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Abstract

In the phase diagram of iron-based superconductors, the proximity of superconductivity
to electronic nematicity, the spontaneous breaking of the discrete rotational symmetry,
has prompted numerous studies of a detailed understanding of nematicity and its inter-
play with superconductivity. Several studies have suggested the onset of nematic order
above the bulk nematic critical temperature, along with indications of it being associated
with the surface of the sample. In this work, motivated by the strong nemato-elastic
interaction, we consider aspects of the interplay of elasticity and nematicity in realistic
finite-size samples, considering both bulk and surface effects. First, we demonstrate
non-trivial boundary effects in a finite-size sample, which significantly alter the order
parameter profiles and the critical temperature. Elaborate finite-element simulations
are carried out to solve the full nemato-elastic problem, demonstrating a strong inho-
mogeneity, dependent on the sample aspect ratio and geometric constraints. We find
that the nematic critical temperature is bounded by the corresponding bulk value and,
in fact, decreases rapidly with decreasing sample thickness, thereby necessitating the
presence of other mechanisms to generate supercritical nematicity. We propose surface
elastic disorder, such as domains of anisotropic defects, as possible avenues to realize
supercritical nematicity. We show that these, in fact, lead to an incommensurate super-
critical smectic state, localized at the sample surface, eventually transitioning into the
standard uniform bulk nematic state. The smectic modulation wavevector is dependent

only on the elastic parameters, and the coefficients entering the nematic free energy.
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Chapter 1

Introduction

1.1 Motivation

One of the several enigmatic problems in physics is that of high-temperature supercon-
ductors (high-Tc SC), with the collective brilliance of the world yet to find a solution
to the quest of achieving practical room temperature superconductivity. Currently,
there are two main classes of high-Tc SCs, namely, copper-based (cuprates) and iron-
based. In the iron-based superconductors (FeSC), superconductivity, and other asso-
ciated electronic phenomena, take place in a quasi-two-dimensional layer consisting of
Fe atoms bonded to phosphorus, arsenic, selenium or tellurium anions in a puckered
chequerboard pattern as shown in Fig[I.1] FeSCs, like the cuprate superconductors,
have a rich phase diagram with various competing as well as intertwined concomitant
orders present alongside superconductivity [4, 5]. Particularly, superconductivity in
FeSCs, in general, is found in proximity to an anti-ferromagnetically ordered ground
state which, additionally, either coincides with or succeeds an electronic nematic state
[6, [7, 8]. Such nematic signatures have also been observed in the intriguing pseudogap
phase of the cuprates [9, [10, 11}, T2, 13} 14, 15]. Nematicity, a term borrowed from
liquid-crystal physics, is characterized by the spontaneous breaking of rotational sym-
metry of free space. Here, since the electrons reside on a square lattice, it involves the
breaking of the discrete four-fold rotational symmetry, accompanied by a correspond-
ing structural transition of the crystal lattice as illustrated in Figll.2] as well as an

anisotropic electronic response. In the tetragonal crystal structure of the Fe-planes,
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Figure 1.1: (a) (Adapted from Ref. [I]) The two-dimensional tetragonal structure com-
mon to the crystal structure of all FeSCs in the high-temperature disordered phase,
consisting of an Fe-layer with alternating chalcogen/pnictogen atoms lying above and
below the Fe-plane. (b) (Adapted from Ref. [2]) The Fe-layers are either stacked by
themselves in FeSe, or intercalated with spacer layers consisting of metallic complexes.

characterised by the Dy, point group, the nematic order belongs to either the By, or
the By, irreducible representation, corresponding to an elongation along one of the in-
plane principal (z—,y—axes), or diagonal axes, respectively. Experimental signatures
of nematicity have been obtained using a variety of ways, such as neutron scattering
[16, 17, 18] 19], transport measurements [20, 21], scanning tunnelling microscopy (STM)
[6], and angle-resolved photoemission spectroscopy (ARPES) observations of broken or-
bital (d;./d,.) degeneracy [22]. In the pursuit of the pairing glue for the unconventional
superconductivity in FeSCs, the role of nematicity has been a prime topic of research
due to its effect on superconductivity [23, 24, 25, 26, 27, 28 29]. While nematicity
has been shown to be originating from electronic degrees of freedom [§], there is never-
theless a significant symmetry-allowed coupling between the nematic order and lattice
degrees of freedom [7, B0, B}, [32], B3] 34] B5, B6]. In general, bulk crystalline samples
are twinned, with multiple nematic domains co-existing with each other. Experimen-
tal detection of nematicity, which is based on the anisotropy of observables, is thereby
hindered due to the contributions from multiple domains canceling on average. Con-
sequently, samples are typically de-twinned by applying uniaxial strain. However, this

leads to a smooth growth of nematic order with decreasing temperature [20, [37], as it
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Figure 1.2: An illustration of the generic phase diagram in iron-based superconductors,
as a function of temperature and another control parameters x, which could, for instance,
be doping. The nematic phase (gray) precedes the (anti-ferro)magnetically ordered spin
density wave (SDW) phase (blue). The nematic structural transition is marked and
shown alongside, corresponding to By, nematicity. The light blue circles denote the Fe
ions, while the green and red circles denote the As ions above and below the Fe plane,
respectively.

constitutes an explicit breaking of in-plane discrete rotational symmetry. Interestingly,
several experiments [38, [39, [40), 41}, [42}, 43, (44, [45] [46], 147, 48, 49, 50l 51, 52] conducted
on un-strained samples have suggested the onset of nematicity ~ 20 — 30K above the
bulk nematic critical temperature, which we designate as supercritical nematic order. A
critical feature with regard to these experiments is their differing sensitivity to surface
and bulk physics. On the one hand, supercritical nematicity was suggested in ARPES
[44, 145, [46], optical pump-probe spectroscopy [39, [43] 53] and STM [41] measurements,
which are surface probes. On the other hand, no such evidence was found in specific
heat measurements [54], 55], ruling out a bulk effect. In spite of significant evidence
suggesting a surface phenomena, however, the situation is confounded by the indication
of supercritical nematicity even in NMR [40] and torque magnetometry [38], which are
bulk probes. Meanwhile, while theoretical studies on this aspect are lacking, Ref. [56]
has investigated the possibility of supercritical surface nematicity due to the effect of
inter-layer electronic tunneling in finite-size layered systems, in conjunction with the

lattice degrees of freedom. In this study, motivated by these observations, as well as
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the large nemato-elastic coupling, we perform a detailed investigation of the interplay
between the elastic degrees of freedom and the electronic nematic order, focusing on
both bulk and surface effects.

1.2 Interplay between nematicity and elasticity in finite-

size samples

First, we study the coupled nemato-elastic problem in finite-size domains/samples using
numerical finite element method (FEM) based simulations to solve the elastic problem.
Our study is based on the Landau-Ginzburg paradigm, wherein distinct phases are char-
acterised by their associated symmetries [57]. In this context, a phase transition involves
a transition from an ordered to a disordered phase, with an order-parameter character-
izing the reduction of symmetry. Subsequently, a coarse-grained effective action/free-
energy is constructed using the order parameter, with the (non-zero) value of the order
parameter uniquely identifying the broken symmetry phase. Specifically, for the ne-
matic problem on a square lattice considered in this work, one obtains a field theory
corresponding to a scalar nematic order parameter 1 which breaks a discrete Zs sym-
metry,

T—-T1° b U
P (S5 )R T (1)

2 4
where TS is the bare nematic critical temperature, b is the stiffness, and w, is the
quartic coupling. Now, the elastic degree of freedom is captured by the Bj, strain
e = (Opuz—0yuy)/v/2 corresponding to the deformation field u = [uy, u,] and associated
with the elastic constant C' = Cy; — Ch2 (see Eq. and Appendix . In the
presence of this Bi, strain, coupled to the nematic field via a bi-linear coupling g, one

obtains,

T-T) b u C
F= (2 K >n2 + 5 (V) + It + e — gne. (1.2)
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Typically, infinite systems with periodic boundary conditions are employed, which leads
to uniform saddle-point solutions for the nematic and strain fields, with the bare ne-
matic critical temperature renormalized/enhanced by an amount g?/C. In our work,
we consider a realistic finite-size sample, treating the elastic problem exactly using
FEM simulations, and describe how boundary effects lead to non-trivial changes to
the nematic field profile and the critical temperature. In general, the consideration of
finite-size domains leads to boundary terms in the free energy which contribute to the
boundary conditions for the nematic and strain fields. Additionally, the quartic term, in
conjunction with the nematic stiffness, alter the nematic field profile and consequently
the nematic critical temperature, when constrained by the boundary conditions. Taking
note of these non-linear effects, an extensive numerical analysis is performed to study
the coupled nemato-elastic problem in finite-size samples, and subsequently corrobo-
rated by analytical calculations, elucidating significant features due to non-linear effects
arising from the boundary conditions and sample dimensions. Specifically, we demon-
strate that in spite of the non-trivial finite-size effects, the enhancement of the nematic
critical temperature is bounded by the corresponding enhancement in the thermody-
namic limit, i.e., g?/C. Additionally, in finite-size samples glued to a substrate, the
nematic critical temperature decreases as the sample is made thinner. These results
are intriguing in light of our initial goal of explaining the experimental observation of

supercritical nematicity, which therefore entails an alternate mechanism.

1.3 Surface elastic step disorder induced smecticity

Finally, in order to explain the anomalous supercritical nematic signatures, we inves-
tigate the role of a specific class of lattice disorder, which exists primarily near the
sample surface. Any such proposal must account for the significant variations across
samples and experimental conditions, as the supercritical nematicity is not observed in
all cases. In general, disorder is ubiquitous in most strongly correlated systems. De-
pending on the kind and strength of disorder as well as other dynamical factors, it may
either smear out sharp transitions, completely destroy the phase transition and alter
the ground state, induce slow glassy dynamics, or serve as a seed for certain ordered

states. In particular, a number of studies have theoretically [58] and experimentally
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[59] [4T], 60, 61, [62] considered the impact of disorder on nematicity as well as supercon-
ductivity in FeSCs. Here, we propose a mechanism involving a specific kind of disorder,
involving anisotropic surface defects such as domains of parallelly aligned steps, which
are, for instance, created when crystals are cleaved. We show that such defects indeed
lead to supercritical nematicity, which is in fact an incommensurate smectic state. This
smectic state breaks translational symmetry in the direction perpendicular to the long
axis of anisotropy of the defects, and decays exponentially into the bulk of the sam-
ple. The smectic modulation wavevector is determined by a combination of the elastic
coefficients of the material and the coarse-grained Ginzburg-Landau parameters of the
nematic free energy. Below the standard bulk nematic critical temperature, the bulk
nematic state eventually dominates, washing away any signature of the supercritical
smectic modulation. As such, this mechanisms leads to a unique situation where we

witness a direct continuous transition from the isotropic to smectic phase.



Chapter 2

Coupled nematicity and elasticity

in finite-size samples

2.1 Landau paradigm, boundary effects

The Landau paradigm has been a hallmark of modern condensed matter physics, wherein
one describes phase transitions in terms of the associated symmetries, or lack thereof
[57]. In this formulation, the short-distance microscopic degrees of freedom are traced
out, leaving us with a coarse-grained action/free-energy, written as a functional of
coarse-grained order parameters, representing collective degrees of freedom, and charac-
terizing the reduction of symmetries on changing phases. The disordered high-temperature
phase inherits the full symmetry group of the Hamiltonian, which is spontaneously bro-
ken to a sub-group in the low-temperature ordered phase. For instance, for a Heisenberg
ferromagnet, the disordered phase is O(3)—symmetric corresponding to the full rota-
tional symmetry of the spins, whereas the ferromagnetic phase has O(2) symmetry.
The order parameter, which gives the direction in which the magnetic axis is pointing,
belongs to O(3)/0(2) = S%. Similarly, the nematic phase transition, relevant to our
study, involves the breaking of the four-fold discrete rotational symmetry Cj4 in the
square lattice to a two-fold 'y symmetric state, with the order parameter belonging to
the Ising class Cy/Cy = Zs. Subsequently, the optimal order parameter value, which
being non-zero is representative of the broken symmetry phase, is obtained by the func-

tional minimization of the free energy. For continuous phase transitions, one has the



free energy,

F= /M [(T_2T>n2 + g(Vn)2 + Zn‘ﬂ
= /M [(T 3 Tc>n2 - gn(vzn) + Zn‘*] - /aM - gn(vn), (2.1)

where 7 is the order parameter, M denotes the spatial domain, 9M denotes its boundary,

and 7 is the oriented normal at the boundary. We restrict ourselves to continuous phase
transitions, where there is no cubic term, and the quartic term is positive-definite. In
homogeneous infinite space and/or domains with periodic boundary conditions, where
the boundary contribution can be dropped, one obtains a spatially uniform solution on
minimizing the free energy n(7) = %@(TC — T) with O(z) being the Heaviside-
step function, thereby defining the critical temperature T, below which 1 # 0. Now, in
generic finite systems, the boundary terms generate boundary conditions on the order
parameter profile. One may write ) = 1o f(r), where f(r) is a normalized ([, =1
profile function satisfying the boundary conditions, characterizing the spatial depen-

dence of 7. This yields the bulk free energy,

Ferac= [(T55) -2 [ sl [ 1 e

Clearly, the saddle-point critical temperature, T,., at which the coefficient of the quadratic

term vanishes, is now altered. If [,, f(V2f) > 0, which is the case when either the
boundary conditions or some external potential or field enhance the field values (not ex-
plicitly specified here, but technically needs to be included), similar to a fluid preferably
wetting the walls of its container, the critical temperature is raised. On the other hand,
when [, f (V2f) < 0, the situation is reversed and the critical temperature decreases.
Note that, while the profile function f generally does depend on the non-linear quartic
term, T, is independent on it. This is because 7 increases continuously from zero at the
critical temperature and hence, near T, the quartic term is negligibly small compared
to the quadratic terms. As such, the profile function f(r) must be ascribed an indirect
temperature dependence, i.e., it must be specified as f(r,T). However, following the
discussion above, we have that f(r,7.) is independent of the quartic term. Hence, T,

is solely determined by the solution of the quadratic action. Similarly, in the case of
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coupled order parameters, which is relevant to our study of coupled nematic and elastic

fields, we have the action,

_ T-TeN 2 b2, v, Coa_
F_/MK 5 )77 +2(V17)+477 +2€ gne|. (2.3)

