ANALYTIC DESCRIPTION OF LAYER UNDULATIONS IN
SMECTIC A LIQUID CRYSTALS

CARLOS J. GARCiA-CERVERA* AND SOOKYUNG JOOf

Abstract. We investigate layer undulations of smectic A liquid crystals when a magnetic field is
applied in the direction parallel to smectic layers. In a prior work [10], we characterized the critical
field using the Landau-de Gennes model of smectic A liquid crystals. In this paper, we obtain the
asymptotic expression of unstable modes using the I'-convergence theory and the sharper estimate
of the critical field. Under the assumption that the layers are fixed at the boundaries, the maximum
undulation occurs in the middle of the cell and the displacement amplitude decreases as approaching
the boundaries. We also obtain the estimate of the critical field, which is consistent with Helfrich-
Hurault theory. With the natural boundary condition, however, the displacement amplitude does
not diminish near the boundary and the critical field is reduced compared to the one calculated in the
classic theory. This is consistent with the experiment done by Laverentovich et al. [14]. Numerical
simulations confirm the predictions of the analysis.

1. Introduction. We consider smectic A liquid crystals confined in two flat
plates and uniformly aligned in a way that the smectic layers are parallel to the
bounding plates. If a magnetic field is applied in a direction parallel to the smectic
layers, the instability occurs above the threshold magnetic field. When the magnetic
field reaches the critical threshold, one can see periodic perturbation of the layers. This
phenomenon is called the Helfrich-Hurault effect (See [12] and [13].) We show this
phenomenon analytically by studying the minimizer of the second variation of Landau-
de Gennes free energy ([6]) at the undeformed state. We also perform numerical
simulations to illustrate layer undulations.

Liquid crystal phases form when a material has a degree of positional or orien-
tational ordering yet stays in a liquid state. In the nematic state, molecules tend
to align themselves along a preferred direction with no positional order of centers
of mass. The unit vector field n, nematic director, represents the average direction
of molecular alignment. Moreover, if the liquid crystal is chiral, n follows a heli-
cal pattern, with temperature dependent pitch. Upon lowering the temperature, or
increasing concentration, according to whether the liquid crystal is thermotropic or
lyotropic, the nematic liquid crystal experiences a transition to the smectic A phase
with molecules arranged along equally spaced layers. The molecules tend to align
themselves along the direction perpendicular to the layers.

The Helfrich-Hurault effect in a lamellar system can be caused by magnetic/electric
field [7, 10, 14, 17, 19, 21] or by mechanical tension [7, 18]. In this paper, we study the
magnetic field driven instabilities in smectic A liquid crystals. Helfrich and Hurault
proposed the model that can explain the periodic perturbations in cholesteric liquid
crystals under a magnetic field or an electric field applied parallel to the helical axis
([12], [13]) in an infinite sample. They equated the director and the layer normal and
assumed that the layers are fixed at the cell boundaries, i.e., the undulations vanish at
the boundaries. Still with these assumptions, Stewart extended the classic Helfrich-
Hurault theory to three dimensional finite samples of smectic A liquid crystals in [19].
More recently, he performed the analysis with the model where the director and the
smectic layer normal may differ [21].
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The notion of T'-convergence has been introduced by De Giorgi (See [3], [5]) in the
70s. As the small parameter ¢ tends 0, the solution of variational problem is reduced
to that of limiting problem. In [4], the authors used the T'-convergence theory to study
the switching process in elongated thin film elements by micromagnetic model. They
identified four qualitatively different regimes with the choice of material parameters
and verified the periodic oscillation in the direction of long axis in one of the regimes.

Experimental studies of undulations of two dimensional and three dimensional
systems were performed in [14] and [17], respectively. They used cholesteric liquid
crystals with a pitch 5um and 50 — 70um cell thickness for the optical study. Since
the layer thickness of smectic A liquid crystals is in the nanometer range (nm), it is
too small to visualize the layer distortions. Their experiments show that there are
layer undulations on the boundary of the sample. Motivated by the experimental
result, Lavrentovich et al. proposed the model with weak anchoring condition so
that the undulations are allowed to appear on the boundaries. By making an ansatz
of periodic undulations, they show that their model explains the experiment better
than the classic Helfrich-Hurault theory. The model presented in this paper with the
natural boundary condition on the layer function also agrees with the experiment.

In sections 2 and 3, we present the model and the geometry for our problem and
state the stability of the undeformed state of smectic A liquid crystals. Also see [10].
We define the critical field H. above which the undeformed state is unstable and
below which the undeformed state is stable. In [10], we derived the estimate of the
threshold in terms of the cell thickness. More precisely, we proved that there exist
universal constants 0 < ¢; < ¢o, such that, if 2d is the cell thickness, then the critical

field H,. satisfies
K\ K\
C1 C2
<H.< , 1.1
<Xad>‘> o B (Xad)\> ( )

where K, x4, A are material constants, which will be discussed below. This estimate
is consistent with the result found in the classic Helfrich-Hurault theory (see p.363 of
[7] and [13]). We should mention that the scaling of the critical field in this case is
different from the threshold for Fredericks transition of nematic liquid crystals, where
the critical field is proportional to 1/d [23].

