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Dihedral (“k-atic”) liquid crystals (DLCs) are assemblies of microscopic constituent particles that exhibit
k-fold discrete rotational and reflection symmetries. Generalizing the half-integer defects in nematic liquid
crystals, two-dimensional k-atic DLCs can host point defects of fractional topological charge +m/k.
Starting from a generic microscopic model, we derive a unified hydrodynamic description of DLCs with
aligning or antialigning short-range interactions in terms of Ginzburg-Landau and Landau-Brazovskii-
Swift-Hohenberg theories for a universal complex order-parameter field. Building on this framework, we
demonstrate in particle simulations how adiabatic braiding protocols, implemented through suitable
boundary conditions, can emulate anyonic exchange behavior in a classical system. Analytic solutions and
simulations of the mean-field theory further predict a novel spontaneous chiral symmetry-breaking
transition in antialigning DLCs, in quantitative agreement with the patterns observed in particle

simulations.

DOI: 10.1103/PhysRevX.12.011027

I. INTRODUCTION

Microscopic particle symmetries fundamentally deter-
mine the macroscopic order and dynamics of liquid and
crystalline phases of matter [1,2]. Recent technological and
experimental progress [3-5] has enabled unprecedented
precise control over the fabrication and assembly of
nanoparticles [6,7] and polyhedral colloids [8—14] with
tunable interactions [10,15—-17]. These advances have led to
a renewed theoretical and computational interest in k-atic
dihedral liquid crystals (DLCs) with discrete k-fold rota-
tional and reflection symmetries [18-28]. Going beyond
the widely investigated polar (k = 1) and nematic (k = 2)
liquid crystals [1], recent studies have shown that assem-
blies of triatic [22] (k = 3) and higher-order polygonal [21]
objects (k > 3) can exhibit striking symmetry-breaking
phenomena. Furthermore, thanks to seminal work by de
Gennes [29], Halperin and Lubensky [30], and others
[31-36], it is well known that the phenomenological
description of 2D liquid crystals shares interesting math-
ematical similarities [37] with superconductors. Despite
their fundamental microscopic differences, both classes of
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systems can, at the mean-field level, be described by a
complex field ¥(z,r) = |¥|e’’ whose magnitude |¥| and
phase ¢(z,r) encode local order.

A remarkable characteristic of two-dimensional (2D)
DLCs is their ability to host point defects of fractional
topological charge [22,34], similar to anyonic quasiparticle
excitations in 2D quantum matter [38,39]. One of the
defining features of anyonic excitations is the behavior of
their wave function under pair exchange: When two identical
anyons with initial positions r; and r, are braided counter-
clockwise around each other, their complex wave function
w changes according to y(r,.1;) = e/ Py(r,,1,), where
p = 1,2, ....Inother words, anyonic wave functions acquire
aphase @ = 27/ p under particle exchange, which we refer to
as an anyonic exchange symmetry in this work; bosons and
fermions correspond to the special cases p = 1 and p = 2,
respectively. First predicted [40] in 1977 and named [38] in
1982, anyons played an important role in the theoretical
explanation of the fractional quantized Hall effect [41-43].
Nearly four decades later, two recent experimental studies
[44.,45] reported the first direct evidence for anyonic quan-
tum statistics. The long search for physically realizable
anyonic excitations and their intense theoretical exploration
has, in part, been driven by the prospect of performing anyon-
based topological quantum computing [46,47]. The math-
ematical parallels between the mean-field descriptions of 2D
liquid crystals and 2D quantum systems therefore raise the
interesting question of whether one can emulate anyonic
exchange symmetries in suitably designed liquid crystal
systems.

Published by the American Physical Society
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Here, we show that it is indeed possible to create, stabilize,
and manipulate pairs of identical fractional defects (r, r,) in
k-atic DLCs, such that a braiding exchange (r;,r,) —
(rp,r;) gives rise to anyonic exchange symmetries in the
local polar particle orientations, and is accompanied by the
accumulation of a globally constant phase difference in the k-
atic order-parameter field ¥,. Specifically, we find that only
two essential ingredients are needed to realize these effects: a
short-range k-fold symmetric particle-particle interaction
that can be aligning or antialigning, and a tunable boundary
anchoring that exploits defect topology and energetics to
control the distance between defects and domain boundary
through anchoring inhomogeneities. Dynamic control of the
defect positions through modulation of the boundary anchor-
ing enables defect braiding and, in particular, provides
control over branch-cut singularities in a DLC. These
singularities inherit the fractional properties of DLC defects
and, in the course of a braiding operation, carve out
subdomains on which an anyonic exchange symmetry
emerges. We demonstrate this phenomenon in simulations
of a generic k-atic XY-type particle model, which can be
analytically coarse grained to obtain a hydrodynamic mean-
field description. The resulting hydrodynamic continuum
model, which encompasses Landau-Brazovskii systems
[48], permits analytic solutions that predict a novel chiral

(a) Dihedral & = 3 (b)
g<o0 g>0

Dihedral k£ = 4 (c)
g>0

symmetry-breaking transition in antialigning k-atic DLCs,
characterized by the spontaneous formation of stable, braid-
able spiral patterns in the phase angle fields. We confirm this
symmetry-breaking transition in explicit particle simulations
and generally observe remarkably close agreement between
mean-field predictions and particle dynamics. The generic
nature of the underlying particle interaction model suggests
that experimental realizations of the theoretical predictions
presented below could be implemented in a variety of
systems. Potential candidate systems that may serve as
starting points to develop such realizations range from
threefold symmetric molecules (e.g., 1,3,5-trichlorobenzene
as proposed in Ref. [22]) or DNA-origami structures [49-51]
to k-atic colloidal platelets [8,14] and polyhedral [4],
magnetic [52], or DNA-coated colloids [9,53] (see also
Fig. 1 in Ref. [28]).

II. MEAN-FIELD DESCRIPTION OF 2D DLCs
WITH ALIGNING AND ANTIALIGNING
INTERACTIONS

Generalizations of polar and nematic liquid crystals to
higher-order symmetry groups are often called k-atics [34],
where the integer k counts the discrete rotational sym-
metries of the constituent particles [Figs. 1(a) and 1(b)].

Cyclic/Chiral
g<0

FIG. 1.

Tllustration of DLC particles, k-atic order, and point defects carrying fractional topological charges m/k. (a,b) Examples of

3-atic (k = 3) and 4-atic (k = 4) dihedral particles with aligning (¢ > 0) and antialigning (g < 0) interactions. Director vectors are
shown as white arrows. (c) Examples of chiral non-DLC particles that exhibit k-fold rotational (cyclic) symmetry but lack reflection
symmetry. The present study focuses exclusively on dihedral particles as in panels (a) and (b). (d) Realization of a +1/3 defect in the
collection of three-legged symmetric LEGO connectors with mutually repulsive magnetic interactions. For additional experimental
realizations of k-atic liquid crystals in colloidal suspensions, see, for example, Refs. [8,14]. (e) From left to right: k-atic phase angle
fields ¢ for point defects of topological charge +1 /3 ina3-atic (k = 3, m = 1), charge —2/3 in a 3-atic (k = 3, m = —2), and charge
+1/4 in a 4-atic field (k =4, m = 1) with local k-atic directors overlaid (see also Fig. 8 for additional examples).
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Here, we focus on systems of particles that have both k-fold
discrete rotational and reflection symmetry [Figs. 1(a)
and 1(b)]. This set of symmetry transformations defines
the dihedral group D;, which maps a regular polygon with
k corners onto itself. Accordingly, we refer to such systems
generically as DLCs. Note that the invariance under reflec-
tions excludes chiral particles, which can still have discrete
rotational (cyclic) symmetry [Fig. 1(c)]. Depending on
whether £ is even or odd, and whether the effective particle
shape is convex or concave, DLCs can have aligning or
antialigning interactions [Figs. 1(a) and 1(b)]. Here, “shape”
can be understood in a broader sense as the angular symmetry
of the particle’s pair-interaction potential, for which we
provide a concrete example in Sec. III. As we show in detail
below, monodisperse DLCs with aligning and antialigning
interactions can be described by a single, universal, mean-
field equation. Before delving into a more technical dis-
cussion, it is instructive to anticipate the structure of the
resulting mean-field equations and their relations to anyonic
exchange symmetries.

A. Universal mean-field equation

In the limit of a constant particle density, a unified
mean-field description of 2D monodisperse DLCs can
be given in terms of a complex-valued scalar order-
parameter field W, (z,r) that is governed by the relaxation
dynamics

8
sV

0¥ = —(A + B|¥,[*)¥, + L(V*)¥, (1)

Here, £(V?) denotes a linear differential operator, and & is
the corresponding energy functional. The subscript k
indicates the k-fold symmetry, and 7 is a relaxation time-
scale that can be computed from the microscopic particle
dynamics. The magnitude |¥,| characterizes the degree of
local order (alignment) of the director unit vectors [white
arrows in Figs. 1(a) and 1(b)], and the k-atic phase angle of
W, is their mean orientation.

As shown in detail below, the real parameters A and B
depend on the particle symmetry and interaction strength.
For aligning interactions, the operator £ in Eq. (1) reduces
to a Laplacian £ = L*>V?; in this case, Eq. (1) corresponds
a “real” Ginzburg-Landau (GL) equation [54] with an
effective diffusion constant D = L?/z (Sec. 1V). For
antialigning interactions, £ will take the form of a
pattern-forming Swift-Hohenberg-type (SH) [55] operator
L =—-L3V* - L5(V?)? (Sec. V).

Conceptually, Eq. (1) formalizes the mathematical cor-
respondence between the mean-field descriptions of align-
ing DLCs and quantum fluids. If £ is proportional to the
Laplacian, the energy &, in Eq. (1) takes the form [34]
(Appendix B 1)

B
gk = /d2}’<A|Tk|2 +§|\Pk|4 + L2|V‘Pk|2> (2)

Then, for k=1 and 7 =i in Eq. (1), one recovers the
Gross-Pitaevskii equation [56,57] describing Bose-Einstein
condensates. Thus, 2D aligning DLCs and quantum fluids
can be considered energetically equivalent at the mean-field
level while differing by the fact that the former have
dissipative dynamics whereas the latter have conservative
dynamics. Similar mean-field correspondences played a
historically important role for the understanding of smectic
liquid crystal phases by their analogy with superconductors
[29,30,33].

