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Abstract
Let ze Hi={z=a2+iy € C:y >0}, and A = 1/ﬁ(Z@zZ) be the lattice
in R? with unit area. Let 0(a;2) == > pcp e=omIIPII” be the Theta function, C(s;2) =

e—arl|Pl?

ZPE/\\{O} W be the Epstein-Zeta function, and Y(«a; 2) == Z]P’eA\{O} S be the
Coulomb potential. In this paper, we give complete classification of optimal lattice for
the difference of two Theta functions

min (9(04; z) — bO(B; z)), a,f>0 and b€ R,

the difference of two Epstein-Zeta functions
miﬁ (C(sl;z) — bC(sz;z)>, s1>s83>1 and beR,
zE

and the difference of two Coulomb potentials

Izneiﬁ (y(a;z) —bY(B; z)), o, >0 and beR,
Our results reveal that the lowest energy lattice arrangement under the above poten-
tials undergoes a hexagonal-rhombic-square-rectangular transition. These results have
natural applications to Born-Mayer, Morse, Lennard-Jones, Buckinglam and Yukawa
(Coulomb) potentials. These potentials have strong physical backgrounds and have im-
portant applications in chemistry, materials science, molecular dynamics simulations,
etc. We give complete results for the lattice energy minimization problem in the above
cases, and completely describe optimal lattice arrangements. Furthermore we present
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a novel and unified approach through balancing the attractive and repulsive forces.
We obtain two necessary conditions for the minimizer: one is that the direction of
the energy gradient formed by the attractive force must be opposite to that formed by
the repulsive force (see below), the other is the duality invariance (see (3.8). For
highly symmetric lattices such as hexagonal, rhombic, square and rectangular lattices,
this condition is always satisfied. However, for general oblique lattices, this condition
is difficult to satisfy and often relies on specific forms of attractive and repulsive forces.
In the analysis of the Born-Mayer, Lennard-Jones, and Yukawa potentials, we pre-
cisely verify this necessary condition to rule out the possibility of the oblique lattice.
Furthermore, by comparing the magnitudes of the attractive and repulsive forces, we
discover that the lowest energy state varies monotonically from hexagonal to rhombic
to square to rectangular, allowing us to determine the exact form of the minimizer for
specific parameters. In physics, the lowest energy state is considered to be the most
stable state. We show that the highly symmetric structure ensures that the attractive
and repulsive forces are in a balanced and stable relationship, which explains why the
lowest energy lattice always tends to be highly symmetric, especially hexagonal and
square lattices.

Keywords: Theta and Zeta functions, Lattice minimizations, Crystallization phe-
nomena, Born-Mayer potential, Lennard-Jones potential, Yukawa potential.
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1 Introduction

Crystals are the result of atoms coming together in a stable environment to form a structure
with a periodic arrangement. This structural periodicity is such that the directional indices
marking the faces of a crystal are precise integers. This fascinating attribute was first noted
by mineralogists and was subsequently verified in 1912 through experiments using X-ray
diffraction. The establishment of the atomic model for crystal structures enabled physicists
to make significant advances in the field of solid-state physics. The advent and progression
of quantum theory have profoundly impacted the development and comprehension of solid-
state physics, marking a crucial turning point in the field. This theoretical foundation
has not only enhanced our understanding of crystalline materials but has also led to the
exploration of amorphous solids and quantum fluids. Today, the scope of solid-state physics
has broadened to encompass condensed matter physics, which delves into the properties
of both crystalline and non-crystalline materials, along with quantum fluids. This area of
study stands as one of the most vibrant and expansive fields within contemporary physics,
continually pushing the boundaries of our knowledge and understanding of the physical
world.

Crystals are ideally formed by repeating groups of atoms, known as bases, arranged
uniformly in space. These groups can be mathematically represented by geometric points,
creating a structure called a lattice. A Bravais lattice is a unique, infinite collection of
discrete points that looks the same from any vantage point within the arrangement. In
three-dimensional space, there are 14 distinct Bravais lattice types, organized into seven
crystal systems: cubic, tetragonal, orthorhombic, hexagonal, rhombohedral (or trigonal),
monoclinic, and triclinic. Each Bravais lattice type has its specific arrangement and ori-
entation, defined by a unique set of lattice parameters: the lengths of the unit cell edge
(a,b,c) and the angles between them (c, 8,7). In the realm of two-dimensional space, five
Bravais lattice types are identified: square, rectangular, rhombic, hexagonal, and oblique.

Recent efforts have been focused on establishing the crystallization phenomena rigor-
ously, i.e., the fact that ground states of systems exhibit a periodic order. Understanding
why solids form crystals at absolute zero temperature and how atomic interaction dic-
tates the specific crystal shape that a material chooses is a fundamental problem. This
phenomenon has been observed numerically and experimentally in a variety of circum-
stances, but its rigorous mathematical justification appears to be extremely difficult, and
the principles at work appear to be far from fully understood (see the reviews [22] [105]).
The outcomes of physics-inspired phenomenological models are known for one-dimensional
models [13], 20 26l (4, 74, 109 128, 129, 130] and for some higher-dimensional cases
[44., [46], 53, 61, 88|, 89, 104], 126]. Parallel to this, research into the subject using number
theory and related combinatorial approaches (see the book [92]) yields significant results
in dimensions 2 and 3 (see [11, 12} 14} 16, 18] 28, 43 (48] [49] 57, 59, [67, 73], 79, 82, 83, 84,
85, [86), 96, 102 [106], 122, [123], 124, 131]), as well as in some specific higher dimensions (cf.



