislocations
and we treat them in a Debye-Huckel approximation
as a gas which effectively screens the remaining type
of dislocation. At this length, the fugacity y,, is very
small, and is given by

yu=ylexpl—p(f+15)] . (2.40)
To analyze the phase just above melting we generate
an effective Hamiltonian for the remaining disloca-
tions.

We decompose the original dislocation Hamiltonian
into interactions between x- and y-component
Burgers vectors. In Fourier space, this is the
transform of Eq. (2.8¢), and is given by

Hp =lfd2k[Ikxby(E)—kybx(E)|2
kgT 2 k*Q (k)

+2a25,§b,-(E)b,(E)] . (24D

Q (k) is defined in Eq. (A21c) and is a quartic poly-
nomial in (k;/|k1). In the Debye-Huckel approxima-
tion the variable b,(k) may be integrated over freely.
After completing the square in b, there is an effec-
tive interaction between dislocations with Burgers
vector components in the y direction given by

Hp =ifd2k 2a%2ES, +202E5,
kgT 2 k2 +2a%E§ k*Q (K)
x |6, (k)2 , (2.42)

where a2, and Ef, are the values of the renormalized
quantities at / =1/{" + 1

ES =1, (2.43a)
E$y =—In(y) =p Ui +15) , (2.43b)
a=¢s (2.43c)

and Q (K) may be evaluated using the elastic con-
stants at 7,,. For small values of the wave vector &,
the term involving k*Q is important only when £k is
close to the x direction. Then, using the definition
Eq. (A2lc), one finds k*Q = kS 55,,. Equation
(2.42) takes on a form appropriate for the dislocation
Hamiltonian of a 2D smectic?’:

(Nky)? 2a’E, =12
Ky + Nk B AL

Hp _ .
==B ) d%
kT 2 f

(2.44)
where

B =(85,)7" N=2a’E§S) =2§§S;zzz ,

E;=ES=pUf +17) . (2.45)

This Hamiltonian is discussed in the Appendix C,
and in more detail in Ref. 14. The potential energy
between dislocations is short ranged and highly aniso-
tropic.

If we were to use Eq. (2.41) at the stage where the
length scale equals &g, ignore the discreteness of the
Burgers vectors and integrate over them in the
Debye-Huckel approximation, we would find (see
Appendix B)

($(K)p(—K)) = (2a’EGkik)™'Q . (2.46)

Using this, we would identify the Frank constants in
Eq. (1.5) as

(2.47)

where a and Ej are given in Eq. (2.43). This pro-
cedure is not correct, however, unless £ is <1. Itis
necessary to take the discreteness of b, into account.
Following the procedure of TN, we work with the
smectic Hamiltonian in Eq. (2.44).

Further length rescaling, rescales y by the area, so
that after /¥ more iterations, yy is also finite and of
the order 1. This can be written

1 =exp(Ul) expl—p (U +15)]

so that /;=p (I +1;). We can now apply the
Debye-Huckel approximation to the remaining
Burgers vectors, and describe the system by a gas of
free, interaction dislocations of all types. The length
at which this is done determines the mean distance
&n between dislocations with Burgers vectors com-
ponents in the y direction.

We then find the result that at these lengths the
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bare values of K, and K, obey
Ko £, Kl £} >>K? . (2.48)

The higher-order terms in the Hamiltonian [terms
such as (V- f)*], renormalize the Frank constants
to equality®! at very large length scales L > £, given
by Eq. (1.3). For smaller length scales, the
dislocation-renormalized Frank constants K, and K,
are measured.

For any fixed length scale, as the temperature ap-
proaches the melting temperature from above, the
inequality L > £, (T) will cease to be valid. The
continuum approximation for the b, dislocations is
then invalid and the system is effectively described
by the smectic Hamiltonian Eq. (2.44) when L > &s.
When L < &g, behavior appropriate to a 2D solid oc-
curs.

There is an important difference between the
smecticlike phase considered here, and the smectic
considered in Ref. 14. That smectic occurs only at
zero temperature and as the temperature is lowered
toward zero, the phonons with displacements along
the y directon disappear simultaneously with the
fugacities of the dislocations. In the smectic con-
sidered in the present work, the renormalized fugaci-
ty vanishes as the transition is approached, but the
phonons remain since the temperature is finite at the
transition.

The structure factor S (@) shows interesting critical
behavior. Using the formula®

I P~
5@ =exp2i- [ g ()] @1 @49
we find that
SW@) xS, v (2.50)
1 2

Since S(G) is finite for a smectic for G both parallel
and perpendicular to the rows, we find

S(G) x g2 T (2.51)

There are longer-range correlations in the y direction,
and although the ratio S (G, =0)/S (G, #0) may be
quite large, all true divergences should be accounted
for by the value of n(G). The width across the
Bragg peak in the y direction is complicated by the
existence of the two length scales ¢y and &p, for
dislocations and phonons, respectively. The shape of
the structure factor is discussed in more detail in Sec.
Iv.

The free energy scales like £52, so there are only
essential singularities in the specific heat which can-
not be detected in experiments, although in analogy
with the xy model, there may be a broad specific-heat
maximum just above T,,.28

It is worth digressing to discuss the consistency of
the picture of the 2D smectic regime above T,,. This
regime can either be though of as a solid, with pho-
nons and free type-I dislocations via the Hamiltonian
Egs. (2.8b) and (2.8¢), or as a 2D smectic. We de-
fine the distance between the rows of the smectic to
be u. The Hamiltonian for the smectic must have the
form:

N

2
+ A2
kg T

du
oy

d%u ?
W . (2.52)

We have shown that the type-I dislocated solid gives
the effective energy Eq. (2.44) between type-II dislo-
cations, and Pershan?’ has shown that the smectic
Hamiltonian Eq. (2.52) leads directly to the same en-
ergy between y dislocations. For consistency, it is
necessary to verify that the dislocated-solid picture
indeed gives fluctuations in the y position of the
molecules in accord with Eq. (2.52).

