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We examine spatial distribution of impurity rigid-sphere-like ma-
croparticles in the mesomorphic liquid crystal host.
tinuum statistical mechanical theories, we analyze the thermody-
namic conditions necessary for a modulated lamellar-structure to
appear. There is a long-range effective interaction between the
impurity particles. This interaction is considered as being respon-
sible for the formation of superstructures. In the general case, this
interaction includes two components: a van der Waals-type direct
interaction and an indirect interaction (through the director-field
distortions). The last one depends on both the temperature of a
sample and the concentration of particles. This effective interac-
tion controls the structure and properties of the system. Analytical
solutions for a director-field distortion, density inhomogeneity of
the host medium, temperature of the formation of a modulated
structure, and its spatial period are obtained. The proposed theo-
retical approach can be applied to other anisotropic and inhomo-
geneous systems.

Using con-

1. Introduction

Nematic liquid crystal (LC) colloids have attracted a lot
of attention in recent years [1-5]. These materials have
all properties of the LC phase but a non-trivial behav-
ior of the impurity subsystem is possible as well. For
instance, the modulated structures, which would have
great influence on the physical properties of entire sys-
tem, can be formed. Macromolecules or other particles
with relatively large molecular mass and diameter of
about 10-1000 nm (that is much larger than these pa-
rameters for typical nematic molecules) can act as im-
purities. When these impurities are introduced into the
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nematic host crystal, a distortion of its structure occurs,
because of the presence of 'tight’ anchoring between LC
molecules and the impurity surface. The director field
distortions can occupy a much bigger volume than that
per one impurity particle. If the areas of deviations in-
duced by different impurities are overlapping, each of
those particles will react upon the director deviation. In
other words, this means that the effective interaction be-
tween impurity particles through the nematic host crys-
tal will take place. The indirect interaction energy can
be much larger than the energy of the direct van der
Waals interaction. All of these effects result in the key
relevant property of such a system, namely, in the forma-
tion of modulated structures with certain spatial period.
Zumer with collaborators carried out the experiments
and simulations of the formation of superstructures in
LC (see, e.g., [5]). It has been known long ago that an
interaction induced by a director deformation plays the
crucial role in systems based on a filled liquid crystal
[6-9]. Moreover, the main problem of a filled LC focuses
certainly on the system stability which will be considered
in the present paper.

There are plenty of applications of the systems based
on filled liquid crystals. Such applications as diffraction
gratings, different magnetooptical switches, as well as
information processors and even medical devices [1, 10,
11] are only few of examples.

In this paper, a theoretical description of the instabil-
ity of a homogeneous system associated with the forma-
tion of modulated structures is presented in the manner
of Ref. [12].
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2. Statement of the Problem

Let us consider a highly dispersed system that occupies
a volume V and consists of two interacting subsystems
— nematic host and impurity sphere-like particles.

The behavior of the system depends of the phase
state of the liquid crystal host. Let us assume that
the sample is isotropic above a certain temperature
T1. The corresponding global space-symmetry group is
Sl = R3 A 0(3)

It may be presumed that, below T3, the nematic phase
of the host medium takes place and is characterized by
the existence of the axis of a preferred orientation of
molecules and a uniform impurity distribution. In con-
trast to isotropic liquids in the mesophase, a long-range
correlation between orientations of elongated molecules
can exist. The symmetry group Sy = R3 A Dy, re-
sponds to this state [13] (Doop, — cylinder group with the
axis of rotation C, which is directed along the axis of a
preferred orientation of liquid crystal molecules).

On the further cooling of the sample below a certain
temperature Ty, (T1 > Toc > T, where Ty is the melt-
ing point temperature of the liquid crystal), the uniform
distribution of interacting impurities can disappear, and
the so-called focal conic texture can be formed due to
the appearance of impurity layers of the same thickness
which can quasifreely glide over one another. The host
medium molecules have kept the direction perpendicu-
lar to the impurity layers, on the average. The fact that
layers glide over one another indicates the absence of
a long-range translation order in their plane. Such a
phase is somewhat similar to the phase called smectic
A. The smectic A phase differs from the nematic one
by breaking the translation symmetry along the direc-
tion that is perpendicular to the layer plane. Thus,
the space symmetry group corresponding to this state
is Sy = (R2 X Z) A Doop, where Z is the group of dis-
crete translations along the axis of the preferential ori-
entation of host medium molecules, the Oz direction for
definiteness, and R? is a group of two-dimensional con-
tinuous translations. Thus, the phase transition that
is accompanied by the appearance of (modulated) peri-
odic structures is similar, in respect to symmetry, to the
phase transition between nematic and smectic A.

