Unified Orbital Description of the Envelope Dynamics in
Two-Dimensional Simple Periodic Lattices

By M. J. Ablowitz and Y. Zhu

The propagation of wave envelopes in two-dimensional (2-D) simple periodic
lattices is studied. A discrete approximation, known as the tight-binding (TB)
approximation, is employed to find the equations governing a class of nonlinear
discrete envelopes in simple 2-D periodic lattices. Instead of using Wannier
function analysis, the orbital approximation of Bloch modes that has been
widely used in the physical literature, is employed. With this approximation
the Bloch envelope dynamics associated with both simple and degenerate
bands are readily studied. The governing equations are found to be discrete
nonlinear Schrédinger (NLS)-type equations or coupled NLS-type systems.
The coefficients of the linear part of the equations are related to the linear
dispersion relation. When the envelopes vary slowly, the continuous limit of
the general discrete NLS equations are effective NLS equations in moving
frames. These continuous NLS equations (from discrete to continuous) also
agree with those derived via a direct multiscale expansion. Rectangular and
triangular lattices are examples.

1. Introduction

Inrecent years, there has been enhanced interest in the study of wave propagation
in nonlinear periodic lattices. The interplay between nonlinearity and periodicity
has led researchers to discover new and interesting phenomena such as novel
localized modes, i.e., solitons. A field where both nonlinearity and periodicity
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arise naturally is nonlinear optics. Ever since the theoretical prediction of
discrete optical solitons [1] and its subsequent experimental realizations [2—4]
in both one-dimensional (1-D) and two-dimensional (2-D) periodic lattices
were reported, many localized structures have been predicted theoretically and
demonstrated experimentally. Examples include dipole solitons [5], vortex
solitons [6], soliton trains [7], etc. Another area of application is condensed
matter physics where ultracold atoms, i.e., Bose—Einstein condensates (BEC),
can be trapped in a periodic optical lattice. The experimental observation of
gap solitons was reported [8] and theories has been developed [9] in BEC.
With observations and theory in different fields, the study of the underlying
phenomena and their properties has attracted significant scientific interest.

Periodic lattices are common in physical systems. The geometric distribution
of local minima of the potentials, also called sites, can be used to classify the
potentials. These sites are the positions of the potential wells. In optics, they
have increased refractive index and the electromagnetic field is attracted to these
sites. The distribution of the sites determines the properties of the associated
Bloch waves. Generally speaking 1-D lattices are similar from a geometric
point of view. Discrete evolution equations on 1-D lattices were studied by
the so-called Wannier function approach in Refs. [10, 11]. However, there
are significant differences between different 2-D periodic lattices which, in
turn, can lead to significant dynamical effects. Roughly speaking, 2-D periodic
lattices can be divided into two groups: simple and nonsimple lattices. Simple
lattices only have one site in a unit cell while nonsimple lattices may have
more than one site per cell. Examples of typical simple lattices are rectangular
and triangular lattices. A typical nonsimple lattice is the honeycomb lattice,
which has two sites in a unit cell and breaks up into two triangular sublattices.
It leads to different results than those found in simple lattices. Due to the
underlying symmetries in the honeycomb lattice, it is found that the dispersion
relation of the associated Bloch theory may have isolated degenerate points
where two dispersion surfaces touch each other. These points are called Dirac
points and near these points the dispersion surface has conical structure.
The evolution of the Bloch mode envelopes in the neighborhood of these
points is governed by nonlinear Dirac systems [12, 13]. There are interesting
phenomena associated with the Dirac system. An example in optics is conical
diffraction—where a narrow beam transforms into bright expanding rings
[14-16]. Honeycomb lattices also admit various types of band gap solitons,
which like other 2-D periodic lattices is due to the effect of nonlinearity
(cf. [17]). Another important application which exhibits a honeycomb lattice
stucture is the material graphene [18]. In BECs, background honeycomb
lattices can also lead to interesting phenomena [19].

Generally, there are two main approaches to study the underlying envelope
equations. One is a discrete approach based upon the tight-binding (TB)
approximation, which is asymptotically valid when the potential intensity is
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very strong (cf. [11, 20, 21]). The other approach is a purely continuous
derivation, usually obtained by multiscale expansion methods, which assumes
that the envelope varies slowly compared to the lattice scale (cf. [22-24]).
However, the two approaches have not been closely connected. We find a
number of new connections between the discrete and continuous approaches,
which have not been known previously. Our results include the following:

1. We employ a discrete approach in the full Brillouin zone. We approximate
the Bloch functions in terms of orbital functions to find a general discrete
NLS equation—see Section 3. Use of this orbital ansatz is not the same as
the “Wannier function decomposition” previously used in the literature.
Usually, Wannier function analysis is used in simple band dynamics and in
1-D problems. Here we study 2-D problems and find the envelope dynamics
associated with simple and degenerate bands. With this orbital ansatz, we
find, as an example, the “hyperbolic” discrete NLS equation (one direction
is focusing while the other is defocusing). With the TB approach the
dispersion relation surfaces can be approximated analytically as well as
the orbitals. Hence all coefficients of associated discrete equation can be
calculated. Examples of square and triangular lattices are included; the
above analysis shows how the dispersion surface and all coefficients of the
nonlinear wave equation can be obtained.

2. The general connection between the discrete and continuous approaches

has not been previously discussed. In Section 4 we develop a unified
description of how the general discrete and continuous evolution equations
relate to each other. By introducing the limit where the envelope scale
is much larger than the lattice scale we find the continuous k-dependent
scalar and coupled NLS limit from the discrete equations.
To further clarify the discrete to continuous limit we show the results are the
same as those found directly by the continuous approach which is derived
in the Appendix. In this sense we show the two approaches are naturally
connected; they are not two distinct limits.