Once again, using the normalized profile functions n = nyf and € = ggh satisfying the

respective boundary conditions, we have,

() 4w ) e ). o

On minimising, we obtain g = ( Il M fh)%no. Thus,

R S TR0 LR

leading to a critical temperature renormalization equal to:

ATc:g;(/th)2+b/Mf(V2f):g;(f]\i{g ) +b/ f(V2f) (2.6)

2
which differs from the expected value of % in the absence of boundary effects. Even
in the simplest case where the situation may permit one to neglect any significant

variations (significant curvature with a large V2f) in the nematic field profile f, we

2
have by the Cauchy-Schwarz inequality, (I(%{fh)hg) < 1. As a result, the critical
M M

temperature enhancement is smaller than the corresponding value in the thermodynamic
limit. Furthermore, the term b [,, f (V2f) is in general negative and suppresses the
critical temperature, unless there is some boundary phenomena leading to a preferential
“wetting” behavior. As such, a proper study of realistic finite size samples entails a
thorough investigation of sample geometry and boundary effects.

With this in mind, in this chapter we study the coupled nematic and elastic fields
in a finite system, treating the elastic degrees of freedom exactly with a finite-element
method-based solution for the strains. We begin by establishing the correct equations
of motion and boundary conditions of the coupled system. Subsequently, we show that

the nematic and strain field become inhomogeneous and more importantly, the nematic
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critical temperature decreases as the sample is made thinner. These numerical results
are supplemented by analytical approximations, revealing the scaling of the nematic

critical temperature with the sample dimensions.

2.2 Action and Saddle-point equations

In this section, we introduce the electronic as well as geometric aspects of the problem,
consisting of coupled nematic and strain fields, in a three-dimensional system with the
bottom face glued to a substrate. There are two in-plane directions, x,y, and an out-of-
plane direction z, normal to the sample surface at z = 0. The sample-substrate interface

lies at z = L,. The full three-dimensional action for the nematic field is taken as,

T- T?? 2 1 2 1. 4 1
S = )T Z 5()# (0um)” + 7~ Gelnem By, + §Cijkz€ij€kz
M H=Z,Y,2

L o OM
+ /6M |:2as, Mn2 _ gsl—nemnEBlg:| , (27)

where M denotes the cuboid with dimensions L, x L, x L, T, ,? is the bare nematic critical
temperature, b, , . are the stiffness along the respective directions, u, is the quartic
energy coefficient, gel-nem is the nemato-elastic coupling, and Cjj; are the elastic stiffness
tensor elements/elastic constants. While this action introduces a generic setup, in our
work we consider a tetragonal system with dimensions: L, = L, = L and L, = L, as
shown in Fig and stiffness: b, = by, = b and b, = b. In the following section, while
deriving the equations of motion for the nematic field, we still formally distinguish the
x,1y, z—components for mathematical clarity, with the understanding that eventually
the tetragonally symmetric choice is employed for all physical calculations. Finally,
note that the nematic phase transition has been established to be of electronic origin [§]
and hence, only the nematic mass (T — Tf])) has been ascribed an explicit temperature
dependence, while the bare elastic constant and the nematic stiffness are temperature-
independent constants. Lastly, we have also included surface contributions, namely,

the surface nematic mass a*%M

and the surface nemato-elastic coupling g:l’_ant/‘[m. Such
surface terms arise from phenomena specific to the sample surface. They have to be

explicitly included, separately from the bulk integral over the manifold M, as they are
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Figure 2.1: An illustration of the sample (yellow) of dimension Lj x L x L glued to the
substrate (dark gray). The coordinate axes and the locations are marked according to
the convention employed in this work.

otherwise omitted from the continuum description in the variational procedure. This
is because on moving from the discrete to the continuum formulation by constructing
the Riemann integral, the surface contributions located on a thin layer at the surface
form a measure zero set. Since the Riemann integral is “invisible” to functions with
a measure zero support, the surface contribution escapes the action integral. Hence,
if the contributions from the surface layers differ significantly, by which it is meant
that it cannot be represented by the extrapolation of the function representing the bulk
contribution, then they have to be explicitly added outside the integral. Such surface
contributions have been investigated earlier in the context of magnetic and spin systems,
for instance, see Refs. [63], 64, [65] 66, [67), 68]. However, we do not investigate the role

of such surface contributions in this work and henceforth, we drop them.

2.2.1 Nematicity: Discrete formulation

First, the Euler-Lagrange/saddle-point equations for the nematic field are obtained
using the discrete formulation of the variational principle in finite domains, as detailed
in Appendix This approach has the advantage of being simple and lucid. The
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discrete form of the action given by Eq. (2.7)) is obtained as,

T-T0\ 5, =1, (= \* 1
S = Z H Ay T 77]' + Z §bu T + Zunnj - gel-nemnjEBlg,j
JEM v=1:3 p=1 H

1
+ §Cijkl<‘5ij5kl; (2.8)

where, M (0OM) denotes the set of locations, indexed by j = [jz, jy, j-), and lying in the
bulk(on the surfaces). Furthermore, 1,, denotes unit signed displacement by one lattice
constant along the p = x,y, 2 directions, for instance 1, = [1,0,0], and A, = |[1,]
denotes the corresponding lattice constant. The last term involving the elastic energy
is left untouched for now as we use the finite element method to tackle it. The saddle-
point equations are readily obtained as follows:

e Bulk: For points lying in the bulk, every location, indexed by j, has two neighbors

e (L) + (Y

along each direction. Hence, two gradient terms, >

contribute to the functional derivative with respect to 7;. Therefore, we obtain,

Z _bu 77.7“!'1# 77.7 1, 77] 4 (T o Tg)n] + unnj’ _ gel—nem531g,j =0. (29)

e Boundaries: We show the equations explicitly only for one boundary element, while
the corresponding equations for the remaining elements are obtained by replacing the
coordinate dependent quantities with their corresponding counterparts.

— Surface: For points lying on the surface at = L;/2, without loss of generality, every
location j has two neighbors along y—, z—directions but only one neighbor along the
r—direction. Hence, the terms with a non-zero contribution to the functional derivative

with respect to 7; are,

L (NG~ N1y L (NGyge] = MNGydel—o, \
S; =AgAyA, | =b, | 2w v p, (v Jydel=ol
J Yy [2 ( A, +HZ u Au

- gel—nemEBlg,ij:| . (210)



13

On setting the function derivative %i

N,jy,jz]

to zero, and multiplying throughout by A,

we obtain,

NN jyjs) = MIN=1y,5:] 20N Gy g2] — NNy =]~ — TMNjy.g=]+1
b Ll Y A b y y W y u
. A + zgyjz " A2

- Aacgel—nemgBlg,[N,j%jz] =0. (211)

In the continuum limit, setting A, — 0, we simply obtain the Neumann condition
bx% = 0. This is exactly the boundary derivative generated from integrating by parts
(to be shown in the next sub-section), as obtained when performing the variational
procedure in the continuum description from the beginning. In the discrete formulation
given by Eq., it is seen that the contributions of the second derivative along the
directions lying on the surface, as well as the strain, are suppressed by an additional
factor of A,. As such, they vanish in the continuum limit. Nevertheless, we do retain
these suppressed contributions in our numerical calculations, which allows for the correct
scaling with increasing lattice resolution. Additionally, the contribution of the quartic
term also vanishes due to the same reason. We do not, however, retain that, as it

would complicate the calculation of the boundary values. In any case, near the critical

temperature, its contribution is expected to be negligible. Finally, we have,

by b, b,
AEMN-1jy.5:] T A2 (3,150 + Mgy +1021) + K2 (Mg, -1 F NG, a+1)

n[NJ 7j2] = b
’ R+ 235 + 25
(2.12a)
— Edge:
by by by
AZ'IN-1,N,j:] T AZMN,N-1:] T A2 (M, N o —1] MV N G+ 1))
NN ,j=] = . (2.13)

by b bz
ar taz 257
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— Vertex:

b

*2% MN-1,N,N] T *A% MN,N-1,N] T *Zzg MN,N,N—1]
MN,N,N] = b by b . (2.14)
az Tazrtaz

2.2.2 Nematicity: Continuum formulation

Now, we complement the previously adopted discrete approach with the more common
approach of adopting the continuum formulation from the outset. The fundamental
principle is described in Appendix which we do not repeat here. Beginning with
Eq. , and ignoring the free elastic energy, the nematic action is given by,

T-1T) 1
S = / [ 12 Z —|—4u7717 gel_nemnsglg} (2.15)

p= xyz

Now, following Appendix on setting the functional variation of the action with
respect to n, 65 = fM d%[%én + 5%5@”;], to zero, we obtain,

/M [(T T +ugn® — > bu(02n) - gelnem531j}6n+ > / (D) i

P=T,y,2 B=T,y,2

(2.16)

where we have integrated by parts to separate the expression into a bulk integral and
boundary terms. Also, 7 is the u'™ component of the outward oriented normal #
of the sample surface, and min/max r, denotes the lower and upper limit of the
P —coordinate. Note that both the bulk and the boundary contributions must van-
ish, independently. Thus, we obtain Neumann boundary condition at all faces, where
the nematic field gradient normal to the surface vanishes. The equations are explicitly

shown in Fig[2.2) at their corresponding location of applicability.

2.2.3 Elasticity: Continuum formulation

Before obtaining the equations of motion for the elastic degrees of freedom, we take a

moment to introduce the elastic constants, as well as alternate ways of specifying them,

=0,
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[z=0]:
— b, (027)) =0
ly=—L/2]: —b,(d4n) =0
[Bulk] :
e L2 (T =Tm—= Y bu(@m) | [x=1Ly/2):
— by (0:m) =0 HEBY2 b, (39577) =0
— Jel-nem€B1y = 0
ly =Ly /2] : by(yn) =0

Figure 2.2: The bulk equation of motion and the surface boundary condition for the ne-
matic field in a cuboidal sample, at their respective regions of applicability. The shaded
bottom face represents the sample-substrate interface. All the faces have Neumann
conditions. Note that, in this work we use by = b, = b, and b, = b.

as used in this work. While this is discussed in detail in Appendix we nevertheless

state it here for convenience. For an isotropic material, in the Voigt notation (described
in Appendix [B.3)), we have,

_ B B B E(1—-v)
Ci1=Cp=Cy=A+2v= A1) d_2) (2.17a)
Ay E(v)
Cio=Ci3=\= AT )12 (2.17b)
Cys = Cs5 = Cop = — 5 KM= 72(1_1_”), (2.17¢)
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where X and p are the Lamé parameters, while E and v denote the Young’s modulus
and the Poisson’s ratio, respectively. We primarily use the description in terms of the
elastic constants in our work. However, the numerical solution, as described later in
this chapter, relies on the alternate description in terms of the Young’s modulus and
Poisson’s ratio. Additionally, we consider an isotropic material (described in Appendix
in this work for simplicity, which does not affect the results qualitatively. While
the elastic constants C11, C12, C44, and Cs5 are not independent of each other due to
the relation Cyy = C55 = Cg6 = (C11 — C12)/2 in isotropic materials, we do refer to it
as Cyq in later stages of this work, for clarity.