For the SH-type mean-field theory of DLCs with
antialigning interactions, &, in Eq. (1) corresponds to a
Landau-Brazovskii (LB) energy [48] (Appendix C 1). The
LB energy functional generally captures the mean-field
dynamics of systems with competing microscopic inter-
actions, such as diblock copolymere suspensions [58,59] or
microemulsions [60,61], and it plays a key role in explain-
ing how fluctuations affect the properties of order-disorder
phase transitions [48,62—64].

In the context of our present study, Eq. (1) provides the
basis for realizing classical counterparts of anyon exchange
symmetries. More specifically, we see below that Eq. (1)
accurately describes the formation, stability, and decay
(Figs. 2 and 5), and the braiding (Figs. 4 and 7) of fractional
topological defects as observed in particle simulations of
generic XY-type microscopic DLC models. When appro-
priately braided around each other, these fractional topo-
logical defects mimic the behavior of anyonic quasiparticle
excitations by acquiring a phase shift in the complex order-
parameter field.

B. Fractional topological charges

To characterize the orientational order of DLCs, one can
express the complex order-parameter field in the polar form
(Appendix B 1)

A 3)

The magnitude field |¥,| measures the strength of the local
k-atic order, and the phase angle field

_arg¥y

. @

0
indicates the mean k-atic director orientation. The widely
studied polar and nematic liquid crystals correspond to
k =1 and k = 2, with microscopic constituents symmetric
under rotations of 2z or z, respectively.

The phase field ¢ ;) of a k-fold symmetric DLC can host
commensurate fractional point defects (Appendix B 2). The
net topological defect charge g4 enclosed by a positively
oriented curve C is obtained as

011027-3



ALEXANDER MIETKE and JORN DUNKEL PHYS. REV. X 12, 011027 (2022)

@

®i(3)

P(k)
B " 1 | I .

il
3

|
|

FIG. 2. Mean-field theory correctly predicts defect formation, stability, and decay as seen in the particle model with aligning
interactions (¢ > 0) on a unit disk. (a) Stationary 1/k-defect solution emerging from random initial conditions in the mean-field
equation (1) with £ = L?V?, A = —1, B = 1, L = 0.08, for boundary anchoring [Eq. (14)] with m = 1 and y, = 6. The lines Re¥, = 0
(red) and Im¥;, = O (blue) indicate how the boundary anchoring induces a point defect with |¥;| = 0 inside the unit disk. The defect
trajectory (black) shows that the defect appears at a random position in the bulk and subsequently moves towards the center of the disk
(Supplemental Movie 1 [89]). (b) Steady-state 1/3 defect emerging from random initial conditions in particle simulations of Eq. (6) with
k = 3, using an equivalent orientational boundary-anchoring equation (17) with y, = 6. Here, (y3) denotes the time average of the local
3-atic order parameter y3 = Y\ exp (3ia;)/|N;| at the steady state, and ¢; () = arg(e’) /k is the instantaneous k-atic director
orientation. In agreement with the mean-field prediction, the defect trajectory (black) shows that a phase defect forms at a random
position in the bulk and moves stochastically towards the center of the disk (Supplemental Movie 1 [89]). (c,d) For profiles y;, = € and
m = 2 in boundary-anchoring equations (14) and (17), a 2/k defect decays into two 1/k defects in both the mean-field simu-
lations (c) and 3-atic particle simulations (d) (Supplemental Movie 2 [89]). Snapshots show instantaneous phase fields at 7/7 €
{0,7.5,15,37.5,150} [Eq. (1); (¢)] and /7 € {0, 18,36, 80,320} [particle model; (d)]. Simulations of Eq. (6) used 4000 nonanchored
bulk particles, 900 anchored boundary particles, and parameters D, = 1 (rotational diffusion chosen as the characteristic timescale of
particle simulations), R, = 0.2 (interaction radius), and g = 0.25 (interaction strength).

1 m

qa == P dl- Vo, =7

B 5) positive with m > 0 in Eq. (5), whereas m < 0 signals the
n 2r C

completion of |m| clockwise 2z/k rotations along the
curve C.

where m can be any integer. Examples of defect states in

k-atic DLCs are illustrated in Figs. 1(d), 1(e), and 8. The IIL. MICROSCOPIC DLC MODEL

“experimental” realization of the +1/3 defect in Fig. 1(d)
was assembled from 3-atic LEGO toy elements that are
invariant under 27z/3 rotations and corresponding reflec-
tions, and carry repulsive magnetic dipoles in each of their
legs. Owing to the discrete symmetry of each microscopic
element, only a rotation by 2z/k is required before a
particle returns to its initial configuration. If particle
orientations along the integration contour complete |m)|
counterclockwise rotations in total, then the defect charge is

A priori, it is not clear how well a mean-field model can
capture the behavior of a specific microscopic DLC system.
To validate predictions obtained from Eq. (1), we compare
them against simulations of a generic microscopic DLC
model that can realize both aligning and antialigning
interactions. Specifically, we consider an XY-type model
[65] describing particles with local orientation angles
a;(t) € [0,27) that interact according to the overdamped
dynamics

011027-4
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da; g
dt njo

sin [k(a; — )] + V/2D,&,(1).  (6)
eN;

Equation (6) is invariant under rotations a; — «; + 2z /k and
corresponding reflections along the symmetry axis of the
particles. The parameter g sets the effective interaction
strength between particle i and particles j in a neighborhood
N; of radius R,,. For g > 0, the k-atic directors of nearby
particles tend to align, whereas g < 0 favors antialignment
[Figs. 1(a) and 1(b)]. The Gaussian white noise &;() has zero
mean and satisfies (&;()&;(¢')) = 6;;6(t — ¢'), and D, is the
rotational diffusion constant. In all simulations presented
below, particles were randomly placed inside a circular disk
domain and given time to redistribute homogeneously
through isotropic short-range repulsion (Appendix D 4).
Thereafter, the particle positions were held fixed, and the
angular dynamics Eq. (6) was turned on. This model may
thus be interpreted as a generalized classical XY model on a
densely packed random lattice [66].

A. Discrete k-scaling invariance

In agreement with mean-field predictions, simulations for
particles with k-fold symmetry show topological defects of
fractional charges that are integer multiples of 1/k (Fig. 2).
We note, however, that for any value of k, the dynamics given
in Eq. (6) can be mapped onto an equivalent polar model with
k =1, by defining rescaled director angles o} = ka;, a
rescaled alignment strength ¢ = gk, and a rescaled rotational
diffusion D, = D, k?*. The fact that Eq. (6) can be rescaled in
this form essentially explains why the DLC particle models
with different k can be described by the same mean-field
equation (1). Although, as we discuss next, the coefficients in
Eq. (1) depend on k, the structure of the mean-field equation
remains preserved for particles with different dihedral
symmetries.

B. Mean-field parameters

To show how Eq. (1) can be derived from the microscopic
model in Eq. (6), we generalize standard coarse-graining
procedures [67-69] to the case of k-atic particle interactions
with a finite spatial range [70-72] (Appendix A). To this end,
we decompose the one-particle probability density function
of the N-particle system, which is defined by the Gaussian
white-noise average

into its angular moments

Fu(e0) = A " daf(a,r, f)ein. (8)

The mode f, represents the particle number density p of the
system, which, in our case, is homogeneous and fixed.
Accordingly, we define normalized and dimensionless
modes by

_Jn

p
Equations (6) and (8) yield an infinite hierarchy of dynamic
equations for the complex modes y,, (Appendix A). Despite
being nonlinear, these equations decouple modes with
n = jk forintegers j # O from all modes with n # jk, which
can be understood as a consequence of the k-rescaling
property of the microscopic model in Eq. (6). In the limit
of a vanishing interaction radius R, — 0, one then finds the
spatially homogeneous dynamics (Appendix A 1)

©)

Yn

20y = —(A + Bly [ )wi =: by, (10)

with characteristic relaxation timescale 7 = 2/(|g|kp) and
parameters

_ 2D .k
A:ﬂ@@Q——L)
gp

By comparing Eqs. (10) and (11) with Eq. (1), we can
identify y;, ~ W,, 7~ 7,A ~ A, and B ~ B, indicating that the
particle dynamics (6) indeed provides a microscopic reali-
zation of the mean-field theory (1). Below, we extend
Eq. (10) to short-range interactions with R, > 0, which
leads to leading-order corrections in the form of linear
operators £(V?) as indicated in Eq. (1).

Beforehand, we note that Eq. (10) generalizes the
corresponding result [68] for polar systems (k= 1) to
arbitrary k-atic systems. A change in the sign of the
coefficient A signals the spontaneous emergence of homo-
geneous k-atic order due to a linear instability of Eq. (10) if
g > g":=2kD,/p > 0, corresponding to an instability at
wave vector q = 0. This also implies that for antialigning
interactions with g < 0, the disordered state is linearly
stable in the limit of pointwise interactions.

In the remainder of this paper, we consider the exper-
imentally relevant case of systems with finite interaction
range R, > 0. By comparing the mean-field predictions of
Eq. (1) with the quantitatively mapped microscopic models
described by Eq. (6), we demonstrate the controlled manipu-
lation of fractional defects through boundary anchoring
(Sec. IV) and the spontaneous formation of chiral tex-
tures (Sec. V).

IV. DEFECT BRAIDING AND ANYONIC
EXCHANGE SYMMETRIES IN
ALIGNING DLCs (g > 0)

We first show that for aligning short-range interactions in
the particle model in Eq. (6), the mean-field description (1)
takes the form of a “real” GL equation. Thereafter,

011027-5
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we identify boundary-anchoring conditions that will allow
us to position and manipulate fractional defects in both
mean-field and particle simulations. We then apply this
framework to braid two identical point defects, which gives
rise to an emergent anyonic exchange symmetry in the
particle model. Finally, a protocol of boundary-anchoring
modulations is proposed for which a global k-atic phase
change arises in complex order-parameter fields described
by both mean-field and particle simulations.