In the dislocated solid there are two contributions
to the fluctuations in the y displacements:
u=¢,+uP. The smooth ‘“‘phonon’ part ¢, is deter-
mined directly by Eq. (2.2) via the elastic tensor, and
the dislocation part u? is determined in Egs. (A22)
and (A25) by b' dislocations. The y- displacement
correlation function C,, (k) is defined as

c,y(E)=—Q'-<uy(E)uy<—§)> . 2.53)

It is given as the sum of C} due to dislocations and
C), due to ¢,: :

Cy(k)=Cp+cCh . (2.54)

The quantity C}, is calculated in Eq. (A38) as

1

b=y . (2.55)

The dislocation part requires a bit more work.

The correlation B;;(K) between type-I dislocations
in the absence of type-II dislocations is given by the
E,;— oo limit of Eq. (B2). Using this, together with
the formula (A25) of the y displacement generated
by a type-I dislocation it can be shown that

San
Ch=—r— = —— — (V) . (2.56)
P kP EnSamky
(For convenience, the notation E; =2a’E§ has been
used.) The last term in the above expression exactly
cancels the contribution Cj, in the expression for C,,
so that

S
C,(k)=—7—""">"—— | (2.57)
? k2 + E1Snk,! :

This is precisely the correlation function one obtains
from the smectic Hamiltonian Eq. (2.52) after the
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identification B = (S155,)~!, and BA?=E,,. Note that
type-I dislocations do not affect the single valuedness
of the y displacements, so there are no ambiguities in
writing the Hamiltonian in terms of gradients of a dis-
placement.

D. Type-IlI melting

Type-Il melting occurs when K < K. The fixed
point for the renormalization group is determined by
Ky =4, and K| > 4. The analysis is similar to that in
the previous section when 7 < 7,,. For all pairs of
compliances, the relationships analogous to Eq.
(2.25) hold. The ratio, which of course depends on
the particular pair of compliances, is a well defined
but nonuniversal quantity. The singularities in all
compliances obey Eq. (2.34), so that again v=
Furthermore, a special combination

7.

281 +S||22—‘;‘[C012(¢0)52222 +tan’(¢)S1111]

(2.58)

has a weaker nonanalyticity of the form /2. This is
obtained by using y, =y, apparent from Eq. (2.18f)
and the recursion relation for this linear combination
which depends only on y2.? The relation y; = y§
must hold throughout the renormalization group tra-
jectory and is a direct consequence of the fact that
two type-I dislocations add to form a type II. Thus y;
is not driven to zero and both types of dislocations
unbind at the same length scale. No smecticlike
phase occurs and we find &y = &g cexp(1~12). Two
Frank constants are measured on the length scale

&s < L << £, and both Frank constants diverge like -
¢¢ at T,,. The width of the peaks in the structure
factor diverges as 1/£5 as the temperature approaches
that of melting. There are essential singularities in
the free energy and specific heat.

III. GENERALIZATIONS TO OTHER SYSTEMS

A. Melting of square lattices

Square lattices exhibit type-II melting, and most of
the results discussed in the previous section remain
valid. In this case S1;; =522, and y;=yy. Since
there are no canceling triplets of elementary disloca-
tions, §=—]2-. Equations (2.25) and (2.34) hold for all
compliances except S;12;. This compliance exhibits a
132 singularity, which is weaker than the analytic
term proportional to ¢ since the first term renormaliz-
ing Sy12, is of order y{. Equation (2.51) remains
valid for all G.

B. Melting of an anisotropic lattice without
reflection symmetry

Except for the square lattice, type-II melting can
only occur in a lattice where two elementary disloca-
tions, equivalent under a symmetry operation, add to
form a third elementary lattice vector. If there is no
reflection symmetry axis for the underlying lattice,
the dislocation-mediated melting must be of type I.

For such a system, the scattering at the reciprocal-
lattice vectors perpendicular to the axis whose dislo-
cations unbinds at lowest temperature, will be most
intense and narrow. The ratio of scattering intensi-
ties and widths of this scattering is given by Egs.
(1.7) and (2.51). The constant p is again a nonuni-
versal number of order unity. Furthermore, all com-
pliances, including the odd ones, will exhibit cusped
singularities of the type t/2. Special linear combina-
tions of the compliances will exhibit essential singu-
larities, analogous to S};;; and S35, for type-I melting
combinations, but these linear combinations now
depend on the lattice structure. The Frank constants
again diverge according to Eq. (2.38), and the ap-
propriate phase diagram is given in Fig. 5.

C. Effects of a substrate

Nelson and Halperin have considered in some de-

. tail the effect of a substrate on the melting of an ad-

sorbed layer when the adsorbate lattice has hexagonal
symmetry. If the substrate periodicity is incommens-
urate with the adsorbate or if it is commensurate at a
sufficiently high order, the most important effect of
the substrate is to introduce a discrete set of pre-
ferred directions for the adsorbate structure. By ex-
panding about one of the preferred orientations, one
may represent the effect of the substrate by a term in
the Hamiltonian of the form

Hy
kgT

d*r
27f9%n;g (3.12)

2
Ly [ @ xmrdr (3.1b)
ag
where the angle 6(T) describes the deviation of the
bond orientations from the favored direction and v is
a new effective elastic constant.

The new elastic term Eq. (3.1) modifies the in-
teractions between dislocations in the regular solid by
changing the ratio between the coefficients of the lo-
garithmic and angular terms. This modification has
relatively little effect on the melting transition at the
temperature 7,, where free dislocations appear, but
the coupling to the substrate does affect the nature of
the orientational order in the melted phase. There
should now be true long-range order, instead of the
quasi-long-range order predicted for the hexatic phase
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in the absence of a substrate. ‘The disclination un-
binding transition between the hexatic and isotropic
liquid phases which occurs at a temperature T;
(higher than T,,) in the absence of a substrate, may
be suppressed entirely or will be modified substantial-
ly, according to whether there exists one or several
distinguishable favored orientations for the adsorbate
relative to substrate, at temperatures just above 7,,.

