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Abstract: We derive nonlocal discrete nonlinear Schrodinger (DNLS) equations for laser beam
propagation in optical waveguide arrays that use a nematic liquid crystal substrate. We start with
an NLS-elliptic model for the problem and propose a simplified version that incorporates periodicity
in one of the directions transverse to the propagation of the beam. We use Wannier basis functions
for an associated Schrodinger operator with periodic potential to derive discrete equations for Wannier
modes and propose some possible simplified systems for interactions of modes within the first energy
band of the periodic Schrodinger operator. In particular, we present the simplest generalization of a
model proposed by Fratalocchi and Assanto by including a linear nonlocal term, and see evidence for
parameter regimes where nonlinearity is more pronounced.

Keywords: nonlinear optics; waveguide arrays; nematic liquid crystals; periodic media; nonlocal
media

1. Introduction

We study the derivation of nonlocal discrete nonlinear Schrodinger (DNLS) models for a system
describing the propagation of a laser light in a nematic liquid crystal substrate with a periodic structure
in the direction normal to the optical axis. This is the setup of laser light propagation in an effectively
planar waveguide array in a nonlocal medium. Our work is motivated by the experimental work of
[1-3] and some of the discrete NLS systems proposed to model the experiments. We are particularly
interested in a DNLS model proposed by Fratalocchi and Assanto [4] that has a Hartree-type cubic
nonlinearity. Recent theoretical and numerical studies have shown interesting departures from the
dynamics of the cubic DNLS, specifically new non-monotonic amplitude profiles of breather solutions,
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additional internal modes in the linearization around breathers [5, 6], and possibly enhanced mobility
of traveling localized solutions [7]. The goal of our study is to derive and generalize the Fratalocchi-
Assanto model.

The derivation of DNLS equations can be made systematic by the use of Wannier functions [8],
and this formalism has been also used to show some rigorous justifications of the DNLS equations in
a special limit referred to as the tight binding approximation [9, 10].

The present work adapts this formalism to a nonlocal problem. A first step is to simplify the
original equations describing the interaction of the laser field with the liquid crystal orientation field,
deriving an NLS equation coupled to a linear elliptic equation with periodic coeflicients, see Section
2. Wannier functions are constructed and computed using a periodic Schrodinger operator that
appears naturally in the elliptic equation. We see that we can solve the elliptic equation using the
Wannier basis and formally reduce the system to an evolution equation for the Wannier coefficients.
The coefficients describing linear and nonlinear interactions between the Wannier modes involve
integrals of Wannier functions and related functions and must be evaluated numerically. We examine
a subset of these interactions with a first goal of obtaining the simplest extension of the
Fratalocchi-Assanto model. We arrive at a system combining a nonlinear nonlocality of Hartree type
similar to the one in the Fratalocchi-Assanto model with a linear nonlocality that is studied
mathematically by several authors in systems with power law nonlinearity [11-13]. Some related
nonlocal equations with periodic coefficients were studied in [14, 15].

The computed coeflicients suggest that nonlocal effects are more pronounced when the periodicity
in the transverse direction has a smaller amplitude, and we also see parameter regimes where the
nonlinear part dominates. For larger amplitude periodicity the standard cubic NLS seems to be an
adequate model. The model we examine in more detail here is restricted to interactions among Wannier
modes of the first energy band of the associated Schrodinger operator. Preliminary calculations suggest
that other interactions within the first band and with other bands may also be important, see also [1]
for experimental evidence. Extensions will be pursued in further work.

The paper is organized as follows. In Section 2 we derive a simplification of the physical model,
and identify a periodic Schrodinger operator used to define the Wannier basis. In Section 3 we use
the Wannier basis to arrive at a general evolution equation for the Wannier coefficients of the laser
field amplitudes. In Section 4 we present numerical results on the coefficients for a small subset of
the possible indices, considering only the lowest energy band. In Appendix A we present additional
material on the numerical computation of the Wannier functions.

2. Coupled NLS-elliptic system for optical solitons in liquid crystals

Optical beams in a nematic liquid crystal are described by the system

1 1
O.u —iAu + 5iy(sin2 6 — sin” 6)u, 2.1)

2
1
—E)/(ES + [ul*) sin 26, (2.2)

vAG
with y, v positive constants, see [16,17], and A = 6% + 83. The variable z is analogous to time and we
are interested in solutions to (2.1), (2.2) with u, 6 given at z = 0. Physically u represents the amplitude

of the electric field of a laser beam that propagates along the z—direction. The field u is assumed to
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have only one component, along the (vertical) x—axis. 6 is the macroscopic field of angles describing
the liquid crystal molecular orientation at each point, i.e., a macroscopic local average orientation of
the liquid crystal molecules, assumed to be parallel to the x, z—plane. 6, and E, are assumed to be
known functions. 6, represents an orientation field produced by an additional electric field E, applied
to the sample. The field E is assumed to have only an x—component.