[6, 35, 138, [39], 40}, 110]), which leads to the recent proof of optimality of optimum packings,
which can be viewed as a ground state energy determined by the specific potential, in
dimensions 8 and 24, see [37, [132].

The study of the two-dimensional crystal lattice plays a key role in the development of
modern science. It can help us better understand the fundamental properties of material
substances, provide insight into how different interaction forces affect the crystal structure,
and help us design and synthesize new materials with specific properties, which are widely
used in the fields of drug discovery, nanotechnology, molecular mechanics, new energy
sources and environmental science. For the five lattice types in two dimensions, we most
often study hexagonal lattice, followed by square. Classical examples of hexagonal lattices
are Graphene, Hexagonal Boron Nitride, and Transition metal disulfides (e.g. MoS2, WS2),
and square lattices are Chalcogenide structural materials and two-dimensional magnetic
materials. The discovery and application of all these materials have greatly advanced
society, but we have done relatively little research on other lattice situations. We also
do not know the principle of lattice structure generation. The study of the lowest energy
arrangement of two-dimensional lattices is crucial to explaining crystal formation and has
a wide range of applications in physics ([I1}, 12} [14], [15] 16l 17, B, B4, 50, 62, 78, 92,
08, [112], 115, 117, [136]), especially condensed matter physics ([25, B0, [69} 100, 125] 135]),
superconductivity theory ([2, B2, [41], 8T, 107, 108 114} 118]]), chemistry ([29, 56]), and
number theory (|22, 80} 102, [110]), etc.

In this paper, we aim to study the problem of the minimum lattice energy of poten-
tials in two dimensions. Let L = Zu ® Zv be a two-dimensional lattice, where « and
¥ are two linearly independent two-dimensional vectors. Let Ef[L] = > p.; f (|[P[|?) or
EPeL\{O} f (||IP)H2) be the total energy of the system under the background potential f
over a periodical lattice L, where || - || is the Euclidean norm on R?, then the minimization

problem on lattices be written as miny, E¢[L], In fact, without loss of generality, we only
need to consider the lattice A ==, /m (Z @ 2Z) (readers can see the proof in Section 3).

For any admissible function f (the definition here is the same as in [12] Definition 2.4), we
can define its lattice energy, that is,

F(z)=EfAl =) fUPI?) or Y fUPIP). (1.1)

PeA PeA\{0}

In particular, for the classical physical potential, such as Theta function 6(«; z), Coulomb



potential Y(«; z), and Epstein-Zeta function ((s; z), we denote them by

2 (mx+n)2>
2 _ _Ta 2 —ro| mey+-—F-——
0(0[, Z) = E eiﬂ-a”P” = E e Im(z) ‘mz—"_nl — § e ( y ?

PeA (m,n)€Z? (m,n)€Z?
N 1 (Im(2))**
C(s;2) = Z W = Z m) (1.2)
PeA\{0} (m,n)€Z>\{0}

~al[Fl? e T (I (2)) 2

Vigz)= Y W: >

PeA\{0} (m.,n)€Z2\{0}

|mz + n|?

Up to rotation and translation, we only need to work on the problem in the fundamental
domain Dg (see Section 3). The minimizer of ((s;2) for a range of s was firstly studied
by the number theorist Rankin [106], and then followed by Cassels [2§], Diananda [43]
and Ennola [48] [49]. They demonstrated that the minimizer of ((s;z2) is z = e's. In 1988,
Montgomery [96] demonstrated that the minimizer of f(«; z) is always z = ¢'s for all a > 0,
thus regaining the outcomes of [28] [48] 49, [I06]. In mathematical physics, Montgomery’s
Theorem [06] has significant applications in [19, [115]. By using the Hausdor-Bernstein-
Widder Theorem, Cohn and Kumar [36] extended Montgomery’s result to any completely
monotone functions, which are infinitely smooth and satisfy

(-1 fU(x) >0, j=0,1,2, - cc.

Besides, Sandier and Serfaty [L08] studied the Coulomb potential f(-) = —log| - |, and
proved that its minimizer is still z = ¢'5 . Coulombian renormalized energy via a regularized
procedure, which was extended to a two-component Coulombian competing system by Luo,
Ren and the second author [81].

However, in many physical models, the potential function f, which can be found in
[68], may not be completely monotone. For instance, we mention that

a. The sums of Born-Mayer potential U(r) = >"7" Bie_PLz‘. This potential was proposed
by Born and Mayer [24] firstly in their study of the properties of ionic crystals to
model the repulsive part of the interaction between neutral atoms or molecules, where
B; is a parameter that determines the strength of the repulsion, p; is a parameter
related to the range of the potential, and n denotes the number of atomic molecules
in the system. In particular, the potential e~*1™" — be~%2"" (a1 > 0, ag > 0, b € R)
has received a lot of attention in [12] 82 84 86] as a derivation of the Theta function.
Particularly, Luo and the second author [84], [86] considered the minimization problem
of O(a; z) —b0(B; z) for « < 3, and observed that the minimizer is always z = e's. We
will completely solve the minimization problem of 8(«; z) —b6(8; z) in this paper, and
show that for a > 3, the hexagonal-rhombic-square-rectangular transition appears
as b goes from —oo to 4o0.