2. Preliminaries

Here we consider the 2-D lattice nonlinear Schrodinger (NLS) equation, written
in dimensionless form:

iV + VY = V()Y +oly Py =0, (M

where r = (x, y), V(r) is the periodic potential and o is a constant which is
positive for focusing nonlinearity and negative for defocusing nonlinearity.
This model arises in light propagation in a periodic Kerr nonlinear medium
and in BEC trapped in a 2-D optical lattice.
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In this paper, the potential V' (r) is a 2-D periodic bounded real-valued
function whose two primitive lattice vectors are v; and v,; we denote the
set of lattice vectors by: P = {mv| +nv, :m,n € Z}. We will also need
the primitive reciprocal-lattice vectors k; and k; and its corresponding set:
G = {mk; +nk, : m,n € Z}. The unit cell of the physical lattice is the
parallelogram with v, and v, as its two sides and the unit cell of the reciprocal
lattice, usually called the Brillouin zone, is the parallelogram determined
by k; and k,. The relation between the lattice and its reciprocal lattice is
Vi kn = 27[8mn~

For the problems we are interested in, the local minima of the potential,
which are called sites, are very important. Physically, local minima are the
positions of the potential wells. In optics they have increased refractive index
and the electric field is attracted to these sites. It is natural to use the distribution
of the sites to classify the lattices. In this paper, we consider simple periodic
lattices, which only have one local minimum in a unit cell. With a starting point
and the lattice vectors, all the positions of the sites can be constructed. These
sites form a discrete lattice in the r plane. We use Sy to denote the position of
the site with index v and note that Sy = Sy + v, where S is the starting point
of the site lattice. Associated with the periodic functions, due to translational
symmetry, one unit cell contains all needed information. For simplicity, we
place Sy = 0 and call the parallelogram determined by v, and v, whose center
is Sy as the primitive unit cell 2. We also choose the parallelogram determined
by k; and k, whose center is k = 0 as the primitive reciprocal unit cell, the
Brillouin zone €2'. It is noted that a nonsimple lattice has more than one site in
any unit cell. In this case we need more than one starting point to construct the
lattice. A detailed study of nonsimple lattices is outside the scope of this

paper.

2.1. Bloch theory for 2-D lattices

When the nonlinear coefficient o is very small, or equivalently, the envelope
function ¥ (r) is infinitesimal, Equation (1) reduces to a linear Schrodinger
equation with a periodic potential

iV, + Vi — V(r)y = 0. 2)

According to the Bloch theory, this linear Schrodinger equation can be
solved by considering its dynamics of eigenstates. Namely, ¥ (r, z) = ¢(r)e "2,
where ¢(r) satisfies the eigenvalue problem

1e + Ve — V(e =0. 3)
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It is well known that the eigenfunction ¢(r), called the Bloch mode, has the
k-dependent form

p(r;k) = &"U(r; k), 4)

where k = (k,, k,) is the wave vector and u(r; k) has the same periodicity as
the potential V' (r) for any k. For simplicity, we introduce the following two
operators:

H=—-V>+V(r), Hi = —V? = 2ik -V + k> + V(r),

where H is the Schrédinger operator with a periodic potential and Hy is a
k-dependent operator whose eigenfunctions are square integrable periodic
functions in 2; hence U(r; k) satisfies the following eigenvalue problem,

H U@ K) = pU(r; k), Ur+v;)=UKk);, j=1,2,

where u = u(k) is called the dispersion relation. The Bloch mode ¢(r; k)
satisfies the eigenproblem

Ho(r;K) = pe(r;K); - or+v;) =e*Vp(r;k); j=1,2. (5)

One can check that ¢(r; k) and ¢(r;k 4 g) satisfy the same eigenvalue
problem with boundary condition (5) due to v-g = 2mm, where v € P and
g € G. Thus for simplicity we can treat them as the same function. Thus for
any r, ¢(r; K) is periodic with respect to k.

For each Kk, the operator Hy has infinitely many discrete eigenvalues
uw(k), j =0,1,2,..., tending to positive infinity. The dispersion relation
u and the associated Bloch modes may have a superscript j to indicate
correspondence to different eigenvalues. In this paper, for simplicity, we often
omit the superscript j. As k varies, the discrete eigenvalue w(k) and the
corresponding eigenfunctions U(r; k) as functions of k are assumed to be
regular over k. The spectrum of the Schrodinger operator H generally has
multiple band structures and there may exist band gaps between two dispersion
surfaces where bounded Bloch modes are not allowed.

Due to the periodicity of ¢(r;k) over k, one can represent ¢(r;k) as a
Fourier series

p(r:k) = > pu(r)e™, (6)
where @.(r) defined as
1 .
() = — / oK) Yk ™)
| Jo

is the so-called Wannier function [25]; here and afterwards, the sum over v
means v takes all values in P, i.e., v=mv;| + nv,, for all m, n € Z. Wannier
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functions contain all the information in the Bloch modes. If one has complete
information regarding the Wannier functions the exact Bloch mode can be
constructed through Equation (6) or vice versa. Unfortunately, in general it is
not possible to analytically compute either Bloch modes or Wannier functions.
However, under some limits such as TB limit, i.e., when the potential is large,
they can be constructed allowing many useful results to be obtained.

2.2. Dispersion relations in the TB limit

A goal of this paper is to understand and develop a unified approach to study
envelope dynamics in weakly nonlinear periodic media. To deal with these
problems, we need a good understanding of the associated linear problem. The
linear problem is governed by a linear Schrédinger equation with a periodic
potential; the dispersion relation of this problem plays a key role.

The TB approximation has been widely used in solid state physics to
calculate electronic band structure [26]. The TB limit corresponds to ¥V > 1,
which leads to the Bloch wave function (4) being localized in the neighborhood
of the potential wells (sites). In turn, this leads us to be able to carry out
explicit calculations. The orbital method provides a natural framework for the
discrete approach.

The method begins by approximating the potential as follows:

Vi~ Vi —v), (®)

where V;(r) denotes the potential at the site Sy and it only has a global
minimum at Sy. We also introduce

AV (r) =V (r) = V(r),

where AV (r) is zero in 2. The rigorous construction of the potential V(r)
associated with the orbital (see later) can be found in [27]. Because the
overall value of the potential is not important, we take the potential to satisfy
max,{V(r)} = 0.

In the TB limit, Bloch modes associated with lowest few bands can be
approximated by orbitals which are defined as

Hop(r) = (= V> + Vi(r)) ¢(r) = E¢(r), )

where £ and ¢(r) are the eigenvalue (called orbital energy) and corresponding
eigenfunction (orbital) of the operator H,. H, usually has finite number of
discrete eigenvalues because Vi(r) is bounded. In this paper, we concentrate
on the lowest several bands in the TB limit. For convenience, we require that
the orbitals are real and have norm 1, i.e., [ ¢*(r)dr = 1.
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Next, a discrete approach is used to compute the dispersion relation. The
Bloch modes are represented by

oK)~ Y p(r — v)e'™. (10)

We note that orbitals and Wannier functions (7) are not equivalent. Wannier
functions provide an exact representation of the Bloch modes (see Equation (6)).
However, they are in general difficult to explicitly obtain, especially, in higher
dimensions or in nonsimple lattices. On the other hand, orbitals can be used to
approximate Bloch modes in a very straightforward way. This approximation
also provides clear and intuitive insight into lattice problems.