Equations (2.1), (2.2) follow from a Maxwell-Oseen-Frank system that couples the electric fields
Ey and u and the director angle 6, see [18], Appendix. Intuitively, (2.2) describes the tendency of
the molecular and electric field orientations to align, as well as an elastic resistance of the material
to localized changes in orientation, while (2.1) describes the focusing effect of aligned molecular and
electric field orientations.

To enhance this basic effect, it has been understood that the system must be “prepared” by first
producing a nontrivial “pretilt” angle field 6, in the sample. We are here considering an experimental
setup where 6, is produced by a known external field Ey, e.g., placing the sample between two capacitor
plates. Other experimental ways to produce 6, are described in [19,20]. 8, and E, are thus related,
see below. The main point, however, is that these two functions can be used to introduce variable
coeflicients in the system, and we will consider the case where 6y, E, are b—periodic in the horizontal
direction y, and independent of the z coordinate.

To describe the relation between 6, and Ej in the absence of the laser beam, we use (2.2) with
0= 00, u= O,

1
VAGy = —EyES sin 26, (2.3)
see [18] for the boundary conditions. In the presence of a laser beam, the laser field interaction changes

the angle field to 8 = 6y + ¥, i.e., Y is the change from the pretilt angle 8, observed in the absence of
the beam. Letting 8 = 6, + ¢ and substituting (2.3) into (2.2) we obtain the system

1 1
du = iiAu + Ei)/(sinz(t// + 6p) — sin® Gy)u, (2.4)

—%y(Eg + [ul*) sin 2(6y + V), (2.5)

1
vAY — 5«yEg sin 26,

see [16]. The second equation has been examined in more detail in [18] for the case of Ey, 6, constants,
with 6y € (4, 7). This assumption is important for solving (2.5) uniquely, see [18]. Here we are looking
for an explicit expression of ¢ in terms of u and we simplify the system first assuming ¢ small. Then
system (2.4), (2.5) is, up to terms of O(y?),

o:u

1 1
Eia@ + 5iy(sin 260)0u, (2.6)

VAY + yES(cos 200

I .
—5Y(sin 260)|ul?, 2.7

see also [18].

Further analysis of the equations assumes that E, 8y are known. To simplify the problem we will
choose E, 6, that are reasonably consistent with (2.3), i.e., avoiding solving (2.3) exactly. One way to
do this is to assume Ej, 6, of the form

Ey = +VeEoy(Vex)+0Eou(Vex,y), (2.8)
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6 = Oov(Vex)+ Vesou(Vex,y), (2.9)

with 0 < € < ¢ small parameters. The applied electric field Ey is thus assumed to consist of two parts, a

contribution /€E y that depends only on the vertical direction x, and a smaller contribution 6Ey 5 that

will be assumed b—periodic in the horizontal direction y. Ey models the electric field of a set of parallel

metallic stripes that run along the z—axis and are placed at the two planes bounding the experimental

domain from above and below, at x = =+L respectively, see [1]. The lower and upper stripes have

opposite charges, producing an electric field that is b—periodic in the y (transverse) direction.
Matching orders in (2.3) up to O(e*?5) leads to

1 .
vOG(Vex) = —ZyEq(Vex)sin 26 y(Vex), (2.10)
1 .
V5§90,H( Vex,y) = —E)’Eo,v( Vex)Eo y(Vex, y) sin 26y y( Vex). (2.11)

The first equation is similar to the one arising in the case of constant applied field, i.e., compare to (2.3)
with E, constant, and is solved using boundary conditions for 6 at the vertical boundaries x = +L, see
e.g., [17]. In the second equation E ( Vex, y) is assumed b—periodic in y, and the solution 6y ;( Vex, y)
can also be chosen b—periodic in y.

To use (2.8)—(2.11) in (2.6), (2.7), we note that since E\, 6, vary slowly in the vertical direction
x, their value in the center of the sample can be approximated by constants. We therefore substitute
(2.8)—(2.11) into (2.7), approximating first Eq y( Vex) by Eo, Eqx(Vex, y) by Eo(y), and 6,.y( Vex) by
Oy € (1/4,7/2), Oy 1( Vex, y) by 6y(y), to obtain

VA +yeE,lcos 200y + y9€'Eq (| cos 280|Eo(y) + eEol sin 280160(»)) ¢

1 _ .
= -7 (Isin 260| + o€/ cos 26660(y)) Iul’, (2.12)

up to terms of O(6%) on the left hand side, and terms of O(6%€) on the right hand side. Thus the terms
omitted on eagh sidg can be considered of O(6?).
Note that Ey(y), 6y(y) are b—periodic, and are related by

o 1 T~ = . )
v, (v) = —EVEoEo(y) sin 26, (2.13)

the simplification of (2.11). Thus 50 can be determined from Eo, moreover if Eo is b—periodic, then 50
can be also chosen b—periodic.