Now, for the elasticity problem, we straightaway begin with the continuum formula-
tion for brevity. The equivalence of the discrete and continuum approaches was already
shown previously for the nematic fields, which holds in this case too. We consider an

isotropic material, as introduced in Appendix with the action,

1
S :/d3r2cijk15ij5kl — Gel-nem?] (8mum - ayuy)a (2'18)

1
V2
where u; is the i*" component of the deformation field w, and Eij = %(@-uj + Oju;) is
the strain field. The nematic field 7 couples to the By, deformation %(Oxux — Oyuy).
We have chosen the normalization factor of 1/v/2 as it yields the normalized By, strain
eigenvector with the eigenvalue C = (11 — (49, as described in Appendix An
important remark must be made regarding the choice of field variables. Typically, the

action is written in terms of the strain fields (see, for instance, Refs. [69, [, [70]),

1
2

saddle-point

S 062319 — Jel-nem’)€ By, CEBlg = Gel-nem")- (219)

However, at a more fundamental level, one must use a displacement formulation where
the action is written in terms of the deformation fields u, as it ensures strain compati-
bility, and the numerical FEM solutions work using the deformation fields. We show the
equivalence between these two approaches in the next section. Now, the saddle-point

equations of motion (EOM) in the displacement formulation are obtained be setting the
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functional variation in the action 65 = [ M d3r [%5% + %&)jui} to zero. This yields,

oS :/ dgT[ — 8jCZ-jklaluk] ou; + / dgTM [(QUT])(SUQC — (8y7])(5uy]
M M \/5

Gel-nem?] Ly/2 Gel-nem?] Ly/2 2 A -
_ /dydz25u$\L/2 +/dxdz2(5uy\Ll/2 + [)Md T [Cijkzazuﬂéui =0,

V2 V2

(2.20)

where, similar to the previously studied case of the nematic action, we have inte-
grated by parts to separate the expression into bulk integrals (first line), which form
the equations of motion, and boundary terms (second line) which constitute the set
of boundary conditions. In the last term, we have 7,(—L/2) = =2, n.(L)/2) = %,
ny(—L)/2) = —7, and 1y (L) /2) = §. Note that the effect of uniform bulk nematicity
shows up only through the boundary conditions at the r = /2 and y = +L/2
planes (shown in blue) acting like externally applied stresses. However, in general, in-
homogeneous nematicity also couples to the bulk deformations. Consequently, the top
face of the sample has zero-stress boundary condition, while the vertical faces have an
effective applied stress specified by the nematic field. At the sample-substrate interface
at z = L, where the sample is fixed to the substrate, we have the Dirichlet condition,
where the deformations vanish. One should ideally include an extra constraint/term
which forces the deformation to vanish. We do not explicitly show that in the action
and instead, directly apply the boundary condition w(L) = 0. In essence, this amounts
to assuming a very stiff and large substrate, which exerts a much stronger effect than
the Neumann boundary conditions derived above. Additionally, this Dirichlet condition
at the sample-substrate interface stabilizes the action against arbitrary constant shifts,
which is otherwise dependent only on the derivatives of w. The final set of equations and

boundary conditions, at their respective locations of applicability, are shown in Fig[2.3]

Uniform nematicity: Equivalence of displacement and strain approaches

Here, we show the equivalence of the results obtained using the displacement formu-
lation, and the commonly employed strain formulation mentioned earlier in Eq.(2.19)),

for the simple case of uniform nematicity. We consider an infinitely long sample with
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[z=0]:
Cizk1Oyug,.—0 = 0

ly=—Ly/2|
Y . Jel-nem ‘/.‘1/
7 CiyrkiOpuy Y n=0
[ =—L;/2]: [Bulk] : [x=1Ly/2]:
— Cizl1Oyug, — 0;CijriOpuy CizkiO1
+ %,, =0 | + Gol-nem %00 = 51'”&’8?/],7 —0| — Mn —0
V2 V2 V2
ly=1L/2]:
-nemi
CiynOrug + 2memliv, —
[z=L]: u=0

Figure 2.3: The bulk equation of motion and the surface boundary condition for the
deformation fields in a cuboidal sample, at their respective regions of applicability.
The shaded bottom face represents the sample-substrate interface with the Dirichlet
condition. The top face has zero-stress condition, while the stress at the vertical faces
is specified by the corresponding nematic field value.
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L — oo which, in conjunction with the lack of any sources conjugate to u, and deriva-
tives of wu,, results in u, = 0 and the remaining deformations being uniform along the
z—direction. In this case, with uniform nematicity, the bulk equations in a tetragonal
system (see Appendix simply become,

C’Hfﬁu,@ + 0128$8yuy + C130,0,u, + C’ﬁg@juw =0, (2.21&)
Cnazuy + Clgaxayux + C’lgay&zuz + Cﬁﬁaguy =0, (2.21b)
Cs302u; + C130,05uy + C130:0yuy + Caa[0:uy + Oy + Cua[0suy + Oyus] = 0.
(2.21c¢)
The boundary conditions are,
[a; = :|:L||/2] :
Ch110zuz + Clzayuy + 066(8Iuy + 8yu$) -+ C44(8$uz + 8Zuz) = gel_\r}%mn, (2.22&)
066(895% + 8yu$) =0, (2.22b)
Cua(0zuy + Oyuy) =0, (2.22¢)
Cllayuy + C120,u, + Cﬁﬁ(axuy + 8?4“90) + 044(6yuz + 8zuy) = L\/nﬁemn’ (2.22d)
066(8zuy + 8yur) =0, (2.226)
044(8yu2 + Ozuy) =0. (2.22f)

Motivated by the intuitively expected solution, the solution is checked to be given by,

Gel-nem?] Gel-nemT]

Up = ——— ] g oy = =Ty (2.23a)
V2(Cy1 — C12) Y V2(C11 — C12)
axuz - ayuy YJel-nem7]
b1y V2 (Cn1 — Cr2) ( )

as expected from Eq.(2.19). The uniqueness of boundary value problems guarantees

this to be the unique solution.
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2.3 Numerical solution

Here, we numerically solve the full three-dimensional elasto-nematic problem. The pro-
cedure is schematically depicted in Fig[2.4] The solution begins with the construction of
an initial guess for the nematic and strain fields using analytical plate-theoretic ansatz,
with a linearly varying strain profile across the sample thickness. The subsequent cal-
culation is performed on MATLAB® | utilizing its finite-element method (FEM) package
in its partial differential equation toolbox. In the following sub-sections, we describe

the solution to the elastic and nematic problems, separately.

2.3.1 Strain
FEM

First, for the FEM solution of the strain field, we cast our expressions in the form
m% + d% — V- (CVu)+au = f. The bulk equation of motion for the strain field Eq.
is cast in this form with m = d = a = 0, with C being the elastic stiffness tensor.
Now, f = gel'“em[éi’““a’”_éi’yay]n is derived from the nematic field, as detailed in Fig

V2
Finally, the boundary conditions are required in the form 7 - (CVu) 4+ qu = g. Using

Eq. (2.20), we obtain,

9= %(%Lz — 820), —%(%,Ly ~5,0),0|; (z#1L) (2.24a)
along with ¢ = 1 only at z = L,, where g = 0, to enforce the Dirichlet condition at the
sample-substrate interface.

Lastly, a quick note is made regarding the actual elastic stiffness tensor. We consider
an isotropic material in this work without loss of generality, with the Lamé parameters
A, i defined in terms of the Young’s modulus E and Poisson’s ratio v: A = Ev/((1+
v)(1 —2v)) and p = E/(2(1 +v)). Hence, the By, elastic constant is C = C11 — C12 =
(A +2u) — XA =2u = E/(1+v). In this work, we have arbitrarily chosen E = 5C'/4
and v = 1/4. Henceforth, we interchangeably describe the elastic properties in terms
of the elastic constants, as well as the Young’s modulus and Poisson’s ratio, as the
numerical FEM solution in MATLAB® requires the latter as its input. Our analytical

results, however, are primarily stated in terms of the former.
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2.3.2 Nematicity

For the nematic field, we use a relaxation based iterative method to solve the non-linear
system Eqgs. (2.9),-12), @.13), (2.14). The new bulk field values in the (5 + 1)*®
iteration (LHS) are found from the old field values in the j* iteration (RHS) by the

backward Euler method. The boundary conditions are imposed by setting the boundary

values of the nematic field after every iteration, based on Egs. (2.12)), (2.13]) and (2.14]).

Seed strain
(analytical plate
theory) profile

( |

Nematic saddle-point eq.
‘> (Relaxation). Input: Strain
profile

FEM strain solution. Input:
Nematic field profile

Converged?
Residual: Strain
change

Stop

Figure 2.4: A flowchart depicting the self-consistent numerical solution to the nematic
Ginzburg-Landau and strain FEM equations. The seed is obtained using analytical
plate theory, as detailed in Appendix [B.7, where a strain profile varying linearly across
the sample thickness is used.
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2.3.3 Results

Here we describe the observations of our numerical calculations. To set the system
dimensions, we refer to the experimental setups where the typical sample dimensions
are approximately L, ~ L, = L = aL, with 2 5 a 5 30. Specifically, in Ref. [54]:
130pm, 180um, 13um, and 120pum, 110pum, 20um; in Ref. [38]: 70um, 70um, 30um,
and in Ref.[71]: 3000um, 3000um, 100pum. In the following sections, we consider three

cases:
e An effective one-dimensional set-up with in-plane uniform nematicity and strain.

e A quasi one-dimensional set-up with in-plane uniform nematicity, but the full

three-dimensional FEM-based strain.

e The full three-dimensional nematicity and FEM-based strain. Note that, in the

limit of infinite nematic stiffness, this reduces to the previous case.

Before we describe the three cases in detail, we present in Fig[2.5] the variation of the
critical temperature for the first and the third cases considered above, corresponding
to the green, and blue curves, respectively. We also show the strain and nematic field
profiles, highlighting the inhomogeneities. To obtain the numerical values for the critical
temperature shown in Fig2.5] we extrapolate the corresponding values obtained on a

series of systems with increasing lattice discretization, as described in Appendix [C]

One-dimensional in-plane uniform nematicity and strain

Here we begin with the simplest case, where we consider in-plane uniform nematic and
strain fields, which precludes any boundary effects from the vertical faces of the sample.
Such in plane uniformity of the nematic field is naturally realized in the b, , — oo limit.
However, as it shall be clear from the subsequent sections, the in-plane uniformity for
the strain field is, strictly speaking, artificial. It constitutes a good approximation only
for sufficiently thick samples with L, 2 Ly, where the elastic boundary effects from the
vertical faces of the sample are minimal.

A detailed description of the form of the strain field and the nematic critical temper-

ature T, is presented later in Eqgs. (2.34), (2.35), and the associated text. Importantly,
2

L
we obtain an effectively enlarged B, elastic constant C' + 044722—;, thereby causing
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Figure 2.5: (a) Variation of the nematic critical temperature 7}, with the thickness of
the sample L, where b = 0.5, b, = b, = 0.25, N, = 10, N, = N, = 65, C' = 0.5,
Gel-nem = V0.1C, and u,, = 0.1. The blue circles represent the analytical approximation
obtained in Eq.(2.46) and Fig[2.7 Finally, the green curve corresponds to the purely
one-dimensional case where both the nematic and strain fields are in-plane constant,
and the green circles represent Eq. , which is an analytical approximation corre-
sponding to this case. (b) The profiles of the strain (left) and the nematic (right) fields,
with L = 10, L = 1.5 and T' = 0.05, highlighting the significant inhomogeneities. In
particular, the strain vanishes at the sample-substrate interface at z = L = 1.5, and
grows sharply near the vertical faces located at x = 1 /2 = £5.
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the critical temperature to decrease as the sample is made thinner. Additionally, the
critical temperature also decreases on increasing the nematic stiffness b, although the

variation is limited to ~ 20% of the b = 0 value as b spans [0, 00).