We will characterize the bulk density (the number
of molecules per unit volume) of the system with the
function of spatial distribution p(r) through “lattice
sites” {r} of the quasilattice. Moreover, p(r) < 1/V,,,
where V,,, is the natural volume of one host medium
molecule. The mean position-independent density of
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Fig. 1. Geometry of the problem

the host medium can be determined with the expression
po =V [ p(r)dr; po < 1/Viy.
v

To describe a spatial distribution of impurities em-
bedded into a host medium, the quasi-lattice-gas rep-
resentation can be used. Impurity particle centers are
located in “interstices” which are distributed randomly
throughout the lattice {R} which is embedded in the
host medium lattice {r}. The fraction ¢y of occupied
sites {R} is determined by the relative concentration of

impurity particles: ¢co = N=! Y. C(R) ¢ < 1. Here,

ReV
C(R) is a stochastic function being equal to 1, if the “lat-
tice site” with radius vector R is occupied by an impu-
rity particle (from the system {Rq, Ra, Rgs, ...} ) and is
equal to 0 otherwise: C(R) = {ég;égi:g;gzz g c¢(R)
is the one-particle impurity distribution function which
is determined by the formula ¢(R) = (C(R)) [14], where
the averaging is realized over the ensemble of impurity
particles under additional constrained condition of the
impurities number conservation; N = V/V,, is the total
number of “lattice sites”, where liquid crystal molecules
can be arranged. There is same number of “interstice”
accessible for the penetration of an impurity, but only
some of them will be occupied. To be exact, we have
(mV2/6) V/Vim = 0.7405V/Viy < N, where Vi, is the
natural volume of one sphere-like impurity particle [14].
Therefore, it is supposed that the largest rest of “sites”
of the embedded lattice remains vacant. In other words,
¢(R) < 1.

The nematic host is described with a director vector
field n(r) which is directed along the primary orientation
of nematic molecules in a vicinity of the point {r}. The
initial director orientation ng is chosen along the axis
ny = (0,0, 1). The geometry of the problem is illustrated
in Fig. 1.
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The elastic part of the free energy of a host-medium
is determined by the well-known expression [15]:

1
AF, = 3 / {K(divn)? + K (n - rotn)*+
v

+ K3 [n x rot n}2} dr. (1)

Here, K, K3, and K3 are Frank—Oseen coefficients. In
expression (1), we have neglected the saddle-splay elas-
ticity characterized by the divergence coefficient, Ko,
[16, 17], since we do not consider the effect of external
boundaries of the system at issue. Nevertheless, when
the nematic cell is sufficiently small, but is considerably
thicker than the anchoring extrapolation length [17], a
modulated phase in the planar nematic may arise, as a
result of saddle-splay distortions. The positive modules
K; (j =1, 2, 3) are implicit functions of the absolute
temperature 7', through their dependence on the den-
sity distribution p(r) and mainly on the scalar measure
Q (T, p(r), co) that describes a long-range orientation or-
dering of the system. We suppose that K; don’t depend
on r and will express them through the mean order pa-
rameter S (T, p(r),co) =V~ [Q (T, p(r),co) dr:
v

K (p(r); Q (T, p(r), co)) = Kj (po; S (T, po; o)) + v

It is quite natural to consider that the energy of a
wetting-like bond between an every surface section of
an individual impurity sphere-like macroparticle and the
nematic host depends on the orientation of a director
and the surrounding environment density. Then the to-
tal energy of such an interaction of all impurities with
the medium can be written as

AFu= 3" eR) [ g~ Ron i Q(T,prco) dr, (2

ReV v

where g (r — R,n, p; Q (T, p,co)) is the phenomenologi-
cal density of such an interaction.

In the self-consistent field (correlationless) approxima-
tion, let us consider explicitly the director orientation
independent term of the free energy [18]:

Fpos = AF‘unﬂoc + kBT Z C(R) In C(R)+

ReV

+kpT Y (1-c(R))In(1 - ¢(R)) +
ReV
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+% // p(r)p(r')E (r —1';S) +
|4

o (22 ar.
+kBTV/p<>1 (“42)a 3)

Po

Here, AFyntoc = 2 Y. c¢(R)c(R)UR -R') is a
R,R'€V
contribution of the direct impurity—impurity pairwise in-
teraction (van der Waals-type) with the potential energy
U(R —R’). Two next terms describe a contribution of
the impurity subsystem mixing entropy to the free en-
ergy. The quantity E(r —r’; S) characterizes the nonlo-
cal interaction of a pair of physically small host volume
elements. The last term is host medium subsystem con-
figurational entropies in the self-consistent field approx-

imation.