In section 4, we study the I'-convergence of the energy when the layers are fixed at
the boundary. In order to study the limiting problem with the help of I'-convergence
theory, we take the small parameter € = h~! where h is the ratio of the layer thickness
to the cell thickness. In [7], the parameter h is taken by 0.5 x 10°. If we assume that
there are no layer perturbations at the boundary, we see that the minimizer of the I'-
limit is the periodic oscillation. We recover from I'-convergence the sharper estimate

of the critical field,
K H
H,.~ . 1.2
(XadA) ( )

Furthermore, we prove that the maximum undulation occurs in the middle of the cell
and the displacement amplitude decreases as approaching the boundary by a cosine
function. These are consistent with the result found in classic Helfrich-Hurault theory.

In section 5, we allow layer undulations at the boundaries by eliminating the
Dirichlet boundary condition for the layer function. The formulation of I'-limit has
been motivated from the work in [16] where they studied the Allen-Cahn functional
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with a Dirichlet boundary condition. Instead of the periodic profile as in section 4,
the director has boundary layers at both end points (y = +d). The frequency of
the oscillation is no longer proportional to d—/2, in fact, it can be shown that the
frequency is of smaller order than d='/2. Also, the I'-convergence theory gives the
sharper estimate of the critical field,

K \?
ch(X d/\) . (1.3)

One can see that the natural boundary condition reduces the critical field compared
to the classical threshold field (1.2).

In section 6, we show layer undulation patterns numerically by solving the gradient
flow equations with two different boundary conditions discussed in sections 4 and 5.
The simulations show that if the natural boundary condition is imposed on the layer
function, the threshold field and the frequency of the undulation pattern are lower
than in the classic theory, which is a good agreement with the predictions of the
analysis. Furthermore the layer perturbation does not vanish at the boundaries as
expected from the experiment and also from our analysis.

2. The formulation of the problem.

2.1. The free energy and the geometry. The total free energy density of
smectic A liquid crystals consists of the nematic f, and smectic fs part. The Oseen-
Frank energy density for a nematic is given by

fo=Ki(V-n)?>+ Ky(n-V xn)®+ Ksn x (Vxn)?
+ (K + Ki)(tr(Vn)? = (V- m)?),
where K7, Ko and K3 are the splay, twist, and bend elastic constants, respectively.
The last term in f, is a null-Lagrangian since its integral only depends on the bound-

ary values of n. We consider the energy with one constant approximation case,
K=Ky, =K3= % > 0 and K4 = 0. Then the nematic energy density becomes

K
—|Vn|?.
S 7n|
In order to associate smectic and nematic structure with a state (n, ¥) we write
W(x) = p(x)e'ae™),

Then the molecular mass density is defined by

1
3(x) = po(x) + 5 (¥(x) + " (x)) = po(x) + p(x) cos gp(x),
where pg is a locally uniform mass density, p(x) is the mass density of the smectic
layers, and ¢ parametrizes the layers so that V is the direction of the layer normal.
Also, ¢ is the wave number and 27/q is the layer thickness.
The Landau-de Gennes energy density for smectic A is given by

C
fs = §\V\IJ — iqn\IJ|2,

where C is a positive constant. The energy density f,, + fs with r|¥|? + %|\Il\4 was
used in [1] to study a phase transition and stability analysis of equilibrium states.
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Since we investigate smectic structure far from the nematic—smectic transition, we
may assume that the magnitude of the smectic order parameter is a constant, i.e., p
is a constant. Then f; becomes

_ Cq2p2

5 |V —nl%

Js
This energy density vanishes when Ve = n, which describes the configuration of
smectic A liquid crystals.
The magnetic free energy density is given by [7], [20]

Jun==2Hn-H)? = =30’(n- )%,
2 2
where y, is the magnetic anisotropy, H = oh, and 0 = |H|. We assume that x, > 0.
Then the director prefers to be parallel to the direction of the applied magnetic field.
Collecting all contributions to the free energy, the free energy density for the
one-constant approximation model becomes
K B
f=5IVnP + S Ve —nl? - Xo?(h-n)?, (2.1)
2 2 2
where B = Cq?p? is called the de Gennes compressibility constant.
In this paper, we consider a two dimensional domain

Q= (_L,L) X (_dv d)a

where L = cd for some constant ¢ > 0. We also assume that h = (1,0) so that the
magnetic field tends to make the director orient along the x direction. We impose the
periodic boundary conditions for ¢ and n in the = direction so that we can minimize
the unnecessary boundary effect, while we assume strong anchoring condition for n
on the boundary plates, i.e., simply

n(z,+td) = (0,1) for all z € [-L, L]. (2.2)

3. Stability of undeformed states. We make the problem dimensionless by
introducing new variables

E@D=(.5 md e=Xo

where \ = \/% is of the order of the smectic layer thickness. Then the free energy

(2.1) becomes
BTV s (|6n|2+(%—n)2 —ls:(n~h)2) dx, (3.1)

where the dimensionless parameters are given by

2
XaO ~ ~ ~ d ~ L
= Q= (-L,L —h,h h=—-, L=-—
K B ) ( ) ) >< ( ) )7 )\7 )\
Since h is the ratio of the cell thickness to the layer thickness, we may assume that
h > 1. In fact, the values d = 1mm and A\ = 20A4 are employed in [7]. Then
h =5 x10°.
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From the fact |n| = 1, we can introduce the scalar variable 0, with 0 < 6 < 27,
such that

n = (sinf, cosb).