One-dimensional in-plane uniform nematicity, exact three-dimensional strain

Now, we again consider in-plane constant nematic field while obtaining the full three-
dimensional strain field using FEM. As we shall describe in the subsequent sections, the
strain experiences boundary enhancements at the vertical faces of the sample, which is
partially incorporated in the current formulation without the feedback from the nematic
field. The action is given by,

ffx,y €8

7 21+ 8., (2.25)
I

0
S = Lj [(T ;T" >n2 + g(c?zn)2 + %n‘* — Gelnem?]
2
where, S. is the action of the free strain fields, and we have used the assumption that
the nematic field is in-plane uniform. We have not stated the form of the elastic action
Se as the strain fields are obtained from a numerical FEM solution, which directly enters
the saddle-point equation for the nematic field as shown below,

Miarigri=t1) T Miwriyriz—11 = 2N,y .i) " 3
— == A2 = (T =T M gy,g) + UG, 2]

S eB L i
7gel—nem ]x-Jy 1;7[] Jy:] } — 0 (226)
N

Here N is the number of lattice sites along the z— and y— directions. This equation is
solved self-consistently with the FEM equations, with the necessary steps involving the
FEM solution described in Sec2.3l

In contrast to the previously performed purely one-dimensional solution assuming
in-plane uniformity for both the nematic and strain fields, remarkably the strains are
enhanced at the vertical boundary faces of the sample. This is explicitly seen in the
cross-sectional profile of the strain field in Fig[2.6] where we have used an illustrative
nematic field n(z,y,z) = 0.3[cos(rz/L) + 1], which satisfies the required boundary
conditions described in Fig It is uniform in the plane, and it is the first/simplest

harmonic along the z—direction satisfying the Neumann conditions at z = 0 and z =
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L. Lastly, the magnitude of the constant term is arbitrarily chosen, as it does not
qualitatively impact the variation of the strain field in the z, y—directions. Now, as a
result of the boundary enhancement of the strain fields, the critical temperature is higher
than the value obtained from a purely one-dimensional solution. Since the nematic field
is constant in the plane, at each z, it is subjected to the mean in-plane strain at that
value of z. Beginning with the action given by Eq. , we formally specify the solution
for the strain field as (¢p,,3p) = f3p(r,n,C) and (ep,,1p) = fip(2,7n,C), where the
subscripts 3D and 1D denote the full-three dimensional FEM-based strain incorporating
the boundary conditions exactly, and the effectively one-dimensional in-plane constant
strain mentioned in the previous section, respectively. As described in Figl2.6] and the
associated text, %ﬁfxy fsp(r,n,C) > %ﬁfxy fin(z,n,C) = fip(z,n,C), for the same
n and z. Furthermore, using the facts that the strain must vanish when n = 0, and

17 — —n implies ¢ — —¢, the functions fip and f3p are expanded as follows,

(2,1, C) = fip (2, Chne + F5 (2, O + ... (2.27a)
Fsp(r,n,C) = f30(r, O)n. + 35 (r, O + ... (2.27D)

Note that, as described in Fig % s ” fap(r,n,C) > fip(z,n, C) for arbitrarily small
I ’
values of 7, and thus, ﬁ fxyf?ﬂl) (r,0,C) > fl(]lj)(z,(), ).
I ’

Hence, for the case with three-dimensional strain,

T—T9 b 9
S :/a:yz |:<2?7>772 =+ 52(8,277) _gel—nemn<5Blg,3D>:|

_ 1
=I2 T_T'/? 2 b, 9 9 fﬁfx,y f3D(r77770)
| . ( 9 )77 + 5( 277) — | Gel-nem le(Z, m C) 77<581g,1D>

_ 1 (1)
T—TO bz 9 ﬁfx,y f3D (’I",’I’], C)|77:0
:Lﬁ ( L )772 + D) (8277) - (gel—nem H ) fl(]lj) (Z, C)|n:07’}2 s
L le (277770)’77=0

(2.28)

where we have dropped terms higher order in 7 as they do not alter the nematic critical
temperature due to our assumption of uniform nematicity in the plane. The corre-

sponding expression for the purely one-dimensional system, introduced in the previous
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Figure 2.6: The deformation and strain profile obtained from a full three-dimensional
FEM solution, with C' = 0.5, gelnem = V0.1 x C, and Cyy = 0.25, in a sample of
dimensions 10x 10 x 1.5, using an illustrative nematic field n(z,y, z) = no [ COS(WZ/L)+1]
with n9 = 0.3. In (a), the deformation u, at y = 0 is shown while, in (b), we show
cuts of panel (a) for various values of z. Also, a sinusoidal fit is plotted, which is later
employed in Sec In (c), we show ep,, at y = 0. In (d), along with the sections of
the FEM-based strain from panel (c) (blue), we also show the corresponding result from
the purely one-dimensional system with in-plane uniform strains (red), as well as the
value gelnem?/C (green), which is expected if there is no suppression from boundary
constraints. The significant boundary enhancements in the FEM solution lead to a
higher mean strain for each value of z as mentioned in the title, while still being smaller
than gelpnemn/C. Qualitatively similar results are obtained for arbitrarily small 7.
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section, is,

2 T— T?? 2 1 2 (1) 2
S :L” 5 n° + §bz (8277) — Gel-nem f1p (2, C) ly=0m” | - (2.29)

1 fxyy féllg)(xvyzm,(?)\nzo >

T2
Lj D (2.0 |n=o

Therefore, the effective nemato-elastic coupling is raised to gel-nem

Jel-nem, thereby raising the critical temperature.

Full three-dimensional nematicity and strain

In this section we present the full three-dimensional FEM based results for the nemato-
elastic system. Since the three-dimensional nematic field can respond to the boundary
enhancement of the strain, there is a mutual boundary enhancement of both fields in
the self-consistent solution. As a result, the critical temperature in this case is higher
than both the previously studied cases.

However, this still does not lead to critical temperatures greater than the standard
bulk value ggl_nem /C, as proven earlier in Eq. and the associated text. Alternatively,
this may be seen considering the case with vanishing nematic stiffness, which would yield
the highest critical temperature due to the least energy cost. In this limit, near the
critical temperature where non-linearities may be neglected for simplicity, the nematic
field profile mirrors that of the strain field, i.e., 7 = gel-nemen,,/(C11 — C12) as seen from
Eq.. We formally consider a suitably normalized profile h(x,y, z,C), which must
otherwise be obtained from a self-consistent solution. Nevertheless, its exact form is
irrelevant to our present analysis. In terms of this profile, the nematic and strain fields

are written as n = noh and €p,, = €p,, 0h, respectively. The action is now given by,

0
T T
2

1
S = 77(2) — Gel-nem’)0€ B14,0 + 2C€2B1g70:| (/ hQ), (230)
x

Y%

leading to the critical temperature ggl_nem /C, which nothing but the result obtained in

the uniform thermodynamic limit.
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2.4 Approximate analytical solution

In this section, we complement the numerical results with an analytical study. We
consider the two limiting cases studied above: first, the effectively one-dimensional
set-up with in-plane uniformity and no boundary effects, and second, the fully three-

dimensional set-up with an analytical approximation for the FEM strains.

2.4.1 One-dimensional strain and nematicity

We consider an in-plane uniform system with By, nematicity. The in-plane uniformity
translates to vanishing z, y—derivatives of the nematic and strain fields. Defining ep,, =

% = f(2) #0,¢ea,, = % = h(z), and €4y = 0, we have,

f@+hG)  —f() +h()

where the A;, strain, denoted by h(z), corresponding to a uniform dilatation, is simply

(2.31)

Uy =

assumed to vanish in the absence of any external sources of A;, symmetry. Note that
this ansatz agrees with the FEM-based deformation shown in Fig[2.6{a-b). Clearly, the
nematic field acts as the By, source and leads to a non-zero By, strain. Additionally,
the chosen convention for the deformation fields keeps the centre of mass unchanged.
Further, the absence of any forces in the z— direction implies u, ~ 0. Exploiting
the in-plane uniformity and neglecting edge effects, €., = (1/v/2)(0.f(2))x, and e,, =
—(1//2)(0.f(2))y. An important remark regarding the validity of this approximation
is in order. Recall that we have neglected boundary enhancements of the strain by
assuming a constant in the plane strain and hence, a deformation profile varying linearly
with z,y, as given by Eq. . Consequently, the elastic energy scales as the sample
volume ~ LﬁL. However, the FEM solution reveals concentrated surface strains at the
v = —Ly/2,L)/2 and y = —L;/2, L /2 surfaces. As we shall show later in Eq.(2.43)
and the associated text, for very thin samples, the strain is localized at the vertical
faces of the sample. Considering without loss of generality the x = L; /2 face, the strain
varies ~ exp(—/[...](L|/2—z)/L), where the ellipses denote a constant factor dependent
on the elastic constants. Consequently, it penetrates up to a distance x ~ L into the

sample, instead of being uniform for x € [~L/2, L) /2]. Hence, the elastic energy
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scales as ~ L L?. Therefore, for samples with larger (Lj/L), the non-uniform strain
distribution, localized near the vertical faces of the sample, is energetically favorable.
Hence, the strain is no-longer uniform and our approximation begins to fail.

Now, from Eq., the bulk elastic action for only the deformation fields in a

tetragonal system, is written as,

1
S :/ 5 |:C11(895u95)2 + 011(8yuy)2 + 2012(8:vua:)(ayuy) + C44(8zux)2 + C44(8Zuy)2

(2.32)

We consider an approximate solution by employing Eq., and choosing a sim-
ple ansatz for the nematic and strain fields, 7, = mno + n1cos(nz/L) and ep,, =
€By,,08in(m(L — 2)/2L). These are the lowest harmonics satisfying the boundary condi-
tions shown in Figs[2.2] and for the nematic field Neumann conditions at z = 0, L,
and for the strain field zero stress at z = 0 and zero deformation at z = L. Using these

profiles, the action Eq.(2.32)) is written as,

1 1 ,L 17%b 1 Li 22\ L 2L

S LH [ angL + 2@772 5 +5 279 Ln% +5 (C +Cy L! 48) 552Blg,o = Jel-nem"I0€ B14,0 ™~
2L

_gel—nemnleBlg,Og ) (233)

where a = T—TT?. The critical temperature renormalization, a., is readily obtained from

the functional minimization with respect to 79,7, and €By,,0, 1€, ngo = O, 871 = 0,
and 85 g0 = 0. Hence,
N 1
2 2 2
4, = b2 7T 442 gel-nem + %1 _ 8784[’7-gel-nem 33 L gel-nem (234)
L 912 Cegr L 2 It b Cog 7™ b Ceg
88 921 nem b
7M7 2 0
N 92 ] Coft L? 7 (2.35)
igel—nem b

72 Ceg ﬁ—>OO
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where we have defined the effectively enlarged Bi4 elastic constant,
Lﬁ 7L2

Cof = C+ Cyy—

. 2.
L2 48 (2:36)

Eq.(2.35)) is shown in Fig It is seen that the variation with b is small, ranging from

98% =~ 0.9907 to % ~ 0.8106 times ggl_nem/ (C—i— C44%'j%), as b varies between 0 and oco.
The effect of the sample aspect ratio L/ L) is captured by Ceg, which increases as the
sample is made thinner. This reflects the inevitable elastic energy cost of establishing
a strain gradient, associated with the elastic constant Cyy4, corresponding to .., as the

strain is forced to vanish at the sample-substrate interface.

2.4.2 FEM-based three-dimensional strain and three-dimensional ne-

maticity

In this section, we derive the analytical forms of the strain and nematic fields, the
scale of boundary enhancement, and the critical temperature, by using approximate
expressions for the exact FEM-based three-dimensional strain field. Additionally, the
results in this section allow one to rapidly obtain results without the burden of a full
numerical calculation.

For simplicity, we consider a nematic field of the form

n =m0 —m[cos(2rx/Ly) + cos(2my/Ly)| — n2 cos(mz/L)
+ n3[ cos(2mx /L)) + cos(2my/Ly)] cos(wz/L). (2.37)

This ansatz is composed of the first harmonics along all directions which satisfy the
boundary conditions mentioned in Fig[2.2] This form is expected to be a good approx-
imation when %‘2‘ > 1, which would penalize the higher harmonics. Additionally, the
smooth Neumann boundary conditions for the nematic field helps in suppressing the
sharp boundary-enhanced strain fields from drastically altering the nematic field. We
do, however, retain the feedback from this nematic field to the strain problem. Now, for
the elastic degrees of freedom, we approximate the z—dependence of the deformation

field as a simple sinusoid u, ~ sin (W(SZZ)), while u, =~ 0 as mentioned in the previous
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section. This is the lowest allowed harmonic satisfying the boundary conditions men-
tioned in Figl2.3} vanishing deformation at the sample-substrate interface at z = L,

and zero stress at the free surface z = 0,

Cizklaluk‘zz(] = (033 0 u; +C130u, + C13 8yuy +Cy40;u, + C44azuy) |z:0 =0
~ N ,
~0 ~—OgUy
= Cy40,uy + C44azuy‘z:0 = 0. (238)

Also, this form is motivated by Fig[2.6(b), which shows the FEM-based deformation
field u, as a function of z for a test nematic field O.3[COS(@) + 1]. Note that, in
the absence of any Aj;,—symmetric source, the A;,—strain vanishes, implying 0,u, =~

—0yuy. Now, using the bulk elastic equation of motion given in Fig[2.3]

1
— 8jCijklalUk + ﬁgel—nem [@vﬁ&,x - 0yn55ivy] =0

1
1= 1(-1') L= Cllaiux — C120; 8yuy —C130; Oyu, _0446371'1 + 7gel-nemaz77 =0.
~—~— ~—~— \/5
— gz ~0
(2.39)

From Eq. -, Oym = nl(L—”) sm(%-f”x) — 773( )SID(QZHx) cos (%), using which, we
obtain,

(€11 = Cu)otn — Cua(57) e = 250 5 i (57) oy — o (P

This yields an exponentially decaying “homogeneous” solution for u, along the x—
direction, along with an “inhomogeneous” sinusoidal response to the nematic field. The
corresponding expression for u, is readily obtained by changing = <+ y, and flipping

the sign of the nemato-elastic term, as it appears with an extra minus sign in the
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corresponding bulk equation for the y—component. Hence, the strains are obtained as,

16 JGel-nem [,)71 + ,,73 CcOS (ﬂ)]
mZ C11—C L
€By, =E€Bj,,0V1 COS <ﬁ) + vy (& Cz) L2 (2.41a)
ooy (1) + 16
el-nem L 1 2 o
—\@531970 . Tz 4\/5(657111*012) (TH) SN (LLHQC) [773 sin (%)]

Epy =———2—wv3sin <—> + T ,  (2.41b)

Caq 2L Caa (7\\)2 +16

C11—C12 (C11—Ci2) \ L
where,
T 044 Yy 044
= cosh - h{—=4{/=——7-— 2.42
V] = cOoS <2L o C12> + cos <2L G Cn ) ( a)
2 2
Vg = COS < ;T) + cos <]7;|;U>, (2.42b)
. T Cus
= sinh —_— . 2.42
v3 = sin <2L o 012> ( c)
This defines the boundary enhancement scale,
P L T B (2.43)
= 12LV ey —Cnl .

governing the depth over which the boundary enhancement effects in the strain field
profiles propagate into the bulk of the sample. Importantly, £ is small for thin samples
with L < L, suggesting that the strains primarily develop and relax close to the vertical
faces of the sample, with the bulk remaining relatively unstrained. This is a consequence
of the Dirichlet condition at the sample-substrate interface, as a result of which, any
bulk strain is forced to rapidly relax to zero at the interface, incurring a large elastic
gradient energy cost. Note that this procedure does not exactly replicate the results
of the FEM simulation. Instead, near the critical temperature when the nematic fields
are small, and for large nematic stiffness when the higher nematic harmonics are even
smaller, we obtain the qualitative spatial features. Instead of determining the coefficient
€B,,,0 at this point, which would require an otherwise uncontrolled approximation, we
solve for it variationally.