We further simplify the analysis by considering u, ¢ independent of the vertical variable x. Letting
0 = €, and considering terms of up to O(e*/?) in (2.12), system (2.6), (2.7) then becomes

du = %iaﬁu + %E(y)it//u, (2.14)
—Y+ VO + gy = a)ul. (2.15)

The first equation follows from (2.6) using the expansion (2.9) for 6 and the simplifications above,
in particular 8 = |sin26y| + O(e*/?), where the omitted O(e*/?) terms are b—periodic in y. The second

Mathematics in Engineering Volume 1, Issue 2, 309-326.



313

equation is (2.12) up to terms of O(€?), so that g? is a positive constant, and «, V b—periodic functions,
defined implicitly by comparing the second equation to (2.12).

Since we are primarily interested in the inhomogeneity of the second equation and the inversion
of the operator —65 + V(@) + gz, we will only consider the lowest order, constant parts of a, 5 of the

respective @, E above, and consider the simplified system

1 1
Ou = Eiaiu + Eﬁiwu, (2.16)
2 2, _ 2
—OW+ VOO +gy = aul, (2.17)
where assuming 50 € (f{, g),
g = EE(Z)Icos 200, a= lesin 260l, B = |sin 26| (2.18)
v v
are positive constants, and
V(y) = LEPEy| cos 2001 Eo(). (2.19)
v

We can assume that V has a negative minimum —V,, that satisfies V,, < g2, with g? as in (2.18). We can
then suitably redefine g2, and V of (2.19) so that both are positive. These sign assumptions are valid
also for the variable coefficients a(y), ,E(y) of the intermediate system above.

The goal of the paper is to write further explicit simplifications of system (2.16), (2.17) using the
Wannier basis defined by the Schrodinger operator —c’)ﬁ + V(y), with V as in (2.19).

An alternative approach to simplifying the system is to write the inverse of the operator —6§ +g*+V
in (2.17) as

-1
R+ +V) ' =(AU+ATV)) . A=-3+¢ (2.20)

and keep the lowest order terms in the expansion
A+V)y'=A"-AvAT 4L (2.21)

Assuming |V| bounded, both A~!, and V are bounded operators in L*(R, C), with norms g2 (by
Plancherel’s theorem), and V), = max,eg |V(y)| respectively. The g72V), < 1 implies that A + V has a
bounded inverse given by the convergent series expansion (2.21). We can also use the explicit
expression

1
AN = (K= NH), with K() = 2—e_g"', (2.22)
8
where f is a function and K * f denotes the convolution
K+ = [ Keoso- s (223)
R
Then (2.16) becomes
1 1
Ot = Si05u + SiaBl(A + V) ulJu. (2.24)
The lowest order approximation that includes the effect of the periodic potential V is
1 1
O = 5i0§u + oA = AT'VA . (2.25)

The fact that the variable coefficient equation has additional terms seems inconvenient for
computations, and in the next section we describe a different approach to solving (2.17).
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3. Discrete nonlinear equations for laser-nematic liquid crystal system

3.1. The discrete nonlinear equation for nematicons

We consider the system of periodic nematicon equations derived in the previous section
o = 2i? +1,8‘¢ (3.1a)
u= —iou+ =piyu Jda
)

— W+ VO + &Y = alu()l, (3.1b)

with a, B, g% positive constants, and V b—periodic and positive.

We recall the definition of the Wannier functions associated to the operator —8§ +V(y), V b-periodic,
see [10,21] for the theory. Bounded solutions ¢, (Bloch functions) and eigenvalues E,; € R of the
periodic Schrodinger equation satisfy

— b+ VO)us = Ensburr n€N, keR, (3.2)

where
i) = Ui ()X, with w1 (v + b) = u i (y), (3.3)

forally € R, n € N, k € R. Furthermore,

Epjim = Enps Gppnz () = nr(y), (3.4)

for all n € N, k, y € R. By the above we can consider k in any interval of length 27/b. The index n is
referred to as band index (or number). For any fixed k in an interval of length 2r7/b, E, 4 is the n — th
largest eigenvalue of (3.2) with boundary conditions ¢, ;(y + b) = €*°¢, (y), implied by (3.3).

Forn € N, y € R, we consider the Fourier coefficients

b (h .
W) = 4 7 bui()e " dk, meZ, (3.5)
T J_=x
b
of ¢,,.(y), and we also have the inversion formula
b .
Gui(y) = A/ — Do wie™, neN, kxeR. (3.6)
2m mezZ

The set of functions w)' : R — C, n € N, m € Z defined by (3.5) are referred to as Wannier
functions [21,22], They form an orthonormal set of L*(R; C), also by (3.5), (3.3),

wiP(y) = wi(y — pb),Yn €N, m,peZ, yeR. (3.7)

Thus, fixing n, the function w™ is a translation of the function w9 by mb. The definition of w? and the
regularity of the ¢, in k also leads to strong localization of the wg iny, see [10,23].
We use expansions ¢ and u in Wannier functions w as