A. GL mean-field theory for aligning k-atics

Assuming aligning interactions [g > 0; Figs. 1(a)
and 1(b)] and an isotropic interaction neighborhood in
the particle model Eq. (6), the spatiotemporal k-atic mode
dynamics can be approximated by (Appendix A 2)

R
70y (r,t) = Iy +§V2U/k(1‘, 1), (12)

with the homogeneous part /; givenin Eq. (10). Note that the
effective diffusion constant D = R2/(87) is not the result of
actual particle diffusion but instead arises from the finite-
range interactions between particles at fixed positions.
Equation (12) shows that the mean-field description of
aligning DLC particle systems is given by Eq. (1) with

Rq
Lz7§, (13)

corresponding to a “real” GL equation [54] for the k-atic
order parameter W,. The correlation length L is related to an
effective bending rigidity that penalizes deviations of the
k-atic director field from a homogeneously aligned state
[1,73] (Appendix B 1). We now exploit this feature to
generate and position topological defects through appro-
priate boundary conditions.

L =LV

B. Defect positioning through boundary anchoring

To illustrate how the total topological charge and the
positioning of k-atic defects can be controlled, we consider
numerical solutions of the GL equation (1) on a unit disk
domain S with boundary anchoring

Wylos = €. (14)
Through a prescribed anchoring profile y,(0), Eq. (14)

fixes the orientation of the k-atic director along the
boundary 9S to

1 .
bu) = ;afg(e’m”)- (15)

The examples discussed in the remainder of this paper are
based on a monotonically increasing profile y,(0) with

vx(27) — y4(0) = 2z, for which the boundary condition
(14) imposes a total topological charge m/k in the disk.

The simplest nontrivial anchoring condition (14), cor-
responding to a topological net charge of 1/k in the disk, is
m = 1 and y; = 0. In this case, the GL relaxation dynamics
favors the formation of a stationary 1/k defect at the center
of the disk [Fig. 2(a); Supplemental Movie 1 [89]].
Although this could have been expected on symmetry
grounds, it is effectively a consequence of the director
field’s bending rigidity mediated by L: A central position
reduces the distortions of the director field around the
defect to a single, monotonous winding that is minimally
necessary to be compatible with the boundary conditions.

When imposing m = 2 in Eq. (14), the net topological
charge in the disk is 2/k. For suitable initial conditions,
this charge may first be concentrated in a single defect,
which then splits into a pair of 1/k defects with lower
energy [Fig. 2(c); Supplemental Movie 2 [89] ]. The final
steady state reflects the fact that it is energetically
favorable to distribute the director-field distortions
around two 1/k defects, instead of winding the director
field symmetrically but with twice the rate around a
single 2/k defect. Similarly for m > 2 and y, =0,
transient higher-charge defects decay into m single 1/k
defects that eventually settle into symmetric low-energy
configurations [Figs. 10(a) and 10(b)].

To test if these predictions can indeed be reproduced in
the particle model, we simulate Eqs. (6) on a unit disk
[Figs. 2(b) and 2(d)], where a particle orientation a«;
corresponds to a k-atic director orientation

1 4
biy) = zarg(elk”")- (16)
Comparing this with Eq. (15), the mean-field boundary
condition (14) can be matched by fixing the orientations of
particles at the boundary to

ailgs = (m/k)yy. (17)

Note that particle orientations «; and k-atic director
orientations ¢; () [Eq. (6)] are two distinct observables.
In particular, ¢; ) € (=z/k,n/k| can be unambiguously
determined for dihedral shapes with k sides, while meas-
uring a corresponding particle orientation «a; € [0, 27)
requires an additional polar feature as indicated by the
white arrows in Fig. 1. For example, in k-atic colloidal
systems [8,14], it would suffice to mark one corner of each
platelet for tracking purposes.

Using the same monotonous boundary anchoring y;, = 6,
we find that the resulting particle simulations [Figs. 2(b),
2(d), 10(a), and 10(b)] agree well with the GL theory. For
example, for k = 3 and m = 1, asingle 1/3 defect forms and
moves to the center of the domain [Fig. 2(b); Supplemental
Movie 1 [89] ], whereas for k = 3 and m = 2, an initially

011027-6
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created 2/3 defect splits into two 1/3 defects that move
symmetrically away from each other until they reach a
symmetric steady-state position [Fig. 2(d); Supplemental
Movie 2 [89] ]. In both cases, the final steady-state textures
confirm the GL mean-field prediction.

The above examples illustrate how topological defects
take equilibrium positions that effectively minimize director
winding gradients around them. It follows that for a constant
azimuthal anchor-winding gradient (Jyy, = const) at the
disk boundary, the equilibrium positions of defect pairs are
degenerate with respect to rotations around the disk center. In
turn, structured anchoring enables a targeted defect position-
ing. We demonstrate this useful fact by controlling the
orientation of the axis connecting a 1/k-defect pair. To this
end, we consider Eq. (17) with m = 2 and the anchoring
profile

7k(0) =60 —0y + asin2(6 - 0,)], (18)

t/T = 0.25

CARR

FIG. 3.

t/T =05

where a sets the strength of the defect anchoring and
la| < 1/2 ensures that y;(6) is monotonic. This choice of
(@) is motivated as follows (consider 8, = 0, for simplic-
ity): For 8, = 0 and a > 0, the azimuthal anchor-winding
gradient Jyy becomes maximal at # = 0, # and minimal at
0 =n/2,3x/2. It is therefore energetically favorable for
topological defects to be closer to the boundary at @ = 0, =
thanat@ = /2, 3x/2. Consequently, the axis of a defect pair
aligns with the x axis in this case [Fig. 3(a), t = 0]. An
analogous reasoning for arbitrary 6, implies that the boun-
dary condition (18) orients defect pairs along the axis
(cosB,,sin@,) when a > 0. In the next subsection, we use
a dynamic generalization of the anchoring profile in Eq. (18)
to realize defect braiding protocols in both continuum and
particle simulations.

C. Braiding through boundary modulation

We now demonstrate how one can implement a braiding
protocol that mimics the properties of anyonic states

|¢3| (07}

Ommm 1 0w 27

t/T = 0.75

2m

lO Aai

I—Zﬂ'

Defect braiding in k-atic particle simulations with aligning interactions (g > 0), which gives rise to emergent anyonic exchange

symmetries. (a) Pair of symmetric 1/3 defects in the 3-atic particle model on a unit disk [the final state of Fig. 2(d)] braided
counterclockwise through a modulation of the boundary-anchoring profile [Egs. (17)—~(19) with 8, = 0 and ¢/T € [0, 1]]. Here, w3 denotes
the local 3-atic order parameter [see Fig. 2(b) and Eq. (A9)], and Aq; = a;(¢) — @;(t = 0) measures the change of a particle’s orientation
angle. After one defect exchange (¢/T = 1, rightmost images), the domain enclosed by the defect trajectories (black arrows) picks up a
globally uniform orientation angle difference Aa; = 2z/3. (b) Enlarged portion of particle angles a; shown in panel (a) (left, /T = 0;
right, t/T = 0.25) revealing the mechanism by which the inner domain picks up a well-defined angle difference: The orientation of
particles near the boundary is held fixed through the boundary anchoring a;|ys. Initially (left), particle angles change continuously
(6a; = 0) along the radial direction. The 1/3 defects (white dot) are connected by a branch cut (white solid line) across which particle
orientation angles a; jump by 27/3. Defect braiding represents a continuous deformation of the branch cut (right), which introduces a
discontinuous jump da; = 27/3 relative to (fixed) particle orientations near the disk boundary. (¢) Running the braiding protocol
backwards leads to clockwise braiding and opposite signs of Aa;. For the case k = 3 illustrated here, the system returns to its initial state
after three successive braiding steps, in analogy with anyonic excitations in quantum systems (Supplemental Movie 3 [89]). All simulations
use the boundary anchoring given in Egs. (18) and (19) with @ = 0.1 and D,T = 20; all other parameters are as in Fig. 2(d).
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[39,47] by adiabatically changing the anchoring equa-
tions (14) and (17) with anchoring profile y; given in
Eq. (18) in both the mean-field description and the particle
model. Specifically, we interpret defects carrying the same
topological charge per Eq. (5) as “identical particles” and,
accordingly, aim to braid an identical defect pair such that
the phase of the final state W, (¢ = T) differs from that of
the initial state W, (¢ = 0) by a constant global shift. To this
end, it is instructive to first discuss how defect braiding in
the microscopic model generates an emergent anyonic
exchange symmetry on a subdomain of the disk. In a
second step, we show how this can be extended to a
protocol where defect exchanges are accompanied by
global k-atic phase changes.

1. Braiding-induced anyonic exchange
symmetries in the particle model

We consider a pair of 1/k defects that are initially
aligned with the x axis [Fig. 3(a), t = 0]. As discussed
above, this configuration can be achieved by imposing the
anchoring condition (14) with m =2 and 6, =0 in
Eq. (18). To parametrize the exchange of defect positions,
we consider the anchoring profile y, given in Eq. (18) with
6y =0 and

t/T =0.25

B

t/T =05

0,() =2 (19)

For increasing ¢ € [0, T| with T > 0, this leads to a counter-
clockwise rotation of the preferred localization axis of the
defect pair during which the two defects move along
complementary semicircles [see |w3| in Fig. 3(a)]. These
trajectories eventually enclose a subdomain where particle
orientation differences fluctuate around Aa; = o;(T) —
a;(0) = 2z/k [shown in Fig. 3(a) for k = 3], corresponding
to an anyonic exchange symmetry [38—40,46,47] of the polar
order-parameter field v [Eq. (A9)]. The emergence of this
subdomain can be understood as follows: Short-range align-
ment interactions together with the boundary anchoring a;| 5
essentially fix orientations of particles near the boundary.
Consequently, a passing-by branch cut led by a 1/k defect
causes a change of the interior local particle orientations by
27/k, as shown for k = 3 in Fig. 3(b).