We assume the nullspace of the operator (H, + E£) is 1-D; later we
discuss the case when there is a multidimensional nullspace. Substituting the
decomposition of the Bloch mode (10) into the eigenvalue problem (3) leads to

D (Mo + Eypr —=v)e'™* = (E =+ AV(I))  ¢r = v)e'*. (1)
Multiplying both sides by ¢(r) and using

[ 104~ Byt~ v gaerar o
we obtain the dispersion relation

Zv)\‘veik-v

—E+ -
K Zvaetk-v

(12)
where
Ay = /qb(r)A V(ir)p(r —v)dr and ky =x_y = /¢(r)¢(r —v)dr.

The dispersion relation in Equation (12) can be simplified in the TB limit.
Note that k9 =1, Ay < 1 and «y < 1 when v # 0 because ¢(r) is highly
localized. To leading order, the dispersion relation is: wo = E + A9 which is
actually the mean value of 1. And because ), 7,éolcve"k'v < 1, we have

A o+ ) (= hoiey)e. (13)

\4

We have actually found the Fourier coefficients of the dispersion relation
w = u(k) in terms of integrals of orbitals.

Note that both A, and «, decay rapidly as |v| — oco. Thus we only need
to consider the nearest neighbor and onsite interactions in the dominant
contribution. Furthermore, we will only need the leading order terms of
>, Cyve'™Y in our calculations later.
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If only nearest neighbor interactions are considered, we get the dispersion
relation

w=E+r+ ) [h— o le™ (14)
<V>
Here and afterwards <v> means the sum over v only takes nearest (nonzero)
neighbor shift vectors.
All nearest neighbor interaction coefficients are small and of the same order
of smallness, which we label as 7. Let Cy = (Ay — Agky)/T Which is O(1).
Then we have the dispersion relation

n(k) = wo + ta(k), (15)

where o= FE 4+ A9 is the mean value of the dispersion relation,
w(k) =Y _,_ Cye'*V is the effective dispersion relation and T measures the
thickness of the dispersion relation band.

The coefficients C,, are given in terms of integrals that depend on orbitals. In
general these integrals cannot be computed in closed form. A simple estimate
can be obtained by using the quantum harmonic oscillator solutions [12, 28];
A rigorous approximation can be obtained via the WKB method [27].

As Vy — 00,7 — 0 and consequently the dispersion surface becomes
flatter and flatter. On the contrary, the two nearest orbital energy difference
EUtD — EU) ~ O/ V), thus EUHD — EU) 5 o0, Consequently, there may
exist a gap between uU+Y(k) and u)(K).

Note that the ground state (lowest eigenfunction) of the operator H, is taken
to be simple in the above calculation; however, the eigenvalues associated
with the higher excited states can be degenerate; i.e., there can be multiple
eigenfunctions corresponding to one eigenvalue. The above is consistent with
the TB limit. Suppose there exist two independent eigenfunction ¢;(r) and
¢,(r) corresponding to the eigenvalue £. We can always make ¢ (r) and ¢ (r)
be orthogonal to each other, ie., [ ¢(r)¢,(r)dr = 0. Each eigenfunction
¢;(r), j = 1,2 has one associated Bloch mode ¢;(r; k). In other words,

(k) = ¢;(r —v)e'*". (16)

Then each Bloch mode ¢;(r; k) corresponds to one dispersion relation
branch w;(k), i.e., Hep;(r;k) = u;(K)g;(r; k). From the above analysis, we
can obtain the dispersion relation (12) for each u;(Kk),

wikK)y=E+r;0+t0;k), j=1,2, (17)

where w;, A are similarly defined as above and the subindex corresponds
to the orbital ¢;(r). The orders of the nearest interactions for two different
orbitals are the same. Each dispersion relation branch (k) as a function of k
is single-valued and we assume has certain regularity such as smoothness,
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which holds in the TB limit. The thickness of each branch which is measured
by t is the same order. Because C;  is not the same for different branches,
i.e., usually ui(k)# u,(k). However, there may be some values at which
w1(K) and uy(K) are equal. Then the two branches intersect with each other
and hence can be thought of as belonging to the same dispersion relation
band. In such a case the band is degenerate and has two dispersion relation
branches that intersect with each other. If the multiplicity of the nullspace of
the operator H, + E is greater than two, then there will be more branches.

3. Discrete envelope dynamics

In the linear limit, the dynamics of Bloch modes are determined by the
dispersion relation. Similar to Fourier modes, the Bloch modes form a complete
set in L?(IR?)[29], thus a function in L*(R?) can be decomposed of Bloch mode
components. Due to the superposition principle of linear problems, different
Bloch modes have different dynamics and they do not interfere with each
other; thus each Bloch mode component obeys its own dynamics. However,
when nonlinearity is present, the dynamics is more complex. In this section,
we will derive the governing equation of the envelope dynamics with weak
nonlinearity by employing a discrete approach.

We first study the case when w(k) has a single dispersion relation branch
and assume to leading order

W~ ZaV(Z)qﬁ(r — v)e“”) e e, (18)

Here a, represents the Bloch wave envelope at the site S, and varies slowly
under evolution; here Z = gz; the small parameter ¢ will be determined later.

Substituting the envelope representation (18) into the lattice NLS Equation (1),
one obtains

(=V2+ Vi(r —p) — E) (Zav(Z)qb(r - V)e“"v)

v

day "
=) (si daZ +ay(u—E—AV(r— p))) pr =V (19

*

2
+o (Z av¢(r - V)eik.v) (Z av¢(r - V)eikiv> >

where p € P. Multiplying both sides by ¢(r — p) yields

da T
“?d_zp + Zaerv((M — E)y — Ay + o Z Voupspap dp,dy, = 0, (20)
v P1P2P3
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where we use the definitions in the previous section, consider only leading
order terms and define

Voipops = /¢(r — PG — P2)P(r — p3)p(r — p)dre’ PRI (3]

When only onsite and nearest neighbor interactions are taken into account,
then the governing equation is

da ‘
ied—Zp + to(K)a, — TZaervaelk'v + oglayl*a, =0, (22)

<V>

where g = yppp 18 the only onsite interaction term taken for the nonlinear
term. Here we assume that ¢, o, and 7 all have the same order to ensure
maximal balance.

Finally, we obtain the following discrete NLS-type equation

,dCl ik-v
ld_Zp + w(k)ap - Zap+vcve k + S(O’)g|ap|2ap =0, (23)

<V>

where we have taken ¢ = v = |o| for convenience, s(o) is the sign of o.
Equation (23) is the unified discrete system, which describes the dynamics
of a single envelope in any simple nonlinear periodic lattice. Note that the
coefficients of the linear terms of the dynamic equation are directly related to
the coefficients of the linear dispersion relation in the TB limit. Later we show
that this system reduces to the NLS equation in the continuous limit.