If the adsorbate consists of molecules whose axes
are tilted away from the normal to the substrate, the
substrate anisotropy will lead to a set of favored
directions for the tilt orientation as well as for the
orientations of bonds in the adsorbate. Since we con-
sider the tilt orientation to be locked to the bond
orientation, however, we may simply identify the
bond orientation angle 6(T) in Eq. (3.1a), with the
tilt orientation ¢(T), and use this equation to
describe the effect of the substrate. To generalize
many of the formulas of the present paper we use an
asymmetric bare elasticity tensor Cij,

Cihi=Ciu+veyen , 3.2)

where the symmetric part C,}’k, will be roughly the
elasticity tensor of the unperturbed adsorbate. The
interchange symmetry for /j and k/ is no longer valid,
and this is reflected in the inverse tensor Sj; being

determined by
leklsllglmn =3;n 8 . (3.3)

Note the difference with Eq. (A2¢). Care must be
taken when attempting to understand the singular
y—0 limit.

It is possible to work out in detail the effects of
term Eq. (3.1) on the interaction between two dislo-
cations separated by a vector R =[R cos(9),

R sin(#)] in an anisotropic medium.’® As in the iso-
tropic case, one finds a change in the form of the an-
gular term V;(6) relative to the logarithmic term
K;In(r/a) appearing in Eq. (A28).

Due to broken rotational invariance, the presence
of a small density of free dislocations with Burgers
vector in the x direction, treated in the Debye-Huckel
approximation, does/not now provide screening suffi-
cient to eliminate the logarithmic interaction between
dislocations with b, # 0. It is plausible that the latter
dislocations remain bound above the first melting
temperature T,,, until a second transition temperature
T, is reached where the coefficient of the logarithm
falls below the critical value 4kzT. In the tempera-
ture range T,, < T < T,,, one predicts quasi-long-
range order for the correlation functions Cg(l_i) pro-
vided that G has no component in the x direction, so
the system may be properly described as a 2D smec-
tic.

The stabilizing effect of the substrate interaction
may be readily understood if we consider the smectic
Hamiltonian Eq. (2.52). The orienting forces lead to

a modified Hamiltonian, of the form

2

du
ay

%u

dx?

du

d2
dx r

2 2
+ B\’ +4y

(3.4)

At sufficiently long wavelengths, the term propor-
tional to (824 /98x?)? may be neglected and the Ham-
iltonian has the same form as for a two-dimensional
planar spin model (xy model). It is clear that the in-
teraction between dislocations remains logarithmic at
large distances and that there should be quasi-long-

range order for the ordering variables e'Gyu. By anal-
ogy with the xy model, one can readily estabish the
necessary condition for stability of the 2D smectic
phase

(yrBr)'?=4n/d} (3.5)

where yr and By are the macroscopic (renormalized)
values of the elastic constants and d, is the layer
spacing.

The effect of substrate potentials which lock the
solid into a commensurate layer has been considered
in a separate work.’® Many different phases occur in
this system. True long-range positional order is now
possible, and the phases involve all combinations of
short-range, quasi-long-range, and long-range order
in the two perpendicular displacement variables. The
“floating’’ solid is identical in its large-distance prop-
erties to the continuum solid studied in the present
research. Reference 30 investigates the properties of
a simple lattice gas which incorporates the central
features of the solid, including dislocations. It is
found that if the ratio of the lattice spacing of the
solid divided by the lattice spacing of the substrate is
less than a minimum value p,;,, the harmonic float-
ing solid phase does not exist. The value of pp, is
243 for a triangular lattice, and p,;, =4 for a square
lattice.

D. Three-dimensional stack of smectic layers

The interaction between layers in a bulk liquid
crystal may also stabilize the partial translational or-
der characteristic of the 2D smectic regime. In par-
ticular, the interlayer coupling will tend to lock the
displacements in one layer to those in its neighbor.
One could obtain a bulk phase with broken transla-
tional symmetry in the y direction parallel to the
layers, as well as in the z direction, perpendicular to
the layers. We may call such a system a three-
dimensional bismectic. The x-ray structures factor of
the bismectic will have Bragg peaks on a two-
dimensional lattice of points, laying in the yz plane.
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The leading terms in the energy associated with dis-
placements U in the bismectic may be written as

Hs 1 (5 Bu duy B By
kgT 2 fd ’[M“"‘ dr, 8 Voaxt |’
(3.6)

where indices are restricted to the values y and z, and
M and N are tensor coefficients.

An analysis of the effects of long-wavelength ther-
mal fluctuations predicts a finite root-mean-square
displacement in the bismectic, so that true long-range
order exists, and the Bragg peaks should be & func-
tions in reciprocal space.’! This contrasts with the
situation for an ordinary smectic-4 or smectic-C
phase, where quasi-long-range order is found in three
dimensions. Of course, the bismectic phase will also
have long-range order in the orientations of the
molecules. :

We may note that the proposed bismectic phase is
identical in its properties to an anisotropic version of
the H, mesophase of disklike molecules proposed by
Chandrasekhar®? and theoretically investigated by
Kats.?! The effect of interlayer coupling may also be
understood by considering the energy of an isolated
dislocation in a single layer, at a temperature slightly

above the melting temperature 7,,. If the layer melt- .

ing is of type I, then there is an intermediate length
scale on which the layer may be described as a 2D
smectic and the energy of the point dislocation is
found to be large but finite. A point dislocation in
one layer which does not occur in the neighboring
layers requires a mismatch betwen the displacerents,
at least along a line stretching from the dislocation
point to the boundary of the sample. Thus, if there
is any coupling between the layers, the energy of a
point dislocation becomes infinite in the limit of an
infinite sample, and isolated point dislocations will
not exist in equilibrium. If a dislocation occurs at ap-
proximately the same point in every layer, then no
mismatch occurs, a dislocation line is formed, and
the energy in each layer is again finite. The total en-
ergy is proportional to the length of the line, howev-
er, so that an isolated dislocation line will again have
infinite energy in an infinite sample.