b. The Morse potential U(r) = D.(1 — e~*"=7))2. Tt’s named after physicist P. M.
Morse [97] and is a convenient interatomic interaction model for the potential energy
of a diatomic molecule. Here r is the distance between the atoms, r. is the equilibrium
bond distance, D, is the well depth, and a controls the width of the potential. We
will solve the case where r, is at the origin.

c. The Lennard-Jones-type potential U (r) = 4e ((%)12 - (%)6), also called the (12-6)

Lennard-Jones potential. It was initially proposed by Lennard-Jones [66] to study the
thermodynamic properties of rare gases. Here, ¢ is the depth of the potential well, o
is the finite distance at which the inter-particle potential is zero, and r is the distance
between the particles. It’s worth mentioning that the attractive term corresponds to
the dispersion dipole-dipole interaction. Its generalization U(r) = & — & (s2 > s1 >
0, a1, as > 0), also called the Mie potential [95], now are commonly used in molecular
dynamics simulations and statistical mechanics to describe the interaction between
pairs of neutral atoms or molecules and to represent the intermolecular forces. Lots
of researchers have done much valuable works (see [7, [111, 14} 16} 18| [59] [67, 85, 131]).
A numerical simulation suggests the hexagonal-rhombic-square-rectangular lattice
phase transitions, but a complete rigorous mathematical proof needs to be provided.
Therefore, this is a long-standing question. Luo and the second author [85] only
solved the case of (12-6) Lennard-Jones potential. In this paper we will solve all
cases completely.

d. The Buckingham potential U(r) = Ae - TQG It was proposed by Buckingham [27],
where A is a parameter related to the depth of the potential well, p is the range
of the potential, and C' is a parameter related to the strength of the long-range
attractive dispersion forces. It is another mathematical model used to describe the
interaction between neutral atoms or molecules. Like the Lennard-Jones potential, it
is often employed to represent van der Waals interactions, but this potential is a more
sophisticated model and is characterized by an exponential term that accounts for
the short-range repulsion between particles. There are many very important physical
aspects of this potential (cf. [9] 65 [71, 90, O3] 121), 127]), but some require more
rigorous mathematical proof. The first and third author [122] gave results for this
potential.

e. The sums of screened Coulomb potential U(r) = > ", %"2626771‘. It is also known

as the Yukawa potential, proposed by Bohr [23] for short atom-atom distances, where
Zi;1 and Z;o are the charges of the two particles, e is the elementary charge, r is
the separation distance between the particles, and A; is the screening length, which
determines the range of the interaction. Now it’s used widely for describing the
interaction between charged particles, typically in the context of plasma physics,
fusion research, colloidal suspensions, dusty plasmas, the Thomas-Fermi model for



solids, or other situations where charged particles are present, see [I1], 21]. We will
also give an important result for this potential.

Through the above introduction, we find that many research work (see [4} 14} [16], [18|
36, [R1, [82], B3, 84, [R5l [86], 87]) are concerning the energy minimization problem for non-
monotone functions. However, these problems have not been proven rigorously in math-
ematics, except some numerical simulations or experimental findings. Furthermore, these
approaches fall short of capturing the underlying mechanisms of lattice arrangement. Pre-
vious research has predominantly aimed at computing the potential for specific parameters,
with the proof process heavily dependent on sophisticated numerical techniques, making
the outcomes somewhat contingent. In this paper, we will propose a new method that first
yields necessary conditions (see and ) for the minimizer through some interesting
observations, which reduces the problem considerably, and finally we can determine the
exact location of the minimizer. This method has strong applicability and can address
a range of issues, specifically the potentials arising from the difference between two com-
pletely monotone functions, including well-known potentials like the Lennard-Jones and
Yukawa potentials. Notably, our work is the first to give comprehensive outcomes for the
difference of two Theta functions as well as the Lennard-Jones potential. Our methodology,
to some extent, unravels why crystals adopt specific arrangements, highlighting a crucial
interplay between the attractive and repulsive forces among molecules.

Let
'y ={z € H:Re(z) =0, Im(2)

Y

1},

Ty = {zeH: 2] = 1, Im(z) € [@1”
.= {z €H:Re(z) =1, Im(z) > @}

Our first main result concerns the difference of two Theta functions:

Theorem 1.1. For any o > 1, é < A\ < 1, we consider the minimization problem:

lgéiﬁ (O(a; z) —bO(Aav; 2)) . (1.3)

Then

1. for any b € (—oo,ﬁ), the minimizer of only occurs on the curve I'y U T
Moreover, the minimizer monotonically follows on this curve from €'3 to i and then
from i to infinity, as b goes from —oco to V.

2. for any b € [V, +00), doesn’t have any minimizer.
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Figure 1: Schematic diagram of 'y, I'y, and T'...

Corollary 1.2. For any a > 0, 3 > 0, we denote b, g = \/g Then the minimization

problem:
min (0(«; z) — bO(B; 2)) (1.4)

zeH

has the following solutions:

1. if Ina| < |Inp|, when b € (—o0,by |, the minimizer is €'3; when b € (ba,g, +00),
the doesn’t have any minimizer.

2. iflna| > |Inf|, when b € (—00,bq ), the minimizer only occurs on the curve I'qUT,.
Moreover, the minimizer is monotonically moving along this curve from €'3 to i and
then from i to infinity, as b goes from —oo to by g; when b € [by, g, +00), doesn’t
have any minimizer.