Next we consider the case when w(k) at some k is degenerate; e.g., the case
when it has two dispersion relation branches and they intersect with each other
at the k values we are studying. To leading order, we assume the field is a
combination of two envelopes corresponding to the two linearly independent
Bloch modes

Y~ (Z(avdn(r — V) + by(r — v))e““> e, (24)
where ¢(r) and ¢,(r) are the two linearly independent eigenfunctions of the

operator H, and correspond to the the same eigenvalue £. The eigenfunctions
can be made orthogonal, i.e.,

f $1(02(6) dr = 0.
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Substituting Equation (24) into Equation (1) yields

(—=V24Vi(r = p) — E)Y _(ayi(r — v) + byo(r — v)e'™”

:Z< da,

fl ~ (w—E—AV(r— p))) pi1(r — v)e'™Y

+ 2(81—+b (w—E — AV(I'—p))) ¢2(r_v)elkv
2
+o (Z(avqﬁl(r — V) + by (r — V))eikv)

x (Z(av¢l (r —v) + byga(r — V))eik'v) .

v

Due to the degeneracy, multiplying both sides by ¢(r — p) and ¢»(r — p),
respectively, yield the governing system

. da ik-v
zed—Zp + twi1(K)ap — r<§v>ap+vcl,ve “tow =0, (25a)
. dbp ikv
ie—— 4 Ton(Kby — 1) by Caye™™ + oW =0, (25b)

<V>
where the nonlinear terms are
W, = gilapl’ay + g3 (bpay + 2|bpPay) + ga(apbly + 2lap|*by) + gslby by,
Wy = @olbyl?by + g3(aphs + 2lap*by) + g (bza* + 2|bp|*ap) + galap|*ap.
Here g = [¢ldr, g = [dydr, g3 = [$i¢7dr,gs = [¢iodr, and g5 =
[ ¢1p3dr.

Letting e = 7 = |o|, we have

P+ w1 (K)ap — Zap+vcl vV +s(0)¥ =0,

<V>

dZ

db ik-v
i~ + )by = Y by Cave’™ +5(0) W2 =0.

<V>

It is noted that the linear parts of the two components are decoupled and the
coefficients of the linear parts of Equations (25) are directly related to the Fourier
coefficients of the two underlying dispersion relations. The two components
are coupled only with nonlinear terms. Usually g = g, and g4 = gs = 0 if ¢
and ¢, are odd over x or y which is the case of the second band.
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The system (25) is a unified description of a coupled discrete NLS-type
system that results when two dispersion branches intersecting at point k in a
simple lattice. This description can be extended to higher order degeneracies.

4. Continuous limit of discrete systems

We consider a further limit, we assume that the envelope ay varies slowly over
v with a scale R = vr, v <« 1. Thus, the envelope has the form

¥~ D a(2)p(r —v)e Ve x Y " a(R, Z)p(r — v)e'tte N, (26)

In this new spacial coordinate system, ay ~ [ a(R)p*(r — v)dr ~ a(vS,),
where ay is defined at site points. We are going to find the evolution equations
of a(R, Z) from the discrete equations.

Before proceeding, we assume each branch of the dispersion relation is
sufficiently smooth at the k value we are studying. We also introduce the
notations: 9,, = a% and V = (9, d2); 9y, = 2 and V = (51, 52); 0, = %
and v = (51’ 52)5 5m,n = 5}71571 and 5m,n = 5n

Using Taylor expansion, we get

a RIY’[
O -

2
~ Vv ~
Qpiy ~ ap +vv-Va + ?VHVTCI,

where H = (‘3“?’”> is the Hessian matrix operator.

021022
Then
2
;aervCVe”‘“’ ~ apggcve"k'v +vVa - ;;VCveik'V + %;CVeik'VVI:IVTa
, 2 (27)
=a w(k)—iv?w-ﬁa—v— 25 WO pat
P P L m,n m,nt -
Substituting Equation (27) into Equation (22) yields
o da . - ~ V2T O - ~ )
ieo— +ivtVeo - Va + - Z Om.n@Oy pa +oglal“a=0.  (28)

m,n=1

Note that we use Equation (22) instead of Equation (23) to derive the continuous
equation because the maximal balance is modified due to the new scale v.
The above equation governs the nonlinear dynamics in simple periodic
media of a single Bloch mode envelope in the continuous limit from the
discrete system. It is valid for any value of k. In analogy to homogeneous
media, Vo plays the role of the group velocity; it is the velocity of the
envelope. In special cases, Vo = 0. This condition gives the extreme points of
the dispersion surface. At these points, the group velocity is zero, and the
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envelope will remain at the center of the cross-section. The envelope has a
spatial shift in the cross-section when propagating along z direction if Ve # 0.
However, introducing a moving frame variable and R = R — VwZ (we drop
the bar on R) and rescaling yield the equation

m,n m,n ’

m,n=1

where we have taken the maximal balance condition ¢ = v>t = |o|. The above

Equation (29) is a 2-D NLS equation. At different values of k, the dispersive
terms may be elliptic, hyperbolic, or even parabolic.

However, when the eigenspace corresponding to (k) is multidimensional,
the envelope may belong to different Bloch modes and they may interact with
each other. The envelope is assumed to have the form

Y~ Y (@ Z2)i(r = V) + by(Z)a(r — v))e'*Ve
v
~ 3 (@R, Z)gi(r — v) + bR, Z)pa(r — v))ek Ve 7,
v
Similar to the one single Bloch mode envelope case, the system (25) becomes

2 2
o da | - ~ VT = x —
ie— +ivtVw; - Va + - Z Omnt10m na +oW; =0, (30a)

dz m,n=1
db s e VT s —
iSd—Z + iVTVa)z -Vb 4+ % X_:lam,n,u28m,nb + O'\Ij2 = 0. (3Ob)

Here Wj is the continuous version of W;, j =1, 2,

V) = gilal’a + gs(b*a* +2|bI*a) + ga(a’b* + 2|al*b) + gs|bI*b,  (31a)

Uy = g|b1*b + g3(a’b* + 2|al’h) + gs(b*a* + 2|b]*a) + galal’a.  (31b)

The system (30) is the continuous system governing the propagation of
two Bloch mode envelopes corresponding to the same w. It is noted that if
|ij| =0, i.e., both ©; and u, reach the same extreme value at the same
value of k, the above system becomes (after rescaling),

2

da 1 = = -

| — Y am n am n \'Ij = O’

oz " a o i o o
b 1 Zz

ia_Z + E am,na)Zam,nb + S(O‘)\Ifz = O’ (32b)

m,n=1

where we have taken ¢ = Tv? = |o].
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As was the case for the discrete couple NLS-type system, the above system
(32) is a system of coupled NLS equations with unusual nonlinear couplings
(even if gy = g, and g4 = g5 = 0). If Kk is in the vicinity of those points with
|Vws — V| ~ O(v) and (k) remains degenerate, a detuning phenomenon
occurs.