Y, = ) D Cam@W ) (3.8)

neN mez
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U, = >0 ) U @WG). (3.9)

neN mezZ
We first consider the second nematicon equation (3.1b). We multiply (3.1b) by ¢, ,.(y), integrate
over y € R, and use the Schroédinger equation (3.2) to obtain

fR YONE, o + &) () dy = a fR ey 0 () dy, (3.10)

hence

L V) () dy = AEy e + g fR )Py 4 () dy. (3.11)

We then multiply (3.11) by ¢”** and integrate both sides over k € [-r/b, n/b]. Interchanging the order
of integration in k, y, and using the definition of Wannier functions we obtain that y is given by (3.8)

with
=g 0 D K (3.12)
n1 anN mp szZ
where .
D gy (e
R -n/b n,k g

To expand the first nematicon equation (3.1a) in coefficients of Wannier functions, we substitute
the series expansions (3.8), (3.9) into (3.1a), multiply (3.1a) by wf,’*(y), and integrate over y € R. We

obtain
duty _ 2 2 : mm’ E E Jrmaan’
Z Dn,n’ Un,m + lﬁ nnz CnmUnz,ms - (314)

neN mezZ n,n3eN m,m3€eZ

where
D = f WY we ) dy, I = f Wi WIS (y)wp " (y) dy (3.15)
R
Substitution of (3.12) into (3.14) leads to the system

ity e
udz - Z Z Dy

neN mez

m1 my,m3,m’ *
+ —la/,B E E n1 sy W Upy y Uns s (3.16)

ny,n,n3eN my,my,m3eZ

where by (3.13), (3.15)
Vi = \/7 DD K s (3.17)
neN mez
The above infinite system of ordinary differential equations for the Wannier coefficients is a spatial
discretization of the original system of partial differential equations, and a first step to simplifying
truncations leading to discrete NLS equations and systems [8]. In the present work, the main goal

is a systematic derivation of nonlocal versions of DNLS equations and systems, motivated by the
Fratalocchi-Assanto equation [4]. Important features of the Wannier functions w/' include their spatial
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localization ( [10], see also Appendix), and the translation property (3.7). Truncations involving m € Z,
n € {1,...nn.}, are expected to preserve the translation symmetry of periodic systems, and we increase
the spatial resolution by considering larger 7.

3.2. Comparison with the discrete model of Fratalocchi and Assanto

We now consider simplifications of (3.16), (3.17) leading to a DNLS model that is comparable to
the equation
;40w
dz

+ C1(Qu+1 + Q- 1)+C2(Zf(m m')|Qnl ]me =0, (3.18)
meZ
with T(m — m’) = e ™1 k> 0, C;, C, > 0, proposed by Fratalocchi and Assanto [4].

The first simplification of (3.16), (3.17) will be to consider only the first band, and interactions
among of Wannier coefficients wi', m € Z (setting u,,,, = 0, ¥n > 1). Thus we only consider coeflicients
DYy " and Vi "

The second simplification comes by approximating the Wannier coeflicients ¢, of ¢ in (3.12) by

b
Cim =] — Kmemem 12, 3.19
1, ﬂ_z 1,1 |1,1| ( )

my,my,m

assuming that the coeflicient K of (3.13) vanishes if m; # m,. Equation (3.16) is therefore
replaced by

dulm m,m’ m,m3z,m’ my,m,m
- ZD I+ za,81/ Z e {Z Ky | ]ulm. (3.20)

mezZ m JM3EZL mi€Z

m,ms3,m’

The last step is to assume that I} ™" vanishes unless m3 = m’. Then we obtain the model equation

dity
- :—zZDmmul,m S0 " Vi, m s Pt (3.21)

mez miEZ

’ my,my,m’ m’ b my,my,m ymn’ ,m’
Vi(my,m') = Vi = ,/EZKlill e (3.22)

We now examine the symmetries of the linear and nonlinear coefficients of (3.21).
Considering the linear coeflicients, by (3.15) we have

where

D= - fR WY WY () dy = — fR W) €)Wy ) (€ + (m — m')b) dé, (3.23)

therefore D]} r:" = (D?,:" )*. Using the reality of the Wannier functions (see Appendix) we see that Dfn’”
depends on |m — m'|. Also D}};" < 0. The above holds for all n € N, m € Z.