If a finite density of dislocation points is present in
each layer, screening effects lead to a finite energy
per dislocation. At a certain temperature it will be
favorable to have free dislocations, and the bismectic
phase will be converted into the ordinary smectic-C
phase. Conversely, if the coupling between layers is
sufficiently strong, there may be induced translational
order in all three directions, and the bismectic will be
converted to a three-dimensional solid (smectic-H)
phase.

IV. STRUCTURE FACTOR IN EXPERIMENTAL
SYSTEMS

The structure factor measured in an x-ray or neu-
tron scattering experiment is a direct probe of the
translational correlation function Cz(R). We dis-
cuss here the expected results of a scattering experi-
ment for a film at a temperature slightly above the
melting temperature 7,,. We shall concentrate on the
case of type-I melting.

We first discuss the case of a multidomain (‘“‘pow-
der’’) sample. If the domain size is sufficiently large
so that finite-size-effect broadening is negligible, the
experimental structure factor is given by

5() =) [s@otga—aVd%’ . @D

where S(q’) is the structure factor of an oriented
domain. If S(q) is dominated by scattering near a ~
reciprocal-lattice vector G, then S(T) can be approx-
imated by

Sa(@=mp~ [5(@)8a-76) g

=g~ f_" ds Ca‘(s@)e’”‘ , (4.2)

where Cz(sG) is the correlation function in real
space, for a separation R=sG parallel to G, comput-
ed for a domain aligned with its symmetry axis paral-
lel to the x axis and sufficiently small so that angular
fluctuations are << 1. In practice, we may choose
this domain size L to be of order of a few times the
correlation length £s.

When G, # 0, the correlations in Cz(R) decay
with a characteristic length given by &5, due to both
type-I dislocations and phonons, so that the width §,
of the structure factor Sg(g) obeys

8,(Sg) < &5 . 4.3)

The situation is more complicated when G, =0. In
this case, there are two competing lengths, £p which
describes the decay in the y direction of the displace-
ment order parameter due to phonons in the smectic,
and £y, the decay due to type-II dislocations. The
length £y is given by £3/°/£4° (see Ref. 14). The de-
cay of ng due to phonons is given by the exponen-

tial of a square root at large distances along the y
axis'*:

Cg"yh”""" () cexpl—(y/€p)'?] . (4.4)
The length &5 is proportional to &g, and is obtained
from Eqgs. (C11), (CS), and (2.45) with??

_ NG
(d,G,)* (S )?

where d, is the layer spacing. There is also an ex-
ponential decay of correlations provided by the dislo-

ép &s (4.5)
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cations
cR el (4.6)
y

The total order-parameter correlation function is
therefore given by

C&y(y) =C8 (NCE () . .7

In Fig. 9, we have plotted Sg(¢) for several values
of (¢y/€p). The sequence of graphs from upper
right to lower left represents the lowering tempera-
ture. The structure factor reaches the limiting form
for the smectic with a half-width of %{;‘ when
Ey/€p 2> 16. Since £y o« £4¥7 and €p « &g, this condi-
tion will always be satisfied unless ép >> €5, and in
fact, Eq. (4.3) will usually hold for all G. By estimat-
ing Kii' by

21T(Si*|1| )1/4(S;222 )3/4

[Eq. (A33)], we find that the ratio £p/£s is given ap-

proximately by

32 % )38

oo afe ()"
£s Samn

,”3/2 n4

dy

dy

where d, is the average layer separation, d is the
average distance between atoms along the x axis, and
n is the order of the Bragg point along the y axis. In
general, this number is of order unity. If d, >> dj,
the phonon correlation length may be sufficiently
large to see the width of Sq(Sgy) determined by £y.

Only in this exceptional case, and then only in a
range of temperature when £, >> £y will the width

(a€p)

FIG. 9. Reduced structure factor S (g)/S(0) is plotted
vs the quantity (g &p) for various values of the ratio of pho-
non correlation length £, to the dislocation correlation
length £y. The function becomes very weakly dependent on
(¢y/€p) when this ratio is greater than 16. The vector G is
parallel to p.

of Sq(Sgy) be given by £7'. We are forced to con-

clude that x-ray scattering experiments are a weak
probe of 2D smectic order, at least for polydomain
samples. The only signature of the smectic order
which is likely to be observed is the relatively narrow
width of the y-component scattering, and this width
still scales with &g.

For a monodomain sample, there is a distinguish-
able angular spread to the Bragg pattern, which shar-
pens as the melting transition is approached from
above (see Fig. 10). The width radially across the
ring is given by Eq. (4.3), while the angular width is
given by the angle fluctuations at the experimental
length scale. Thus

(80)? < (KxK,)™?In(L/a) . (4.9)

The angular width of the scattering vanishes at T,
according to

80 « (£nég)12 . (4.10)

In contrast to x-ray and neutron experiments, light
scattering experiments give a direct measure of orienta-
tional correlations. The divergence of K,K, may be
measured in this way.
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FIG. 10. Bragg pattern is shown corresponding to the lat-
tice geometry in Fig. 1(c) for a monodomain sample in the
nematiclike regime. The angular width 86 is a function of
system size, and for a given L, it decreases
« expl—const(T = T,,)~12], as T — T,}. If the two-
dimensional smectic order were stabilized by substrate an-
isotropy or an applied field, the spots indicated by solid
curves would become power-law Bragg peaks, while the oth-
er spots remain diffuse. In the absence of orienting pertur-
bations, all spots are diffuse.
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APPENDIX A: DISLOCATIONS IN AN
ANISOTROPIC SOLID

1. Anisotropic elasticity

Each molecule in the solid is located at a position
T=T(R)+R. The vector displacement field T is a
function of lattice position l—i, and measures the devi-
ation of the molecule from the position it would oc-
cupy in the perfect crystal. In the presence of dislo-
cations, U is a multivalued function of position.