Corollary 1.3. For any «j, fj,ci,d;j > 0, where i = 1,2,--- ,n and j = 1,2,--- ,m, we
consider the minimization problem:

min ;Cﬂ(ai;z) —jz:;dﬂ(ﬂjw) : (1.5)
Denote by
a=min{|Inay],[Inasf, -+, |Inan[}, A=max{|lna||Inas], -, [Inanl},
b=min{[InB1[,[In B[, -, [In B[}, B =max{|Inf],[Infs,--,|InBpl}.

The followings hold:
1. When > ", \/E =2 \/» <0, (.) doesn’t have the minimizer.

8



2. When Y 1", j—&—l D % > 0, if A <b, the minimizer of is '3 .

3. When > 1", \/%7 — i % > 0, if a > B, the minimizer of only occurs on
the curve I'y U TY,.

Remark 1.4. Luo and the second author [84], [86] only solved the lattice energy minimization
problem of the Born-Mayer potential for « < B. In the present paper, we give a
complete result, which can also be seen as the answer to Morse potential when r. is at
the origin. Moreover, Corollary discusses the case of multiple Born-Mayer potential
composites, offering insights into conclusions for more complex and generalized cases.

Next, we present the relevant conclusions of the well-known Lennard-Jones potential.

Theorem 1.5. For any s1 > s2 > 1, and any b € R, the minimizer of

min (C(s1:2) — bC(52:2)) (1.6)
only occurs on the curve I'g U Ty. Moreover, the minimizer monotonically follows on this
curve from €'3 to i and then from i to infinity, as b goes from —oco to +oc.

Corollary 1.6. For any s1 > s3 > -+ > 8, > 11 > 13 > -+ >ty > 1, and a;,b; > 0, the
minimizer of

zeH

min Zajg“(si, z) — ijf(tj, z) (1.7)
i=1 j=1

only occurs on the curve I'q U T,.

Remark 1.7. Luo and the second author [85] solved the minimization problem of Lennard-
Jones potential for the specific case s; = 6 and sa = 3. Bétermin [16] solved the case
when 7791'(s1)s; < m%2'(s2)s2. Here we give a complete classification, which can also
be seen as an answer to the question raised by Bétermin ([I7], Remark 4.3). Moreover,
Corollary examined the case of multiple Leonard-Jones potential complexes, provid-
ing potential conclusions for a broader and more intricate scenario. This conclusion is
interesting and readers can go to Section 2 for a detailed explanation.

Next, we state the main results in the case of the Yukawa potential.

Theorem 1.8. For any a > 1, 0 < 8 < «, the minimization problem:

min (Y(a; z) — bY(B; 2)) (1.8)

zeH

has the following conclusions:



1. for any b € (—o0,1), the minimizer only occurs on the curve I'y UTy,. Moreover,
the minimizer monotonically follows on this curve from '3 to i and then from i to
infinity, as b goes from —oo to 1;

2. for any b € [1,4+00), @ doesn’t have any minimaizer.

Corollary 1.9. For any a > 0, 8 > «, we consider the minimization problem:

min (Y(e; z) = bY(5; 2)) - (1.9)

zeH
Then
1. for any b € (—o0, 1], the minimizer is e's.
2. for any b € (1,4+00), @ doesn’t have any minimaizer.
Remark 1.10. The first and third author [79] solved the problem for the Yukawa potential

when o < 3. Bétermin [16] solved the case when %e“*g)(%*l)” > 1. Here,

we consider the Yukawa potential when « > 3. Moreover, by numerical calculation, there

RN
exists 7 = 0.6894 - - -, when 8 < a < 7, the function % <3§’i$3> is always positive, then
ox ’
the minimizer only occurs on I'c. For example, the minimizer of )(0.6;z) — 0.91)(0.4; 2)
is 0.5 + 44.2363---. We conjecture that for any «, (3, b, the minimizer only occurs on
r,ur,ur..

Indeed, by Hausdorff-Bernstein-Widder Theorem [10], for any adimissible and com-
pletely monotonic function f, we have f(r) = 0+°° e "tus(t) dt, where pg(t) is the inverse
Laplace transform of f with ps(¢) > 0. To simplify writing, we denote fi¢(t) == 7 - pg(mt).

Therefore, our conclusions can be generalized to more general situations below.

Theorem 1.11. For any completely monotonic function fi = O+OO e ™ () dt, fo =

; 1n. (1
f+oo e ™, (t) dt, if L{Mh({) is strictly monotonically increasing/decreasing for t €
0 fipy () +5hps (%)
(1,+00), then the minimizer of

min (Fi(z) — bF2(z))

z€H
only occurs on the curve (I'q UT'y)/ T'c. Moreover, the minimizer monotonically follows on
this curve from €'3 to infinity, as b changes from —oo to +0o.

Remark 1.12. Tt is a new approach to get the result of the minimization problem by proving
the formula . Excluding the possibility of the minimizer being in the interior of Dg by
comparing the difference between attraction and repulsion. Besides, this method is highly
flexible, and on the basis of the formula , related results for Lennard-Jones potential
and Yukawa potential can be easily proved.

10



The remaining part of this paper is organized as follows: In Section 2, we will present
some applications and implications of our conclusions. In Section 3, we show some pre-
liminaries and construct two necessary conditions, which are crucial for the proof of the
main theorems. In Section 4, we prove the Theorem 1.1, which is the core proof of the
paper. In section 5, we use Theorem 1.1 to prove Corollaries 1.2-1.3. In Section 6, we use
Chebyshev’s inequality and establish the relationship between general completely mono-
tone functions and the Theta function to prove the Theorems 1.5-1.11. First-time readers
can skip the tedious computational proofs in Section 4 and focus on seeing how Sections 5
and 6 use the conclusions of Section 4 to complete the proofs of other potentials.

