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Influence of Surface Geometry of Grating Substrate on Director in Nematic Liquid
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Abstract The director in nematic liquid crystal cell with a weak anchoring grating substrate and a strong anchoring
planar substrate is relative to the coordinates x and z. The influence of the surface geometry of the grating substrate
in the cell on the director profile is numerically simulated using the two-dimensional finite-difference iterative method
under the condition of one elastic constant approximation and zero driven voltage. The deepness of groove and the cell
gap affect the distribution of director. For the relatively shallow groove and the relatively thick cell gap, the director is
only dependent on the coordinate z. For the relatively deep groove and the relatively thin cell gap, the director must be
dependent on the two coordinates x and z because of the increased elastic strain energy induced by the grating surface.
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Display characteristics of a liquid crystal displays
(LCDs) are mainly decided by the director profile of liquid
crystal (LC) in this cell. Surface anchoring plays an es-
sential role in the director’s distribution.!' =2l The rubbing
technique is a common method to align the LC molecules
on the surface of substrate in the manufacture of LCDs.[]
However, to achieve some desirable anchoring properties,
the surface of substrate is treated as a grating surface.
Theoretical and experimental studies on the grating sur-
face are always important subjects.[*~13]

In 1972, Berreman'¥ studied the interaction between
a nematic liquid crystal (NLC) and a grating surface using
the continuum theory. The shape of the cross section per-
pendicular to the groove direction is taken as a sinusoidal
curve. Based on the simple model of a grating surface
proposed by Berreman, some investigators reexamined the
theory and analyzed the distribution of director.'>=17 In
our previous works,['3=19 we considered that the shape of

cross section is taken as cosinusoidal curve
z = d cos(qz) , (1)

where z is the direction perpendicular to the groove of the
grating substrate, ¢ = 27/ is the wave vector of the sur-
face structure, A is the pitch of grating surface, and § is its

amplitude. The anchoring properties of grating substrate
can be expressed by the equivalent anchoring energy for-
mula per unit area of the projected plane of the grating
surface

1 . 1 .
g = 3Wiln ) + 3 Wa(n - i)?, @)

where ¢, 3 are the basic vectors along ox, oy axis, re-
spectively, Wi = A; — 4m3k62/\% and Wy = A, are the
equivalent anchoring strength coefficients, A; and Ay are
anchoring strengths of the grating substrate and k is the
geometric mean value of the splay elastic constant k17 and
the twist elastic constant koo, i.e. k = /k11 - k22. In the
following theoretical analysis, this formula is used to cal-
culate the anchoring energy of the grating substrate.

Our selected LC cell structure and the Cartesian co-
ordinate system are shown in Fig. 1. A NLC is confined
between a weak anchoring grating substrate and a strong
anchoring planar substrate. The original point of Carte-
sian coordinate system is laid in the center of the projected
plane of grating substrate. The LC molecules orient along
the normal direction of the grating surface and the an-
choring energies corresponding to different directions are
Ay and Ay, respectively. The LC molecules on the pla-
nar substrate are homogeneous alignment. The deforma-
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tion of director in the LC layer without an applied electric
field can be described as n = (cos 6 cos ¢, cos 0 sin @, sin 6).
Here, 8 and ¢ are the tilt and the twist angle of director,
respectively, and they are dependent on = and z, rewritten

as 0 =6(x, z), & = ¢(z, 2).
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Fig. 1 Structure of liquid ccrystal cell and coordinate
system.

The Gibbs free energy of the NLC cell consists of two
parts: elastic free energy and surface free energy. The

elastic free energy is

Gclastic:/ gclasticdv
14

Ly L l
= / d’y/ dI/ gclasticdzv (3)
—L, — L, & cos(qzx)

where L, and L, are two half widths of the grating sub-
strate, gelastic 1S the density of the elastic free energy in
per unit bulk and can be expressed as

1 -, 1 S
Gelastic = §k11(v )% + §k22(n -V x it)?

+ %k%(ﬁ <V x7)?, 4)
where k11, ko2, and k33 denote splay, twist, and bend elas-
tic constants respectively. Introducing some new signs
Sg = sinf, Cy = cosf, Sy = sin¢g, Cp = cosg, 0., =
00/0x, 0. = 00/0z, ¢, = 0¢/0x, ¢, = Ip/Dz, we can
simplify the expression of the density of the elastic free
energy as

1
Gelastic = §k11{(590¢9; — Cob,)? + CGS27 + 2Cp Sy, (SeCyb,, — Cobl,) }

1
+ 5/@2{539;2 + CF(SeCydl, — Col,)? — 2Cp S0, (SeCo ¢l — Codsl.) }

1
+ ks {(CoCo0;, + S00L)* + CG(CoCoyy, + Sodl)} (5)

Because the integral interval in Eq. (3) along the oz axis | The expression of Gelastic 1S given by

is [0 cos(qz), 1], this will bring some troubles in the theo-
retical calculation. To overcome this problem, a variable
transformation (z,y,z) — (2/,y/,2') is introduced as the
following

/ ’ ,_ 2 — dcos(qx)
= = =——7]. 6
LA O e e (6)
Substituting Eq. (6) into Eq. (3), one can write the follow-

ing expression of the elastic free energy in the new variable

L, L, l
Gclastic = / dy/ dI// gclastic : Ddz/ 5 (7)
—L, —L, 0

where Gelastic 1S the density of the elastic free energy in the
new variable, D is a required factor for transforming the
integral variable and can be written by