We construct the following quantities from the dis-
placement field:

wlj= aui/a.XJ y (Ala)
uU=%(WU+wﬁ) ) (Alb)
UU=%(Wu“‘Wji) . (AIC)

The derivative of the displacement field is wy, and uy
and v; are the symmetric and antisymmetric tensors
formed from the differential displacements.'®2* The
stress tensor o is related to the strain u; by the elas-
tic tensor Cyy, and the compliance tensor Sy by

oy =Cyxtina (A2a)
Uy =Syt » (A2b)
SijkICkImn = % (8im 81n +8in8jm ) (A2¢)

(The summation convention of summing over re-
peated latin indices is used.) The elastic energy per
unit area is given by E, where

| 1
E=sujop=750;Smou (A3)

and the net force per unit area is given by

3o,
Fr=—t =

. A4
o (A9

2. Theory of dislocations

We now calculate the displacement field, stress and
energy fields associated with a dislocation of Burgers

vector b. According to standard theory!?

bk=——§wk,dxj , (AS)

where the path integral is chosen to be counter clock-
wise once around the dislocation core. Note that w,;
is single valued while U is multivalued.

Equation (AS) can be rewritten using the antisym-
metric tensor €;, with €, =1=—¢€;:

bk=—¢wk,ej,,e,,, dX/ B (A6)

where €j,€, =— 5, has been used. Since €,dx;=dn, is
the normal differential to the path, the rest of the
term inside the integral must have a gradient equal to
a § function, i.e.,
b () = e (AT)
9x,

In linear elasticity theory, we use superposition to
calculate properties associated with a collection of
dislocations. It is therefore convenient to calculate i
and W, the Fourier transforms of the differential dis-
placements and stress fields generated by a disloca-
tion at the origin of unit magnitude and direction
along the nth axis. In the following discussion, a
tilde over an expression indicates the Fourier-
transform representation of that quantity.

The conditions (A4) and (A7) in terms of the
Fourier-transform variable K become:

ikja; =0, » (A8a)

ik Wiy €jn =B . (A8b)

The Kronecker 8 is denoted by 8. These equations
are sufficient to solve for #; and &, as well as for
Ej;, the Fourier transform of the interaction energy
between two Burgers vectors. Condition (A8a)
above, enables us to write

Gy=Ty;A" , (A9)

(A10)

A" is a function of K to be determined, and T is the
transverse projection operator. The quantity w; can
be decomposed into symmetric and antisymmetric
parts

Using the fact that the antisymmetric part must be
proportional to €;, we find

vy=B'e, (A12)

where B is another function of X to be determined.
Substitution of Eqs. (A9)—(A12) into Eq. (A8b)
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leads to

Ky €nmilty + B'k, = i8] . (A13)

We now substitute for 17,/,, using the compliance ma-
trix, to find
RA"+kB"=is! , (Al4a)

Ri =k, EnmSimrt Trl . (A14b)
Multiplying Eq. (A14a) by €,k;, we obtain

gL Katm (A15)
k* Q(k)
where
QX)) =TySyuTu - (A16)
The stress field can be written
gy =L Knkm (A17)
k* Q (k)

The interaction between dislocations 4"(T) and
b™(T,) is given by

E™(F, =) = [ P o (F = F) Sy ofi(F—T2)
(A18a)

or equivalently

E"m(?l—-l"z) = fdzr u,—}'(?‘—'r‘l)C,-jk,u,Z','('r‘——?z) .

(A18b)
Using the convolution theorem for Fourier
transforms, we find that
E™=5(-K)Syaai(K) . (A19)
This is easily calculated as
g T (A20)

k*Q(X)

To find the displacement field we need to find B’,
which is obtained by multiplying Eq. (A14a) by €,R,.
We make a further definition to simplify the nota-
tion, henceforth. The subscript j, with a circumflex
over it (j) will mean to multiply that subscript by €
and relabel / to j again, i.e.,

k;=€mk; . (A21a)
T,,=%k;k,~ , (A21b)
Q(ic‘)=7(17k;kjk,.,k,;,su,,m . (A21c)

We find that the differential displacements are giveﬂ

by

W,; = TI—_:“‘
k*Q (k)
1§"=L"_ . (A22b)

k20 (k)

It is often convenient to define a single-valued dis-
placement field T" around a dislocation of unit mag-
nitude and Burgers vector along the direction 7, at
the origin by introducing a cut along an arbitrary but
specified direction Ty. This single-valued displace-
ment field is obtained by adding a lattice displace-
ment equal to b” to the integral of the differential
displacements every time the cut is traversed in the
clockwise direction. Thus "= T, + W_, where T, is
the multivalued smooth part of the displacement
field, obtained by integrating w;, and T, is the mul-
tivalued discontinuous part obtained by considering
the cut. The demand that T, increase by b " when
the cut is traversed can be written as

SUmnki+€Uk§Sigm" k,;,k;, , (A22a)

'[(fé-v)ﬁ:1,=—a,"f0 ds 8(T—Fos) . (A23)

Here (75 );=— €4 (Fo)x, the vector perpendicular to
7o. Equation (A23) is easily checked by integrating
across the cut. The demand that (Fo- V)T, =0 is
necessary, so that the value of T” is not altered in a
direction along the cut. Taking the Fourier transform
of Eq. (A23) above, and using the above considera-
tions, one finds

n n(.1y.
Si[a(u”)’|=— 61("0 ), ) (A24)

ox; kK:-Fo—ie

where J means the Fourier transform of the ex-
pression in brackets with K being the transform vari-
able. Finally, the Fourier transform of the (singular)
single-valued displacement field is found to be

84 (73 ) m

g,"=-fl..~:m—-———-——A (where m =1 or 2)
Ik,,, km(;()'k“ii)
=(u)a+ W), . (A25)

One can check that ] is indeed independent of the
choice of the index m. This expression is used to cal-
culate correlations in the smecticlike and nematiclike
phases.