Then the free energy (3.1) becomes
F= /~(¢5 —sin6)? + (¢y — cos ) 4 |VO|? — ksin? ) di dy (3.2)
Q

and the corresponding boundary condition on @ is the homogeneous Dirichlet bound-
ary condition on the top and the bottom of the plate. This energy (3.2) has a trivial
critical point, § = 0, ¢ = y, which describes the undeformed state where the layers are
parallel to the bounding plates and the directors are aligned in the y direction. The
second variation of the energy at the undeformed state, ¢o = y, and 0y = 0, gives

1 1 d?
5D (00 + 10,60+ t9) := §E’t=03(90 10, ¢o + to) -
::/XW5*®2+¢%%WQQ—Mﬂ%d&@
Q

The undeformed state, (6, ®o), is stable if the second variation is nonnegative at

(6o, ¢0)-
Here, the admissible sets A is given by

A={(0,¢) e H\(Q) x H'(Q) : ||6]|> = 1,0(Z, £h) = 0 for all Z,

0 and ¢ satisfy the periodic boundary condition in the Z direction}.

Setting
G(0,6) = / (6 — ) + 62 + |V6]2) dzd, (3.4)

one can see from (3.3) that the critical field k. is defined by

Ke = (e’i(;l)feAg(G@)- (3.5)

Thus, the undeformed state, (6o, ¢o), is stable if k < k. and unstable if Kk > k.. In
particular, when k = k., the stable bifurcation is possible. In the section 3 of [15],
they proved that the critical field x. is achieved when Dirichlet boundary condition
is imposed on 9f).

Another admissible set we consider is

Ao ={(0,9) € A: ¢(T,+h) =0 for all Z}.

Since ¢ is the layer perturbation, the set Ay corresponds to the setting in the classic
Helfrich-Hurault theory, where the layers are fixed at the cell boundaries. Then, as
above, the critical field kg is defined by

0 _ .
Ko = (eﬁgngg(ﬁ,qb) (3.6)
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3.1. Factorization. The periodic boundary conditions allow us to use the Fourier
series representation.

(#,9) = Z W@t and  GET) = Y da(@er”
where i, = 27n/L. Then (3.4) becomes
h o0
G0, ¢) = 2L/ ( D 0 + 1 10nf* + 10n — g + |¢§1|2)> dy  (3.7)
—h \n=—cc

where ’ denotes the differentiation with respect to . Setting ¢ = i¢, we define

h
o = inf / (01 + 2101 + 10 — pntb]? + [/ 12) df
h

0.0)eB J_
v )fe o (3.8)
T (9,11bn)€B ( awan)v
where
h
B = {(6,0) € WY 2(—h, h) x W2(—h,h) : / ()2 dj = 1).
—h
Then, as in [2] and in [10], we have
Ke = inf K,,. (3.9)

Using (3.9), we showed in [10] that if L > h > 1, then there exist universal constants
c1 and co such that

(&1
—< e 3.10
Ln< 2, (3.10)

which is equivalent to (1.1), where the estimate is expressed in terms of the real

parameters.
Similarly, we define the critical field 0 by

O — inf E(6
fn = I (0,%,n),

where
Bo={(0,¢) € B: v € Wy (=h, h)},
and it follows

KO = inf k). (3.11)

Note that the critical field x¥ has the same scaling (3.10) as &, since the construction
(0,%) for the upper bound from [10] belongs to By.

LEMMA 3.1. For each integer n, the infimum of (8.8) in B or By is taken by real
valued functions (0,,,1y,), which satisfy the system

—0, —|— (2 +1)0, — pinthn = Knbp (3.12)
_w + ﬂn"/’n pnbn =0 (3.13)
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with the boundary condition

On(£h) =0 (3.14)
Yl (£h) =0 or ,(£h)=0. (3.15)

Any solution to (3.12) and (3.13) with the condition (3.14) and (3.15) is of the
form (O, cpy,) with some constant ¢ € C such that |c| = 1.

Proof. We only need to prove that k,, is simple. We consider 9 as a function of
6, which is the solution to the boundary value problem (3.13) and (3.15). Fix n and
suppose 01 and 6, are two eigenfunctions with x,, and write ¢; = ¢(6;) for j = 1,2.
Setting, for j = 1,2,

L(0;) = 0; — (14 )0 + iy,
we have from (3.12)
L(0;) = —knb,.
Computing L(61)02 — L(62)61 gives
~W'(01,02) + pn (102 — 1p261) =0 (3.16)

where W (61, 63) denotes the Wronskian of 6; and 65. Using (3.13) for the second term
of (3.16), we have

—W’(Hl, 02) - Wl(i/}l,’(bQ) = 0
Then, by the boundary conditions (3.14) and (3.15), we get
W (01,02) + W (3p1,92) = 0.