After rescaling and absorbing the transport term of the @ component, we get

2
da 1 B} N _
ia—; +3 _la,,,,na)]am,,,a +5(0)¥, =0, (33a)
ab 1 &
i — +ig-Vb+ — D @20 b W, =0,
i tig +2n§_:1 2 @20 b + s(0)U, (33b)

where g = 1 (Va, — Vo).

In the previous sections, we derived the governing equations of the Bloch
envelope dynamics for general simple lattices. First from the TB approximation
we obtained discrete evolution equations for all values of k in the Brillouin
zone. From these discrete equations the corresponding continuous equations
are derived naturally in the continuous limit. These continuous equations can
also be derived directly by multiscale expansion methods (see the Appendix).

As mentioned earlier, the discrete approach is from the TB limit, i.e.,
Vo > 1. This limit ensures the dispersion relation thickness 7 is small. We have
two other small scales: the slow time evolution scale ¢ and the nonlinear scale
o. The maximal balance in these discrete systems is ¢ ~ O(t) ~ O(o). In
discrete systems, the spatial scale is the order of the lattice constant which is
assumed to be O(1). Thus the discrete system describes the spatial dynamics
on the lattice scale. To study phenomena on a large spatial scale, the envelopes
are assumed to vary slowly on a scale O(v) in space. Then the discrete
systems can be transformed to continuous systems. In the continuous system,
the maximal balance then becomes ¢ ~ O(tv?) ~ O(o). In this case, effective
NLS-type equations are derived in a moving frame.

5. Typical simple lattices

In the above-mentioned sections we have derived the dispersion relation for
arbitrary simple lattices and the corresponding dynamics of Bloch mode
envelopes. In this section, we will study two typical simple lattices which are
special cases of the above general analysis.
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Figure 1. (a) The site distributions of the square lattice (34). The shadow region can be
considered as a primitive unit cell. (b) The Brillouin zone of the square lattice is also a square
denoted here by dashed lines. The first dispersion relation band (c) from direction simulation
and (d) from the analytical formula (35).

5.1. Square lattices

Square 2-D periodic structures are common in nature and can be readily
engineered in optics (cf. [4]). A typical square lattice is
14
Vx,y)= 70 (sin’(kox) + sin*(koy) — 2), (34)
where V, > 0 is the lattice intensity; here ky corresponds to the scaled wave
length of the interfering plane waves.
Its characteristic vectors are

vi=1I1(1,0), v,=1(0,1),

2 2
ki==-(L0), k==-01),
where [ = klo is the length of the periods (i.e., the lattice constant). In this

paper we let / = 1 for simplicity.
The site distribution is displayed in Figure 1(a). For this potential, one site
has four nearest neighbors. The nearest neighbor shift vectors are v;, —vy, vy,
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—v,. They all have the same length. Note that Sy, 1y, is not one of the nearest
neighbors of .

For the first band, we know that Cy, = C,,. Thus the dispersion relation of
the first band is

w(k) = E + Ao + 27(cos(k,) + cos(k,)). (35)

The Brillouin zone is also a square; it is displayed in Figure 1(b) as well as
special points. The dispersion relation obtained by direct numerical simulation
(Vo = 100) of the eigenproblem (5) is displayed in Figure 1(c) and it agrees
very well with the dispersion relation obtained by the formula (35) both
qualitatively and quantitatively.

From the analytical formula (35), we can readily get that

_ (cos(kx) 0 )
Hu =21 ;
0 cos(k,)

= (o0 2. . : .
where H = <5” 5”) is the Hessian matrix operator with respect to k.
b1 O

The Hessian matrices at the I" point (k = (0, 0)) and the M point (k = 7(1, 1))

are, respectively,
1 0
I': 27
0 1

—1 0
M: 2t .

The determinants of the matrices are both positive. Thus we obtain elliptic
NLS equations; one is focusing and the other is defocusing. I point is the
band edge, which corresponds to the semi-infinite gap and M point is the band
edge which corresponds to the first band gap. These elliptic NLS equations
can describe the band-gap soliton modes [22, 23].

We also note that the corresponding discrete dynamic equations are also
“elliptic” discrete NLS equations. For example, at the I point the discrete
NLS equation is

and

.dam,n
1
dz

+ (am+l,n + Am n+1 + Am—1,n + Amn—1 — 4am,n)
+ 5(0)glam.n|*amn = 0.

The existence of the discrete solitons and their properties have been well
studied (cf. [30]).
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However, the Hessian matrices at the X; point (k = (77, 0)) and the X, point
(k = (0, )) are, respectively,

-1 0
X132T
0 1
1 0
X2:2t .
0 -1

The determinants of the matrices are both negative. X; and X, points are
saddle points of the dispersion surface. They are not at the band edges. The
envelope dynamics at these points are governed by hyperbolic NLS equations.
Correspondingly, the discrete dynamic equations are also “hyperbolic.” For
example, at the X; point the governing equation is

and

.dam,n
1
dz

Unlike the “elliptic” discrete NLS equations, this equation has not been well
investigated. It is noted that defining (—1)"a,, , can convert “elliptic” to
“hyperbolic” discrete NLS equations. It means that the above equation admits
“staggered” soliton solutions.

The second band of the dispersion relation for a square lattice is more
complicated. It is noted that w(k) has two dispersion surfaces p(k) and o (k)
because the corresponding orbital energy is degenerate. From symmetries, we
obtain that

2
+ (_aerl,n —Qy_1,0 T Am 1 + am,nfl) + S(U)g|anz$n| Ann = 0.

Ao =An0, =81 =g =3g3,
and
Cl,v1 = Cz,vz > O; C2,v1 = Cl,Vz < 0.

Then the two dispersion relation branches are

ui(k) = E + Ay 9 + 2t(cos(ky,) — h cos(k,)), (36a)
ua(kK) = E + Ay o + 2t(—h cos(k,) + cos(k,)), (36b)
|Cl.v1|
where & = Con] > 0.