2 Remarks and Applications

This section consists of two main parts. We first present the role of the complete solution of
the Lennard-Jones potential problem in probing the results of neutral atomic and molecular
materials. Secondly, we give possible physical explanations for specific crystal arrangements
based on the new methods used.

2.1 Lennard-Jones (Mie) potential

The Lennard-Jones potential has a wide range of applications in theoretical chemistry,
physics, and materials science. It is primarily used to characterize non-bonded interactions
between neutral atoms and molecules. It is commonly used to model interactions between
atoms of noble gases, to perform molecular dynamics simulations of proteins, peptides,
and other biological macromolecules, to study the properties of carbon-based nanomate-
rials (e.g. carbon nanotubes, fullerenes, and graphene), and to perform equation-of-state
calculations on simple molecular liquids (e.g. methane) and gases [42] [52}, (55| [75, 1011 [137].

The Mie potential was initially proposed by the German physicist Gustav Mie [95],
which is the generalized case of the Lennard-Jones potential (yet the history of intermolec-
ular potentials is more complicated [51]), and can be written as

o= G- ()]

The (12-6) Lennard-Jones potential is the most widely used. However, many cases do
not fulfill the (12-6) form. In high-pressure physics and complex fluids, the Mie potential
can better simulate molecular behavior in these environments by adjusting the values of
n and m. Therefore, many scientific experiments have been conducted to study the Mie
potential [3], [63] 64, [72], 99, 103, [111), 120} 133], and experimental measurements have led
to the conclusion that for many cases the most accurate form is not (12-6). For example,
the results could be accurately reproduced by (n-6) Mie potentials with n = 8 for H2 [I],
n = 11 for Ne [116], n = 12.085 for Ar [45], n = 13 for Xe [116], and n = 14 for Kr

11



[94], etc. The article [119] emphasized that the general applicability of classical nucleation
theory has been repeatedly called into question, and conjectured that improvement of the
existing interatomic potentials will enable the precise study of real systems of practical
significance. This article [8] emphasized several times that Lennard-Jones parameters need
to be reparametrized for different scenarios. Determining the Lennard-Jones parameters
for different cases is still an open problem.

Molecular interactions vary significantly across different materials and environments,
necessitating the use of distinct m and n values in the Lennard-Jones potential to accurately
capture the real interactions. It is worth noting that, because of the inherent errors in
experimental measurements, the actual values of both m and n may not be integers, and
any perturbation will cause a change in the coefficients. Therefore, an exclusive focus
on the traditional (12-6) Lennard-Jones potential falls short of offering a comprehensive
understanding of these physical phenomena. Compared with the result in [16, [85], our
Theorem gives a complete result for all s; > s > 1, which can deal with all cases and
overcome the bias caused by errors. This is a complete and rigorous proof that the crystal
arrangement under Lennard-Jones potential shows a hexagonal-rhombic-square-rectangular
lattice phase transition as the lattice parameter changes. Our results are consistent with
Landau’s theory. When a phase transition occurs, the symmetry is broken. If we take
the length and angle of the lattice as the order parameters, we can see that the order
parameters increase when the symmetry decreases. Moreover, based on our conclusions, it
is easy to find the exact location of the minimizer for any particular bit potential.

For many more complex cases, we need to use a mixed Lennard-Jones potential to
characterize the interactions between particles. For instance, to describe the interaction
between a carbon atom in the polyatomic ion and a buffer gas helium atom in fullerene
Ce0, Mason and Schamp [91] defined the (12-6-4) potential by

a1 ag a3

_ G2 a3 (2.1)

V(r):'rﬁ r6 gl

To describe the interactions of metal ions in highly charged systems, and to reproduce the
hydration free energies and the ion-oxygen distance, Li, Song, and Merz [76] [77] also used
the (12-6-4) potential . To describe rare gases, Klein and Hanley [58, [70] proposed the
(m-6-8) potential, that is

where m > 8. Our Corollary [1.6] gives a complete result for all these cases.

2.2 Explanations

The specific form of the crystal arrangement is due to a variety of factors, such as chemical
bonding, non-bonding interactions, ambient temperature, etc. Among them there are also

12



many differences in non-bonding interactions between different particles, van der Waals
forces, electrostatic interactions, hydrogen bonding, m — 7 interactions, and hydrophobic
interactions are all common forms of non-bonding interactions.

Without considering the effects of chemical bonding, we can generalize these forces
into attractive and repulsive forces. This arrangement of crystals is a natural consequence
of a substance reaching a state of minimum energy and maximum stability under given
conditions. We conjecture that the specific form of the lattice arrangement is determined
by the relationship between attractive and repulsive forces. Once the lattice arrangement
reaches a steady state, the gradient of the potential energy with respect to the position
should be 0. This implies that the gradient of the potential energy posed by the attractive
force and the repulsive force, respectively, should be in exactly the opposite direction (that
is F'(z) = 0, see (3.4)). However, due to the different forms of attractive and repulsive
forces, the above conditions are very difficult to satisfy for most lattice arrangements, which
explains why the oblique lattice is a very rare form. The proof in this paper focuses on the
interrelationship between attractive and repulsive forces, and finds that the direction of
the gradient of both of them is always opposite when the lattice arrangement is hexagonal,
rhombic, square or rectangular, and the possibility of any other arrangement is very low.
This is also in line with our intuitive idea that the structures with high symmetry are more
stable.