Then one can deduce that 61 4+ 1; and 65 + 1o are linearly dependent. There is a
nonzero constant ¢ such that 6 + 12 = ¢(61 +91). Note that 1; = ¢(6;) and ¢(0) is
a linear function in #. Thus we have

92 — 091 = —¢(92 — 001). (317)

If ¢/'(£h) = 0, by (3.17) and the definition of ¥ (63 — cby), setting f = 05 — cb,
we have

= (2 + ) f =0in (=h,h)
f(£h) = f'(xh) = 0.

Then f = 0 and therefore 65 = cb;.
If ¢(+£h) = 0, from (3.12), (3.13) and (3.17), we have

[ =knf

Then f = 0 since £, < ? < 1 from (3.10). (See [10]). We proved that &, is simple.
Thus, as in the Sturm-Liouville theory, one can see that (6,,1y) is the unique real
solution up to the multiplicative constant ¢ € C with |¢| =1. 0
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REMARK 3.1. As observed in Lemma 2.3 in [2], since lim|,| o Kn = 00, we can
have k = Kk, for finitely many n and thus the set of minimizers of G spans a finite
dimensional subspace with a basis given by

{(On, @)™ ™7 n, (™) HY,

where (O, ,Vn,) are the minimizer of E(On;,1%n;,n;) with the property described in
Lemma 3.1 and k. = Kp; for j=1,2,--- k.

Since the suggested value for h in [7] is h = 0.5 x 105, we may set the small
parameter ¢ = 1/h. Introducing the transformations, = Z/h,y = Z/h, and u = ¢/h,
the energy in (3.2) becomes

1 . —sin6)2 — cos6)?
s(o,u)sz ((“ sinf)” |, (uy — cos6) + [ VO — osin® 0) du dy
eJp 5 5

where D = (—¢,¢) x (—=1,1) and ¢ = hx. As in (3.3), one can see that the critical
field o, is defined by

c lIlf 67 9 :; 18
Where
‘9, u) = €T ‘9 + “y + C 9 aray. . 9

From (3.10), there exist universal constants ¢; and ¢y such that

1 <o < ca. (3.20)
Using notations § = d(e) = ep?, pp = pp, = 222, and I = (—1,1), we have
L. 2 Lo 292 "2
J(0,u) =2c (g|zuu -0+ g(u )+ ept0+¢e(0) ) dy. (3.21)
I

Since we are interested in n such that o. = 0, and since og > 1, we may assume that
tn # 0 and use ¢ = ipu to have

1 1
n = inf 01> +6101> + =10 — o> + <|¢'1*) d
7= ot [0 0168 + 210 = ol + 516 dy

= inf F.(0,¢,0),
0, (0,,9)

(3.22)

where

1

B={(6,0) € WEAI) x WYA(I) / 1Ol dy =13,

From (3.20), we can see that the infimum of F is of order 1. In section 4, we study
the I'-convergence theory of F. with ¢(£1) = 0 for the configuration of the minimizer.
This corresponds to the assumption that the layers are fixed at the boundary cell. In
section 5, we use natural boundary conditions to allow the perturbation of the layers
at the boundary.
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4. Fixed layers on the boundary. In this section, we impose the homogeneous
Dirichlet boundary condition for ¢ on the parallel plates so that the layers are fixed
at the boundary of the cell. This is the case in classic Helfrich-Hurault theory.

Let

[,(€07? + 102 4602 + 1(0 — )2 dz if (8,,0) € Wy *(I)]? x RY,
+00 else,

F.(0,¢,9) := {

(4.1)
and

[,(60% + 10 dz if 0 = € Wy P(D),

4.2
+00 else. (4.2)

Fo(0,,0) := {
We look for a minimizer of F. with the constraint

/\9(z)|2dz — 1. (4.3)
I

PROPOSITION 4.1. (Compactness) Let the sequences {€;} 100 C (0,00), {0;};100 C
Wy (1), {@;}iteo € Wy (1) and {6;} 100 C (0,00) be such that

g; — 0, /|0j|2 dy=1, and {F:;(05,04,05)}j—o00 s bounded.
I

Then
{0;,0;,0;}j100 is relatively compact in L*(I) x L*(I) x R.
Moreover, the limit (0,¢) € Wy (I) x Wy 2(I).
Proof. Let F_,(0;,¢j,0;) < C where C is denoted by a universal positive constant
which may differ from line to line.. Then §; < C and thus {J;},1 is relatively

compact in R. Since we have [} |0;]* dz = 1, it follows, for a subsequence, still labeled
{gj} that

0; =0 in L*(I).
Note that we have |¢;|lw1.2(;) < C from
/I|(pj|2d2’ < 2/[((<pj —91)2+9]2)d2’ < Ce’:‘j +1<C
and
/I\cp;|2 dz < Cé; < C.
Thus we have
0; — ¢ in WH(I) and ; — ¢ in L*(I).

The lower semicontinuity of the norm gives

/(9 —p)?dy < liminf/(Hj —j)*dz < lim (Ce;) =0
I > JrI j—oo

J—
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so that 0 = ¢ and 6 € W2(I). Now we prove that lim; .. [ |¢;]* dz = 1:

[era—1|=| 1o~ [10,2 0] < [ 163 - o210:
I I I I

< lle; = 05l 2nlles + 8512y < Cllwy = 5l z2n)

1
3
<C’ej.