Thus, the full free energy of the system is
F:FO +AF31+AFrel+AFPOS7 (4)

where Fj is independent of the impurity distribution con-
figuration, and depends on three variables: n(r) is the
director vector field, p(r) is the distribution function of
the nematic liquid crystal density, and ¢(R) is the one-
particle distribution function of impurities.

3. State Stability Loss

To obtain the statistical-thermodynamic state equations
for the “equilibrium liquid crystal — impurities” system
and to find the conditions of stability loss, we will con-
sider small deviations from the initial uniform state:
¢(R) = ¢g+0¢(R), n(r) = ng+dn(r), p(r) = po+0p(r).

Let us expand the energy density of the interaction be-
tween nematic molecules and impurity particles in a se-
ries in the variables dp(r), dc(R), and dn(r) to within the
second order (see details in Ref. [12]). Further, we will
use the representation of this series in terms of the pa-
rameters go = g(r — R, no, po; Qo) (Qo = Q(T, po, co))
and the derivatives of g(r — R, ng, p; @), which are taken
at values of their arguments for the initial pseudohomo-

geneous conditions, n = ng and p = pg. For example,
P9(r-Rino.piQ) |

96n,;0p can be written as

the derivatives
m0,P0

ggjp(r - R)
For the further consideration of stability-loss condi-
tions, we will apply the static fluctuation-wave method
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[19] following the rules

=2 / F(r)e ™ ar,

Zf

kGBZ

zkr ~

(27T)

/ f(k)e*rdk.
keBZ

With the wave vector k = 0 — the parameter of Fourier
transform, the integration and the summation are car-
ried out over all wave vectors of the first Brillouin zone
(BZ), and v = V/N is the volume of a primitive unit
cell of the notionally chosen quasilattice. The reality
of the function under transformation, f(r), provides
an additional constraint on the Fourier components:
f(k) = f*(—k). As mentioned above, the initial director
direction is chosen as ng = (0,0, 1); thus, the director
normalization leads to the relation

> (6a(k) - n*(k)) = —2(no - 61(0)) . (5)
k

While minimizing functional (4), we take constraint
(5) into account by means of the indefinite Lagrange
multiplier, A (see also Appendix A). The constraints,
> rev 0¢(R) =0 and [, 6p(r)dr = 0, which correspond
to the conservation of the numbers of impurity parti-
cles and nematic-LC-molecules, respectively, lead to the
following properties of the ’zeroth’ Fourier components:
0p(0) = 0 and §¢(0) = 0.

With the second-order accuracy in dé(k), dp(k), and
on(k), let us find functional F' (4) by taking into account
the latest constraints, as well as the director normaliza-
tion (5).

In the case of k # 0 after applying the Lagrange—
Euler equations (for 1nbtance in the form of m +

m 0 and B(Reén a) T ZO(Im?S oy =00 =
x,y,7)), one can obtain a system of linearized equa-
tions of state in a vicinity of the stability-loss point,
Thit(po, co) (see Ref. [12] and Appendix A).

To simplify the system of equations, we will specify the
density of interaction energy between the host molecules
and surfaces of the impurities. The following form of
the interaction corresponds to the homeotropic bound-
ary condition [15] on the impurity surface, which is re-
alized in most experiments:

g(I‘ - R7 o, P; Q) =
(n(r) - (r —R))*

%—Wﬁ@'_RanOap;Q)a (6>
gqlfL,i (I‘ - R) = g;h ‘ng,po =
= —2(r7R)”(r7R)Z6(r—R, ng, p; Q), (7)

r—RJ?
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for |r — R| > diy,. Here, g is a function which charac-
terizes the radial dependence of the density of interac-
tion energy between the impurities and the liquid-crystal
molecules. In the case of [r — R| < diy, (where p(r) = 0),
we will suppose that g = 0. The Fourier components of
various derivatives of g(r — R, ng, p; Q) (6) are presented
in Appendix B.