It is also important to note here that even if the potential energy gradients of the
repulsive and attractive forces are opposite, the point is not necessarily a local energy
minimum, which also depends on the lattice parameter, which is represented in this paper
by the parameter b. Especially, in Lennard-Jones potential, b is related to effective particle
diameter. When b is not too large, the crystal always remains hexagonal, and when b is
within a certain range, the crystal remains square. However, only when b is a specific value,
does the crystal exhibit a specific rhombic or rectangular lattice. This also explains why
hexagonal lattices are the most common case and square lattices the second most common.
The rhombic and rectangular are highly unstable for perturbations of b and exist for a
relatively short period.

Our research points the way to the discovery of new two-dimensional materials. In
addition to the common hexagonal lattice, the new two-dimensional materials may be
square, rectangular, or rhombic in structure. Our research also provides new directions for
material synthesis, as the hexagonal lattice is recognized as the most stable lattice, and
scientists can synthesize more stable materials by adjusting the attractive and repulsive
forces.

13



3 Preliminaries

In this section, we present the relation between minimizers and lattice shapes, and some
group invariance of E¢[L], followed by its corresponding fundamental domain.

Firstly, we fix the parametrization of a lattice in R? (cf. [I1]). Let the lattice L =
Zu @ 77U be spanned by two linearly independent two-dimensional vectors 1, ¥. Without
losing generality, we can fix the cell area of the lattice to be 1, namely, |& A ¥| = 1. Up to

rotations and translations, one can set @ = ﬁ(l,O), and U = %(fn,y), where y > 0. In
this way, |t A U] = 1, U = 24 where z = z + iy € H, and we denote A = \/%(Z @ 2Z).

. ;T . .
In particular, z = €'3 corresponds to hexagonal lattice, z = ¢ corresponds to square

lattice, z = €', 6 € (0, %) corresponds to rhombic lattice, and z = 4y, y > 1 corresponds
to (strict) rectangular lattice.
Let S denote the modular group

S::SLQ(Z):{<Z g),ad—bc:l, a,b,c,dGZ}.

We use the following definition of the fundamental domain which is slightly different from
the classical definition (see [96]):

Definition 3.1. (page 108, [47]). The fundamental domain associated to group G is a
connected domain D satisfying

1. for any z € H, there exists an element 7 € G such that 7(2) € D;

2. suppose 21,22 € D and 7 (21) = 29 for some m € G, then z; = z9 and 7 = £Id.

By Definition the fundamental domain associated to the modular group S is
Ds = {ZEH: |z]>1,—%<x<%},

which is open. Note that the fundamental domain can be an open set, see [5] for instance.
Next, we introduce another group G related to the functional F(z). The generators of the
group G are given by

TH—%,TF—)T—{—LTF—)—?.
It is easy to see that the fundamental domain associated with group G, denoted by Dg, is
Dg={z€H:|z|]>1,0<z<i}.
Therefore, we have the following lemma.

Lemma 3.2. For any admissible function f, v € G, and z € H, we have

F(2) = F(v(2))-

14



By this lemma, we can reduce the problem from z € H to Dg.
When f is a compeletly monotonic function, by a result in [36], the minimizer of F(z) is
'3 . This paper will focus on the situation about the potential being the difference of two
completely monotonic functions. To this end, we will first study the properties of Theta
function

—ra(m? +<mz+n>2>
0(c; 2) = Z e~melPI” = Z ¢~ Ttz M+l Z e m(m ) (3.1)
PeA (m,n)€Z2 (m,n)€Z?

By the Chowla-Selberg formula [33], [113], we have the following lemma.

Lemma 3.3. The Theta function can be rewritten to the following form:

0(a; \/><22 7C”my-|-226 a”ny+1+4zz —amm?y o= imycos(%rmna:))

m=1n=1
:\/g QZe—awny+QZe my+1+4zz _Try adz)cos(27mw)
n=1 d|n
J[Z ‘““"y+22 e +4[ZZ (o022 cos(2ena) + 1.
n=1 d|n
(3.2)

Remark 3.4. We give an alternative form of Theta function, which is crucial for our com-
putations. The two different forms describe the effect of the parameters « and y on the
Theta function respectively. The original form shows that the higher order power
terms decay exponentially as a becomes larger. The new form clearly shows that
the higher order terms decay exponentially as y gets larger. Notice that 8%0(04; i) =0 and
hence we have the following interesting identity:

Z Zeiﬂ'(am%r%) — 9 Z Z(amQ + f)eﬂ(amﬂr"j)‘

MmEZneEL meZnel

Proof. Note that the convergence of the function, the various orders of summation and
transformation that we perform on m and n, as well as the derivative operation on the
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parameters x and y, are all valid. So we have

O(e; z) = Z Z e

— e—oeTery —Qam (mz;n)
= Z e—ommy . \/EZ e~ ™’y cos(2mrmnz)
mez @ neL
\/7 (226_0‘”" Y+ 226 ERACE N Z Ze ammiy g —gmm ycos(27rmn:n)>
m=1n=1
:\/> QZefaﬂ-ny_i_QZe awny+1+4zz —Wy 2-&-" )cos(27rnx)
@ n=1 djn
—2\/72 —amnty 226 e —|— 4\/722 - ad2+;d2> cos(2mnx) + 1,
n=1 d|n

where the third and the last equality are derived from the Poisson summation formula.
(We refer to the book [134]). O

Next, we present some properties of completely monotone functions and some properties
of the potential formed by the difference of two completely monotone functions.