Thus we have [, ¢?dz = 1 and hence [;0%dz = 1. Since the weak convergence and
the norm convergence imply the strong convergence, we have

0; — 60 in L*(I).
Finally, in order to show that (6, o) € W (I)x Wy**(I), we use the following estimate
for ¢; — ¢, from the proof of Theorem 1.5.1.10 in [11],

‘AQWFdUSCXQHﬂMu%mHVUMﬁm>+HMEnm} (4.4)

for all w € WH2(Q). O
PROPOSITION 4.2. The variational problem in (0, ¢,0) € [Wy*(I)]2 x R of min-
1mizing

F.(0,¢,0) constrained by (4.3),

I-converges in [L*(I)]> x R as ¢ — 0, to the variational problem in (0,¢,5) €
Wol’g(l) X Wol’Q(I) x R of minimizing

Fo(0,p,0) constrained by (4.3)

where Fy is defined in (4.2).

The proof of Proposition 4.2 consists of the two following lemmas.

LEMMA 4.3. (Lower semi-continuity) For every (0, p,68) € [L?(I)]?> xR and every
sequence (0, 0;,0;) € [Wy>(I)]? x R such that (8;,¢;,08;) converges to (8,p,8) in
[L2(I)]? x R there holds

liminf F (6}, p;,0;) > Fo(0,¢,0)

J—00

and

0 € Wy (I) and o€ Wy(D).

Proof. We assume that F.(0;,¢;,0;) < C for some constant C. As in the proof
of Proposition 4.1, we have

0=, 0; — ¢ in WH(I), and 0 € Wy (I). (4.5)

Now we claim that § # 0. If not, we have

"2 CU 2 d —
/I(go) ghmmf/lcpj thm Cé; =0.

Jj—o00 —00
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and hence [;(0')> = 0 from (4.5). Then Poincaré inequality gives a contradiction with

the constraint (4.3) and § € W, *(1).
Now that ¢ # 0, we have, from the weak lower semicontinuity and (4.5),

1 /\2 DR 1 /\2
< — .
5 /1(9 ) lim inf 5, /[(apj)

and hence

5/92 +1/(9')2 < liminf F.(6;, ¢j,0;)-
I 1) I j—oo
0

LEMMA 4.4. (Construction) For any (0,¢,9) € LWOLZ(I)]2 x R with 6 = ¢ and
J;101? dz = 1, there exists a sequence (0}, p;,0;) € (W, 2(I)]? x R with J;10;2dz =1,
converging in [L*(I)]?> x R as j — oo, to (0, p,6), and such that

limsup F;, (0, ;,0;) = Fo(0,¥,0).

Jj—oo

Proof. We take p; = ¢, 0; =0, and d; =6 for all j > 1.
O
LEMMA 4.5. Let (0,9) be a minimizer of

1
= /(592 + 5|0'|2) dz  constrained by /\9|2 dz=1
1 I
with the boundary condition 0(£1) = 0. Then

d= and 0(z) = ccos %z for some |c| = 1. (4.6)

T

2

The minimum value of the functional is .
Proof. From 6 € Wy'?(I) and (4.3), we have

2
/ 10'12 dz > T
T 4

and the equality holds if and only if 8 is of the form (4.6). Then we see that

2
Fb>04+—2>
0Z0F =T

and the equality holds if § = /2.
O

From the I'-convergence theory, if the I'-limit F; has a unique minimizer, then
the sequence of minimizers of F. converges to the minimizer of Fy [5]. Since Fy has
a unique form of the minimizer, we have the following theorem. The proof of the
similar theorem also can be found in [4].

THEOREM 4.6. Let (0,¢,0) be a minimizer of F. constrained by [,]0]*dz = 1.
Fore =1/h < 1, we have

ep’ g, and F.(0,0,0) =T (4.7)
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and
/|<p(z) — ccos gz|2 dz < 1 (4.8)
I

for some constant ¢ with |c| = 1.
REMARK 4.1. One can see from (3.11) and (4.7) that the critical field is given

by

0.7
Iicwh,

which is, in terms of real parameters,

H.~ LS %.
XadA

This estimate is consistent with the result found in the classic Helfrich-Hurault theory.
(See p363 of [1] and [13]).
From (4.7) and (4.8) we infer that

0(z, z) = p(xT, 2) = ccos gz sin | =

2h
and hence

T T
qﬁ(x,y)fccos?dysm 2

which is again the consistent result from [7].

5. Natural boundary condition on layers. In this section, we do not impose
the Dirichlet boundary condition on layers. Since the compactness property in this
case follows from Proposition 4.1, we need to prove the I'-convergence of F. for ¢ €
W12(I). The T-convergence in this section is motivated from the work of [16].

PROPOSITION 5.1. The variational problem in (0, ¢,8) € Wy *(I) x WH2(I) x R
of minimizing

F.(0,¢,0) constrained by (4.3),

I-converges in [L*(I)]> x R as € — 0, to the variational problem in (0,¢,0) €
WLE2(I) x WH2(I) x R of minimizing
F(0,¢9,0) constrained by (4.3)

where

[ (61012 + £10')?) dz + 6(1)% + 6(—1)* if0£0,0=0¢p
F(0,0,0) =< 0(1)2+0(-1)2 =1 if § =0, 0 = ¢ = constant
00 else .
LEMMA 5.2. (Lower semi-continuity) For every (0, p,68) € [L*(I)]?> xR and every

sequence (0;,¢;5,0;) € Wy 2 (I)x WH2(I) xR such that (0, p;,0;) converges to (8,p,0)
in [L3(I)]? x R there holds

liminf . (0;, ¢;,0;) > F(0,¢,0)

j—
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and

0 c WH3(I) and © e WhHA(I).