To obtain a non-trivial solution of the linearized
Lagrange—-Euler equations (which is true near the point
of uniform-state stability loss), we require that the deter-
minant of the above-mentioned system of equations be
equal to zero (see Appendix A). This condition allows us
to find the solution bifurcation temperature Tt (po, co),
where a loss of the homogeneous-state stability against
an inhomogeneous one can occur.

In such a way, we can obtain the director-distortion
profile of a host nematic LC and the spatial density dis-
tribution of its molecules:

1(1]1(3194{ (5 — K1) (k- gl )y

+E R, (k)} 5E(K) + [co (K — K1)k=d_,(0)k;+

57~1j (k) ~ —

PR (0)31] 6700} ©)
(k) ~
= {00+ o [~ K B 0)E+

+Kmmmma@mﬁ&&w

Po

2
Co

kgTh; ~ N
X {Bbf +vE(k) + c0g,,(0) —

-1
- 2

(o= i+ K 3,007 O
(0;- is the Kronecker symbol). The existence condition
of nontrivial solutions of the system of respective lin-

earized equations (see Appendix A), in the case at issue,
(6) and (7), is as follows:

1 kpThse 1~
AL e S 5 40 PN
v o1 — o) +’UU( )

e [ =~ Kl 800 + Kak?lg 09 ) -
—|706) = e (s — K (k- & (k)b +
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2
. _ knTor - )
+K1R G, ()] 31, (0) {Bpo“ + 0B (k) + cogl,(0) —
C2 ) —1
_KlTogk‘l (K5 — K1)k2 + K1k [n_,(0)] } ~ (. (10)

As seen even from this particular relation and from the
non-linearized impure-LC equilibrium equations based
on a general expression for the free energy, one can
define the Fourier components of the effective pair-
interaction energy (both direct and indirect ones) be-
tween the sphere-like impurity particles (in particular,
by means of a nematic-LC medium). This interaction,
which acts as a collective mechanism of formation of
modulated structures, can be presented in the following
way:

_[(1%%4 (K3 — K1)|(k - &4(k)|* + K127, (k)|*] -
—v g;(k) - ﬁ (K35 — K1) (k- & (K))k.+

kpThie
Lo

2
KR, (K] g;:zpw)\ { LB + cogll (0) —

—1

2
% , (11)

TR Kok (K3 — K1)k + K1k?] [gifzp(o)f}
where k # 0. It is easy to understand that
limk_o Veﬂc(k) #* f/eﬂv(O). The non-analytic features of
Ver(k) in a vicinity of k = 0, including Vig(0), which
are concerned with the self-interaction exclusion, will be
published elsewhere. Nevertheless, we will consider this
dependence on the distance from the point k = 0 in a
subsequent section of this work.

We note that the elastic constant, K5, which is re-
sponsible for the resistance to a twist distortion of a
nematic LC, does not enter into expressions (8)—(11) for
sphere-like impurity particles. Thus, in the general case,
the effective interaction energy between the impurities
depends on the temperature, nematic-medium density,
and concentration of impurities. This feature allows con-
trolling the structure and properties of a system under
study by means of changing the external thermodynamic
conditions.
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4. Numeric Calculations

Let us estimate some numerical parameters. With a goal
of numerical calculations by formulas (10) and (11), we
will neglect the energy parameters of the direct interac-
tion, U(k), for the pairwise van der Waals-type interac-
tion between impurities in further discussions. It can be
done because their values seem to be lower by several
orders than the respective indirect-interaction parame-
ters (related to distortions of the director-vector field)
at typical interimpurity distances. In addition, as ex-
pected, E(k) describing the ’interaction’ between small
host-volume elements may be compensated by % (see
the denominator of the third term on a right-hand side
of (11)).

Let us specify the radial factor of the density of inter-
action energy between the host molecules and the impu-
rity surface (6) as follows [3]:

B(r —R,ng, p; Q) = Wpexp (—=£(|r = R| = dim)/0m)
(12a)

or

B(r —R,ng, p; Q) = Wpiy (—k(|r —R| — dim)/om)
(12b)

for |[r — R| > dim, where p(r) > 0 is the host-LC vol-
ume density, and §;(£) is the asymmetric Dirac delta
function 61(4+0) = 1 [20]. W and & are (fitting) pa-
rameters which depend on the surfactant kind and its
concentration on the impurity surface and characterize
the interaction energy between an impurity particle (at
R) and a nematic-LC element (at r) with a characteristic
linear size of oy, = /Vi,. (Further, we use values of the
k parameter in (12a) to make the ’screened’ impurity-
nematic interaction range of the order of the ’length’
of several nematic molecules.) The parametrization of
expressions (12a) and (12b) results from both the ex-
plicit form of functional dependences (2) and (3) with
regard for (4) and the fact that, without a nematic-LC
medium, the contribution concerned with director dis-
tortions must also disappear in (4) and (11).