The quartic expression Q (K) appears in all of the
denominators which occur in the Fourier transform
of the tensor fields, and to analyze these expressions
in real space, we need to investigate the zeros of Q.
We define quartic polynomial Q (z) by

Q (Z) = SUk,z,-z,zkz, s (A26)

with z,=2z z,=1. Thus, Q0 (z) is a quartic polynomi-
al in z. Since the coefficients are real, the roots occur
as complex conjugate pairs. Denote these roots by
@, ai and ay, 3. The polynomial 0 (K) factors
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into the fourfold product
- S , .
Q(k)=%4l—l|(kx—a,ky)(kx—azky).z (A27)

[see Eq. (2.19)]. Stability requires that Im(ea;) 0,
which is equivalent to the requirement that Sy, be
positive definite. It is no restriction to choose

Ima; > 0, since the roots occur in pairs.

3. Interaction energy between dislocations

To perform the renormalization group analysis, we
must Fourier -transform Eq. (A20) to find the ener-
gy between dislocatons in real space. Using the fac-
torization, we can perform these integrals using con-
tour integration techniques to find

mi=y L
E™(T)=Kun,In 4 +Vun(0) , (A28)
K _ 1 Ima; +Ima,
1 2 Sml([mal)(lmaz)ial—a;|2 ' (Azga)
1 Im(a7!) +Im(a3!)
oo L , (A29b)
27 Syn(Imai!') (Imaz!) la7! — (a3')*]2
1 lm(aldz)
P , A29¢)
12 2w S““([mal)(lmaz)lal—a2|2 ( )
n.+m-2 i
Vo (8) = = Re |2 In(a,COSO:Slne) + (interchange 1 and 2) . (A29d)
27 (Imey) |a; — a3 |?

The second equation (A29b) is analogous to Eq.
(A29a), with the indices 1 and 2, and «; and ;! in-
terchanged. For appropriate choice of axes, K, can
be made equal to zero since K, is a symmetric ten-
sor.

4. Crystal symmetry

Considerable simplifications occur in the formulas
when there is a symmetry in the crystal. For the

= (S1122+281212) £ [(S1120+281212)? = S 1111822221

[

problem at hand, the reflection symmetry y ——y is
valid and every component of the compliance or elas-
tic tensor with an odd number of equal indices van-
ishes. There are therefore four nonzero compliances:
S|1|1, 52222, SlZ]Z’ and S”zz. The quartic expression
0 (2) can then be reduced to

Q(Z)=S1|||Z4+2(S“22+2S12l2)22+82222 . (A30)

This can be solve_d to find the following expression
for the roots of Q(z):

(A31)

2
a[%] S

Two cases now present themselves. In the first case
(i), the argument of the square root is positive, giv-
ing two imaginary, independent roots. The second
case (ii) occurs when the argument of the square root
is negative, giving roots of -equal modulus but com-
plementary phase. The isotropic case gives degen-
erate roots. In all these cases

afad=S20/S1n (A32a)
af+a3=—(28,+4812)/Sun (A32b)
and
a;=ila;| , for case (i) ,
(A32c)
aj=—aj) , forcase (ii) .

The conditions (i) and (ii) are obtained by inspection

and are a consequence of the reflection invariance

which gives Q (z) as a polynomial in z2. In this case

I
we compute Kj; explicitly as

K =-1—(2S2m)_'/2[(5111152222)1/2
2w

+ (S”zz + 2S|2|2) ]_1/2 B (A33a)

S 1/2
Kyn=Ky % (A33b)
11t
K12=K2|=0 . (A33C)

No real simplification for ¥ occurs over Eq. (A29),
and the explicit form for this interaction will not be
needed.

We now compute the correlation for the transla-
tional order parameter Cz(K) in the solid phase
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where the cumulant expansion is valid:
Cg(R) =expl - G,G,f;(R)] , (A34a)
Sy (R =2 ([, (R) = 4,(0) Ny (R) — 1) (D)) .
(A34b)

The Hamiltonian for the solid is given by Eq. (2.2) so
that the. Hamiltonian for the Fourier-transformed
fields is given by

HO_l

=0 =4 f P bfen Comni(R) (<) . (A39)
B

The interchange symmetry i« j of_C“,-,,,,,, has been
used. The _exlpectation (i1;(k)i;(=k)) is therefore
given by (V™) ;, where

Vi(K) = Cimjkmkn . (A36)

Writing this explicitly in our case, we have

Cunkt +Ciaki (Crp+Conlkik,

. (A37
(Cin+Ciadkiky Conki +Conk? (A37)

The inverse matrix is given by

-~ 1 ki —kik,
V) y=———(S1un1Sun—S%
( )I' k“Q(k)( nnS»n ”22)[—k,k2 K}
Sunk? Sinkik,

+48 A

12‘2l81122k1k2 Somk? (A38)
The identities, valid for a uniaxial solid,

CinCam—Chlizy = (SinSam—Shn)™" ., (A3%)
Ciun=7Sih . (A39b)

have been used. We can compute the large-distance
behavior of the logarithm of the order-parameter
correlation function, using contour integration tech-
niques. The result is

£y (R)=nyIn(|R |/a) , (A40a)

where

ny = (S””Snzz - Slzm_ )K,‘j‘ +4S12]25,ﬁjk,‘j , (A40b)

and K; are the coefficients of the logarithmic term in
the energy defined in Eq. (A29). No summation
over indices in Eq. (A40b) is to be performed. For-
mulas (A20) and (A28) have been used and only the
divergence as R — oo has been kept. The order-
parameter correlation function is given by

Cz(R)=(R/a) ™% f,(G,R) . (A41)

The structure factor can then be computed. The
coefficient f,(G,R), which we do not explicitly calcu-
late, couples G and R and is related to the angular
term in the dislocation interaction Eq. (A29). The
exponent which determines the decay of correlations,
however, does not couple these variables. Taking the
Fourier transform of Eq. (A41), one finds that the
Bragg & functions in the structure factor of a crystal
with long-range order become cusped singularities,
either remaining finite or diverging depending on the
sign of 2—7(G) for a given Bragg peak.