Proof. We may assume that F.(6;,¢;,6;) < C for some constant C. Then we
have 6 = ¢ as in the proof of Proposition 4.1. We define an auxiliary function

0;
V(0;,p,) = 2/0 (t — ;) dt.

Evaluating the integral, we have

02
(05, 05) =2 (5 - ¢j9j> = (0; — ¢;)* — ¥ (5.1)

Differentiating ¥ with respect to z, we have

9.9 (05, 05) = 2(0; — ;) (0 — ¢) — 20,

Then
[0+ 20, = e [ 26310, - g a:
= /1 0.9 (0;,05) + 20505 — ¢5) + 25| dz
= [10:9(6,.0) + () +26,(6; = o)l =
Using (5.1) and setting ®(6, p) = (6 — ¢)?, we have

1
JEer + 26—t dz> [10.060, 0014 -2 [ 16306, - gl iz

J

> [ 10.065 09l dz = 2Neillionll - pillioey (52
We extend §; and 6, by setting 0 outside I. Let I,, = (-1 —1n,1+n) with 0 <n <« 1
and define
0 inl,—-1
and

|0 inI,-T
We also extend ¢; and ¢ continuously by setting their boundary values outside of I.

©j inI
;=4 %i(-1) in(-1-n,—1)
@;(1)  in(1,1+n),
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and

%) in [
in (=1-mn,-1)
(1) in (1,1+n).

>

I
5
=

Since 9} and ¢; are extended continuously and they are constants outside of I, we get
1080, = [ 100052
n

For ¢ # 0, from (5.2) and since ®(6;, ;) — (6, ) in L*(I), we have

hmlnf FE]. (Gj, ©Li, (Sj)
0o

J—

J—00

- 1
n J
=206 L2l = @il |

2/1 |azq>(é,¢)\dz+/l(592+%(¢')2)dz. (5.3)

n

From the construction of 8 and ¢, the definition of ®, and § = ¢, we have

/I 10.8(6, 5)|dz = / 10.8(8, 3)| d= + /8 19(6.) = 2(0.9)
" (5.4)
= (0(-1))?

)%+ (0(1)*.
Together with (5.3), we have

liminf F.,(0;,¢;,6;) > F(0,¢,0).

J—00

For § = 0, it is obvious that ¢ must be a constant. In fact,

/I(w})Q <04 —0

as j — o0o. Therefore, # = ¢ must be constants. The lower semicontinuity in this case
follows from (5.3) and (5.4).
]

LEMMA 5.3. (Construction) For any (0,¢,6) € WH2(I) x WL2(I) x R with
[,1012dz =1 and 6 = o, there exists a sequence (0;,p;,0;) € Wy >(I) x WH3(I) x R
with [;10;|* dz =1, converging in [L*(I)]* x R as j — oo, to (0, ¢,6), and such that

limsup F., (0, ¢;,0;) = F(0,9,0).

j—oo

Proof. Given (0,¢,d) where 0 = ¢, we take ¢. = ¢,6. = 0 for all e. Then
llellz2(ry = 1. We define the boundary layer construction for 6. by

R = e
llpellzz(r)
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where
p(2) —p(-1)e” el = (1,147
p(2) + 270 T (142 -26) z€ly=(-1+ & —1+2/E)
pe(z) = ¢ ¢(2) ) zely=(-1+2Ve1-2Ve) (5.5)
p(z) + #0112 —26)  z€l=(1-2/E1-6)
p(z) — p(l)e = zely=(1- G 1)

Then we have 6, € W, *(I) and 10|lL2(ry = 1. Since [|pellr2(ry = 1+ O(V/e), a direct
computation gives

[ 26— e+ el a:

I

; /I (o) = p(=1)e™ - Hps\lzso(Z))Q d

~ ellpellre

€ ’ 90(*1) — 1tz ?
+— (z) + e dz
3 4
||p€||L2(1) I €

< <p(::1)2 n @(—21)2 + O(VE) = p(—1)2 4+ O(v/E).

Also, we get
1
[ 126~ 00 + el a2 < O(v2)
Iz
Similarly, we have

[ 26~ oo 4 clo:P)az < O(2)

Iy

[ 120 = 00 + el dz < 1) +O(V2)

Is

Hence, we have

. 1 N
hmsup/[g(ee — )% + |0l dy = (1) + o(—1)>.
I

e—0

Since 6 = p, we have

limsup F. (0., ¢.,6.) = 0(1)* +0(—1)* +6 + % / |’ dz.
e—0 I
For the case 6 = 0, since ¢ is constant, the same construction gives the desired upper
bound.
|

In figure 5 we depict the minimizer (6., p.) of F. when § = & = 0.01. It suggests
that 6. has a boundary layer and ¢, tends to a constant for small . Also, the
computation of the energy suggests that the minimum value of F. is close to 1 for
€ < 1. In fact, the following theorem shows that the minimum value of the I-limit F'
is 1.
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1.2

0.8 | B

0.6 4

04 | E

02 B

0 ! ! ! !
0 0.2 0.4 0.6 0.8 1

F1G. 5.1. configurations of minimizer of Frwithe = 0.01,6 = 0.01

LEMMA 5.4. Let (0,6) be a minimizer of F constrained by [, |0|* dz = 1. Then

c

6=0 and 0(z) = 7

for some |c| = 1.