Braiding clockwise instead, ¢ € [0, —T], changes local
particle angles by —2z/k when defects pass by and
consequently leads to a sign flip of Aa; [Fig. 3(c)],
analogous to the properties of an anyonic exchange
symmetry [47]. Finally, by performing k such braids, we
demonstrate that the orientation angle change Aq; after
each braid is quantized in steps of +2z/k, despite the

t/T =0.75 | W] A¢<k)

Ommm 1 — I

9’ OHQ
‘\0/ Y

®i,(3)

FIG. 4. Demonstration of the braiding protocol in GL mean-field theory and particle simulations with aligning interactions (g > 0) on

the unit disk. (a) Pair of identical 1/k defects braided in GL simulations over the interval ¢/T =

[0, 1] through a modulation of the

boundary anchoring. Red and blue lines indicate Re¥; = 0 and Im'¥;, = 0, respectively. The k-atic phase shift A given in Eq. (21)
assumes the constant global value A¢) = x/k for t = T (top right; Supplemental Movie 4 [89]). The k-atic phases shown are exact
stationary solutions of the GL, corresponding to perfectly adiabatic braiding with 7' — oo. (b) Particle simulations (D, T = 20) for a
braided pair of 1/3 defects, replicating the GL prediction (Supplemental Movie 5 [89]). Simulations use the boundary-anchoring
equations (14) (mean field) and (17) (particle model) with the anchoring profile y; defined through Egs. (18)—(20) with @ = 0.1; all other

parameters are as in Fig. 2(d).

011027-8



ANYONIC DEFECT BRAIDING AND SPONTANEOUS CHIRAL ...

PHYS. REV. X 12, 011027 (2022)

stochasticity in the particle model [Fig. 3(c)]. Indeed, three
consecutive braids of 3-atic particles return all particles in
the subdomain enclosed by the defect trajectories to their
initial orientations (Supplemental Movie 3 [89]).

2. Defect braiding and global k-atic phase changes in
mean-field theory and particle model

Our next goal is to identify a boundary-anchoring
protocol for which defect braiding is accompanied by a
global k-atic phase shift. To this end, particle orientations
in the outer annulus, where, so far, Aa; = 0 [Figs. 3(a)
and 3(c)], also have to change with the braiding. Adding a
constant global angle F2xz/k to the boundary-anchoring
profile is not sufficient, as it equally affects the whole disk
such that the angle difference Aa; = +27/k between the
annulus and the domain enclosed by the defect trajectory
remains. However, a constant global phase shift of k-atic
director orientations ¢; 1) [Eq. (16)] and of the k-atic mean-
field phase ¢ ;) [Eq. (4)] can be achieved by exploiting the
fact that for both quantities —z/k is identified with z/k.
Specifically, we use the anchoring profile Eq. (18) with
0,(t) given in Eq. (19) and

it

00(1) = 2. (20)
As before, this protocol induces a counterclockwise braid
that exchanges the two identical defects. However, now
Eq. (20) simultaneously modulates the k-atic phase ¢,
within the annulus and the subdomain enclosed by a defect
trajectory by —x/k such that a globally constant k-atic
phase difference

1
My = parg [B(T¥ 0] =7 (1)
emerges, as illustrated by stationary solutions of the GL
equation for different #/T in Fig. 4(a) (Supplemental
Movie 4 [89]). The stochastic particle model undergoes a
noisy realization of this texture sequence [Fig. 4(b);
Supplemental Movie 5 [89] ] if the same boundary anchoring
7x 1s used in Eq. (17).

More generally, this demonstrates how one can imple-
ment an exchange of two identical defects with an
accompanying global k-atic phase change in the complex
order-parameter field of DLCs. We emphasize, however,
that a global phase change in the k-atic director field
necessitates a corresponding phase change at the boundary.

V. SPONTANEOUS CHIRAL SYMMETRY
BREAKING AND BRAIDING IN
ANTIALIGNING DLCs (g < 0)

Having focused on aligning interactions in the previous
section, we now consider k-atic DLCs with short-range
antialigning interactions [g < 0; Figs. 1(a) and 1(b)]. In this

case, the mean-field model in Eq. (1) takes the form of a
Swift-Hohenberg (SH) equation for the complex order
parameter ¥;. For boundary anchorings that impose a
topological charge of 1/k on a unit disk, the SH equation
predicts a spontaneous chiral symmetry breaking of texture
patterns that is also observed in the microscopic particle
model. We then show that this chiral symmetry breaking
can be understood analytically by constructing a stationary
solution to the linearized complex SH equation. Last but
not least, to demonstrate the versatility of the braiding
protocol from Sec. IV C, we perform a braiding operation
for a defect pair in antialigning DLCs in both the SH
equation and the microscopic model.

A. SH mean-field theory for antialigning k-atics

We consider the microscopic model Eq. (6) with g < 0,
which favors antialigning configurations of nearby k-atic
particle directors. For a small but finite interaction range
R, > 0, the mean-field dynamics of the k-atic mode can be
approximated by (Appendix A)

10y R by — (BIREV? + LRV V )y, (22)

where the homogeneous terms /;, were defined previously
in Eq. (10). The coefficients f; and f, in Eq. (22) depend
on the spatial interaction kernel of the microscopic model.
Assuming, as before, equally weighted interactions
between particles within a neighborhood of radius R,,
the kernel determines the dispersion relation for perturba-
tions of the k-atic mode y;, ~ f} around the disordered state
fr = 0, which is approximated by the parameters f; and /3,
(Appendix A 2).

The coarse-graining result, Eq. (22), implies a mean-
field model for antialigning DLCs of the general form,
Eq. (1), with

L(V?) = —L2V? — LiV?V2, (23)

corresponding to a SH equation [55] for the complex order
parameter ¥;. Equation (22) specifies the mean-field
parameters L and L, in Eq. (23) in terms of the interaction
radius R, as

1/2 1/4
L, ~pB’R,. L,~pY*R,. (24)

The relaxation dynamics corresponding to such a mean-
field theory is generated by a Landau-Brazovskii energy &,
for the complex order parameter ¥, [48] (Appendix C 1).
Furthermore, the ratio L3/L, signals an emergent meso-
scopic length scale in the phase field, arising from the
competition between antialigning particle interactions. In
particular, we expect, for the dynamic equation (1) with
L(V?) given in Eq. (23), finite wavelength instabilities at
wave-vector amplitude q%, when A < A,, where
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L? L}
=L A, =L 25
214 413 (25)

a3

a prediction that is validated below in both the particle
model and in the quantitatively mapped complex SH
equation.

B. Spontaneous chiral symmetry
breaking of texture patterns

Even when microscopic particles are achiral, the inter-
play between antialigning particle interactions and boun-
dary conditions can give rise to an interesting spontaneous
chiral symmetry-breaking phenomenon. In the following,
this is first demonstrated using the nonlinear dynamics of
threefold symmetric particles described by k =3 and g < 0

in Eq. (6) and comparing them with predictions from the
corresponding SH mean-field equation (1) with operator
equation (23). Finally, we describe analytic stationary
solutions of the linearized complex SH equation that
recapitulate the observed patterns, as well as the bifurcation
into the chiral symmetry-breaking transition.

1. Pattern formation on the unit disk

We first consider a topologically trivial boundary
anchoring corresponding to m =0 in Eq. (14). In this
case, the SH mean-field theory predicts the existence of
defect-free, azimuthally symmetric, stationary states that
can indeed be observed in simulations of the antialigning
particle model [Fig. 5(a), m = 0]. However, although such
defect-free states are long-lived in the presence of noise,
they only form from suitably prepatterned initial conditions

m =1

=

FIG. 5. Chiral symmetry breaking in phase field textures of the SH mean-field theory and particle simulations with antialigning
interactions (g < 0) on a unit disk. (a) Stationary order parameters (top) and phase-field solutions (bottom) for the SH mean-field
equation (1) with £ = —L?V? — L4(V?)? and the particle model equation (6) with antialigning interactions using the boundary-
anchoring equations (14) and (17), respectively, with y, = . A stationary defect-free axisymmetric state exists for topologically trivial
boundary anchoring with m = 0. For m = 1, chiral textures with 1/k defects at the center form spontaneously in both mean-field and
particle simulations (Supplemental Movie 6 [89]). Mean-field simulation parameters are A = B = 1, L, and L, as defined in Eq. (24),
with #; = 0.1, #, = 0.002 (characteristic wave number g, = 25), and R, = 0.2. Particle simulation parameters are k = 3, g = —1, and
all other parameters are as in Fig. 2(d). (b) Examples of the spontaneously formed stationary solution of the complex SH equation for
m = 1 and selected values of the control parameter A with parameters identical to those in panel (a). (c) Phase-chirality parameter @,
defined in Eq. (26) characterizing the spontaneous symmetry breaking into chiral textures of different handedness ({-), denotes spatial
averages). The bulk dynamics of the complex SH equation is linearly stable for A > A, (gray-shaded region), but achiral ring patterns
remain because of the boundary-anchoring equation (14) with |¥;|;s = 1. Phase-chirality parameters measured in additional
simulations for different values of A (small blue dots) approach the curve ~+ /A, — A for AN\\A., with A, =~ 1.155, consistent
with a supercritical pitchfork bifurcation.
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(Appendix D), whereas random initial conditions typically
lead to ring-shaped patterns that are intersected by chains
of +1/k-point defects with zero topological net charge
[Fig. 10(c)].