We also show that V,(m;,m’) = V;";’l"llmm of (3.22) is real and depends on |m; — m’|. Combining
(3.13), (3.15) with the inversion formula (3.6) for ¢; , we have

b 2 mo 5 /b et(m—mo)bk
Vilm;,m') = — Wi () m*xdxflw [*w a’f — dk. 3.24
m,m') = 5 ) fR OPw™ () FOrioNdy | (3.24)

m,mo€EZ
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By (3.7) and the variable changes v =y — m;b and u = y — m’b we then have

) /b ei(m—mo)bk
Vimy.m') = — 0w (1r— (1 bdf Qw)*w (u— —’bdf ——— dk.
1(my,m") o Z Llwl(v)| wy (v—(mo—m,)b) dv lel(”)l wi(u—(m—m’)b) du aw Evx + &

m,my€EZ
(3.25)
Letting m, = my — m; and m3 = m —m’ we then have

b 071,1124,,0 0 2 0 /b pltma=ma—(mi—m’))bk
Viemomy = - Y [ torput - mbydy [ wteoPuti - mb)du dk
R R

2r /b E\x+g*

mz,mgGZ
/b i(my—my—(my—m’))bk
_ ﬁ ([mg,o,o)* 200 /b pilms—my=(m—m")) Ik
o 11,1 11,1 Eo 1t ,
mz,m3EZ —ﬂ/b l,k g
(3.26)
showing that V;(m,, m’") depends on m; — m’. We use the reality of the Wannier functions to see that
g p y
_ m3,0,0\ ym3,0,0
Ak = 3 () n (3.27)
mz,m3€Z

is even in k. By (A.16), E | 1s also even in k. Then (3.26) implies that V,(m;,m’) is real and depends
on |m; — m’|, as claimed.

The above properties of D'I”Im and V|1 11’"’" also imply that (3.21) can be written as a Hamilton’s
equations

du OH
dlz”” =iz—. meZ (3.28)
1,m
with Hamiltonian .
’k % ; ; /, ’
H=—3 ) Dituniiy=aB ) VI Pl (3.29)
n,kezZ n,kezZ

The Hamiltonian structure of (3.21) is not surprising given that the continuous system (2.16), (2.17)
we expanded in Wannier functions is also Hamiltonian. This follows from the fact that the operator
(A + V)"l in (2.24) is symmetric, see e.g., [24]. A more systematic derivation of the Hamiltonian
structure of the discrete system, considering first the Hamiltonian structure of (3.16), will be presented
elsewhere. Note that system (2.4), (2.5) is also Hamiltonian in the sense described in [25], see also [18]
for a similar system.

4. Numerical evaluation of linear and nonlinear coefficients

To evaluate the linear and nonlinear coefficients of (3.21) we have used the Wannier functions of the
periodic square-well potential of (A.2). Appendix A contains further details. We are interested in the
dependence of the coefficients on the amplitude V of the potential and consider values V;, € [0.1, 10].
In all cases, the potential has period b = 2.

The linear coefficients D'l"lm = D, (m—m’) are plotted in Figure 1 for different potential amplitudes
V. Their values for nearest ’neighbors are shown in Table 1. The nonlinear coefficients V,(m,m’) of
(3.26) are shown in Figure 2. They depend on the potential amplitude V, and g>. Their values for
nearest neighbors are shown in Table 2.
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Figures 1 and 2 show clearly that both linear and nonlinear coeflicients, D’l”l’" and Vy(m,m’)
respectively, decay more slowly as the amplitude V| is decreased. The nonlinear coefficients also
decrease with g2, Figure 2, as expected from their definition, e.g., (3.26).

We also fitted the linear and nonlinear coefficients |D; ;| and |V;| to exponentials of the form
Ce ™1 and Ce™™ ™ These are typically good for some ranges of [m — m|. Considering the linear
coefficient |D; | we see that for Vo = 0.1, [Dy | ~ 5.352¢~4875m='" in the range |m — m’| > 2; for
Vo = 1, |Dyy| ~ 24237928l jn the range 0 < |m — m’| < 10; and for V, = 10,
IDy 1| ~ 0.574e~8700m="l in the range |m — m’| < 3. For V, = 10, |D, | vanishes up to double-precision
error at larger distances. In the case of V;, = 0.1, we have a sub-exponential decay, with & < 1.

Fits to nonlinear coeflicient |V| are according to V,, and g. For V, = 0.1 with g = 0, and 0.1 fits
yield |V;| ~ 1.316¢ 073m=m'"" "and 1.145¢~078m=m"I""" respectively, assuming |m—m’| < 5 in both cases,
such decays are slightly super-exponential, and faster than the decay of the linear coefficient; for g = 1
and 10 respective fits yield [V;| ~ 0.096e~"4*"="1 and 0.001¢~"64"=" assuming |m — m’| < 3 in both
cases. For V = 1, and [m — m’| > 3 we have |V,| ~ Ce”™ ™!, with y € [1.93,1.96] depending on g,
such exponential decays can be appreciated in the log-plots in Figure 2. For V,; = 10, and |m — m’| < 3
we see |Vi| ~ Ce™"m ' withy € [11, 14] and £ € [0.72,0.90] depending on g. For V,, = 10, nonlinear
coeflicients show a sub-exponential decay. These results show that as we vary V|, and g we see a variety
of long-range interactions. For moderate potentials V, ~ 1 we recover the nonlinear decay of model
Eq. (3.18).