Oz Oz O
ox' oy 0z
|9y 9y oy|_ . 1 /
D = or oy 07 —1—15cos(q:1:). (8)
ox' oy 0z

To simply analysis, one elastic constant approximation
(k11 = koa = k33 = k) is assumed. In this case, Eq. (5)
can be re-expressed as

k
Jelastic = 5[6‘;2 1072+ C2P2 + ¢72)

+2058(0,¢%. — 0.6,)]. 9)

k
Jelastic = 5{( ;/ + B@;/)2 + E29;2/
+ C3(# + Be.,)? + E*¢7)
+2C5SyE (0 ¢ — 0.0}, (10)

where

l 1
E - y
l—dcos(qzr’) D
Supposing that g, = gelastic - D is the bulk density, and
considering the surface free energy, we can obtain the

whole Gibbs free energy of this system

L, L. !
G:/ dy/ dx'/ dz'gy
~L, —L, 0

Ly, L.
o[ Ty [ ary.,
~L, ~L,

where the expressions of g, and g5 are

(I — 2")dgsin(qz")

B =
[ — 6 cos(qz’)

(11)

_ k 1 / /7 \2 /2
gV = 5{5(955/ + B@Z/) + Eoz/
1
+ G356 + BoL)? + EoZ
+ 203550l — 0L 6) }

1 1
gs = §W1 cos® fsin? ¢ + §W2 cos®f cos® ¢,



342

Communications in Theoretical Physics

Vol. 55

where 6 and ¢ are the function of ' and 2’.
Substituting g, and g5 into the Euler—Lagrange equ-
ations!?!]

agv 0 Ogv 0 O0gv
20 " awor, ara, (14)
gy 0 Ogv 0 Ogy _
op 0z 9., 02 Vb 0, (15)

we can obtain the bulk equations respect to 6 and ¢

SCl [(Agz))? + [(Ei)qﬁﬁ A%+ (Ei)29 —0,(16)

0z’ 0z’
A(C2Ag) + (E%) [cg (E%M =0, (17)
where p 5

A= 57 T Ba

At the upper boundary 2’ =1, 8(2',1) =0, ¢(z',1) = 0.
0 and ¢ satisfy the following equations at the bottom
boundary 2z’ = 0,

dgv - 09s

90, =0 86 l2=0’ (18)

agv dgs

pu— . 1

8(;5;, z'=0 8¢ z'=0 ( 9)
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Substituting Eqgs. (12) and (13) into Egs. (18) and (19),
respectively, we have

k [%Aa + B0, - cgsw;,}

z'=0
= —[S@C@(Wlsg + W2Cq25)]|z’:0 ) (20)
B n / /
k [EA¢ Y B, + Sd)em/} n
= [SyCp(Wi — Wa)]|2r—o . (21)

Based on the above bulk and the boundary equa-
tions, the LC director’s profile in the NLC cell with a
grating substrate and a planar substrate can be calcu-
lated. We discuss the deformation of director for the cell
with different grating conditions. The elastic constant
of LC is K = 10 pN. Some parameters of the cell are
Il =5 pmor 10 yum, A =1 pm, 6 = 100 nm or 1 pm,
A =1.0x107* J/m?, Ay = 7.0 x 107° J/m2.7=18] Tp
calculation, we only consider one period along the x direc-
tion. According to the different cell gaps and amplitudes,
we can obtain four combinations such as [ = 5 pm and
6 =100 nm, [ = 10 gm, and 6 = 100 nm, [ = 5 pm, and
0=1pm, ] =10 pm, and 6 = 1 yum. The LC director’s
distribution are shown in Figs. 2-5.
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Fig. 3 Distributions of liquid crystal director for I = 10 ym and § = 100 nm. (a) Tilt angle; (b) Twist angle.
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Fig. 5 Distributions of liquid crystal director for [ = 10 ym and § = 100 nm. (a) Tilt angle; (b) Twist angle.

The anchoring of the grating substrate is decided by two factors: the interaction potential??=23! between LC
molecules and the molecules of substrate, the increased elastic strain energy induced by grating substrate. The
interaction potential leads to the LC molecules along the normal direction of grating surface. The increased elastic
strain energy can bring a deviation from the normal direction in the tilt and twist angles.?*] Because the increased
elastic strain energy is dependent on the surface geometry of the grating substrate, the different grating surfaces will
have the different influences on LC alignment on the grating substrate. These influences can extend to the whole LC
layer because of the elasticity of LC. From these figures, we can see this kind of variation. In the cell with the relatively
small amplitude and the relatively thick cell gap, the distributions of the tilt angle and the twist angle are linear in
the LC layer except a very thin layer near the grating surface from Fig. 3. This means that the tilt angle and the twist
angle of director are independent on the coordinate x when the cell has the relative thick LC layer and the relative
small amplitude. However, an opposite result is shown in the cell with the thin LC layer and large amplitude. The
nonlinear distributions of the tilt angle and the twist angle in the whole LC layer are shown in Figs. 4 and 5. This
implies that the tilt angle and the twist angle vary with the coordinates x and z.

In this paper, we give the detailed theoretical analysis on the problem of the grating surface and numerically
calculate the distribution of LC director in the NLC cell with a grating substrate and a planar substrate by the two-
dimensional finite-difference iterative method. For the relatively shallow groove and the relatively thick cell gap, the
director is only dependent on the coordinate z. As a result, some investigations on the NLC cell with grating substrate
in this case can be simplified.['?2% On the contrary, for the case of the relatively deep groove and the relatively thin
cell gap, the director must be dependent on the coordinates x and z.
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