Lemma 3.5. For any completely monotone functions fi and fa, let Fi(z) = Ey,[A] be the
lattice energy, where i = 1,2. Then for any z € Dg, we have

0 0

a—yﬂ(z) >0 and %]—}(z) < 0. (3.3)
Moreover, if the minimizer of Fi1(z) — bFa(z) only occurs on the curve I'q U Ty, then the
minimizer monotonically follows on this curve from €'3 to i and then from i to infinity,
as b becomes larger. We call this the hexagonal-rhombic-square-rectangular lattice phase

transition.

Proof. By [36] and [96] , (3.3) holds. For any ba > by, let the minimizer be z; and z»
respectively. We have

(22) (22)
:]'—1(22) — b2]:2(Z2)
< Fi(z1) — baFa(21)
= Fi1(z1) — biFa(z1) — (b2 — b1)Fa(21)



Then we have
.7:2(21) S .7'—2(22).

This with (3.3)) proves the lemma. O

Considering any admissible functions fi; and fa, let f = fi — bfe, and F(z) = Fi(z) —
bF2(z) be the formula used to express the energy. In fact, for such a potential, the condi-
tions for the existence of its minimizer are very demanding. We will obtain the necessary
conditions for z € Dg to be a minimizer from two different perspectives (see and
below). An important consequence of these conditions is to exclude the interior minimizers.

Let
0 0 0 0
F(z) = —F - =—F - —F - =—Fa(z). 3.4
()= 5 i) Fal) = L FiE) - o Fale) (3.4)
We will show that F'(z) = 0 is a necessary condition. The physical meaning of this equation
is that the gradient directions of attraction and repulsion are exactly opposite. To simplify

the exposition, we introduce the following notation,
Iy:={z€Dg: F(z) =0},
I'r=T,Ul'yul',, and I'r:={z€Dg:F(z)=0}.

Lemma 3.6. For any b € R, the minimizer of the energy F(z) = Fi(z) — bFa(z) only
occurs on the curve T'y.

Proof. It is easy to see that for any z € I'y U T, %]—"1(2) = a%]—"z(z) = 0, which implies
that F = 0. When z € T', notice that %fl(z) = JFy(2) = 0, it’s easy to check that
F = 0. Therefore, we call I'; the set of trivial zero points, which is independent of f.

On the other hand, if z € Dg is the minimizer, then

0 0 0
8?;(2) = 8756}'1(2) — b%FQ(Z) = 07
0 0 0
873/]:(2:) = ij:l(z) — b@FQ(Z) = 07
this implies that z € T'r. O

More properties related to this function are given in the following proposition.

Proposition 3.7. Here are some conditions to exclude minimizers.

1. For any zp € T \{i}, if silﬂg?x)

> 0, then zg can not be the minimizer;
2=z

2. For any z € Ty\{€'5,i}, if

F(z)
r2—1

> 0, then zg can not be the minimizer;
=20
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3. For any zp € T \{e'5}, if Sif(;r)x) < 0, then zy can not be the minimizer;
=Z0

4. For any zo € Tx, if 2o is an isolated zero, and %fl(zo) . %fg(zo) . 8%]—'1(20) :
8%]:2(20) # 0, then zy can not be the minimizer.

Proof. If zg € I', is the minimizer for some by, then

0 0

(aym@ - boayfz(Z)) = 0.

z=z0

Js] ] —
It is easy to see that 82:71C) g 3:7205) e both well-defined in Dg. Then

sin(27x) sin(27x)
bo%}—g(z) - 8%5'71 (Z)
. >0
sin(27x)
z=20

By the continuity of the above function, there exists a neighborhood U = B(zg, ) N Dg
such that
0 0

%‘F]_(Z) — bO%.FQ(Z) < O’

which is a contradiction.
If zy € I'y is the minimizer for some by, then

0 0
<80]:1(2)—b()80}—2(2)> = 0.
Z2=2z0
Notice that 9 9 9 5
F=_—_ L= _ = i
8y]:1(2) ax]:g(z) 656]:1(2) ay]:g(z)
0 0 0 0
= %]:1(2) . E]'-Q(Z) — E]‘&(Z) . %]:2(2)
Using the same method, we can deduce that
L Fi(z) — b Falz)
T <0
z=2z(

By the continuity of the above function, then there exists a neighborhood U = B(z¢, r9)NDg
such that
0 0

E.Fl (Z) — boEfé(Z) < 0,

which is a contradiction.
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If zg € I'; is the minimizer for some by, using the same method, we can prove that there
exists a neighborhood U = B(zg,r9) N Dg such that

0 0
—F —bg=—F2(2) >0,
ox 1(2) 09z 2(2)
which is also a contradiction.
If zo € I'r and it is an isolated zero, without losing generality, we can assume that

there exists a deleted neighborhood Uy C Dg, such that F'(z) > 0 for any z € U. That is
F(z) = (8%;1(2) - bogyfg(z))é%a(z) - (%fl(z) — 503%-7:2(2’)> 5o Fa(2) > 0. (3.5)

On the other hand, 2 is the minimizer of F1(z) — bpF2, by Taylor’s expansion, we know
that there exists a neighborhood Us such that

(%7~ P2@) @ -w) + (HF1(:) - WG Fa) (@ —20) 20 (36)

holds for any z € Us. It’s not hard to find a deleted neighborhood Us such that both of
the above inequalities are satisfied at the same time. If %}"2(20) # 0, and (%]—"2(20) # 0,

without lossing generality, assume a%fg(zo) < 0, and 8%]—'2(270) > 0 we can find a deleted
negihberhood Uy such that

0

0
ax./_"g(z) <0 and fo(Z) > 0.

dy

Then for any z € Us = Us N {(x,y) € Dg : (x — x0) >0, and (y —yo) > 0}

0 0
%fg(z)(y —y0) <0 and %Fg(z)(:c —xg) < 0.
0 0
@f2(2)($ —x0) >0 and 87/]:2(2)(9 —%o) > 0.