Vo =0.1 Vo=1 Vo=10
0.2 ——r—————— 0.2 T 0.2
O,H_.*v\/\/\,w*.a, ok /\/\ E ot
= -0.2 1= -0.2 1 -0.2
Q 1aq b Q b
041 4 -04r 4 -04r
-06F 4 -06F 4 -06F
“““““““““““““““““““““““““““““““““
-10-8-6-4-2 0 2 4 6 8 10 -10-8-6-4-2 0 2 4 6 8 10 -10-8-6-4-2 0 2 4 6 8 10
m-m m-m m-m'
Vo =0.1 Vo=1 Vo =10
“““““““““““ o[ joo [T T
10° — ] [ ]
1072 - R t 1
_ 107 1_ o 1 _ 10°¢ 1
T 402 |z 10t 1z r ]
g 1" Q r 1Q | _of 1
— 10 | = 10 4= 107 ]
: 5| ] ? ]
107 1 107 10-15L0 ]
105 L 11 . . . . . . L 10-10 LI [ L1 I T N N N AU B S B BEPR B
-10-8-6-4-2 0 2 4 6 8 10

0864202 46 810
Figure 1. (Top) Discrete linear coefficients D, ;(Am’) as a function of lattice-site difference
Am’ for potentials V) = 0.1, 1, and 10. Neighbor interactions are modulated according to Vj.
Localized interactions decrease with V;, meanwhile nearest neighbor interactions increase by
lowering Vj. (Bottom) Log-scale plots of |D; ;(Am’)| show regions of sub-exponential decay
D1 ((Am)| ~ Ce™AF with y = 4.875 and € = 0.3 for V, = 0.1, and exponential decay
IDy(Am")] ~ Ce™" with y ~ 9 for V; = 1 and 10, see main text for details.

Figure 2 and Table 2, with V|, = 0.1, show evidence for a rapidly decaying nonlocal interaction that
is similar to the one described by the model of (3.18).
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Table 1. Nearest neighbor linear coeflicients D; ;(Am’) for potentials V, = 0.1, 1, and 10.

Am’ VQ =0.1 Vo =1 VQ =10

-0.0870 -0.2013 -0.5690
0.0519  0.0372  0.9583x10*
-0.0133 -0.0032 -0.4242x1078

Also, by Figures 1 and 2 case V) = 0.1, the signs of the linear and nonlinear terms are compatible to
the ones assumed in (3.18), and correspond to the focusing sign combination. The off-diagonal linear
coeflicients are also rather small (~ 0.05) compared to the nonlinear coefficients (~ 1), we are thus
near the “anti-continuous” limit considered for the nonlocal problem in [5,6]. A similar observation
applies to the larger potential amplitudes shown, V; = 1, 10. (The diagonal linear coefficient D'I”Im is
independent of m and can be eliminated by a phase change.) In those two cases the cubic power DNLS
seems to be an adequate model. Figure 2 shows the decay of the nonlinear interaction is faster for

larger Vj.
Vo=0.1 Vo=1 Vo=10
1.4 T T 1.4 T 1.4 T T
L g=0 ] L g= 0 ] L g=0
12 oz (1).17 12 i ?_1 12 oz (1)‘1
1or §210 ] ;'2* §-10 ] ;'gf §=10
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Figure 2. (Top) Discrete nonlinear coefficients V;(Am’) for g = 0,0.1, 1 and 10 for potentials
Vo = 0.1,1 and 10. Neighbor interactions are modulated by V, and g. Combination of
small V; and g increases nearest neighbor interactions. Large potentials V|, favors localized
interactions. In all cases, g decreases the amplitude of neighbor interactions as expected from
(3.26). (Bottom) Log-scale plots of |V (m; — m")| show regions of super-exponential decay
Vi| ~ Ce™F with y ~ 0.8 and & = 1.17, for V, = 1 and small g ~ 0.1; exponential
decay |V,| ~ Ce™*"1 with y € [1.93,1.96] according to g, for moderate V, = 1; and sub-
exponential decay |V;| ~ Ce™"F with y € [11,14] and & € [0.7,0.9] according to g, for
Vo = 10, see main text for details.
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Table 2. Nearest neighbor nonlinear coefficients V,(Am’) for g = 0.1, 1 and 10 for potentials
Vo =0.1,1, and 10.

g201 g:l g:l()

Am/ Vy=01 Vo=1 Ve=10 V4=01 Vo=1 V=10 V;=0.1 Vo=1 V,=10

0 1.1361 0.6553 0.5526 0.0965 0.1808 0.2390 0.0010  0.0026 0.0055
+1 0.5592 0.0297 0.0031 0.0224  0.0041 0.0028 0.0002  0.0001 0.0003
+2 0.1651 0.0037 0.0011 0.0036  0.0020 0.0010 0.0000  0.0000 0.0001

5. Discussion

We derived a model NLS-elliptic system for an optical waveguide array in a nonlocal medium,
and used Wannier functions defined by an associated Schrodinger operator with periodic potential to
write an infinite system for the interaction of the Wannier modes of the laser beam amplitude. We also
discuss a simplified system that considers a subset of the interactions of Wannier modes whithin the
first energy band of the periodic Schrodinger operator. We obtain a generalization of a nonlocal DNLS
model derived by Fratalocchi-Assanto [4]. We see that nonlocal effects are more pronounced for small
amplitude oscillations of the system coeflicients across the waveguide array.