The dispersion relation obtained from the direct numerical simulation is
displayed in Figure 2(a) and it agrees very well with the dispersion relation
obtained by the formulas (36) given in Figure 2(b). The two different branches
obtained analytically are also displayed in Figures 2(c) and (d). It is seen
that wi(k) # uao(k) except k. = +£k,. Later we study special points where
NLS-type equation results. However the theory is valid along the curves of
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Figure 2. The second dispersion relation band obtained (a) from direct simulation and (b)
from the analytical formulas (35). The second band is degenerate which has two branches. (c)
The branch w(k); (d) the branch wu,(Kk).

intersection (here k, = %k,). However, in general, along these curves, one
only has transport-type equations to leading order; there is not a maximal
balance leading to NLS-type equations.

From the dispersion relations (36), we get

_ cos(ky) 0
Hle = 27 5
0 —h cos(k,)

_ —h cos(ky)
H/,LZ = -27 0

cos(k,)
The Hessian matrices
special points are

0

associated with the first and second branches at the

_ -1 0
F:H,U,l = —27

0o —1)’
_ -1 0
MZH[,Ll:—Z‘C
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XliﬁMIZ—ZT <_1 0), I:I/,LZZZ‘L' (h O),
0 —h 0 1
_ -1 0 _ h 0O

Xz: H,ul = -27 ( 0 —h> s H/Lz =27 (() 1) .

From the Figure 2 or the above Hessian matrices, we can see that X; (X») is
the maximum point of the second (first) branch and the minimum point of
the first (second) branch. And there is no degeneracy at X; and X, points.
The dynamic equations of the corresponding Bloch mode envelope at these
points are just the scalar NLS equations. However, ; equals to w, at the I'
and M points, thus they are degenerate points. The corresponding eigenspaces
are 2-D. It is also noted that ' and M points are both saddle points at the
two branches. Thus coupled hyperbolic NLS equations are used to govern the
Bloch mode envelopes. For example, at the I" point, the governing system in
the continuous limit is

3 1
ié + (3xxy — hdyy)a + s(o)g (|a|2a + 5(bza* + 2|b|2a)) =0, (37a)

0b 1
iﬁ + (=hdxx + dyy)b +s(0)g (|b|2b + g(azb* + 2|a|2b)> =0. (37b)

This is a coupled hyperbolic NLS system (recall 2 > 0).

5.2. Triangular lattices

An equilateral triangular lattice is also a common simple lattice in nature
and has recently attracted interests in nonlinear optics [31]. In this paper we
consider the triangular lattice in Figure 3. The unit cell (see the shadow region
in Figure 3a) is composed of two equilateral triangles pointing left and right.
Its reciprocal lattice is shown in Figure 3(b). The reciprocal unit cell is also
composed of two equilateral triangles, now pointing up and down. In both the
physical and reciprocal lattices, the unit cells which are parallelograms can
be grouped to form hexagonal tiles. For example in Figure 3(b), the shadow
region is the reciprocal unit cell. It is equivalent to the hexagon surrounded by
dotted lines. The equivalence means the two tiles give the same information of
the lattice due to the periodicity. Thus equilateral triangular lattices are also
called hexagonal lattices.
A typical triangular lattice which has the structures in Figure 3 is

V(l') — _%leikgbyl‘ + ei/(()bz-r + eik()byrlz’ (38)
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(b)

Figure 3. (a) The triangular lattice (38). The shadow region is the primitive unit cell. (b)
The extended Brillouin zone of the triangular lattice. The shadow region is the Brillouin zone.

where b, = (sin(Q”T”), cos(Q”T”)), n =1, 2, 3. The characteristic vectors are

V31 _ (3 1
vi=i5o3) =573

a7 (1 /3 ar (1 /3
k| = x/_l (2 > ) k, = \/_l (- —7>,

where [ = 3k is the lattice constant. We let / = 1 in this paper for simplicity.

In the previous sections, we have shown that the envelope dynamics is
closely related the dispersion relation, which motivates the study of the linear
dispersion relation. Here we consider the first band of the dispersion relation.
From Figure 3, we can see that one site has six nearest neighbors. For instance,
the six nearest neighbor sites of site Sp are Sy,, Sv,, S_v,, S_v,, Sy,-v,, and
Sy,—v,. Thus the shift vectors from a site to its nearest neighbors are vi, vy,
—Vi, —V2, VI — V), V) — V1.

In this section, we only consider the dispersion relation and the corresponding
dynamics of the first band. The dispersion relation is

w(k) = E 4+ Xg — 2t(cos(k - vi) 4+ cos(k - v2) + cos(k - (vi — v2))). (39)

The dispersion relation of the first band is displayed in Figure 4. Figure 4(a)
is from the direct numerical simulation of Equation (3) and Figure 4(b) is from
the analytical formula (39). For convenience, the dispersion relation is showed
in an extended Brillouin zone which is the rectangular region surrounded by
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Figure 4. The first band of the dispersion relation: (a) from direct simulation; (b) from the
analytical formula (39).

dashed lines in Figure 3. Our analysis is in good agreement with the direct
numerical simulation.
From the dispersion (39) we can easily get that

an]]

I,L =
T 3(cos(k - vi)+ cos(k - v)) V3(cos(k - v;) — cos(K - v»))
2 \V/3(cos(k - v)— cos(K - V1)) cos(k - v|)+ cos(k - v2)+4 cos(k - (Vi —V5))

where H = g“ g”) is the Hessian matrix operator with respect to k.
21 22

At the I point (k = (0, 0)), the Hessian matrix is

3
_ 2 0
H;J,:Z‘E(z 3).
0 3

Thus I' point is the minimum point and the envelope dynamics can be described
by a focusing NLS equation if o > 0.
At the K (k= 47”(0, 1)) point and K’ point (k = 4T’T(O, —1)), the Hessian

matrices are the same,
3
_ -2 0

4

Thus they are maximum points and the envelope dynamics can be described
by the same defocusing NLS equation if o > 0.
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At the M point (k = f/—’%(l, 0)), the Hessian matrix is

3
_ —3 9
H,u=21( 2 1).
0 3

Thus M point is a saddle point and the envelope dynamics is governed by a
hyperbolic NLS equation.

At the X; point (k = 3/_7% (1 ﬁ)), the Hessian matrix is

2° 72
_ 0 X
2
At the X, point(k = 3/—7% %, —“/75)), the Hessian matrix is

_ 0 _~/T§

2

It is seen that both X and X, are saddle points but with different eigendirections.
The envelope equations are also hyperbolic NLS equations.

We do not consider the higher band case for triangular lattices; the basic
situation is explained in the square lattice example. An interested reader can
find higher band results by applying the analysis presented in this paper.