Now, to get the values of the order parameters 7o ...7n3 and €p,, 0, we consider the
Gaussian action derived from Eq.(2.32), S = [ dwdydz[§an?+ b |V 0>+ 3b(0:n)* —
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Gel-nem”EBy, + %031982319 + 2 X %04453262}. Here, the factor of two multiplying the
strain energy corresponding to ¢;, is due to the two degenerate contributions from
[e2, =] 53212, which is obtained by using the prescription relating u, to u, mentioned
earlier. Subsequently, we substitute the expressions derived above for the nematic and
strain fields, and perform the spatial integrations. We introduce the following integrals,

I = %fxyvl, I, = L2 fxyvl, I3 = Liﬁffmlvg, I, = Liﬁf%yvl(a:,y)(—vz), and

I
Is = L2 f vy U3 sin (QE‘T‘:) which arise from the in-plane spatial integrations of the field

I
profiles. The resulting lengthy yet straightforward expressions are omitted for brevity,
and later directly state the relevant limiting values. We rewrite the spatially-integrated

action as,

3
|:Z aj’rl] Cll - 012)[12 + 413]531 Z gel—nem,jnj5B1970:| s (244)

§=0
where the nemato-elastic couplings gel-nem,0...3 for the nematic fields are functions of
I, 5 and the sample dimensions L, L. Once again, we omit the lengthy expressions for

these couplings for brevity. On integrating out the strain field,

2
|: Za - _1 Z? 0 YGel- nem,jnj) :| (2 45)
7 2 011 — 012)[12 + 4]3]

The saddle-point equations are obtained as,

85 951 nem,j Yel-nem,jJel-nem,k

(C11—Ch2) (C11—C12)
— =|a; — 2———= 22— = 0. 2.46
on; T T+ 4] g ; [ [Ty + 413] ] nk (2.46)

The numerical solution of Eq. is shown in Fig As mentioned earlier, the critical
temperature is capped by the corresponding bulk value gzl_nem /C. This is approached
in the limit L/Lj — oo when & /L) — oo and as such, the in-plane inhomogeneities
vanish. Further, as expected, the critical temperature decreases with increasing stiffness
b,by.

Now, in the b/L? — oo limit, 72 = 73 = 0 as the z— variation is suppressed. The

corresponding strains are obtained from Eq.(2.41)) by setting 13 to zero. On substituting
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1 1

b = 2b L/L,
0.8 —0.005 0.8 k —0.15

o5 —0.0457| == k —0.3
706 029 | T[F06 0.45

b —o616 | 517 N —06
0.4 ——0.941 0.4 —0.75

1.43 S 1
0.2 0.2
05 1 15 2 05 1 15 2
L/L b =2by
(a) (b)

Figure 2.7: The nematic critical temperature 7}, obtained from Eq.(2.46]), as a function
of (a) the aspect ratio L/L, and (b) the stiffness b = 2b), for C' = 0.5, Cyy = 0.05 and

Jelnem = V0.1C. As seen from (a), that the critical temperature reaches the bulk value
in the L/L — oo limit.

these into the Gaussian action, we obtain,

(gel—nem,OnO + gel—nem,l"h)2
2(CuCial 7, | 4p]

1 1
S=LjL [anng + —am; — (2.47)

2
The corresponding saddle-point equations are readily obtained as,

8
. Jel-nem,09el-nem,0 PIII4

2
a8 . [a . Jel-nem,0 2112

a0 = =0, 2.48
o (C11 — Cha) |1z + 413] (Ci1 — Cha)  [Io + 413 n (2.482)
S Jel-nem,09el-nem,0 %Il I4 le_nem 1 2[12

-2 _ ’ L — ’ =0, (2.48b
om (Ci1 — C12) |1z + 413 o [ ' (C11 — Cha) |12 + 413] " ( )

which yields the renormalized critical temperature, 7. An analytical approximation
may be obtained in the limit b /Lﬁ > 1. Now, motivated by the presence of the
boundary enhancement scale derived earlier in Eq., we focus on the two-limiting
cases of relevance to clearly highlight the effects of the sample dimensions. First, we
consider a thin sample with L/ L — 0 where §; — 0 and thus the boundary effects

are dominant with the strain primarily developing only at the vertical surface of the
: _ 7, ~ 8L /Cu-C Ly /¢ _
sample. In this case, we have [} = Iy ~ xly et exp (E 011—44012) and Ir =
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~ 2L [/Cii—=Ci2 L Caa
215 ~ TL] o exp( 5T, ‘/011—012)‘ Hence, we have,

. m Tf_T

Un

1 Lig2 (256 [C\L |[TE-T
= N Jelnem [ =77 [ < } = orkt_r 2.49b
=g by C <37r3 044) Ly U (T ) ( )

with the renormalised critical temperature 75, is given by,

1y — 70| Fi 7 Ghnem (256 [CNL | L [y (256 [C7) L)1)
Tl e C \Bm3N Cuy )Ly 4n2| C \3w3V Cua ) Ly b’

(2.50)

o o(TF - 1T), (2.49a)

where C = C71 — C12. The critical temperature is found to decrease linearly with the
aspect ratio L/L” — 0 at the leading order for thin samples. This is a consequence
of the Dirichlet condition at the sample-substrate interface and the associated shear
elastic energy cost to establish a bulk strain in thin samples. Second, in the opposite
limit, L/ L) — oo, the boundary enhancement scale diverges § — oo and hence, the
strain field is uniform in the plane. Additionally, the effects of the clamping at the
sample-substrate interface is expected to vanish. In this case, we obtain, I; = % ~ 2,
and Is = I, =~ 0, thereby yielding,

L 2
Ly e — Jel-nem é

LLQ—)oo C 7T2'

(T, = T7) (2.51)

Thus, the lattice renormalized critical temperature attains a value close to, but still
smaller than the corresponding bulk result ggl_nem /(C11 — C12). Note that this result is
the same as the one obtained in Eq.(2.35) in the b/L? — oo limit, where we neglected

the boundary effects by considering a system with in-plane uniformity.

2.5 Conclusion

To summarize, we have shown that in finite-size samples glued to a substrate, the ne-

matic and strain fields are in general inhomogeneous. We have obtained a boundary
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enhancement scale | in Eq., which is a measure of the distance over which bound-
ary effects near the vertical faces of the sample propagate into the bulk. As a result,
for thin samples, the strain develops only near the vertical faces of the sample, vanish-
ing exponentially into the bulk of the sample. Physically, this is a consequence of the
Dirichlet condition on the deformation fields at the sample substrate interface, which
causes bulk strain fields to be accompanied by an elastic gradient energy corresponding
to the shear strains. While one might expect the non-linear boundary enhancements to
enhance the overall response of the lattice to the electronic nematicity, our theoretical
results show that this is not the case. Importantly, as the sample is made thinner, the
nematic critical temperature decreases due to the elastic gradient energy cost, scaling
as the sample dimensional aspect ratio L/ L) at the leading order.

On the one hand, these results open up avenues to experimentally study finite-size
effects on the nematic critical temperature in epitaxially grown single crystals of varying
thickness. Such samples, devoid of dislocations and other lattice defects/imperfections
at which the strain can otherwise relax, would allow the inhomogeneous strain fields
to establish freely and reveal the interplay with nematicity and test our predictions.
On the theoretical side, better and controlled analytical apploximations to the finite-
element-method based numerical solution may be constructed to obtain a quantitative
match, as well as reveal the intricate role of the physical parameters in influencing the
observed behavior.

On the other hand, noting that most experiments (see for instance Refs. [54} 38, [71])
typically use samples with L/L; € (1/30,1/2), these results are intriguing in light of the
possible signatures of supercritical nematicity. In fact, for the typical sample dimensions
employed in experiments, a significant decrease is expected, of the order of the bulk
critical temperature renormalization due to the lattice. As such, it emphasizes the

existence of other mechanisms which could explain the observed supercritical nematicity.



Chapter 3

Surface elastic defects and

smecticity

3.1 Introduction

Disorder is an inevitable part of any electronic system, which can significantly im-
pact the electronic properties in both negative as well as non-trivially positive ways.
In particular, a number of studies have theoretically [58, 50, [51] and experimentally
(59, 4T, [60] 611, [62), [49] considered the impact of disorder on nematicity as well as super-
conductivity in FeSCs. Interestingly, some of these studies have suggested super-critical
nematic order from anisotropic defects [49], 47], and residual strain [41] [72, [52].
Motivated by the large nemato-elastic coupling [7), 30, BT, B2, B3], 34], B35, B36], and
the possibility of supercritical nematicity at the surface, we consider the effect of a spe-
cific class of random defects on the surface. The surface morphology of a crystal is the
result of complex interactions between the atoms, environment, as well as the sample
growth and preparation conditions, which in turn can have significant ramifications for
the thermodynamic and electronic properties. One class of defects on an idealised crys-
tal surface usually consists of terrace domains separated by parallelly aligned steps of
varying heights, as well as point defects such as kinks and adatoms which may gener-
ically be anisotropic, i.e., Co—symmetric. In our study, for definitiveness, we consider
domains of step defects of random strengths on the exposed surface of the sample, which

are often naturally present. In fact, cleaving a crystal surface constitutes an explicit

37
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breaking of the surface rotation symmetry and as such, domains of anisotropic defects
are not surprising. We show that such a domain of parallelly aligned anisotropic de-
fects indeed leads to a macroscopic supercritical transition to a modulated nematic,
i.e., a smectic state. While the spotlight has primarily been on the uniform nematic
state in both FeSCs as well as the cuprates, some studies have previously investigated
electronic smecticity in these systems both theoretically [73], (74, [75, [76], [7'7, [78, [79] 80],
and experimentally [81] [82] [83]. The theoretical studies, which have only considered the
cuprates, have largely explored either a finite g charge nematic instability, with the g
determined by position of the Fermi level relative to van Hove singularities on a square
lattice, or a sub-leading instability (to spin density wave order) mediated by antifer-
romagnetic spin fluctuations. On the other hand, the experimental studies deal with
STM observations of smectic stripes in FeSe thin films, adding to its list of intriguing
properties. Importantly, the experimental observations reveal incommensurate smectic-
ity, with the ordering wavevector seemingly independent of the FeSe film-thickness and
the Fermi-surface topology.

In this work, in a complementary approach to the ones introduced above, we show
that suitable random elastic defects can lead to a supercritical incommensurate smectic
state. Indeed experiments have indicated the critical role of elastic defects in inducing
smecticity [81, 82, 83]. As a tractable proof of concept, we restrict ourselves to the
simple model of anisotropic defects, namely, step defects, which nevertheless embody
the generic elastic features leading to smecticity. Our primary results are as follows:
Employing a phenomenological Ginzburg-Landau free energy functional for the nematic
fields, along with a simple description of the defects using linear elasticity, we obtain a
disorder induced non-local nematic potential by averaging over the defect realizations.
Remarkably, on minimizing this renormalized nematic action, a finite q supercritical ne-
matic state is obtained, with the wavevector q determined solely by the elastic constants
of the material and the nematic Ginzburg-Landau parameters. Finally, the disorder-
renormalized nematic action is numerically solved to present a physical picture of the
smectic state, demonstrating the supercritical smectic state which gradually transitions
into the uniform disordered bulk over the nematic critical temperature, and the uniform

nematic state below it.
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Figure 3.1: (a) A section of the sample, showing parallelly aligned steps of random
heights/strengths on the surface, with the steps being infinite in length, oriented parallel
to the y— axis, and changing in height along the x—axis. The forces generated by a
single step are marked. (b) An illustration of the supercritical surface smecticity, shown
here as a modulated nematic field, decaying into the bulk of the sample to zero.