The NLS-elliptic model we use is a variant to the one considered by [4], where the authors use
alternative perturbative arguments to solve approximately the equations for the pretilt angle 6, and
for an additional angle ¢ produced by the laser beam. In the present work we focus on the equation
for the additional angle i, and solve it by introducing expansions in Wannier functions. Another
difference is in the treatment of the equation for the electric field, where [4] uses a coupled mode
Ansatz, with mode couplings of a predetermined. The present paper considers a related but more
general idea, expansion in a Wannier basis [8]. The computation of the Wannier functions is involved,
but advantages include the fact that the Wannier mode interactions are determined by the continuous
equation. Also the general discrete system that describes the interactions among all modes can be
simplified by considering a finite (and small) number of Wannier modes per site, and a subset of the
mode interactions. Calculations that will be reported elsewhere suggest that these simplifications can
be also made at the level of the Hamiltonian, preserving the Hamiltonian structure of the continuous
model.

The simplification leading to discrete equations with the structure of the Fratalocchi-Assanto
model suggests nonlinear interactions that decay roughly in an exponential way, as in [4]. The
construction of [4] considers only nearest-neighbor linear interactions. In cases of slower decay for
the nonlinear coupling, i.e., more pronounced nonlocality, our results suggest that we could also
consider nonlocal linear coupling terms. Even in these cases however, linear couplings decay faster
that nonlinear couplings, justifying the simplification in [4], and also suggesting the relevance of the
anti-continuous limit considered in [5, 6].

In future work we plan to examine models describing a larger class of interactions within the first
band, as well as interactions with the second band. Higher local modes may be especially relevant
for higher nonlocality, and are also relevant to experimental observations [1-3]. It would be also
of interest to construct discrete models with saturation effects [18], starting from (2.4), (2.5). The
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formalism described so far does not apply directly.
A. Appendix. Computation of Wannier functions and energies

A.1. Two linearly independent solutions y1(y) and y,(y) of the Schrodinger equation

We solve the Schrodinger equation (3.2)

d2
- d—yzly(y) + V)Y = E¥Y(y), Y:R—>C (A.1)

for the b-periodic square-well potential

Vo if 0<y<?d,
V(y) = . ) (A.2)
0 if ¥9<y<b

where Vj, > 0 is the potential amplitude and ¢ its width. Results for some spacial cases are in [10, 26].

Solutions of (A.1) have eigenenergies that belong to intervals called energy bands. ¥’s solutions
may be expressed in terms of the so-called Bloch wave functions u, (y), that have the same period as
V, as

Woi() = €t (). (A.3)
k is the parameter that allows to explore values within the energy bands
E=E,; n=1273,.... (A.4)

For the general solution of (A.1), we first find two linearly independent solutions ¢(y) and ¥,(y)
assuming the initial conditions

Y1 (0M)=1, ¥ (0)=10, (A.5)
¥2(0")=10, ¥5(0)= 1. (A.6)
For E, ; > V), solutions are
, if0<y<?d
p =1 o Lo (A7)
cosnﬂcosF(y—ﬁ)—%smnﬂsml"(y—ﬂ), ifd<y<b,
Lsinny, ifo<y<d¢
Yo =47 . | , . (A.8)
,—]smnﬁcosr(y—ﬁ)+fcosnﬂsmr(y—ﬁ), ifd<y<b,
and for E, ; < V)
cosh {y, ifo<y<d¢
i) = 1O p e (A.9)
cosh{cosI'(y =) + gsinh{dsinT'(y =), ifd<y<b
1 sinh ¢y, if0<y<d
pai = 10 . A (A.10)
%smh{ﬁcosf(y—ﬁ)+%cosh{ﬁsml"(y—ﬁ), if¥ <y<b,

withn = VE - V,,I' = VE,and ¢ = V'V, — E.
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A.2. Bloch functions

The Schrodinger equation (A.1) is a second-order linear differential equation. The general solution
Y(y) = ¥,x(y) may be computed as a linear combination of the independent solutions ¥;(y) and ¢ (y).
Such linearity also applies to the derivatives, leading to the system

Y() = Ay () + By (), (A.11)

Y'(y) = Agi () + Byy(y). (A.12)

By assuming the initial conditions ¥(y;) and ¥’(y;), using y; = 0", we eliminate the constants A and
B. The resulting system of equations is written in matrix form following the procedure of Bruno and