The orientational correlation function C,(R) Eq.
(1.13) can be calculated similarly, using the fact that
the orientation field generated by an isolated disloca-
tion at the origin is given by

0(r)=Seymwy . (A42)
We find
Jim C,(R) —const , (A43)

indicating long-range order of orientations.

APPENDIX B: PROPERTIES OF THE NEMATICLIKE
REGIME CALCULATED USING
THE SOLID HAMILTONIAN

The nematiclike regime may be described by a gas
of free interacting dislocations added to the solid. At
long wavelengths, the nematic should be described by
two Frank constants, using the Hamiltonian Eq.
(1.4). We compute the Frank constants by calculat-
ing the bond orientation fluctuations in the disloca-
tion ensemble and then comparing with what we
would find using Eq. (1.5).

We:define the quantity

B,;(X) = (b,(K)b,(-K)) (B1)

as the correlation between dislocations in the
Fourier-transformed variable k. When the core en-
ergies are added to the dislocation Hamiltonian, we
find -

k*Q (K)Ez + kik;

=0 = . (B2)
k*Q (k) det(Ey) +k;k; E;

B, (k)

where Q is the system area, Ej; is the core energy
matrix 2a’E§ and det(Ey) is the determinant. The
matrix Ej; is of course diagonal when there is a re-
flection symmetry about the x or y axis. In the
nematiclike regime, both eigenvalues of Ej; are finite,
although one may be much larger than the other.
Equation (B2) is used to calculate the correlations in
the bond orientation field. The Fourier transform of
the bond orientation field induced by a dislocation at
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the origin with Burgers vector b" is given by
¢"(k)=Se;w" . (B3)
The right-hand side is just the antisymmetric part of

the differential displacements. Using Egs. (A22) we
find

£(K) = ($(K)d(—k))
~ [kik;Ey+ k*Q (K) det(E) 17!, (B4)

for small k. Using the fact that Ej; is diagonal for the
solid with reflection symmetry, we make the identifi-
cation Eq. (2.47). The real-space angle-angle correla-
tion function is then given by

(I6(R) = $(0)1?) = == (KK~
2m

XIn|——s——>—+
Skt RiRjR¢ R,

=g(R) .

(BS)

In a system where the local rotational symmetry is
n fold, the relevant orientational order parameter is
¥n(R) =e"#®)  We can calculate the correlation
function C, by using the cumulant expansion. In
this approximation

C,,(l_i)=exp[—%n2g(§)] ) (B6)
Using Eq. (BS) one can show
C,(R)=F(R)R™™ , (B7)
where
n=—-(KK,)""n? : (B8a)
27
A A n
X R.R/E;
FRR)=|—77F5F—7F7—=1] . (B8b)

SRR R,

The calculation of the displacement correlation
functions is more difficult due to the multivaluedness
of the displacements around a dislocation. It will be
noticed that Bj; is composed of two parts:

B;=Bj}+Bj} . (BY)

where By} is the part proportional to k;k; in Eq. (B2).
In real space, this correlation can be written as

Bj=—39 o(7) , (B10)
r.

where g (T) is just the angle-angle correlation func-
tion. This term dominates fluctuations in the dis-
placements perpendicular to the direction between lo-
cations in the lattice and this is the reason it is so
closely related to angular fluctuations.

Let us define the function
A.(RR)=8"(R'-R)—-u"(R") , (B11)

where U, (R’) is the (multivalued) displacement field
at the origin introduced by a unit dislocation at R’
with Burgers vectors along the mth axis. Thus A" is
the difference in the displacement field between the
origin and the observation point R, generated by a
dislocation at R’. We shall define the function
A"(R,R’) to have a cut as a function of R’ from the
origin to the point R. There is then no cut necessary
to the dislocation itself;, if the dislocation makes a
closed path in the cut plane, it must loop around the
origin and R an equal number of times. Hence
A(R,R") will be a single-valued function of R’ with
just a cut between 0 and R. With this convention the
function

E(®) = [ @R’ b, (RVE"(R,R) (B12)

is the contribution from the dislocations to the differ-
ence in displacements [G(R) —W(0)] and the corre-
lation function

G,(R) = (4,(R)A,(R)) (B13a)

can be calculated.
The decomposition of Bj; results in a corresponding
decomposition of G;(R):

G, (R)=G}(R) +GJ(R) , (B13b)
with
GHR) = [ R @R AP(R,R)
x BL(R'=R")AMR,R") . (Bl4)

The integral extends over the entire space excluding
the cut from the origin to R. Using the form Eq.
(B10) for G, we see that

' 173 5 D/ a a

G,*(R = ) d’R'd*R AMR,R") ————

HR) = [ @ R )52 mm
xg(R'—R)A/R,R") .  (BIS)

Using the fact that
0
L ur=0 ,
25"

derived from Eq. (A22a), and using Green’s theorem
to rewrite the area integral into a double path integral
over R’ and R”, we find

GHR) = gﬂid/'d/" nmAM(R,R")
xg(R'=R")n,A(R,R") . (B16)

Each path integral surrounds the cut once in a
counter-clockwise direction and the boundary of the
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surface (at R = L) once in the opposite sense; #; is
the /ith component of the normal to the boundary.

Using the fact that the discontinuity across the cut
is 8/, we can reduce the cut integral to

Gp(R) =fPar’ ar" n(RIm(R") g (R'=R") .

(B17)

The double surface integral at the boundary still
remains. Whether or not this surface integral is im-
portant depends on the large distance properties of g.
In the presence of a crystalline substrate which in-
duces long-range order in the orienting parameter
e/#” the correlation function g decreases exponen-
tially at large distances. There is then only a contri-
bution to G;; proportional to R due to the cut. If the
cumulant expansion is valid, it then follows that

Cg(R) = (expliG- TW(R)lexp[—iG-w(0)])

is exponential at large distances in the nematiclike
phase, for any direction of R.