3.2 Surface step disorder

3.2.1 Model

We consider an isotropic elastic half-space (z < 0) for simplicity, with £ and v being
the Young’s modulus and Poisson’s ratio, respectively. The exposed surface has a dis-
tribution of elastic defects which, in general, are anisotropic in shape. In the standard
approach, the deformation field of a defect is calculated by replacing it by a distribution
of localized forces acting on the underlying semi-infinite crystal [84], 85] 86, 87, [88],[89], 90]
which may be conveniently specified in terms of its elastic multipole moments. Since the
system is in equilibrium, the resultant force and net moment vanish and hence, far from
the source, the dipolar term survives at the leading order. For simplicity, we restrict
ourselves to the idealised case of infinite step defects, which are essentially infinitely
long anisotropic defects, with each step defect being as shown in Fig(b). As such, it
encapsulates the fundamental principle crucial to our work while being amenable to a
tractable analytical analysis. We focus on a domain of steps distributed parallel to the
y—axis, and having random strengths and locations. A single step located at x =

is modeled by the force f; = A;0,0(x — 2’), where j = 1,3 denote the z— and z—
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components, and A; characterizes the strength of the defect. The dipolar form of this
force, illustrated in Fig(b), is crucial to the results to follow. Subsequently, using
the Green’s function for an infinite line-force along the y— axis in a half-space [91],
Gyr = (1;};2)[(1 — %) sin7h 2 4+ (1 + {%5)%], with 7 = Va2 + 22, the deformation
created by a single step located at (z,z) = (2/,0) is given by,

u; :/ Gij(x —a",2 = 0)A;0,16(z" — 2') = A;0,Gij(x — 2, 2), (3.1)

For simplicity, we restrict ourselves to only the z—component of the force, i.e., A3 =0

but Az # 0. The strains, for a defect located at = 2/, are therefore given by,

Exx = A34(1 - v) |:<V _ 1)<$ — .T/)3Z + (V + 1?2(‘7; - $/)Z3 (32&)
u ((:n — /)2 4 zz)
ourier 1 A . . B ) .
traisforming> ( ;Zi BSIgn(z) Z ZQwHQLL’HZ‘ + 2v — l]e |qw|‘z|€lqz(x x )7 (3.2b)

qx

along with g,, = 0. Consequently, there is a By, strain, (e;4 — €4y)/Vv/2, which pro-
motes nematic order. Note that the uniform g = 0 component of the strain vanishes,
which is crucial for the results to follow. This feature is rather generic to all defects in
equilibrium. As mentioned earlier, the case of step defects permits a simple closed-form

solution.

3.2.2 Step-disorder renormalised nematic potential

Here we obtain the renormalized nematic potential by performing a disorder averaging
over a domain of parallelly aligned steps with random strengths. Before proceeding, we
take a moment to comment on the formalism. Disorder averaging is broadly classified
into two categories depending on the kind of disorder and their associated dynamics,
namely, quenched and annealed averaging. In the case of quenched averages, the dis-
order is considered conformationally and dynamically static, at least in the time-scale
of the relevant experimental measurement. In contrast, in the case of annealed aver-
ages, the disorder source responds to the dynamical fields, and is therefore in thermal
equilibrium. A generic observable is calculated as (O) = 9"In(Z)/0J10Js ... 0| j=0 =
(1/2)(0"Z/0J10J3 . .. 0Jy|g=0), where the vector of artificial J sources generate the
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observable O. The formal implementation of annealed averages is technically much sim-
pler as the disorder sources are treated on an equal footing with the dynamical fields
while calculating the partition function. However, in the case of quenched averages, the
averaging is performed at the end, after already calculating the required quantity. Using

= [P(V)(1/Z)(0"Z/DJ18J...0Jy,), where Z depends on the specific instance of
the disorder potential V', with the associated probability density being given by P(V),
it is clear that the denominator 1/Z is the biggest issue, as the subsequent integral over
disorder realizations is rendered analytically impossible. To circumvent this issue, an
exact treatment of the random quenched defects is typically performed using either the
replica trick, Keldysh formalism, or the supersymmetric approach. In the replica field-
theoretic approach, where the extensive self-averaging quantity In(Z) is averaged over
the disorder configurations, one exploits the formal relation In(Z) = lim,_,c(Z™ —1)/n,
which eliminates the denominator entirely. In this work we use the simpler annealed
average, as the replica trick is primarily useful only when there is replica symmetry
breaking and/or replica fluctuations associated with metastability. For a disorder char-
acterized by a coupling ¢ and disorder source standard deviation Vh?, which in our
case represent the nemato-elastic coupling and the variance of the random strain fields,
the disorder potential energy valleys have heights ~ g\/f? Since our range of tem-
peratures 1" ~ ggl_nem/C ~ 50 — 130K is already a sufficiently large scale, we have
T ~

replica symmetric solution to hold well, which is the same as the much simpler annealed

ggl_nem /C > gV/h? for sufficiently small disorder strength and hence, we expect the
averaging.

Now, we consider a domain with a distribution of steps aligned parallel to each
other along the y—axis, as a parallel arrangement is energetically favorable. Each step,
indexed by j, has a random strength h; = (1 + v)A3;/(V2FE) satisfying (hjh;) =
626]-0-/. Hence, the net strain created by the distribution of steps can be written as,

EBygr = Zj hjep, gr—ri- We define a dimensionless continuous defect strength field,
_ pxz+Le/2
T fy:fog/Q
larger than the spacing between the steps, but much smaller than the bare nematic

> j hjdy_mj, where 9§, is the Dirac delta function, and L¢ is ideally much

correlation length. As such, the following analysis is good for temperatures close to the
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bare nematic critical temperature. The continuous defect strength field satisfies,

{E+L§/2 {L'+L§/2 , 9 9
(pzpz) = Z/ dy/ dy <hjhj’>5y—:cj6y’—:cj/ = ZU = 0 ngtepLg, (3.3)

5. x—L¢/2 x—L¢/2 J
where ngep = Nzt“ep is the step concentration. This yields the Gaussian probability
—Zz=-176z=0 - z2=-1.7T0z=1.4
---Z2=1762=0.72 —Z =-2.1 6z =0.72
0
-0.02¢
_ |
NN
‘..'\f'.: v'l
-0.06 : ‘ ‘
-0.05 0 0.05
Qsx/ T/ AX)

1

Figure 3.2: The nematic potential in momentum space, showing troughs at guax ~ BE

where zZ = (2 + 2’)/2 is the mean depth.

h? 2
measure for the step strength, P, = exp(—3_, 5.72) = exp(—LiH |, #%), where we have

L _9 Ny
defined o2 = &2 "St]ifp ¢ _ 52 N;Vgep
I I

a — b”Vﬁ - b8 g
Z :/ eXp |: /’rlr,z2’r]’l‘ 2 + L / pLL‘ 87,“ CC Zﬁru Z:|P
n,p r l
_ a — b”Vﬁ — b8§ (ga)
o Rl S e e Tl R B

/eXp[ 2/77 ‘IHZaerHq” ~ "l / Z

q)

L—f Hence, the partition function is obtained as,

€— qZVZEq:L'vz, T]q17Zn_qw7Z/:| )

‘Zz z,2!

(3.4)
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where, we have used 7y . = ﬁ Zq” nqlhzeiqll"’\\, and an analogous expression for
I

g, with the normalization 1/,/L| for each coordinate. Using Eq.(3.2), the disorder

generated non-local potential term is written as,

_ (g9)* 5 op — 1Mol 4 2y — 1le=lazl(=l+=]) 35
Tgpze = = 5~ olldollz] + 20 = 1[lgs]z" + 20 — 1]e : (3.5)

Note that 7y, . ./ is peaked at a non-zero value of ¢,, and vanishes at g, = 0, which is,

crucially, a consequence of the dipolar structure of the strain. This is shown in Fig[3.2]

3.2.3 Critical temperature
Exact calculation

Beginning with the action,

_ 70
S:Z/ 1 a Tn +qu2 |77zq |2+b|8z772q |2 +/ r zz’n* N2 gz
2<0 2 T’r(]J z A | 2,2/<0 qz,Z2, Z,qx sqx

q
(3.6)
we Fourier transform along the z—direction using the basis
mm
nqgcaz = 77q:z,m [57”70 + \/iCOS (T)(l - 6777«70)]7 (37)

in a regularized sample of z—thickness L. We omit the lengthy expression for the
action in this basis, which is otherwise trivial to obtain. The saddle-point equation is
readily solved by considering a sufficiently large finite number of modes m < myax, and
searching for the value of (T — Ty)/T,) = (T, — T,)) /T, where the condition numbetﬂ
of matrix representing the saddle-point equation diverges. The results are presented in
Fig[3:3] showing that the critical temperature is peaked at a finite g,. This peak is
obtained due to the nematic gradient energy costs eventually suppressing the critical

temperature for large q,.

'Ratio of the largest and the smallest eigenvalue. A matrix with a large condition number is nearly
singular.
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Figure 3.3: The critical temperature for L — oo, b = 0.5 = 2b||, and v = 0.495. (a) The
variation of the critical temperature with the g,. The eventual quadratic decrease with
increasing g, is a consequence of the gradient energy. (b) The actual critical temperature

(peak value in the left panel) is found to vary quadratically with the effective defect

strength 92T‘7. (c) The smectic wavevector qés) as a function of the effective defect

strength (go)?/2, found to increase approximately linearly.

Analytical approximation

Now, we obtain an analytical approximation for the critical temperature. As a sim-
plifying approximation, we neglect the stiffness along the z—direction, b(d,1)2, which
is reasonable as the iron superconductors have relatively much larger inter-layer spac-
ing compared to the intra-layer lattice constants. In this approximation, the boundary
conditions along the z—direction, mentioned in Fig2.2] are no longer required. This

drastically simplifies the saddle-point equation to,

T-T, 2 2 lagal2]
o T b2z )Nz — (99)° ¢ gol2] +2v — 1e R=0. (3.8)
n

where we have defined R = ono d2'qz|[|q: ||| + 2v — 1]e_|qz||zl|nz/’q“. Hence,
2Gul|ga]|2] +2v — LJe”%=IFIR

70
(7o + bya2)

0
n

Nzge = (90) (3.9)
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Finally, the critical temperature as a function of the wavevector, a.(q,), is obtained by

imposing the self-consistency condition R = f_ooo d2'|qz|[|qz ||| + 2v — 1]6_‘QZ“Z/|172,7q“,

70
Tn(qg;ngn = (90)?|qq| <i —v(l-— 21/)> - b||q§. (3.10)

In the absence of any electronic phase-space constraints, this leads to the wavevector
(s) _ M(l
Qo™ = “gp, \1

qg(cs) dependent only on the elastic constants and the nematic free energy parameters. The

—v(l —21/)) , which orders first, leading to incommensurate smecticity with

corresponding reduced critical temperature is obtained by evaluating (75, (qgf)) —T,? )/ T,?,
yielding,

()Y _ 70 2
Ller ) =Ty _ (go)* (i — (1 - 2;/)) 42. (3.11)

Further, from the profile of the nematic field, as seen from Eq. , it is found that
N:q, 1s peaked at z ~ 1/q, and exponentially decays into the bulk. In spite of what
Eq. might suggest, in the presence of the nematic quartic free energy term and a
non-zero stiffness b, only one smectic wavevector is obtained as a function of both depth

and temperature, as it shall be shown next.

3.2.4 Saddle-point nematic field profile

Now, we obtain the saddle-point profile with varying temperature, for which one must
consider the non-linear quartic term in the nematic action. We had earlier switched to
momentum space to facilitate a simple analytical calculation of the strain field correlator.
However, armed with the momentum space strain correlator given by Eq., we revert

back to real space to obtain the defect-generated potential,

B —g?0? , . Om
Tsx,2,2" = 2(271_)f<|2’, ‘2‘ &= ‘2’|+‘2’|l7y>
_ —g%? [ 48z||z|" 1 —10€2 +56* 1220 —1) 1 —6€2 +¢&* 420 —1)% 1 — 3¢2
- 202m) (el +[2)> 2P (Il + 122 [E2+10 (el + =) 2+ 1)
(3.12)

where dx = x — &', rsy.  decays rapidly with increasing mean depth |z| + |z|’, but
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Figure 3.4: The functional form of the defect-generated potential given by Eq.,
barring the constant prefactors outside the braces, with (a) increasing mean depth
(|z| + |2|")/2, and (b) increasing depth difference |z| — |z|" for the same mean depth. In
(a), the width of the central lobe, and the crest to trough distance d, scale as the mean
depth ~ |z| + |z|". The change in sign over d. leads to a preference for the nematic field
values separated by d.; to assume opposite signs, thereby generatic smecticity.

slowly with the depth difference |z| — |z|’, with the decays being algebraic. Importantly,
it exhibits an oscillatory behaviour as a function of dx/(z + 2’), with a central peak
at 6z = 0 and an algebraically decaying envelope. Consistent with our earlier analysis
in momentum space, the important range of dx ~ (|z| + |2|’), corresponding to g, ~
1/(]z] + |2|"). Furthermore, as a function of dx, the uniform component vanishes, i.e.,
f s/ = 0. These features are evident from Fig showing 75, . .». The real-space
saddle-point equation is now given by,
T-T) ) 9 3

—rg M, — bOZNez — bV s + /x , /’Z ot ! +upn;. =0, (3.13)