For a boundary-anchoring equation (14) with y;, = 6 and
m = 1, the SH mean-field theory predicts the spontaneous
formation of a spiral-shaped chiral texture with a 1/k defect
at the center of the disk, while the k-atic order parameter
|¥,| maintains an azimuthal symmetry. Again, the particle
model confirms this prediction [Fig. 5(a), right, and
Supplemental Movie 5 [89]]. Such chiral textures are
reminiscent of spiral patterns that have recently been
observed theoretically and experimentally in cholesteric
LCs [74,75]. However, the latter arise from chiral micro-
scopic interactions, while spiral texture patterns in our
system arise from a spontaneous symmetry breaking
among isotropically interacting achiral particles.

2. Characterization of the
chiral symmetry-breaking transition

Upon varying A in simulations of the complex SH
equation, while keeping all other parameters fixed, we
find that textures become chiral only below a critical value
A., but they remain azimuthally symmetric if A > A,
[Figs. 5(b) and 5(c)]. To quantify this transition, we
introduce the phase-chirality parameter (Appendix C 2 b)

q)c = k‘lPklzer : v¢(k) (26)

This quantity characterizes chiral signatures in textures
around a defect by measuring the radial contributions in
the k-atic phase gradient. In particular, in our system, ®,. > 0
(®. < 0) indicates the presence of right-handed (left-
handed) texture spirals leading into the defect [Fig. 5(c)].
Averaging @, across the disc domain, we observe a con-
tinuous transition from achiral to chiral textures at A... The
transition exhibits the characteristics of a supercritical
pitchfork bifurcation with left- and right-handed texture
patterns forming with equal probability from random initial
conditions [Fig. 5(c)]. Note that the transition point A,. tends,
on an infinite domain, to the linear stability threshold A, (see
Sec. VB 4).

3. Wavelength doubling in amplitude and phase patterns

For all stationary solutions shown in Fig. 5(a), the
wavelength of texture patterns is in quantitative agreement
with the mean-field prediction 1y = 27/¢q, = 0.25. This can
be seen from the k-atic phases ¢ and ¢; 3) that cycle
about 1/4y ~ 4 times through 27 /k between the boundary
and center of the unit disk. Interestingly, the wavelength of
texture patterns is twice as large as the wavelength of order-
parameter amplitude patterns in both the particle model
(|{w3)|) and the mean-field theory (|¥;|). In the particle
model, this can be rationalized as follows: Two, single,

antialigning particles interacting via Eq. (6) (¢ < 0) are
stationary for a director angle difference of z/k. However,
when antialigning interactions are present over a finite
range and include several particles, it becomes energeti-
cally favorable to form finite-sized regions, each with an
approximately constant director orientation (corresponding
to high orientational order |(y3)|) but with a difference of
7/k to director orientations in the directly neighboring
region. As a result, one cycle of the k-atic phase through
27 /k contains two regions of high order, and consequently,
the wavelength of amplitude patterns is half the wavelength
of texture patterns. On the unit disk, regions of high
order form annuli due to the boundary anchoring
[Figs. 5 and 10(c)], whereas on periodic domains, they
are given by checkerboard patterns (Fig. 11). The mean-
field theory recapitulates these nontrivial consequences of
microscopic antialignment in all cases with good quanti-
tative agreement, which can be understood from analytic
stationary solutions of the linearized complex SH equation.

4. Analytic solutions of the complex SH equation

All observations from Sec. V B can be recapitulated by
analytic stationary solutions near the linear instability.
Specifically, we show in Appendix C 2 that exact solutions
of the linearized complex SH equation

AW, + L2V2Y, + LAV2V2Y, = 0

can be found by solving the equivalent bi-Helmholtz
equation

(V2 +q3) (V2 + ¢2) ¥ =0, (27)

where g2 =g3+v/AA/L3, with AA=A,—A (Appendix C 2),
and g, and A, are given in Eq. (25). Solutions of Eq. (27) in
polar coordinates (r, 6) take the form

0

W(r.0) = 3 (@) + V(g D™, (28)

m=0

where J,, (x) are Bessel functions of the first kind, and y,,, and
v,, denote complex integration constants. Each mode m in
Eq. (28) represents an azimuthally symmetric amplitude
pattern |¥; | that harbors a defect of topological charge g4 =
m/k at r =0, consistent with stationary states shown in
Figs. 5(a) and 5(b).

At the critical point A = A,, where g, = g, all modes
in Eq. (28) are of the form W, ~ J,,(qor)e™’. Such fields
represent concentric annuli of phase patterns with wave-
length of about 27/q, and amplitude patterns with half
this wavelength, about /g, [Figs. 6(a) and 6(b),
Appendix C 2 a]. Beyond the critical point A < A,, where
q., # q_, the mode m = 1 in Eq. (28) can represent right-
and left-handed chiral texture patterns ¢ [Fig. 6(b),
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FIG. 6. Analytic solutions of the linearized complex SH equation on infinite domains explain pattern formation and chiral symmetry
breaking. (a) Defect-free solution [Eq. (28) with m = 0 and py = v = ei7/*] recapitulates the wavelength doubling between amplitude
and phase patterns [Fig. 5(a), Appendix C 2 a]. (b) Examples from the family of analytic solutions, Eq. (28), with m = 1, u; = ¢/4, and
vy = £e"/* (“4” is for right-handed spirals; “~ is for left-handed spirals), showing bifurcation into chiral texture patterns, as
quantified in panel (c), when the control parameter A becomes smaller than the critical value A, [see Eq. (25)]. All fields in panels (a) and
(b) use the same length scales L; and L, as in Fig. 5 and are compatible with the director anchoring equation (14) for y, = € at a unit disk
boundary (red and black dashed lines). (c) Phase chirality with ®_. defined in Eq. (26), evaluated on a unit disk centered at » = O for
analytic solutions (blue dots). Black symbols indicate exemplary solutions shown in (b). Solid black lines depicts a fit « \/A, — A near
the critical value A,. Compared to these analytic solutions, numerical solutions of the fully nonlinear SH equation on a finite domain
exhibit a small shift in the critical value A, of the bifurcation [Fig. 5(c), A, < A,], reflecting additional effects from the nonlinearity
B|¥,|*?, and from boundary conditions.

—
&

) t=0 t/T =0.25 t/T =0.5 t/T =0.75

e 8 8 .87
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FIG. 7. Demonstration of the braiding protocol in (a) the SH mean-field theory and (b) particle simulations with antialignment
interactions (g < 0) on the unit disk (Supplemental Movie 7 and 8 [89]). Boundary-anchoring equations (14) (mean-field) and (17)
(particle model) with m = 2 impose a total defect charge of 2/k on the domain, supporting two stable 1/k point defects near the disc
center and outwards spiraling textures. Similar to Fig. 4, we applied the boundary-controlled braiding protocol with y; defined through
Egs. (18)—(20) and a = 0.2, while using the model parameters from Fig. 5. The k-atic mean-field phase fields in (a) are exact stationary
solutions of the complex SH equation, corresponding to perfectly adiabatic braiding with 7 — oo. In both mean-field and particle
simulations, the initial defect-pair state does not form spontaneously from random initial conditions but can be robustly generated as a
stationary state from initial conditions that are sufficiently close to a double-spiral texture (Appendix D). The braiding protocol starts at
t = 0 by modulating the boundary anchoring as described in Sec. IV C. At the end of the braiding process, the two point defects have
exchanged their position, and the director field has acquired a constant global k-atic phase shift A, = 7 /k in the SH equation (a) and
of 7/3 in the antialigning particle model with k = 3 (b).
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Appendix C 2b], while amplitude patterns |¥;| maintain
azimuthal symmetry. These key features in both achiral and
chiral stationary analytic solutions recapitulate our findings
from numerical solutions of the fully nonlinear mean-field
theory (Fig. 5), including the pitchfork bifurcation of
stationary solutions beyond a critical control parameter
threshold A, into chiral texture patterns [Fig. 6(c)].

C. Braiding of chiral texture patterns

Similar to their achiral counterparts, the k-atic fields
describing chiral defect pairs in antialigning DLCs can
also be braided by applying the adiabatic protocol from
Sec. IVC. To demonstrate this, in both SH mean-field
and particle simulations, we use the boundary condition
Eq. (14) with m = 2 and fix the anchoring profile y; from
Eq. (18) with a =0.2. This boundary condition now
stabilizes a vertically oriented pair of 1/k defects near
the disk center, which is surrounded by texture spirals that
intertwine towards the boundary (Fig. 7, ¢ = 0). To prepare
this initial state in the continuum and particle simulations,
one can let the system relax from suitably prepatterned
textures (Appendix D). The resulting two-defect state is
stable and can be robustly braided using the anchoring
profile parametrization given in Eq. (20). Snapshots of the
braiding sequences, selected from Supplemental Movies 7
and 8 [89], are shown in Fig. 7. At the end of the braiding
operation, the defects have exchanged their positions, and
the complex order-parameter field ¥, has acquired a
constant global phase shift A¢) = z/k [Eq. (21)].

VI. CONCLUSIONS

The above analysis shows that the relaxation behavior
and adiabatic manipulation of 2D liquid crystals composed
of k-fold symmetric particles can be accurately described
within a unified mean-field theory for a complex order-
parameter field. Because of the generic character of the
underlying particle model, which merely assumed over-
damped short-range XY-type interactions on a disordered
lattice, we expect that the above ideas can be experimen-
tally implemented and tested in different ways. Promising
candidates include colloidal systems [3,4] with predefined
symmetries and controllable steric [8,10,12,14,15], mag-
netic [52,76], or chemical [9,77] interactions. The main
experimental challenge will be to enforce the required
short-range orientational interactions while simultaneously
suppressing positional order. This could, for example, be
achieved using weakly multidisperse k-atic platelet sys-
tems, similar to those realized in Refs. [8,14]. Other
promising candidate systems could be thin films of

o,f(r,a,t) :ﬂiﬂ8(1//da’dr’f(r,a,t)f(r’,a’,t) sin [k(a — o)]I(r — 1) + D,0%f.

threefold symmetric molecules [22] or k-fold symmetric
DNA-origami structures [49,50], building on recently
developed experimental techniques [51] for the assembly
and control of DNA-origami-based liquid crystals.