Nacbar [23]
( Y ):( Y (») ¥2(y) )( Y(rp) ) (A.13)
() vio) v JN Yo ) '
where the 2 X 2 matrix in the right-hand side is known as the transfer matrix 7 from yj to y.
Eigenfunctions ¥(y) and ¥’'(y) satisfy the Bloch theorem, i.e., ¥, x(y + b) = eikb‘l’n,k(y). Evaluation
of (A.13) aty = yj + b, and use of the Bloch theorem leads to

ikb ‘I’(yf;) ): ( M]] Mlz )( \I’(ya' )
‘ (‘P’(ya) My My [\ WO ) (A.14)

where (M;;) (i, j = 1,2) are elements of the primitive matrix M defined by

( My M ): ( Y1(vg +b) ¥a(yg +b) ) (A.15)

My My Uiy +b) Y +b)

Initial conditions with non trivial ¥(y;) and ¥'(y;) to solve (A.14) lead to the secular equation

2u(E) = cos kb, (A.16)
with
My + My,
u(E) = — (A.17)

Substitution of M;; and M, in the last expression yields the well-known transcendental equation
for the eigenenergies E,; as a function of k, or equivalently n7 and I'. For the square-well potential, for

En,k >V itis
2 2

cos(kb) = cos(n) cos(I'(b — 9)) — i sin(n?) sin(T'(b — 1)), (A.18)
and for E,;, < Vy
I‘*2 _ {2
cos(kb) = cosh({®) cos(I'(b — 1)) — o7 sinh({®) sin(I'(b — 9)). (A.19)

Now, computation of ¥(y) in terms of the initial conditions is obtained from the first equation in
(A.13), which is

Y = Y0 0) + ¥ 52 (). (A.20)
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W(y;) and ¥’ (y;) may be related from (A.14) and (A.15) as

ikb _ M
Pyg) = eM—”wm (A21)
21
, eikb -M
¥'(y) = M—u”‘P(yg), (A.22)

therefore substitution of one of them into (A.20) leads to Y (y) known up to one constant. Substitution
of (A.22) into (A.20), for M, # 0, leads to

Y(y)
M,

The initial condition ¥(y;)) is chosen to normalize the ‘F'(y) function. Bruno and Nacbar started with

the Schrodinger equation and used the derivative of the secular equation to find an analytical expression

for the normalization constant [¥(y;)|, see Appendix B of [23]. The corresponding normalization
constant for the Schrodinger equation in (3.2), is

an,k(y) =

{{Mmm) ~ Myya(y) + cos (kb) | + i sin (kb) l/’z()’)}- (A.23)

_ M12
2u'(E)

(o)l = (A.24)

assuming that p'(E) # 0. Bruno and Nacbar define positive-¥ Wannier functions if the initial condition
W(y;) is positive and such that

P(p) = [P0 (A.25)
with [P (y;)| given by (A.24). In what follows, we used a positive initial condition ¥(y;), as defined
through (A.25) and (A.24) for Bloch functions given by (A.23).

Y, of (A.23) depends explicitly on k through cos kb in the real part and sin kb in the imaginary
part. ¥, also depends implicitly on k though E, ; = E,(k) by Y(y;), M2, Myy, ¥1(y) and ¢o(y). If
E, (k) has even parity on k then all terms implicitly depending on k are also even by their definition. In
such a case, ¥, x(y) obeys the inversion symmetry ¥, x(y) = ‘I’;’k(y) and Wannier functions are real,
according to (3.5)

b (% .
w(y) = w/g f "2Re (Pu)e ™ ak, me. (A.26)
0

A.3. Eigenenergy spectrum and Wannier functions
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Figure 3. Eigenenergies for the square well-potential with amplitudes V;, = 0.1, 1 and 10.
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We numerically solve (A.18) and (A.19) to find E, ; as a function of k, for the square-well potential
of period b = 27 and amplitude width © = 7. Solutions were computed using Newton’s method. As
potential amplitudes we chose V,; = 0.1, 1, and 10. Figure 3 shows results of the lowest energy bands
E, (k) in the range k € [-1/2,1/2]. Results show even parity on k.
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Figure 4. Wannier functions wY(y) of the first five energy bands (for n = 1,...,5) for
square-well potentials Vy = 0.1, 1, and 10. Dashed lines are a schematic representation of
the potential of width ¥} = 7. The Y-axis is in lattice units with b = 2.
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We used the eigenenergies to evaluate the real and imaginary parts of the Wannier functions from
(3.5) using the Bloch functions (A.23). Wannier functions are real, in agreement with the inversion
symmetry of Bloch functions [23]. The integral in (3.5) is computed by Simpson’s rule using a grid
with 10° points. Figure 4 shows Wannier functions w(y) of the first five energy bands (forn = 1,...,5)
for potentials V) = 0.1, 1, and 10. Plots range from y € [-15b, 15b] in lattice units. Wannier functions
show oscillations that decay along the y-coordinate. The number of oscillations increases with the band
number n, and decreases with the amplitude of the potential V|,. Oscillations still persist after several
periods from the origin, primarily for large energy bands.
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