0
Tn

which is readily solved numerically, following the technique outlined in Sec. with
the results shown in Fig[3:5] As expected, the smectic behaviour nucleates at the surface
z = 0, eventually decaying into the bulk, giving way to the standard bulk nematic state.
Interestingly, the smectic field has the same wavevector ¢, as a function of the depth and
temperature. This is attributed to the Neumann boundary condition on the nematic
field, which prohibits smooth changes in the smectic wavevector, as well as the nematic

quartic term, which leads to a bi-quadratic smectic-smectic repulsion for smectic states
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Figure 3.5: The numerical solution to the saddle-point equatlon Eq.(3.13) in real (a-b)

and Fourier space (c), with the reduced temperature T " denoted in the panels. We

have considered a sample of dimensions 44 x 44 x 7, along with b = 0.5, b = 0.25,

% = 1, and u, = 5.0. The lattice has been discretized by considering N, = 351
and N, = 56 cells along the x— and z—directions, respectively. Lastly, we have used
only the central 72% of the sample while Fourier transforming to discard the boundary

artifacts. The Fourier spectrum reveals a smectic component with q,Ef) ~ 0.57, with its
intensity peaking at z &~ —2.5, and decaying subsequently.

with different wavevectors,

/unn;‘;:(sun > g Plng P+ (3.14)
T

qz,95 79

As such, the generic case with a finite b # 0 presents a qualitatively different picture
compared to the b = 0 case studied previously. Finally, for T'— Tg < 0 the uniform bulk
nematic state dominates and erases the smectic signatures. This is, again, caused by the
nematic quartic term in the action, this time generating a biquadratic smectic-nematic
repulsion (¢, = qg(cs), and ¢, = 0 in Eq.), thereby penalizing a microscopically
coexistent state. Since the smectic free energy gain is a size-independent constant due
to the smectic state being localized near the surface, while the nematic free energy
gain scales extensively with the system size, only the latter survives in the subcritical

saddle-point solution. Lastly, we show the temperature dependence of the nematic and
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smectic order parameters in Figf3.6] which summarizes this discussion. The former is
simply defined as the uniform component of the saddle-point solution while the latter

is obtained from the peak Fourier component at qg([;s) ~ 0.57 on the exposed surface at

z =0, as seen in Fig[3.5

0.2 0.2
(b)
0.15 Disordered
-y 0.1
H o =
= 01 E‘T Surface
) Smectic_|
0.05 Bulk
Nematic
0
-0.2 0 0.2 0 0.5 1
T-T9 g2o?
TO 2

Figure 3.6: (a) The nematic 7 (red) and the surface smectic 1,0 (blue) order parame-

ters, extracted from the ¢, = 0 Fourier component at z = L = 7 and the ¢, = qg(f) ~ 0.57

Fourier peak height at z = 0 in Fig[3.5] respectively. We have only shown the bulk ne-

matic component as the corresponding value at the surface is affected by boundary

artefacts. (b) The phase diagram as a function of the effective disorder strength @

and the reduced temperature. The smectic critical temperature scales quadratically
2
with @, as detailed in the supplementary text.

3.3 Conclusion

To conclude, we have proposed a mechanism by which anisotropic elastic defects de-
scribed by a dipolar force can induce a supercritical incommensurate electronic smectic
state, localized near the surface, eventually giving way to the uniform bulk nematic
state. The critical smectic wavevector, as well as the associated critical temperature,
are found to be dependent only on the elastic parameters of the material. These results,
while being significant in light of recent experiments indicating supercritical nematicity
as well as smectic behaviour closely related to surface elastic defects, also prompt future

studies of novel liquid crystalline instabilities in strongly correlated systems.



Chapter 4

Conclusion and Discussion

To conclude, motivated by the non-linear and non-trivial boundary effects in generic
finite-size systems, we have performed a detailed study of the coupled nemato-elastic
system in a realistic finite sample glued to a substrate. We have shown that boundary
effects lead to significant inhomogeneity in the nematic and strain field profiles, lead-
ing to the strains developing primarily near the vertical lateral faces for thin samples.
Importantly, we have uncovered a significant suppression of the nematic critical temper-
ature in thin samples due to the stiffness, scaling linearly with the ratio of the sample
thickness and width. While providing a new avenue for experimental verification of this
interplay between elasticity and nematicity in finite size samples, in the context of the
anomalous supercritical nematicity suggested by several experiments, this result is even
more surprising as it necessitates alternate mechanisms for supercritical nematicity. In
light of this, we propose domains of anisotropic surface elastic defects, such as step de-
fects, as a possible source for supercritical nematicity. Such defects are, in fact, shown
to lead to an inhomogeneous supercritical smectic state, with the smectic wavevector
determined by the elastic parameters of the material.

Our work, while shedding light on important physics in finite-size systems, also raises
several questions for future studies. For instance, on the one hand, it remains to be seen
how pure surface phenomena such as Rashba spin-orbit coupling alter the nematic criti-
cal temperature while offering distinct experimental signatures. On the other hand, our
study motivates new directions for electronic smecticity. A natural continuation would

be to consider a theory with coupled smectic bosons and electrons, and subsequently
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study the thermodynamic and transport signatures, as well as the effects on fermionic
coherence and spectral signatures, which would permit a comparison with ARPES ex-
periments. Additionally, being a finite momentum bosonic order, smecticity is expected
to depend indirectly on the Fermi surface topology, as one must now consider the finite
momentum properties of the bare nematic action. While the currently employed gra-
dient expansion remains valid for small momenta, it must be modified near the sample

surface where our current study predicts a large smectic wavevector.
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Appendix A

Variational minimization in finite

domains: Boundary conditions

A.1 Continuum Set-up

The standard problem statement in variational minimization consists of an energy /action
(S = [,;S[¢]) functional defined in terms of a field ¢ over a domain M along with cer-
tain boundary conditions on M. Refraining from an overly general discussion, we
restrict ourselves to quadratic action functionals of the kind encountered in our study
S= [y (%(V@S)Q + %a¢2) + %a5¢2\3M, to focus on the implementation of various bound-
ary conditions.

We take a moment to remark on the last term, which is a surface term, with a®
being the surface mass/energy. Such contributions generally arise when the bulk mass
a changes discontinuously at the surface. Being a measure zero set, the discontinuously
altered value of a only at the surface is not captured by the spatial integral. As such, we
designate a® = ap—gp — lim,_,p,, a, which is the difference of the actual surface value
of a, and the extrapolated limit of the bulk a.

For simplicity, we consider a one dimensional domain given by the interval [0, L],

with the action,

_ L 1 2 1 2 1 s 12 1 s 42
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where the last two terms are surface terms, which shall be used for the case of Robin
boundary conditions. In the following subsections, we consider field governed by this

action and describe the implementation of various boundary conditions relevant to us.

A.2 Boundary conditions

There are primarily two kinds of boundary conditions: essential and natural, which
are aptly named based on their technique of implementation. Additionally, we also
consider Robin boundary conditions, which is a combination of the two. In this section
we go over each one of them one by one. Setting the variation of the action to zero,
0S = S[¢ + d¢] — S[¢] = 0, yields,

/0 ! d=([C0.610.66 + asbs) = /0 ' 4:([C + aglés) + (CO.0)00lf = 0. (A2)

The requirement that the variation vanishes imposes two conditions. First, irrespective
of the boundary conditions, the bulk contribution must vanish, —C9? +a¢. Second, the
surface contribution, which is the product of the boundary derivative and the boundary
variation of the field, mush vanish. This may either happen if the boundary value is fixed
(or periodic) or if the boundary derivative vanishes, which correspond to the Dirichlet
and Neumann condition, respectively. As described in the following subsections, this
surface term, in conjunction with suitably added surface contributions, are able to

introduce the required boundary conditions depending on which part is forced to vanish.

A.2.1 Essential boundary condition

Essential boundary conditions, or more commonly Dirichlet boundary conditions, con-
stitute the specification of the field values on the boundaries. These conditions are
essential in the sense that they must either be incorporated from the outset by choosing
the basis functions appropriately, or enforced explicitly using Lagrange multipliers.

In Eq. (A.2)), fixing the boundary value of ¢ is sufficient for the surface term to
vanish, which can then be safely dropped. However, directly dropping the surface term
while keeping the boundary values unconstrained implicitly implies that the boundary

derivatives vanish, instead. Hence, Dirichlet conditions must be explicitly imposed.
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This may either be done by directly employing a basis set of functions satisfying the

condition to form the variations, or by the use of Lagrange multipliers.

A.2.2 Natural boundary conditions

Natural boundary conditions, or more commonly Neumann boundary conditions, en-
force that the field derivatives vanish on the boundaries. Additionally, there are gener-
alized Neumann boundary conditions, in which the field derivatives on the boundaries
are required to assume a specific constant value.

For the standard Neumann boundary conditions involving vanishing boundary deriva-
tives, we simply retain only the bulk contribution in Eq. . As already described
in the previous subsection, dropping the surface term while letting the boundary value
be unconstrained is tantamount to enforcing Neumann conditions. However, for the
generalized Neumann condition 0,¢r = by and 0,¢9 = by, a surface term must be
added. Since the field derivative is automatically generated from the gradient term, it

only remains for the action to be modified by adding the surface term Cbopg — Cbr ¢y,

Hence, from Eq. (A.2),

L
68 = / dz([—caz + a¢]5¢) + (C0,¢)5¢|5 + Cbody — Cbrdgpr) =0,  (A.3)
0

o001 =br, 0:¢00 = by. (A.4)

These are natural in the sense that neglecting surface terms in the variation of the
suitably constructed action naturally /automatically leads to vanishing derivatives on

the boundaries.

A.2.3 Robin boundary conditions

Finally, Robin boundary conditions specify the boundary derivatives in terms of the
boundary values of the field. Like the generalized Neumann conditions described earlier,
Robin conditions are imposed by the addition of suitable surface terms. Once again,

since the field derivative is automatically generated from the gradient term, the action
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is modified by adding the surface term 5Cbo¢j — 5Cbr¢7. Hence, from Eq. (A.2)),

L
58 = /0 dz([-~C2 + alog) + (CO0)36/f + Choddy — Cbrordsr) =0, (A5)

. CO¢r, =bror, COpo = bogo. (A.6)

A.3 Discrete set-up

Alongside the continuum set-up illustrated above, the discrete formulation is more useful
to highlight the numerical implementation. Additionally, it is easier to see the bound-
ary terms, which for a three-dimensional set-up, contains faces, edges, and vertices.

Beginning with the same action,

1 1 1
S = ZA C( A‘bf 1)> +§a¢§+§a8¢%+§a8¢%v, (A7)

T

the variational derivative with respect to ¢; yields the bulk equation,

05 205 — ¢j —
5¢J =¢ A2

2L ap; =0, = —C2p+a¢p=0 (A.8)

while for the boundaries, due to the lack of a bond/gradient-term along on one side of

the chosen index j,

55 COPNL L P gy =0, = ¢y = 78, = C0ublemr +a*6pmr, = 0,
I C ~z
00; C%A;I@ +a°p1 =0, = ¢1= 1+£A , = —C0pdla=o + a’Pr—0 =0
C T
(A.9)

Clearly, a negative surface energy a® < 0 enhances the surface field values. This effect is
propagated to the bulk, as the bulk saddle-point equation refers to the boundary values
through the bulk Laplacian.

It is readily extended to higher dimensions. For instance, for a three-dimensional
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cubical system of size (L, x L, x L) with (N, Ny, N;) lattice sites,

S=S"AA0A, [Cx; ((‘bb‘z,jy,jz] — P14y 5:1) ) C Cy% <(¢’Uz,mz] — Pl gy—1,3:)) ) ’

J A, A,
1 (gb[jwajvaZ] — ¢[jxvjyvjz_1]) 2 1 2 1 s 42 1 s 12
+ CZg( AL + 3990, 5y5: T 3% 5,5: T 5% Pha1:]
+1as¢2 +1as¢2 +1as¢2 +1as¢2 (AlO)
2 z [jx:jy,l] 2 x [Nacajyujz] 2 ) [jac:Nyajz] 2 1 [j:mjnyz]' :

To obtain the bulk saddle-point equation, note that each site j is connected to two

neighbors along each direction, with the corresponding terms in the action being,

Pliw iy izl = Plizy.izl—1u | 2 Pliw iy iz) = Plizoiysizl+in | 2
Zp:x,y,z( “ ) +( Ay )

along the u™ direction. A functional derivative with respect to Plia iy i

, where 1, is a unit vector

] yields,

Pl iy izl 1y T Pl dyicl—1n ~ 2Pl iy -]
Z _CV ) . AyQ . . + agb[j:cvjy:jz} - 0’ (All)
p=,y,z H
which yields second derivatives along each direction, as expected.
For points lying on the boundaries, some neighbors are missing. For instance, for

points lying on the x = L,, equivalently j, = N,, we have,

= oo\ 2
Sj :A$AyAZ |:;CLL‘ <¢[N27.7y7321 ¢[N1717.7y7.72}>

Ay
1 (b[NZ»J' J=l T ¢[vaj Jz]—ol ? 1 S,x 12
+ Z 2C,u< Y = Y H +AyAz 5(1 (Zs[Nz,jy,jz} y
B=y,z w
o==+1
(A.12)
LLENININ [ Co VMNasjyie] =~ PNa—1ide] ) Cou PINe gy ] ~ ¢[jzvjy:jz}01u:|
877[]\[1 Jysdz] Aa; Ax 'u::i/t’f AN AM

+AyA; [as’%[zv,,jy,jz}] =0

C 5,T
(%é)qs[jzfl’jyvjz} + Zu=y,z (T%) (qs[jz’jyij]*lu + ¢[jzvjy:jz}+1u) - aAigc

(%) +2(%)

PNy jyoe] =

(A.13)
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where j,, = m denotes the sites for which the discrete index of the v** coordinate equals
m. The first term in the square brackets is ~ 9,¢/A, while the second one is ~ Oﬁqﬁ.
Consequently, in the continuum limit where A, — 0, only the first term survives. The

equations for the edges and the vertices may be obtained similarly.