We considered different types of the nematic host
medium (PAA, MBBA, 5CB, 8CB), but the results
turned out to be similar. Therefore, we will illustrate
them only for impurities in 8CB. Values of the elastic-
ity parameters, K; and K3, are considered to have de-
pendence on the temperature according to experimental
data [21]. Calculations were carried out for the impu-
rity size dim = 5 x 10~% cm that is the most common
experimental result.
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In the case of typical nematics, our numerical estima-
tions demonstrate that (11) can be reduced to

W2pg

Verr (k) 2 U(k) — VK Kakt X

x4 (s = )| - Gl + Kuk| G ()] +

[0~ K0 e G0k + K1 k26, 10|
(K5 — K1)k2 + K1k?]

+ , (13)

gn(k) = %G’n(k) We note that the third term on
the right-hand side of (13) gives a considerable contri-
bution to the total effective interaction energy. How-
ever, this contribution is neglected in the literature con-
cerned with phenomenological theories, but it was of-
ten investigated numerically [22]. The origin of this
term in (13) is related to a spatial inhomogeneity of
the nematic-host density, dp(k), even in spite of the
explicit absence of derivatives with respect to the den-
sity. In addition, one can notice that the second and
third terms in (13) have competitive character, which
results in the formation of a local minimum of the effec-
tive interparticle interaction energy (13) corresponding
to certain nonzero values of the modulation wave vec-
tor.

Let us examine the simplified formula (13) for Fourier
components (with allowable wave vectors, k # 0) of
the renormalized impurity-impurity interaction energy,

T(k) = i,
structure of the notionally chosen quasilattice describ-
ing the LC medium. For the chosen parametrization of
the interaction energy between the LC medium and the
impurity particles (6), (12a), and (12b), expression (13)
turns out to be dependent on both the magnitude, [k,
and the k, component of the wave vector k. Surfaces
for T (k) (corresponding to (13) and interaction energies
between the impurities with the radius dim = 5 x 107%
cm) are plotted in Figs. 2 and 3.

Let us determine the wave vector ko (ko < 27/(2dim))
which minimizes T (k) and generates a modulated struc-

which does not depend on the intrinsic

ture, i.e. it corresponds to its period that cannot be
smaller than the impurity radius. For impurity par-
ticles of the radius dim = 5 x 10™* cm within the

host LC with K; # K3(# Kaz), ko, = 2853 cm™1,
koz = koy = 1554 cm™!, which corresponds to impurity-
impurity periods a, = 4.4dim az = ay = 8.1ldin
for the case of (12a) and ko, = 4010 cm™!, ko, =
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Fig. 2. Dependence of Fourier components of the effective pairwise
interimpurity interaction on the wave vector for particles with the
radius dijm = 5% 10~ ¢cm in an LC medium with K; # K3(# Ka2)
for (12a) (a); and (12b) (b)

koy = 1777 em™!, which corresponds to impurity-
impurity periods a, = 3.1dim ar = ay = 7.1ldiy for
case of (12b). For the impurity particles of the ra-
dius diyy, = 5 x 107% cm within the host LC with
K, = Kg(?é KQ), ko, = 2354 Cmil, koz = koy = 1636
cm ™!, which corresponds to impurity-impurity periods
a, = 53dim az = ay = 7.7diy, for the case of (12a)
and ko, = 5110 em™!, ko, = ko, = 2529 cm™!, which
corresponds to impurity-impurity periods a, = 3.4diy
ay = ay = bdim for case of (12b). These collections
of periods weakly change along the entire temperature
interval of the nematic phase of an LC (306-313 K for
8CB). One can see that there are the long-range and
quasioscillatory characters of this interaction in its en-
ergy dependence on the interimpurity distance. Our cal-
culations demonstrate that a larger screening parame-
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Fig. 3. Dependence of Fourier components of the effective pairwise
interimpurity interaction on the wave vector for particles with the
radius di, = 5% 1074 c¢m in the LC medium with K7 = K3(# Kb)
for (12a) (a); and (12b) (b)

ter corresponds to a smaller value of the wave vector
ko.