The minimum value of the functional is 1.

Proof. If § = 0, then 6 must be a constant and hence F' = §(1)? + §(—1)?. From
(4.3), we can see that ' = 1. Assume that § # 0 and consider the corresponding
Euler-Lagrange equation

%0”4—/\0:0 in T
(5.6)

The solution to (5.6) can be given by
0 = c1cosVINZ + casin VOAz.

By adding and subtracting equations at the boundaries give

c1 (—ﬁsin\/ﬁ—k V3 cos \/E) =0,
Co (\F)\cosm—&— \/gsinm) =0.

This implies
A
c1=0 and tanVvir= —\/; (5.7)
]
or ¢3=0 and tanvVd= % (5.8)
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Multiplying the first equation of (5.6) by 6 and integrating over I, we have F(6,0) =
0+ A. By considering F' and ) as functions of §, one can see that F' is minimized when
62—(;) = —1. We consider the first case (5.7). Using this and differentiating (5.7) with
respect to J, we get

A=d6-1) (\}/\cosﬁ—%sinﬁ) =0,

which leads to

A=0+1 or tan\/ﬁ—\/f.

From (5.7), however, the latter is not possible. Similarly, in the second case (5.8), we
have

A=0+1 or tanm:—\/?.

It follows that A =6 4+ 1 from (5.8). Thus
F=6+A>1+20>1

and hence the minimum occurs when 6 = 0. O

The same proof of Theorem 4.6 gives the following theorem.

THEOREM 5.5. Let (0,¢,0) be a minimizer of F. constrained by [,]0]*dz = 1.
Fore=1/h < 1, we have

en? =0, and F. ~1. (5.9)
and

C

/1 [o() = Sz <1 (5.10)

for some constant ¢ with |c| = 1.
REMARK 5.1. One can see that the critical field is given by

Y

S| =

Re =

which is, in terms of real parameters,

K \}
H, ~ .
<Xad/\)

It follows from Remarks 4.1 and 5.1 that the undulation may occur at the lower
critical field than in the classic Helfrich-Hurault theory. Also, from (5.9) we infer that
the undulation frequency is lower than it is expected from the classic theory. The
estimate (5.10) suggests that the amplitude of the undulation may not decrease as
approaching the cell boundaries. Instead one may expect to have the same amplitude
throughout the cell.
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6. Numerical Simulations. In this section, we numerically solve the gradient
flow of the energy with two different boundary conditions discussed in the previous
sections. The gradient flow equations are

99

— =A¢p—-V-.n,
gfl (6.1)
E:Hn(An+V¢>—n+m(n~h)h),

where II,,(f) = f — (n, f)n is the projection onto the plane orthogonal to n, and
(n, f) denotes the usual Lo inner product. This projection appears as a result of the
constraint [n| = 1. For numerical purposes, it is more convenient to write this term
as

On

E:—nx(nx(An—FV(b—n—i—/@(n-h)h)). (6.2)
Written in this way, the equation resembles the Landau-Lifshitz equation of micro-
magnetics in the high damping limit [8], and the heat-flow of harmonic maps [22].

For the initial condition, we take a small perturbation from the undeformed state.

More precisely, for all (z,y) € Q,

(Eul, 1+ G’LLQ)
b 70 = T/ 1 T N\
n(z,y,0) [(eur, 1+ eug)]

¢($7y, 0) =Y + 6¢0a

where a small number € = 0.01 and w1, us, and ¢qg are arbitrarily chosen. As described
in section 2, we impose strong anchoring condition for the director field, (2.2), and
homogeneous Dirichlet boundary condition or natural boundary condition on ¢ at the
top and the bottom plates. The natural boundary condition on ¢ is

99

%‘y::ﬁ:h =n-v

y==xh"
Periodic boundary conditions are imposed for both n and ¢ on each side of the domain.

We use a Fourier spectral discretization in the x direction, and second order
finite differences in the y direction. The fast Fourier transform is computed using
the FFTW libraries [9]. For temporal discretization, we use the semi-implicit finite
difference method to solve the corresponding initial value problem.

We take the domain size L = 100 and h = 25. A more physically relevant value
for h in smectic A liquid crystals is 5 x 10°. However, the layer undulations can be
observed if h > 1. In fact, the undulations in cholesteric liquid crystals occur with
h =~ 10 ([17]). The numbers of grid points in the z and y directions are both 512.

In Fig. 6.1 we show the layer structures in response to the various magnetic field
strengths k. The pictures are contour maps of ¢ since the level sets of ¢ represent
the layer. One can see that the undeformed state is stable before the magnetic field
reaches the threshold k.. If k increases and reaches ., the layer undulations occur.