Appendix B

Elasticity theory

An excellent reference to the theory of elasticity is found in Ref. [91], parts of which we

describe here according to their relevance in this work.

B.1 Strain tensor

Beginning with two generic points 71 2 inside a solid with separation dr, a deformation
field w(r) is imposed. As a result, the separation between the points r1 and ro is now

given by,

Ou; — Ou; lauk %
8.1‘]' 81‘2 2 83)1 8.7}]'

di? = (dr +u (r) —u (1) ~ dr? + ( > dxidz;. (B.1)

This motivates the definition of the strain tensor,

_ 1 Oul 8Uj
A <axj * 8@-) ! (B.2)

where terms quadratic in the deformations are neglected, thereby forming the basis

of linear elasticity. Note that the strain is symmetric €;; = €j; and hence, it has six

components in three dimensions.
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B.2 Stress tensor

The forces acting on any plane and along any direction are described by the symmetric
stress—tensorﬂ oi;j(r). Specifically, the Cartesian components of the force acting on a

plane perpendicular to the unit vector n is obtained from,
Fj = 045Ny = O45705. (B3)

Like the strain tensor, the stress tensor is also symmetric o;; = 0. The diagonal
elements of the stress tensor o;; determine the pressure along the axes, while the off-

diagonal parts determine the shear components of the stress.

B.3 Hooke’s Law

While we have introduced stress and strain independently, in reality, a strain field
leads to a corresponding stress. The actual description of this relation hinges upon the
microscopic properties of the solid. However, phenomenologically, the relation may be

described using the Hooke’s Law,
Oij = Cz'jk:lgkla (B-4)

which relates the stress o;; and strain ej; components linearly, via an elastic stiffness

tensor Cjj,

Ci111 Ciiz2 Crizz Cries Ciiiz Chie
C2211 C2222 C2233 (9223 (213 (o212
Cint — C3311 C3322 C3333 C3323 C3313 Cs312 (B.5)
C2311 C2322 (2333 (o323 (o313 Casi2

Ci311 Ciz22 Cizsz Cizes Ciziz Cisie

Ci211 Ci222 Ciazz Ci2ez Ci213 Ci212

which is a 4" rank tensor. From the symmetry of the strain and stress tensors, it

follows that, Cijri = Cjii = Cijik = Criij. These symmetries constrain the elastic

!Latin indices denote 3-vectors.
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modulus tensor to possess only twenty-one components. Depending on the physical
symmetries of the solid, the number of independent components of the stiffness tensor
is further reduced.

Before proceeding, we introduce the Voigt notation in which, employing the symme-
tries Cyj11 = Chrij, €ij = €ji, and 0y = 03, the stress and strain are expressed as 6 x 1

vectors and the elasticity tensor is written as a symmetric 6 x 6 matrix,

o1 Cn Ci2 Ciz Cuu Ci5 Cis en
022 Cra O Ca3 Cy Cy Cy €22
o33 | | Ci3 Cas Cs3 Caa Css Cse €33 , (B.6)
023 Cly Oy C34 Cyy Cy5 Cyg 2e93
031 Cis O Cs5 Css Css Cse 2e31
| o2 | [ Cie C Cs6 Cas Cse Ces | | 2212 |

where, €11 = €44, €22 = E€yy, €33 = €.z, €23 = Eyz, €31 = €24, and €12 = £4y. These
are often further shortened to &1 = €11, €9 = €99, €3 = €33, €4 = 293, €5 = 2¢13, and
€6 — 2612.

In particular, for an isotropic solid, elastic stiffness tensor is specified by only two

Lamé parameters A, u,

A+2u A A0 0 0
A A+2 X 0 00
Cisotropic: A A )\+21u 000 (B?)
0 0 @ 0 0
0 0 0 p 0
0 0 00 pu

Alternatively, one may employ the Young’s modulus E and the Poisson’s ratio v. For
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an isotropic material, the elastic constants are related to these parameters by,

B B B B E(1-v)
Ci1=Cyp=0C33=\+2v = (1 n V)(l — 2]/), (B.8a)
ey — E(v)
C12_013_)\_(1+1/)(1—21/)’ (B.8b)
Cua = Cs5 = Cep = — 5 —H= W+ (B.8c)

For a tetragonal crystal, after considering the invariance of the crystal structure
under reflections about [100], [010], and [001] planes, and 90 degree rotations along the
c—axis, one requires just five parameters. Specifically, using the Voigt notation, they

are given by,

C 11 Ci2 Ci3 0 0 ]
Ci2 Cu1 Ci3 0 0
C C C 0 0
Ctetragonal = . h s 044 0 0 (B 9)
0 Cu O
i 0 0 066_

B.4 Elastic equation of motion

Defining u as the deformation at time ¢ and spatial location 7, the Newton’s second law

for a body with mass density p(r), is written as,

/d3rp8t2ui:/ dSJijnj:/d?’raaij, (B.10)
Q 00 o O

80’" 80’“ 86kl
| Bl pdPu; — —L) =0 DPu; — —2L = pdPu; — Cijp—r =0, (B.11
/Q 7"<P t U 37’]-) = poiu ar; PO U ki ar,; ;o ( )

where, the last line yields the equation of motion. Naturally, this leads to the identifi-

cation of %‘;"_j as the force density.
J
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B.5 Elastic energy

The elastic potential energy is obtained by considering the work done by the internal

forces acting on the net surface of the body,

00 1
oW = / ds’l“ Y 5uz :/ dSUi' (5u1 — d3?"0'1"(5€i' = —/ d3r70ilklsi-skl B.12
Q 87‘]' 59 J ~ p J J 0 9 J J ( )

1
E:i/TwS—/ﬁW“=AQ+2Cmﬁﬁ%r+mﬁu, (B.13)

where, the last term is the contribution from the external stress which cannot be con-

nected to the strains via the stiffness tensor. The second last line may be obtained

by parametrizing the total deformation w; = su; with s € [0,1], du; = w;ds, and then

integrating over s. For crystals, the elastic stiffness tensor is directly related to the de-
. . 9%V, 0%V,

formation potential ua,i(m)ubyj = _Ea,ik(%rk mrl)eb,ﬂ, where V = r, — 1y,

corresponding to the deformations at sites a,b along directions i, j.

B.6 Structural transition

Here, we describe phase transitions in crystal lattices, characterized by the spontaneous
deformation of the unit cell of the lattice in a certain direction. The elastic energy
%Cijaiej, with the stiffness tensor Cj; being a symmetric tensor, can be diagonalised
with an orthogonal matrix to yield, F' = %C’ijsisi = %C’aeg. For a crystal lattice to be
stable, the elastic energy and thus, the eigenvalues of the elastic stiffness tensor, must
be positive definite. This is embodied in the Born stability criterion. However, with the
elastic constants being (indirectly) dependent on external control parameters, such as
temperature, some eigenvalues for some specific momenta may decrease and vanish. This
leads to unconstrained deformations with soft phonons corresponding to the modes with
vanishing eigenvalues. Consequently, these soft modes lead to a structural instability
associated with the symmetry of the soft mode [92],[93]. In particular, for the tetragonal

to orthorhombic transition, with the high temperature tetragonal phase characterized
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by the elastic stiffness tensor given by Eq.(B.9)), the eigenvectors are [93],

1
e = E(L—Lo,o,o,O)T,

4C13 Ci+C_ Cy+C_ T
€2 = 2 3 ) 1a 07 07 0
(Cy+C) +4\ 20 2C13
T
€3 = 40132 <C+_C,C+_C,1,O,O,O> (B.14)
(Cy+C) +4\ 203 2Cq3

€4 = (070707 17070)T7
€5 = (07070707 17O)T7
€6 = (0707070507 1)T7

where,

Ci =Cii+Cip—0C33, C_= \/80123 + (C11 + Ci2 — Cs3)?,
O = Cri— Cry, Gy = CoC-t20s () _ CotCiaCys (B.15)

Cy=Cu, C5=Cu, Cs=Cep.

For the tetragonal to orthorhombic structural transition, characterized by a B, de-
formation with inequivalent x— and y—direction, the eigenvalue corresponding to the
first eigenvector mentioned above, C1; — (12, must vanish. In general, based on the
symmetries of the disordered phase, a Ginzburg-Landau free energy may be formulated
in terms of the strain fields, which allows for the general classification of the possible

structural phase transitions [92] 03].

B.7 Plate theory: Approximate strain profile of a sample

glued to a substrate

Here, we discuss the expected strain profile and provide an analytical approximation,
which is used to provide the initial guess for the self-consistent finite-element-method
based solution. Typically samples are glued to a substrate or attached to a piezo-electric
layer. Since the sample and the substrate have different elastic constants, any strain

must be accompanied by a proportionate bending to ensure interface continuity. Hence,
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an accurate analysis of the elastic deformation would require the consideration of the
varying strain profile along the thickness (transverse direction, across the layers) of the
structure. For this purpose, we resort to analytical plate theory [94], 95] in which, as
the material strains and bends, the cross-sectional areas remain flat and normal to the
longitudinal axes of the plate, as shown in Fig. Additionally, line elements oriented
perpendicular to the mid-plane do not deform, i.e., €,, — 0. As a result, the strain is

found to be linearly varying with depth (z—distance),

1
oz = lUgz — (L — 2)Uz 00 = E(eAlg +eBy,): (B.16a)
1
Eyy = ﬂy,y — (L — Z)’Ijtz’yy = E(EAIQ — ‘EBlg) (B]_Gb)
1 1
€A1g = E(Exa) + Eyy), EBlg = E(Exx — Eyy). (B16C)

Using the Dirichlet boundary condition at the sample-substrate interface €, .—1 =

Zw

Undeformed

(uo, wo)

Figure B.1: Adapted from Ref. [3]: Schematic describing the extension and the conse-
quent bending (exaggerated) of a composite structure. The strain varies linearly across
the thickness and vanishes at the neutral plane, denoted by the subscript 0. Here
ug = Uy and wy = U as in Eq. (B.16]). At leading (linear) order in dwg/d,, the final
position of the point (ug,wy) is (ug — 20wy /0y, wy).

€yy,2—1, = 0, which is valid when the substrate is much larger and/or stiffer than the

sample, we obtain ., = u,, = 0. Consequently, EBygz = (L — z) (ﬁz’m — ﬂz’yy) =
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(L — z)a Bi,,0- Hence, in plate theory, the action is given by,

1

L
1 2
S = /0 dz [205231970 (L—2)"+ 5@772 — elnemNEBy,,0 (L — 2) |, (B.17)

and the corresponding saddle-point equation is,

dS: L3 L
=Ce — — el dzn(L—2z) =0 B.18
85819,0 B14,0 3 Gel nem/0 77( ) ) ( )
where ep,, = €B,,0 (L — 2) with the glued sample-substrate interface located at z = L.
Under the plate-theoretic assumption, which is valid when the sample is thin (plate-like,
but not film/membrane-like), the transverse strains with z—derivatives are neglected.
A self-consistent solution of Eq.(B.18]) is used as the seed for the self-consistent finite

element method solution in the main text.



Appendix C

FEM critical temperature

Here, we present the convergence of the numerically found critical temperature, with
varying number of lattice discretisation points N = N, = N,. To ensure equal discreti-

sation along all the axes, we have chosen N, = round(NL/Lj).

T, (N =0.83254
T, (N = 00) =0.9503 0.9 T,(N — o0) =0.87933 (N = 00) =0.8325
0.85 0.8
09
30 40 50 60 30 40 50 60
N N
L=3
0.85
B o8
H o0
075} Ty(N - 00) =0.73325 07 Ve
O T, (N — 00) =0.3225
o 06} T,(N = 00) =0.59109 0.35
40 50 60 30 40 50 60 40 50 60
N N N

Figure C.1: The convergence of the critical temperatures with N = N, = N,, and
N, =round(NL/Ly), with u, = 0.1, b = 0.5 = 2b, = 2by, and C = 0.5. To extrapolate
to the continuum regime, with N — oo, we have fit the numerically obtained data with
the ansatz T5)(N) = a+b(N ) with ¢ ~ 1.9, shown by the red lines. The actual critical
temperature, given by the N — oo limits of each fit, is specified in the panels.
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