From a general theoretical perspective, k-atic DLC
systems [34] provide a useful classical framework for
studying and visualizing fractional topological excitations
and their exchange properties. Since the energetic corre-
spondence with quantum fluids only holds at the mean-field
level, it remains an interesting open question whether and
how the statistical properties of fractional defects in DLCs
depend on their braiding behavior and if, for example, this
may affect their rheological properties. In addition, the
above results suggest multiple directions for future
research, including generalizations to passive and active
k-atic hydrodynamic systems [28,78] in two and three
dimensions, which can be expected to exhibit new forms of
energy transport and turbulence [18,79].
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APPENDIX A: COARSE GRAINING
OF THE MICROSCOPIC MODEL

We describe the coarse graining of the minimal micro-
scopic model, Eq. (6), and show how spatial interactions
with finite range R, give rise to the operators £ = R2V?/8
and L = —pR2V? - B,R%(V?)? in the coarse-grained
dynamics, Eqgs. (12) and (22), respectively.

1. Hierarchy of mode equations and linearization

We follow the standard coarse-graining approach
[67-69]—Dby using It6 calculus, neglecting multiplicative
noise terms, and factorizing pair correlations—to derive a
dynamic equation for the one-particle probability density
function f(a, r, t) from the microscopic model, Eq. (6). Fora
general interaction kernel I(r) that describes how the
orientational interactions with neighboring particles are
spatially weighted, this equation takes the form

(A1)
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It is convenient to define an effective, normalized
interaction kernel as I(r) =1(r)/(zR%). Using the
Fourier representations

D

nez

1) = s [ dall@)e s

1 - .
flran =g / dqf,(g. e, (A2)

(A3)

_gn

- 8

Of(r.1)

where, for convenience, we choose a mixed representation
in terms of f,(r,¢) and f;(q,?).

a. Pointwise interactions
We first discuss the limit of pointwise interactions,
corresponding to I(r) = §(r) and T = 1, which has been
widely used in models that contain polar (k= 1) and
nematic (k = 2) alignment interactions [68,80,81] as given
in Eq. (6). In this case, Eq. (A5) simplify to a spatially
homogeneous system of equations,

alfn = gjn (.fn—kfk - fn+kf—k) - Drnzfn' (A6)

/ dq[ n—k(r’ t)fk(q’ [) - frH»k(r’ t)}—k(q’ t)]j(q)e—ir‘q - Drnzfn (I‘, t)’

in Eq. (A1), we can find a hierarchy of coupled dynamic
equations for the modes

Fulent) = —— / dqf,(q.0e". (Ad)

(27)

For k-atic interactions as given in the microscopic model,
Eq. (6), this hierarchy takes the form

(AS)

[
This system can be further split into a subset of coupled
equations for the modes n = jk with integers j # 0,

k

ouf =2 (A7)

(f =tk = F oS =) = Dr (k)2 S i

and a system of equations for the modes f, with n # jk,
where the latter modes always vanish at long times. We
then generalize the standard closure assumption of a fast
relaxation of the next coupled mode [68] to the case of a
k-atic system, which corresponds to assuming 0,f», = 0
and f, =0 for integers s > 3. From the system of
equations (A7), we find, in this case, a steady-state value
for f,, and, consequently, the closed coarse-grained
dynamics

m= -3 m=-2 m=—1 m=1 m = m=3
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FIG. 8.
varying winding numbers m. The topological charge defined in Eq

Visualization of defects formed by polar (k = 1), nematic (k = 2), and triatic (k = 3) particles and their k-atic phases ¢y, for
. (5) of each of the defects is g4 = m/k.
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atfk:

gpk (1 _ 2Dk
8

92
P (1208 g P (a9

Using the dimensionless k-atic mode w; = f;/p in
Eq. (A8), we arrive at the final coarse-graining result given
in Eq. (10).

b. k-atic order parameter in particle simulations

To approximate the normalized k-atic mode y; = f;/p
in particle simulations, we use the classical k-atic order
parameter [2]

1
wi(r) =
Wil -
Je-/vi

elkaj’

(A9)

where the sum is evaluated with respect to all particles j
within a neighborhood A/; of particle i. This can be
motivated as follows: Using Eqs. (7) and (8), and ignoring
time for brevity, we have

fi(r) = Az” daZ(ﬁ(ri —1))8(a — a;))e

1 /277 .
N—— dad 6la-a; e’k“>
il [ 3o

~ pyi(ri))- (A10)
Here, R; denotes the neighborhood radius, and in the last
step, we have used the fact that particles are homo-
geneously distributed, such that |\;|/(zR?) ~ p. To com-
pute the order parameter (y,(r;)) with w,;(r;) defined in
Eq. (A8) for stationary states [Figs. 2(a), 3(a), 5(a), 10,
and 11], we have replaced the Gaussian white-noise
average by temporal averages.

c. Linearization with an arbitrary interaction kernel

For fixed, homogeneous particle number density p = f,
the mode coupling terms under the integral in the system of
equations (AS5) only contain a linear contribution when
|n| = k. As a result, the full linearization of Eq. (AS5)
around f, = 0 is, for |n| # k, simply given by

atfn = _Drn2fn’ (Al 1)
and for |n| = k, it reads
} k[. . 2Dk -
070 =2 1w =22 fuan. (a2

Equation (A12) defines the dispersion relation for the k-atic
mode dynamics near the disordered state and holds for
arbitrary spatial interaction kernels.

2. Approximation of the pseudodifferential
operator and dispersion relation

In the microscopic model, Eq. (6), we consider an
isotropic interaction neighborhood, such that the interac-
tion kernel in Fourier space must be an even function that
depends only on the wave-vector amplitude ¢ = |q|.
Assuming that 7(x) can be expanded in a suitable power
series,

(A13)

Eq. (A12) has an equivalent interpretation in real space that
is given by

2D .k
" }mr, 0. (Al4)

oufute.0) =28 1R2v?) -

where T(RZV?) represents a pseudodifferential operator
that is defined by the power series in Eq. (A13).

The equally weighted summation over orientational inter-
actions with particles in an isotropic neighborhood of radius
R, corresponds to an interaction kernel (r) = @(r — R,,) in
Eq. (Al). The Fourier transform of the appropriately nor-
malized kernel I(r) = 1(r)/(2zR2) defined by Eq. (A3) then
reads

1.5 . : : ,

qRq

FIG. 9. Fourier-space representation of the interaction kernel
I(x) = =2J,(x)/x (solid line) used in the microscopic particle
model, Eq. (6), where J, denotes the Bessel function of the first
kind. The linearized mode dynamics, Eq. (A12), implies that, for
D,/(lglp) < 1, A = —I(q) essentially represents the dispersion
relation of the k-atic particle model with antialigning interactions
(g <0). An empirical approximation —1=1— f,x* + fx*
(dashed line) is then chosen such that the smallest unstable
wavelength set by the first root x, and the most unstable
wavelength set by x,, are the same for A and A. This yields
Eq. (22) with ; % 0.1 and f, = 0.002.
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(A15)

where J; denotes the Bessel function of the first kind (Fig. 9).

To map the coarse-grained mode dynamics, Eq. (A12), for
k-atic alignment interactions (g > 0) to the GL as a mean-
field model, we consider the Taylor series of I(x) given in
Eq. (A15) around x = 0, which implies a nonvanishing
coefficient #; = —1/8 in Eq. (A13) and is accurate to O(x*).
Using this expansion for the operator in Eq. (A14) leads to
Eq. (12) and allows for the identification of an effective
mean-field correlation length L in terms of the microscopic
interaction radius R, [Eq. (13)].

To connect Eq. (A12) to the complex SH equation as a
mean-field description of antialigning k-atics (g < 0), we
first note that, for |g|p > 1, we can identify 1(q) = —1(q)
as the dispersion relation that describes the stability (41 < 0)
or instability (4 > 0) of homogeneous states under pertur-
bations with wavelength 27/g. Consequently, the first
interval in which the Fourier-space representation of the
interaction kernel (Fig. 9, solid line) changes its sign
indicates a band of unstable wave vectors. Because this
sign change is not captured by the Taylor series of I(x)
up to fourth order around x = 0, we instead empirically
define an approximation A such that (i) 1(¢) = A(—¢) and
2(0) = 1, and (ii) the smallest unstable wave vector and the
most unstable wave vector are approximately the same for
2(q) and A(q) (Fig. 9, dashed line). With this approxima-
tion, Eq. (A12) implies the real-space representation
Eq. (22) for the linearized mode dynamics and a length-
scale matching as given in Eq. (24).

Finally, we note that a generalization of the hierarchy of
mode equations (A6) to the case of finite-range interaction
kernels still allows one to decouple the dynamics of modes
n = jk for arbitrary integer j from all other modes with
n # jk. However, in this case, the closure assumptions
described in Appendix A I a lead to additional nonlinear
terms in the final dynamic equation of the mode f. For
simplicity, these terms, which are O(f7V2f;) to lowest
order, have been neglected in Eqs. (12) and (22).

APPENDIX B: LANDAU-DE GENNES (LdG)
THEORY OF DLCs WITH k-FOLD SYMMETRY

We first explain how the LdG theory of nematic liquid
crystals can be naturally generalized to describe DLCs with
arbitrary k-fold symmetries. Subsequently, we formally
map the resulting relaxation dynamics onto the mean-field
equation (1) with £ = L>V? and discuss simple fractional
defect solutions in free space. The SH mean-field theory
can be discussed in an analogous fashion [83].