The homogeneous Dirichlet boundary condition and the natural boundary condi-
tion were imposed for the layer function ¢ in section 4 and section 5, respectively. The
first column of Fig. 6.1 depicts the layers when the homogeneous Dirichlet boundary
condition is applied while in the second column the natural boundary condition is
used for the layer function. Our analysis gives estimates on the critical field (Remark
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k=02 k=01

Fic. 6.1. Contour plots of ¢, the solution of the system (6.1). The first and the second column
depict the layer when the homogeneous Dirichlet and natural boundary condition are itmposed on ¢,
respectively.

4.1 and Remark 5.1) and the wave numbers ((4.7), (5.9)). From these estimates, one
can expect that the critical field and the frequency in the z direction are higher when
the homogeneous Dirichlet boundary condition is applied on the layer function. In
Fig. 6.1, the critical field and the frequency are higher in the first column, which
confirms these results.

As k increases beyond k.., the displacement amplitude increases as in the third row
of Fig. 6.1. In the first column of the Fig. 6.1 the maximum undulation occurs in the
middle of the cell (y = 0) and the displacement amplitude decreases as approaching the
boundary (y = +h), which was expected from the estimate (4.8). This was the same
result from the classic Helfrich-Hurault theory, the layers are fixed at the boundary,
i.e., no undulations at y = +h. However, the second column of Fig. 6.1 indicates that
the undulations may not vanish at the boundary even though we impose the strong
anchoring condition. The displacement amplitude does not diminish as approaching
the boundary and it seems that the amplitude does not depend on y. This agrees the
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estimate (5.10).

17]
18]
[19]
120]
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[22]

23]

REFERENCES

P. Bauman, M. Carme Calderer, C. Liu and D. Phillips The Phase Transition between Chiral
Nematic and Smectic A* Liquid Crystals, Arch. Rational mech. Anal. 165 (2002), 161-186.

P. Bauman and D. Phillips and Q. Tang Stable nucleation for the Ginzburg-Landau system
with an applied magnetic field, Arch. Rational mech. Anal. 142 (1998), 1-43.

A. Braides I'-convergence for beginners, Oxford University Press, 2002.

R. Cantero-Alvarez and F. Otto Oscillatory buckling mode in thin-film nucleation, J. Nonlinear
Sci. 16 (2006), 385-413

G. Dal Maso An introduction to I'-convergence, Birkhaduser, Boston 1993.

P.G. De Gennes an analogy between superconductivity and smectics A, Solid State Commum.
10 (1972), 753-756.

P.G. De Gennes and J. Prost The Physics of Liquid Crystals, 2nd Edition. Clarendon Press,
Oxford, 1993.

W. E and X. Wang Numerical methods for the Landau-Lifshitz equation, SIAM J. Numer.
Anal. 38, (2000), no. 5, 1647-1665.

M. Frigo and S. G Johnson The design and implementation of FFTWS3, Proc. of the IEEE 93,
(2005), no. 2, 216-231, special issue on ”Program Generation, Optimization, and Platform
Adaptation”

C. Garcia-Cervera and S. Joo Instabilities in smectic A liquid crystals, preprint, 2008.

P. Grisvard Elliptic Problems in Nonsmooth Domains, Pitman Advanced Publishing Program,
1985.

W. Helfrich Electrohydrodynamic and dielectric instabilities of cholesteric liquid cyrstals, J.
Chem. Phys. 55, (1971), 839-842.

J.P. Hurault Static distortions of a cholesteric planar structure induced by magnetic or ac
electric-fields, J. Chem. Phys. 59, (1973), 2068-2075.

T. Ishikawa and O.D. Lavrentovich Undulations in a confined lamellar system with surface
anchoring, Phys. Rev. E 63 030501(R), (2001).

F.H. Lin and X.B. Pan Magnetic field-induced instabilities in liquid crystals, Siam J. Math.
Anal. 38 no. 5 (2007), 1588-1612 .

N.C. Owen, J. Rubinstein and P. Sternberg Minimizers and gradient flows for singulary per-
turbed bi-stable potentials with a dirichlet condition, Proc. R. Soc. Lond. A 429 (1990),
505-532 .

B.I. Senyuk, I.I. Smalyukh and O.D. Lavrentovich Undulations of lamellar liquid crystals in
cells with finite surface near and well above the threshold, Phys. Rev. E. 74 011712 (2006).

S.J. Singer Buckling induced by dilative strain in two- and three- dimensional layered materials,
Phys. Rev. E. 62 3736 (2000).

IL.W. Stewart Layer undulations in finite samples of smectic A liquid crystals subjected to
uniform pressure and magnetic fields, Phys. Rev. E. 58, no. 5 (1998), 5926-5933 .

LW. Stewart The static and dynamic continuum theory of liquid crystals, Taylor & Francis,
2004.

F. Stewart and I.W. Stewart A novel method for measuring compression constants in smectics,
Mol. Cryst. Liq. Cryst. 478 (2007), 779-788.

M. Struwe Heat-flow methods for harmonic maps of surfaces and applications to free boundary
problems, Springer, Lect. Notes Math. Berlin, 1324, (1988), 293-319.

E.G. Virga Variational theories for liquid crystals, Chapman & Hall, 1994.