6. Conclusion

In this paper, discrete Bloch mode envelopes and their continuous limits in
general simple periodic media are studied. It is found that the dispersion
relation of the underlying Bloch system plays a key role. Namely, all nonlinear
evolution equation for the envelope are found to be deeply connected to the
dispersion relation in both discrete and continuous limits. This is similar to
nonlinear wave problems in constant bulk media. In the TB limit elementary and
convenient analytical descriptions of the dispersion relation can be obtained.

After investigating the dispersion relation, the structure of the nonlinear
envelope equation is found. First, the discrete wave system for a single Bloch
mode envelope using the TB approximation is developed. Because the system
is obtained in genmeral simple periodic media the equation depends on the
location of the Brillouin zone. Hence this is not the discrete NLS equation in
standard form. This discrete nonlinear wave equation takes into account the
dispersion relation and geometric structure of the potential. The coefficients
of the linear part of the nonlinear discrete wave equation depends on the
Fourier coefficients of the dispersion relation. Only under certain conditions or
lattice arrangements, for example, a square lattice, does the wave equation
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reduce to the standard 2-D discrete NLS equation. When the envelope is
a combination of two discrete Bloch mode envelopes which correspond to
two linearly independent Bloch modes, a coupled discrete wave system with
unusual nonlinear couplings is obtained.

Then, in a further limit from the discrete system the envelopes are taken
to vary slowly with respect to the lattice scale. In this continuous limit the
discrete systems turn out to be effective NLS equations and the coefficients of
the dispersive linear term is the second derivative of the dispersion relation.
This is similar to what occurs in standard constant media. These effective NLS
equations agree with those derived by a direct multiscale expansion method.
Thus, we are able to make the connection between the two approaches.

In addition, general formulas are derived for the dispersion relation in
the TB limit, which are valid for any simple periodic lattice. Due to the
periodicity/symmetry of the potential, the dispersion relation can multiple band
structures. For the lowest bands the parameters are estimated. Details for two
simple lattices are given as examples. Direct numerics and analytical results
show close agreement.

In this paper, only simple lattices were considered. If the lattice is not simple,
the approach needs to be modified appropriately. Results for a honeycomb
lattice (a typical nonsimple lattice) can be found in Ref. [12].
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Appendix

In this appendix we derive the dynamics of Bloch mode envelopes with a
multi-scale expansion method. We assume the input envelopes are much wider
than the lattice scale. Under evolutions, envelopes vary slowly both in time
and in space. We also assume the nonlinearity is weak. Thus there are many
scales involving in the evolutions. Maximal balance conditions will be used to
derive the governing equations.

We study the easier case where the eigenspace corresponding to p is 1-D
while the multidimensional eigenspace case can be extended. We also assume
w(k) is sufficiently smooth at the k value we are studying. We assume the
solution of Equation (1) can be expanded in a multiscale perturbation series

Y = (AR, Z)U(r;k) + vy + vy + -+ ) /K772 (A.1)
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where Z = ¢z and R = vr. The orders of ¢ and v will be determined later via
maximal balance; u(r; k) is taken to have the unit norm, i.e., fQ UU*dr = 1.

Substituting Equation (A.1) into the Equation (1) yields that the leading
order is satisfied automatically. At order O(v), the equation for i, is

94 .
(Hic = iy = i2- U +2VA4 - (K + V)U, (A.2)

where we recall that V 4 corresponds to derivatives with respect to R. (Hy + 1)
has a 1-D nullspace, which contains U. Thus the Fredholm condition yields

04 ~
/ (ia_ZU_|_2vA.(ik+V)U> U*dr = 0. (A.3)
Q

Here we have assumed & = v and the nonlinearity is of higher order & ~ O(v?).
Note that because

(Hx —w)U =0,
taking derivative over k,, yields
(Hx — )0, U = 2i(ik,, + 3,))U + 9,,uU = 2i L, U, (A.4)
where the operator L, =ik, + 0, — %_m u. The Fredholm condition on

equation (A.4)
2i f(ﬁmU)U*dr =0
Q
gives
/ (kU + 8, U)U*dr = %ém . (A.5)
Q
Substituting Equation (A.5) to Equation (A.3) yields
04 +Vu-v4=0 (A.6)
oz T HIYATE ‘

This is the leading order equation for the envelope which is a transport
equation. Note V plays the role of the group velocity. Because we assumed
the nonlinear term is of the next higher order, we have to expand to the next
order. An easy way to obtain the correction to Equation (A.6) is to insert a
correction into the above equation, i.e.,

04 - ~
a—Z+V,u-VA=vh1+-'-- (A.7)

This treatment can avoid introducing a new scale.
At the order O(v?), the equation is

(Hy — w)¥y = VZAU + 2V - (ik + V)Y, + s(0)| AP A|UPPU +ihU.
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Here we have taken |o| = v? to ensure the maximal balance. Using the
Fredholm condition we get

f (VZAU 42V - (ik + V)¥; + 5(0)| A A|UIPU + i U) U*dr = 0. (A.8)
Q

To compute the above integral, we take the derivative over k, in Equation (A.4)
and get

(Hy — 0)3mnU = 2iL,0,U + 2i L,,0,U + 28,,,U + 0, s jaU.

The Fredholm condition ensures that

2i / (L0, U + L,,0,0)U*dr = 28,,,, — Oy nit- (A.9)
Q

Note that 9,,U satisfies Equation (A.4). Thus 9, U = —2i(Hyx + 1)~ 'L, U +
MU, where M is a function independent of r. Here the operator (Hy + p)~!
exists because L, U is orthogonal to the nullspace of Hyx + u. MU is the
homogeneous solution and does not make any contribution to the integrals in
Equation (A.9). We can make it zero for simplicity. It is also noted that both
L,, and (Hy + pn)~" are Hermitian operators, then we get

/ (L3, U)U*dr = —2i / (Lo(Hy + )~ L U)U*dr
Q Q
= —2i / (Lon(Hy + w) " L, U)U*dr = / (L3, U)U*dr.
Q Q

Thus we have

_ 1
2i / (L20,U) U dr = 8y — 2 Omatt. (A.10)
Q

Substituting Equation (A.6) into Equation (A.2) yields
(Hy — )Y =2V 4 - (ik +V - ’EW> U. (A.11)

Comparing Equations (A.11) and (A.4), we find that ¥, and —iVA4.VU
satisfies the same equation, thus

V1 = —iVA-VU +dU. (A.12)

Here dU is the homogeneous solution and it can be seen that it does not enter
the final result, thus we take it to be zero for simplicity.
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From (A.10) and (A.12), we get
/ (N K+ V — %W)xm) U*dr
Q