5. Conclusions

We have considered the stability loss against the forma-
tion of modulated structures, basing on the phenomeno-
logical theory of filled liquid crystals.

We have obtained the system of linearized equa-
tions which describe a distortion of the director field
and deviations of the nematic-density distribution and
the concentration of impurity particles from their ini-
tial homogeneous-state values. These equations take
into account the structure and the anisotropy of prop-
erties of the 'nmematic LC + impurity’ system under
study.
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We have obtained the condition of homogeneous-
distribution stability loss against the formation of mod-
ulated structures. This condition allows one to calculate
the temperature of stability loss and to estimate the pe-
riod of a formed structure, for instance, along a direction
of the undistorted director.

An expression for the Fourier components of the ef-
fective pairwise interaction energy between the impurity
particles is derived. It takes into account the direct and
indirect (by means of the nematic-LC medium) contri-
butions to this interaction.

We find that, along with an indirect contribu-
tion to the effective impurity-impurity interaction by
means of induced director-field distortions, a signifi-
cant contribution to its energy is given by the interac-
tion of impurities by means of spatial inhomogeneities
of the nematic-LC density associated with nematic-
director distortions and caused by impurities. Ex-
actly such indirect contributions act as a part of a
collective mechanism of formation of modulated struc-
tures.

There are the long-range and quasioscillatory char-
acters of this interaction in its energy dependence on
the interimpurity distance. In the realistic case of
K, # Ks3(# K»), the k-dependence of Fourier compo-
nents for such an interaction is non-analytic in a vicinity
of k =0.

Generally, the interaction energy depends on the tem-
perature, density of a nematic-LC medium, and concen-
tration of impurities. This property allows controlling
the structure and properties of the studied system by
changing the external thermodynamic conditions.

APPENDIX A

In the case of k # 0, after applying the Lagrange—Euler equations,
we obtain the following system of linearized equations of state in
a vicinity of the stability-loss point, Tyif(po,co), for a uniform
distribution of the system characteristics:

[FLR2 + Kok + Ksh? + co (31, m, (0) = N)| 6720 (k) +
+ (K1 = Ka)koky + cogi, n, (0)] 67 (k) +

+ [(K1 — K3)kakz + codiy, . (0)] 672 (K) +

+ [9n, (k)] 62(k) + [cogn, ,(0)] 65(k) =0, (14)

(K1 = Ko)kokey + codly, n, (0)] 672 (i) +
+ [ KLk + Kak2 + Kok + co(Gr, , (0) — )] 672, (1) +
+ [(K1 = Ka)ky bz + 031, . (0)] 02 () +

+ (a1, 1)) 8200 + <0, (0)] 875(k) = 0, (15)
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INSTABILITY OF THE NEMATIC-LIKE PHASES FILLED WITH IMPURITIES

(K1 — K3)kak= + cogn,n, (0)] 6712 (k) +
Ka)kyk: + Coggynz (0)] o7ty (k) +

3] o7- (1) +

+ {(Kl

+ [Kuk2 + Ko (k2 + K2) + co(@. . (0) -

+ (31 ()] 82(K) + [codir. ,(0)] 873(K) =0, (16)
[cogi, »(0)] 87z () + [cogi ,(0)] o7y (k) +
+ [cod. , (0)] 97= (1) + [3) (k)] 62(k) +

+ [0}, (0) + vE(K) + (kT)/po | 375(k) = 0,

(377, ()] 0722 (1) + [g

1]~ kT
Jr; {U(k) * co(1 —co)

v (1) 871y () + [317. ()] 8712 (k) +

} 6&(k) + [g, (k)] 6p(k) =0, (18)

where A = 2\ /co is a renormalized Lagrange multiplier. The sys-
tem of equations (14)-(18) is obtained in the general case, i.e. with-
out any assumptions about the interaction between LC molecules
and impurities, which allows us to use it under various anchoring

conditions on the impurity surface.
For k = 0 separately, applying the Lagrange—Euler equations,
OF y = = 0, one can find a system of

OF _ OF _
835 (0) — Bdny(0) 95 (0
equations for the Lagrange-multiplier with the use of Eq.(5):

(91, (0) = A] 672(0) + 31, (0)67, (0) +

+3n,n, (0)67:(0) = =3y, (0), (19)
31, (0)072(0) + (31, (0) = A] 672, (0) +

+31,n. (0)672:(0) = =3, (0), (20)
31l (0)672:(0) + g1/, (0)371, (0) +

+|Gn.n. (0) = A| 722(0) = X — gj,_(0). (21)