1. Free energy of k-atic DLCs in 2D

Properties of DLCs can be conveniently studied
using appropriate free-energy functionals. Typically, these

b =4
(b) ¢(k)m ¢;,(3)

A

0| |()3)|
» - » -
» *.
» . -  » .
] = 1.0 O 1.0 ] = 1.0 O NE— 1.0
c m = (d) m =2
© (k) ®i,(3) (k) ®i(3)
T P B

z T ¢
T 3 F 3 e a3

W (W)

O I— O I—

1.0 Ommm 1.0 1.0 O 1.0

FIG. 10. Additional stationary and long-lived solutions of the
“real” GL equation and the particle model, Eq. (6), on a unit disk.
(a) Stationary solutions emerging from random initial conditions.
Boundary-anchoring equations (14) (left, Eq. (1) with £ = L>V?)
and (17) (right, aligning particle dynamics, Eq. (6), with k = 3) for
m = 3 and boundary-anchoring profile y;, = 6 were used. All other
parameters are as in Figs. 2(c) and 2(d). (b) Same as (a) for
boundary anchoring with m = 4. (c) Stationary solutions of the
complex SH equation emerging from random initial conditions
(left) and long-lived solutions in the particle model with antialign-
ing interactions (right) for boundary anchorings with m = 0. All
other parameters are as in Fig. 5(a). Initial director orientations in
particle simulations were sampled from the stationary solution of
the complex SH equation and evolved according to Eq. (6) until
D,t = 500. (d) Same as (c) for boundary anchoring with m = 2.

functionals are constructed using vector and tensor-valued
fields to encode the underlying microscopic symmetries.
Classic examples of this approach are the Frank free energy
[73] for polar liquid crystals (k = 1) and LdG free energy
[1] for nematics (k = 2), which are formulated in terms of
vectors and traceless symmetric (nematic) tensors, respec-
tively. A particular advantage of this formulation is that a
free energy can be systematically constructed as an
expansion in terms of the available scalar (rotationally
invariant) contractions that can be formed by the given
tensorial objects.
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A generalization of this approach to arbitrary k-fold

symmetric systems can be realized using traceless sym-
i
invariant under rotations of 27z /k. Note that k-atic tensors in
two dimensions have only two independent degrees of
freedom for any k. This is specific to two dimensions, and
the total number of independent degrees of freedom
increases with k in any higher dimension. In 2D, it is
convenient to choose one of these degrees of freedom as

metric tensors of rank k, denoted by Q which are

O = \/zl_ng]k.)..inglli)..ik’ (B1)
which can be identified as the local k-atic order. The second
degree of freedom can then be chosen as the local
orientation of the k-atic director ¢y € (—(z/k), (z/k)].

Adopting this parametrization, k-atic tensors Q,(-lk‘)“ik are

uniquely determined by specifying the two tensor compo-
nents

ap =0 = Q) cos kepy), (B2a)
b= 0 oy = O sin ke (B2b)

with all other components being implied by the index
symmetry and tracelessness. Importantly, the tensor para-
metrization given in Eqgs. (B2) can be used to define the
complex k-atic order parameter
Tk = dy + lbk (B3)

This definition is equivalent to ¥, given in Eq. (3) and
explicitly relates the magnitude || = Q) of k-atic order
and the k-atic phase ¢ as introduced in Eq. (4) to a
representation of k-atic DLCs in terms of traceless sym-
metric tensors of rank k.

To connect a mean-field description of k-atic systems in
terms of such k-atic tensors to Eq. (1), we start from the
generic free energy

(B4)

L2

Fgt = /d2r|:fh +7(anz(]k.).“.ik)2 ;

where L is a parameter describing the k-atic system, and
homogeneous contributions f;, must consist of rotational
invariants that can be formed by k-atic tensors. In Eq. (B4),
the role of L as an effective length scale that penalizes
bending of the local k-atic director field becomes explicit.
To determine a minimal form of the function f) in
Eq. (B4) that is allowed by the underlying symmetries, one
has to analyze the possible contractions between k-atic
tensors that can be constructed to form rotational invariants
(scalars). Using the properties of general k-atic tensors, one

can show that cubic contractions between k-atic tensors
must vanish for arbitrary k—a fact that is well known for
nematics k = 2. Hence, a minimal LdG expansion of f, in
the free-energy equation (B4) is, for any k, given by

A A0 B ot
fn= EQil...iin g +F(Qil'”ik

¢ o .. (BS)

where A € R and B > 0 are constant material parameters.

The relaxation dynamics T@thlk_)__ i, = —OF¢"/ 5Ql(lk) ;, thus
takes the form
TazQEIk.).Aik =—-(A+ BQ(Zk))QSII(.)..ik + sznglk.)i.ikv (B6)

where Q) is defined in Eq. (Bl). Using Egs. (B2)
and (B3), we see that the relaxation dynamics, Eq. (B6),
is indeed equivalent to mean-field theory of aligning k-atic
particles, Eq. (1) with £ = L?V?, corresponding to a real
GL equation for a complex order parameter V.

The latter equivalence also becomes evident on an
energetic level through the energy functional &£; given in
Eq. (2): For FkGL given in Eq. (B4), Egs. (B2) and (B3)
imply &, = 2?>7*F{L, and the relaxation dynamics 70,%¥; =
-6, /oY) yields the same real GL equation for the
complex order parameter ¥, that we have just identified
as being equivalent to Eq. (B6).

2. Fractional point-defect solutions in free space

The simplest scenario to study fractional defects in the
GL equation, or equivalently in Eq. (B6), is to consider a
limit B = —A — oo, such that |¥;| = \/—A/B = 1 and the
system resides in a perfectly ordered state. Stationary
solutions are then determined by
The regularity of the complex order parameter ¥, away
from the defect demands k[ (.0 + 27) — (7, 0)] =
2zm for any integer m, where (r,0) denote cylindrical
coordinates. Hence, physically permissible topological
defect solutions of Eq. (B7) can be written as

P(6) = arg(e), (B8)
which provides an example for a fractional defect state with
topological charge m/k as defined by Eq. (5).

For finite values of A and B, the scaling behavior close to
and far away from m/k defects can be obtained by following
the approach of Ref. [84]. Using an ansatz ¥, =
Qy(r) explike 1) (0)] in the GL, one again finds stationary
fractional m/k-defect solutions, Eq. (B8), where the magni-
tude Qg (r) is now a function of the distance r from the defect
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center. In the k-atically ordered regime A < 0, the magnitude
increases near the defect (r <L) as Qy~ (r/L)" and
converges far away from the defect (r> L) to the

value /—A/B with an asymptotic scaling behavior of
Qo ~ 1 = (mL)?/(2|A]7?).

APPENDIX C: LANDAU-BRAZOVSKII ENERGY
AND SWIFT-HOHENBERG EQUATION

In this Appendix, we introduce an effective energy that
governs the mean-field dynamics of k-atic particles with
antialigning interactions, the Landau-Brazovskii energy
[48], and use it to identify boundary conditions for
numerical simulations. We then derive analytic stationary
solutions that were used to explain the wavelength doubling
and the chiral symmetry breaking, and present additional

|

SERB = / dréVi(A+ BY, > + LIV? + L3V2VH)¥, + /
N as

where the second term denotes a line integral with
boundary normal n that collects all boundary terms arising
from the variation. For the equilibrium condition 62 = 0,
the first integral in Eq. (C2) implies the complex-valued
Swift-Hohenberg equation discussed in the main text,
Sec. V [Eq. (1) with £ = —L?V? — LIV?V?]. From the
condition of vanishing boundary terms in Eq. (C2), suitable
boundary conditions can be derived. In particular, we have
fixed the order parameter at the boundary through specific
anchoring profiles (= 0¥, = 0) and additionally imposed
V2%, |55 = 0 in numerical simulations (see Appendix D).
Therefore, stationary solutions of Eq. (1) with the boundary
conditions employed in this work fulfill €8 =0 and
extremize the energy given in Eq. (C1).

2. Analytic solutions

We derive an analytic solution of 6 /6%; = 0 near the
critical transition at A = A, [see Fig. 5(c)]. This solution
recapitulates the stationary patterns shown in Fig. 5, includ-
ing the wavelength doubling between phase and amplitude
patterns and the emergence of chiral texture patterns when
moving away from the critical point A, (Fig. 6).

For this derivation, we neglect quartic terms proportional
to |¥.|* in Eq. (Cl) and seek complex order-parameter
fields ¥, that solve

A\Pk + L%Vz‘l’k + Lgvzvz‘l‘k - O <C3)
We write A=A, — AA, where A, = gjL3 is the critical
value of the linear instability and g§ = L3/(2L3) is the first
unstable wave number; see discussion below Eq. (24). With

dsn - [(L3VP, — LIVV2W,)8W; + L3(V2W,)VoP:],

examples that demonstrate the close agreement between
this theory and the particle model.

1. Free energy and boundary conditions

The mean-field theory of particles with anti-aligning
interactions can be written as relaxation dynamics
70, = —6ELB /5%, with energy

B
e = [ er(AMP + S -LITEE + LIPHE),
(C1)
where |V2¥, |2 = (V2¥,)(V?¥;) and B is known as

Landau-Brazovskii energy [48]. A general variation of
Eq. (C1) with respect to W* yields

(€2)

|
these definitions, via a square completion, Eq. (C3) can be
cast into the form

(V2 +q3) (V2 +¢2)¥ =0, (C4)

where we have defined g3 = g3 + v/ AA/L3. Equation (C4)
represents a bi-Helmholtz equation [85] that can be solved
in polar coordinates (r, ) by

0

\Ilk<r7 9) = Z [”me(Q—r) + U/n*’m(‘]+r)]eime7

m=0

(C5)

where J,,(x) are Bessel functions of the first kind, and y,,
and v,, are possibly complex integration constants.

a. Wavelength doubling between
amplitude and phase patterns

At the critical point A = A,, we have g_ = g, = ¢, and
solutions in Eq. (C5) will be of the form ¥;. ~ J,,,(qor)e™?,
consistent with the boundary-anchoring equation (14) for
7r = 0. Consequently, solutions of this kind contain a
topological defect of charge ¢4 = m/k at r = 0, and they
recapitulate the factor-2 difference in the wavelength of
amplitude patterns || and phase patterns ¢ seen in
Fig. 5. To illustrate this for m = 0 [Figs. 5(a) and 6(a)], we
note that the solution ¥, ~ J(gor) corresponds to