= / (26 -(ik+V — %W)(—iw - ?U)) U*dr
Q
N _ (A.13)
=2 ) Op,d / (L, 0,U)U*dr
Q

~ 1-
= - 8mnA 6mn__am n .
ST
m,n

Substituting Equation (A.13) into Equation (A.8), we obtain the equation for
the second-order O(v?):

S P )
lhl + E ;am,nu«am,n/l +S(U)V|A| A= 0,

where y = [, |U|*dr.
Then we have the final equation with the first two orders is

'8A+'6 VA+ 125 A +s(o)y|APA) =0
laZ v - v B m,n 4 Om n s(o)y - Y

m,n

To observe the higher order phenomenon, one need longer time to see it. By
introducing a moving coordinate system and rescale the space coordinate R
which is similar to the previous section, the final equation is

a4 1 .
i —— 4+ =) Oy Oy n A A4 = 0.
zaz+2; kA + 5(0)y 14|

This is an NLS equation for the envelope dynamics. We note that this equation
has the same form as the general NLS equation that is derived in homogenous
media with dispersion relation wu = (k) [32]. It is noted that a similar
derivation can be found in Ref. [33].

Next we will discuss the case that the eigenspace corresponding to u is 2-D.
Suppose (k) at some values of k is degenerate. We assume the degeneracy is
due to the intersection of two different dispersion surfaces w;(k), j =1, 2,
and we also assume each dispersion surface w ;(K) is sufficiently smooth. Then
the envelope has the form

¥ (r, Z) = (ARUI(r; k) + BRYU (15 k) + vy + v + - - ) KT,
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Here U,(r; k) belongs to the dispersion branch u;(k), j = 1, 2 and we require
that the two eigenmodes are orthogonal which means

f U Usdr = 0. (A.14)
Q
At order O(v), the equation for v, is
.04 ~ . 0B ~ .

(Hx + )y = —za—ZU1 —2VA4.-(ik+V)U, — za—ZUz —2VB - (ik+ V)U,.
(A.15)

Because = p; = u; at the k value we are studying, we have two Fredholm

conditions; i.e., calling the RHS of the above equation F then the conditions

are fQ F U;dr =0, j = 1, 2. Due to the orthogonality of U, and U,, we obtain
two equations for 4 and B which are decoupled

94 - N
— +Vu - V4 =0; A.l16a
57 + Vi ( )
0B - N
— +Vu,- VB =0. A.16b
57 + Vi ( )

At order O(v?), the equation for v, is

(Hx + w2
= —V24u; — V?Bu, — 2V - (ik + V)¢, — s(0)® — ih U — ih,Us,
(A.17)

where @ is the nonlinear term which is of the form
® = |A|PA|U,|*U, + B*4*U3U; + 2|BI*A|U>|* Uy + A*B*U}U;
+ 2|A1*B|U|*U, + | BI* B|U>|* Us;

and %4, h, are two corrections of the first-order equations.

Similar to the one component case, we only need to be concerned with
the terms corresponding to VU, j = 1, 2. Substituting Equation (A.16) into
Equation (A.15), we obtain

~ I -
(Hk + ,u)g[/] = -2V4. <Zk+ V — EV,U,]) U]

N i
— 2V4- (ik—l— VvV — EVMz)Uz (A.18)
It can be checked that
Y1 = —iVA-VU, —iVB-VU, +d U, + d>Us.

The coefficients of the homogeneous solution d; and d, can be treated as zero
for simplicity.
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Applying Fredholm condition on Equation (A.17) yields
/Q (2V - (ik + V)yry) Uidr
= /Q 2V - ((k+ Vu)(—iV4 - VU, —iVB - VU)) Ujdr

= — 2i8); ZamnA/(z 3, Un)Usdr — 2i8y, Zamn /(c 3, Un)Usdr

~ 1 1-
= - 5lj Z am,nA <3mn - m nM) 82] Zam n ( mn Eam,n,u> ’

where we have used the identities
2i /Q(Lmén Uj) Ujdr =2i /Q(E,,ém Up) Urdr = 8, — %M,, (A.19)
and
2i /Q (L0, Up) Uy_;dr =2i /Q (L0 U) Uy ;dr=0,  (A.20)

which can be readily obtained by employing the two Fredholm condition on
the equation

(Hk + M)émn Uj = _2l£n5m U/ - 2lﬁm 571 Uj + 28mn Uj - 5171,11,“] U]

Then the next order equations are (we finally get the evolution equations of the
first two orders):

: v 2 m,n m,n o — Y
l +lC,U/1 V + ,,bLl R +S CD]

9B - . -
ZB_Z +ZVM2 VB +v E Zam,nMZam,nB +S(O’)CI)2 =0,

m,n

where the nonlinear terms are

@, =144 + VB2 4 + 29" |BPA + vV 42 B* + 2" 4128 + v" | BI* B);
@, =y |BPPB + 1y A2 B* + 27| AP B + v B> A4* + 2y | BP A + y 7142 4);

W= [t = [upean A= [P P

y fIUl U Us_dr; Y /lu]| UiUs_;dr; v /|U3_,|2U3_,~U;fdr.
Q
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In the above nonlinear terms, yl( and y(j ) are real. However, the reality of
other parameters can not be obtained easily. If U;(r; k) and U,(r; k) have the
same phase, for example, at I', M, X, and X, points U; and U, have the same
phase ¢~'%T, then the parameters 3,5, j = 1,2;m = 1,2, ..., 6 are all real.

It is noted that if the orbitals functions are highly localized, the above
parameters can be related to the nonlinear coefficients in Equation (25). For
example,

1) — / Iu(])|2dr —
Q

Similarly, we can get

ikv

4
dr ~ /d)f(r)dr =g.

(r—v)e

(1) 2 (1 2) o ~ .
'y ) xp® a oy g

(GO I ) ISR ¢ ) IR
Yo Ve Vs 84,

2 1 2
vy~ s

Thus in this limit, ®; ~ W, j = 1,2, and the two approaches reduce to the
same equation.

Similar to the previous section, if Viu; = Vu, = 0, i.e., 1 and u, reach the
same extreme value, the above system becomes (after rescalling the distance

Z = vZ and dropping the bar below)

BA
aZ + = Zam nﬂlam nA+S(0)q)l —O

m,n
0B

8Z+ Zamizﬂ28mnB+S(G)q>2—0

m,n

We can also obtain the detuning phenomenon if W,u;z) (k) — ?,u,y) (k)| ~
O(v). The system becomes

04
8Z+ Zamnﬂlam nA +S(O')q>1—0

m,n

B . o+ 1= -
i +ig- Vb3 mZ Imnt20m B 4 5(0)Ps = 0,

where g = %(@Mz — V).
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