APPENDIX B

Let us determine the Fourier components which are the parts of
(10) and (11):

g, () = ST R
3sin(ks) 3cos(ks) sin(ks)
/ oot [ - =
g, 0 = ST R
3sin(ks)  3cos(ks) sin(ks)
/dsﬁo(ss { ReP ke ks } (23)
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in(ks) = 8w 3k2 — k2
8T o sinks) 8 32
. () 3v sbo(s)s ks v k2 *
dim
7 3sin(ks)  3cos(ks) sin(ks)
x [ d 2 - - , 24
/ sbo(s)s { (ks)? (ks)2 ks (24)
_ $2 sin(ks)  4m 3k2 — k?
G0 =" / dsfipo(s)s? T2 + TR
dnn
T 3sin(ks)  3cos(ks) sin(ks)
x | dsp 2 - - , 25
/ “Bpo(s)s { (ks)3 (ks)? ks (25)
dim
where dip, is the impurity particle radius, Bo(s) = 8(|r — R/, po),
70(s) = By(Ir =R[,p0)lpo, s = [r—R|, and, k* = |k| =
k2 4 k2 + k2.
In the case of k = 0, we obtain
N 47r 7
90(0) = ——~ | dsPo(s )s?, (26)
v
dim
3,.(0) = 3, (0) = 0, ,_(0) = 2G0(0), 27)
3,(0) = g5, (0) = 0, 3,(0) = 51, (0),
7., (0) = 235, (0), (28)
T (0) = G0 (0) = 3L (0) = 259(0), (29)
30, (0) =G (0) = Gt (0) =
Y7 Y/ _

Therefore, considering the case of parametrization (6) and Egs.

(19)—(21), one can obtain the Lagrange multiplayer: A = ¢ogo(0).
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HECTABLILHICTb HEMATUYHO-TIOAIBHUX
®A3, HAIIOBHEHUX JTOMIIITKAMU, 111010
®OPMYBAHHS MOJY/IBOBAHIX
CTPYKTYP

A.B. Kaewonox, B.FO. Pewemmnsax, B.A. Tamapenko
PeszowMme

PosrisinyTo mpocTopoBuit pO3MOZAIT JTOMIIIKOBUX YKOPCTKUX Cde-
POLOAIOHIX MaKPOIACTUHOK y ME30MOP(HOMY PiIKOKPUCTAJITHO-
My HOCIT. BUKOPHUCTOBYIOYN KOHTUHYAJIbHI CTATHYHO-MEXAHIYH] Te-
opil, mpoaHa/i30BaHO TepMOAUHAMIYTHI yMOBH, HEOOXimHI It mo-
SIBU MOJIYJIbOBAHHUX IIApyBaTUX HAJACTPYKTyp. Mix mominikoBu-
MH YaCTHHKAMHU IPUCYTHs e(pEKTHBHA JAJIEKOiHA B3aE€MOJId.
BpaxkaeTbcst, 1m0 BoHa BignoBimae 3a opMyBaHHS CTPYKTYp. Y
3arajibHOMy BHIIQJIKy TaKa B3a€MOJisl MICTHTH JBa BHECKH: IIPsi-
My B3aemogio tuny Ban-mep-Baanbca Ta menpsamy (depes mose
BHUKpPHBJIEHHs AupeKkTopa). OCTaHHs 3ajIeXKUTh BiJ TeMIlepary-
pu 3pa3ka Ta KoHIeHTpalil yacTuHoK. [l edexkTuBHa B3aemois
KOHTPOJIIOE CTPYKTYPY Ta BJIACTHUBOCTI cucremu. Byso onep:kaHo
aHAJIITUYHI PO3B’A3KHU [1jIsl POSIOILILY MOJs JUPEKTOPA, HEOAHOPI-
JHOCTI I'YCTHHH HOCisl, TeMIiepaTypu (pOPMYBaHHsI MOJYJTHOBAHUX
CTPYKTYP Ta IX MPOCTOPOBOrO MEPiojly. 3alPONOHOBAHUI TEOPETH-
9HUN maxia Moxke OyTH 3aCTOCOBAHUM J10 HIIUX aHI30TPOIHUX Ta
HEOTHOPITHUX CHCTEM.
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