Wil ~ [To(qor)] (Céa)
0 for Jo(qor) ZO

duy = { (Coéb)
z/k for Jy(ger) <0
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As Jo(gqor) oscillates with wavelength 4y ~ 27/ around
zero, Eqgs. (C6) imply that phase patterns also have wave-
length 1y, while the amplitude pattern wavelength is 1y/2,
precisely as observed in numerical simulations [Fig. 5(a)].
Similarly, for m =1 [Fig. 6(b)], the solution ¥, ~
J1(gor)e® corresponds to

[Pl ~ 71 (q07)]
b = {arg(eia)/k for Ji(qor) =0
= arg(e!®)/k for J,(qyr) <O,

which recapitulates the amplitude and phase patterns shown
in the rightmost panel of Fig. 5(b).

b. Analytic solutions with chiral texture patterns
We derive sufficient conditions for the emergence of
chiral texture patterns in the mode m = 1 of the analytic
solution Eq. (C5), denoted in the following as
P = (v )e”, (C7)
with J = J;(q.r). Note that for any choice of complex
integration constants y; and v; in Eq. (C7), the amplitude

|‘P,(Cl)| is independent of the polar angle € and therefore
remains azimuthally symmetric. This is consistent with the
various amplitude patterns shown in Fig. 5 of the main text.
To determine for which parameters the phase pattern ¢ ) of

‘P,(cl) could be chiral, we note that for any complex field
¥ = |¥|e®, gradients of the phase ¢ can be conveniently
computed from

Vo = [¥|2Im(P*VP). (C8)
Chirality in texture patterns around defects at » = 0 can be
detected if the radial part of this gradient, e, V¢, is

different from zero with a fixed sign across the domain,
which inspired the phase chirality parameter given in

Eq. (26). From Eq. (C8), we find, for ¥!" and A <A,
the expression

Im(p;07)

(J 0,J_—J_0,].).
Kep )

e, Vo) = (€9)

From e, - V¢ #0, we find two necessary conditions

from Eq. (C9) for ¥\ given in Eq. (C7) to describe chiral
texture patterns: (1) p; « vy, such that at least one of
the two integration constants must be complex, and
(2) g4+ #q_- = A < A,, meaning that the system has to
be in a regime in which a finite band of wave numbers are
linearly unstable. The numerical observation that chiral
patterns are absent for A > A, additionally constrains the
integration constants to |u;| = |v].
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FIG. 11. Spontaneous pattern formation in the SH equation (1)
with £ =-L3V? — L4(V?)? and in the particle model with
antialignment interactions [Eq. (6) with g < 0; 5,000 particles]
on a unit square with periodic boundaries. (a) Example of a
defect-free wavelike texture pattern that can be found in both
models. (b) Example of a checkerboardlike texture pattern [same
color code as in (a)] that contains a +1/k-defect lattice visible in
the magnitude of the k-atic order parameter |¥;| and in the
temporal average (-) of the magnitude of the microscopic 3-atic
order parameter w3 = > ;e exp(3ia;)/|N;|. (c,d) Similar pat-
terns for a different microscopic interaction radius and an
accordingly modified SH equation. The phase patterns are
reminiscent of those found in polar models of pinwheels in
cortical visual maps; see Fig. 4 in Ref. [82]. Parameters: A = 1,
B=1, Ly =0.305R,, and L, = 0.205R, (SH equation) and
k=3, g=—1, and D, = 1 (particle model).

3. Patterns on periodic domains

For completeness, we have additionally studied the
antialigning k-atic particle model and the complex SH
equation on a periodic unit square using numerical simu-
lations (Fig. 11). In both models and for the parameter
regime studied in this work, many different texture patterns
spontaneously form. These patterns can be broadly grouped
in defect-free wavelike [Figs. 11(a) and S4(c)] and check-
erboardlike patterns [Figs. 11(b) and S4(d)]. The former
have spatially constant order |¥;| > 0 and are near the
critical value A, = L{/(4L%), essentially given by plane
phase waves of the form ¥, ~ ¢'®T, with g3 = L}/(2L3).
The latter represent +1/k-defect lattices, as is clearly
visible in the order-parameter magnitudes, with vanishing
total topological charge. We note that defect-free patterns
generally have a lower energy than checkerboard patterns.
However, this energy difference is small, and inhomo-
geneous patterns are generally preferred by the dispersion
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relation A(g) = —1(q) (see Fig. 9, which implies that ¢ = 0
is stable); this is sufficient for checkerboard patterns to
emerge frequently as final stationary textures when starting
simulations with random initial conditions. Finally, we find
that stationary texture patterns that occur in the complex SH
equation are—for all cases that were tested—also sta-
tionary in the particle model, if the microscopic directors
are initialized with the corresponding k-atic phase fields.
The opposite is not true: The particle dynamics sometimes
gets stuck in long-lived irregular patterns that are not
stationary when used in the SH equation.

APPENDIX D: NUMERICAL SIMULATIONS

In the following, we discuss the coefficient matching and
comparison of relaxation timescales between the mean-
field model and microscopic simulations. Finally, we
summarize details of the different methods and workflows
that have been used to generate the numerical results
presented in this work.

1. Matching homogeneous mean-field coefficients
with parameters of the microscopic model

To match the homogeneous coefficients A and B in
Eq. (1) to the microscopic dynamics, we note that the latter
was considered in a regime of high particle density, viz.
D,/(lglp) < 1. In this case, Eq. (11) implies A ~ —1 for
aligning interactions (g > 0) and A~ 1 for antialigning
interactions (g < 0). Accordingly, throughout this work, we
have set A =—1 for simulations of the GL equation
[Eq. (1) with £ =L?V?] and A =1 for simulations of
the SH equation [Eq. (1) with £ = —L?V? — L3(V?)?]. The
coefficient B was set empirically: Away from defects, we
expect |W;| =~ |w;| = 1 for an ordered state in the micro-
scopic model, which is ensured in the GL equation by
setting B = 1. The same value is adopted in simulations of
the SH equation, where it also leads to good agreement with
order-parameter magnitudes of the microscopic model
with g < 0.

2. Comparison of characteristic timescales

The relaxation timescale introduced with the generalized
GL equation (1) is given by z. From the coarse-graining
result, Eq. (10), we expect 7 to be comparable to the
timescale 7 = 2/(|g|kp) if the mean-field parameters and
operators £ are matched according to Eqgs. (11), (13), and
(24). To test this, we have to compare observations from a
dynamic process as described by the generalized GL
equation (1) and by the microscopic model, Eq. (6). To
this end, we refer to the defect relaxation dynamics
depicted in Figs. 2(c) and 2(d), where the time points of
snapshots of the “real” GL equation simulation in units of =
are provided in the caption. The timescale of particle
simulations was set, for practical reasons, by the inverse

rotational diffusion constant 1/D,; i.e., in units of 7, it was
given by s7 with
2D,
s = .
lglkp

(D1)

Scaling numerical time points of particle simulations for
the given parameters accordingly (g =0.25, k=3,
p =4000/7, D, = 1) then leads to the temporal coordi-
nates 7/7 of the particle model snapshots listed in the
caption of Fig. 2(d). These snapshots were chosen such that
they best resemble textures from the mean-field model.
From the relative values of corresponding time points, we
can estimate 7/7 ~ 0.4, indicating that the coarse graining
predicts a slightly faster relaxation dynamics than actually
exhibited by the matched mean-field model, Eq. (1).

3. Numerical methods: Mean-field simulations

Real and imaginary parts of the GL equation (1) with £ =
L?>V? were simulated separately on the unit disk using the
finite element partial differential equation solver provided by
MATLAB [86]. Boundary-anchoring profiles described in
Eq. (14) were imposed as Dirichlet boundary conditions.

For the case of the SH equation, Eq. (1) with £ =
—L3V? — L5(V?)? was rewritten as a system of two pairs
of second-order differential equations, and V%55 = 0
was included as an additional boundary condition (see
Appendix C 1). The open-source Dedalus framework [87]
was used to spectrally solve the SH equation on a periodic
domain with 256 x 256 grid points using a Fourier basis and
integration time steps of dt = 1072 in units of .

4. Numerical methods: Microscopic model

Bulk particles were first randomly positioned on the
respective domain (a unit disk or a square with periodic
boundary). For simulations on the unit disk, a single line of
boundary particles with fixed positions was additionally
placed along the outline of the disk. In the next step, the
bulk particles were left to distribute themselves homo-
geneously in space in the absence of noise via a pairwise
repulsive force f ~ Vexp(—r;/L7), where L7 = A/N for
N particles distributed on a domain of area A. After that, all
particle positions were kept fixed, and Eq. (6) was
integrated using the Euler-Maruyama method [88] with
integration time steps of dt = 10~* in units of 1/D,. To
realize the boundary anchoring on the unit disk, boundary
particles did not participate in the stochastic dynamics but
kept the fixed director angle profile given in Eq. (17) and
acted as neighbors for the director dynamics of bulk
particles.

5. Initial conditions

Random initial conditions have been used for most of the
simulation results shown, except for the time series in
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Figs. 2(c) and 2(d), as well as to generate the steady-state
patternin Fig. 5(a) (m = 0) and the initial state r = 0 in Fig. 7
(m = 2). To describe the initial conditions for the latter cases,
in the following, we denote (r, 8) and (r;, 6;) as the position
of a given field or particle position in cylindrical coordinates.
The initial point-defect states in Figs. 2(c) and 2(d) (t = 0)
are, respectively, given by ¥, = ¢’ and o; = (2/3)0,
(k =3 in the particle model), which maps to the k-atic
phase angles ¢ ;) and ¢y ; as shown in Egs. (15) and (16). To
generate spiral stationary states that do not form sponta-
neously, we use h,,(r,0) = 8z(r — 1) + m@ and initialize
the order-parameter field as ¥, = ("9 and the particle
director field as a; = [h,,(r;,0;)/3 mod 2z] (k =3 in the
particle model). The equilibration of these states gives rise to
the patterns shown in Fig. 5(a) (m = 0) and to the initial state
t = 0in Fig. 7 (m = 2).
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