For a smooth substrate, g diverges as a logarithm,
and the dominant contribution to G; has the form

Gy(R) « S R;R;(KK) ™ In(Q/a?) ,  (B18)

where (1 is the system size.

The presence of free dislocations at very large
length scales causes a drift in the overall angular
orientation of a relatively small region in the interior
of a sample. There will therefore be a displacement
generated between location R and 0 which will be
proportional to the separtion R since the entire region
is rotating by an angle which is of order

86 « (K2K,) ™45 In(Q/a)

(see the discussion in Sec. IV). The angular fluctua-
tions become less severe as T — T,,.

The large angular fluctuations also induce a dif-
ferential displacement parallel to R which is propor-
tional to R (80)%. The effect of this displacement on
the correlation function Cz(R) contributes a factor

=~[1-2iGR ((30)?)12 | (B19)

if 80 is a Gaussian variable. If both R and the ‘‘sys-
tem size’’ are of the order of the correlation length
&s, as is required for example in the structure-factor
calculation of Sec. IV, the term GR ((86)?) is small
compared to unity.

There is a second contribution to G; which is in-
dependent of the volume and which is important for
the separations of interest. This term is given by Eq.
(B14) when Bj is replaced by B). We analyze
G/(R) by working directly in Fourier space using the
single-valued, discontinuous displacement field calcu-
lated in Eqs. (A24) and (A25). The cut is chosen

along the line between 0 and R. Thus

2=
G,}'(R)=f%‘-’-(ef?-?—1)a,.”(a)13,';,(a)-a,’"(—a) .
) (B20)

By rotating the integration variables, one finds a pole
with a residue proportional to R. After considerable
algebraic manipulation it can be shown that

Ey

=R

F"(o) , (B21a)

where

Fu(8) =[(S 1111+ S22 +5in(26) (S 1111 — S222)
+5in(40) (S1111+ S22~ 281122~ 45 1212) 12
X (EpnRzR;) (SRR, R R) 2 (E |\ E )2

(B21b)
R = (cos#, sind) , (B21¢)
and
E; =Kp ,
e (B21d)
E22=Ky0 .

The function F(8) reduces to a constant for a regular
triangular lattice. Collecting these results, we find
that

- —®xT)2(k 9k 0)~1/2
Ca’(R)u:(Q) x Ky const

xexpl—(GH K+ GHK)IR|F ()] . (B22)

We note that this form for the correlation function is
valid also for the hexatic phase above melting of the
regular triangular solid and only when G x R=0is
there a well-defined exponential falloff of Cz(R).

APPENDIX C: CALCULATIONS BASED ON THE
SMECTIC HAMILTONIAN

The Hamiltonian Eq. (2.44) for the interaction of
dislocations in the smectic regime, with Burgers vec-
tors in the y direction, can be Fourier transformed to
give the following expression for the interaction of a
pair of separation T:

12 ,
A exp|-=X | . (cn
wlyl

- 1
=—B
«(7)=3 4xlyl

This is a highly anisotropic interaction. Note that for
fixed x, €, actually decreases as y gets smaller. This
is because the dislocations act on each other by
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compressing the intermediate layers (see Fig. 4).
This mechanism becomes extremely weak when the
dislocations have the same y coordinate.

The interaction energy can be derived from a
smectic free energy which, in the absence of disloca-
tions, takes the form of Eq. (2.52). The conse-
quences of this interaction on the properties of a
two-dimensional smectic have been studied by Toner
and Nelson in Ref. 14, here called TN.

The potential in Eq. (C1) is quite complicated, but
it is finite at large separations. A finite density of
dislocations must therefore be unbound, and the
length ¢, is equal to the mean distance between
dislocations. Thus

§Nccnf_l/?c:ae£s=f§+" ) (Cz)

where n;, is the density of free dislocations.® The:
phase is actually a nematic above the length scale £y.
This crossover occurs without a transition according
to the analysis in TN. ’

A correlation (1/B)f(r/\) is defined by

1 |R =
;/T]=§<[u(k)—u(0)12) . (C3)

This is the Fourier transform of the inverse Hamil-
tonian in Eq. (C1) and is given in real space by

Iyl 2 x? | x|
f(T)= . exp[—ryl + 5 Ixlerf v———ziylm] .
(c4)
This simplifies to
12
147 1] Iyl
Ef[f]ﬁz‘f;: - <<l
(cs)
LT 1 xl
5/ )\]—B s~ >> Ayl .

Thus, if*we use the cumulant expansion on

ng(i)'=(exp{iGy[u(R')—u(O)]}) , (C6)

we find exponential decay in the x direction and ex-
ponential of a square root in the y direction.

Above the length scale &y, the dislocations become
important. The angle-angle correlation function can
be calculated in the presence of dislocations to find
K. and K,. We find

Kyx BN« £}, K},txZE_‘a2 , (C7

well above the transition temperature. Since the en-
ergy of bending the rows (splaying the director
field), is not dependent upon dislocations, K, does
not change as the temperature is lowered toward the
transition. Splay of the rows requires dislocations,
and it is shown in TN and Ref. 36 that K, scales like
n'. Therefore

Kx“f.%’ Ky“:gl%' ’ (C8)

for a vanishingly small density of dislocations with
Burgers vector along the y direction. To relate this
theory to the anisotropic melting problem, we use
quantitites renormalized by the type-I dislocations as
bare parameters for this calculation.

The correlation function ng(ﬁ)- can be computed

in the cumulant approximation as

R
A

The structure factor near a reciprocal-lattice vector G
for a smectic takes the form

(C9)

C, ( R) =exp [—Gf%,/’

— G2
§(a-G,)=S§ Aa,—BL , (C10)
where S(q,g) is the universal function
S(ﬁ,g)=fdzr el TTe=#(T) (c1n
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