Multiplying (3.5) and (3.6]) gives

2
I = <88y}'1(z) - bo(%}}(z)) (,%]—'2(2)(3/ — o)
) B 29
- (%wfl(z) - boigxﬁ(z)) 855@ @ x;) , (3.7)
+ ((93/]:1(2) - boay]:2(2)> <6$]:1(Z) - bO&EIQ(Z)) a$f2(z)($ — o)
) B ) ) )
_ <8y]-"1(z) — boayfz(z)> <8:v]:1(z) - boaxfz(z)> 8yf2(2)(y —10) = 0.
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Let

X = (ifl(z)—boaia(z)> and Y = (%fl(z)—bogny(z)).

If XY < 0 holds for all z € Us, then X > 0, Y < 0, or X < 0, Y > 0. However,
by (3-5) and (3.6), when z € Us N {(z,y) € Dg : © = xo}, X < 0, meanwhile, when
z € 8U5 N{(z,y) € Dg : y = yo}, Y < 0. This implies that XY < 0 can not hold for all
z € Us. If XY >0, by , we get X2 +Y?2 +#£0, then I < 0, which contradicts with .

O]

Proposition 3.8. If fi and fo are two completely monotonic functions, the above proper-
ties can be simplified as follows.

1.

b.

For any zy € T,\{i}, if there exists a deleted neighberhood U such that F(z) 5 >0

sin(27z

holds for all z € U NDg, then zy can not be the minimizer;

For any z € Ty\{e'5 i}, if there exists a deleted neighberhood U such that F(z) > 0
holds for all z € U NDg, then zy can not be the minimizer;

For zg = 1, if there exists a deleted neighberhood U such that % > 0 holds

for all z € UNDg, then zy can not be the minimizer;

. For any zy € T\{€'5 }, if there exists a deleted neighberhood U such that (ﬂ)x) <0

sin(2
holds for all z € U NDg, then zy can not be the minimizer;

For any zg € T'r, if zg is an isolated zero, then zy can not be the minimizer.

Proof. By Lemma [3.3] we know that

O0(a; 2) = 2\/32 e oY 4 226 E +4\/722 _ﬂy 2+ad2) cos(2mnz) + 1.

n=1 d|n

Simultaneous partial derivatives for both sides of the above equation give

6(1 (o; 2) ——8%[22 7” O‘d2 ad2)nsm(27rnx)

n=1 d|n

Consider the polar coordinate form,

1 4 2mn €08 [ )

—+o00
E E 7 sin 0 sin 0

m=—00 N=—00
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Taking the partial derivative on both sides of the above equation, we have

0 m2 = n21 0

cos
70 Q. zZ) = —am | —— _Oﬂr m rsm€+ rsm@+2mnsm9)
or sin 7“2 sin 6

m=—0o0 N=—00

By a simple observation and calculation, we can get

8%9(04;7;) %H(a; 2)

e — and —

sin(27x) r2—1
are well-defined in Dg. By Lemma if f is completely monotonic function, we have
a%]:(z) < 0 and 8%]—"(,2) > 0 for any z € Dg. Using the same method as in the proof of
Proposition we can get a similar solution. O

Up to this point, we have obtained a very important conclusion, a necessary condition
for determining whether z is the minimizer or not. Next, we will introduce another new
perspective and give another important observation.

Remark 3.9. If z € Dg is the minimizer, by the group action G, we know that ﬁ must be
the minimizer too.

oaf

06

04

02f

0.5 0 0.5 1 15

Figure 2: Schematic diagram of the relationship between z and ﬁ

Let
5P Pl ) = e Pale) - R () (39

We will show that F,(z) = 0 is an another necessary condition, which implies the symmetric
geometric relationship of the lattice. We call this the duality invariance.

Fp(z) =
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Lemma 3.10. If z is the minimizer of F(z) = Fi(z) — bF2(z), then we have Fy(z) = 0.
Moreover, if fi and fo are two completely monotonic functions, for any zy € FC\{eZ%}, if

there exists a deleted neighberhood U such that shf}((;fm) < 0 holds for all z € UNDg, then

zo can not be the minimizer.

Proof. For any F(z) = Fi(z) — bFa(z), it’s obvious that if z it the minimizer, there exists

0 0 0
8:6]:( z) = 8—33.7—"1(2) — b%}'g(z) =
meanwhile,
0 z 9 8
which shows F,(z) = 0. Moreover, if zy € I;\{e'5} with Fe(2) 0 is the minimizer of

sin ( T)
Fi(z) — boFa(z), we have

il z 9 z
2F) SRR 2ReE) _wh@) | whE)

sin(2rx)  sin(27x) Osin(27m:) sin(27x) 0 sin(27x)

which contradicts the minimizer. O

4 Proof of Theorem 1.1

In this section, we will prove Theorem 1.1, which is also the main theorem of this article.
By Proposition and Lemma if we can prove that for any a > 1, - <A <1 and
z € Dg, the following inequalities either

3} 0 0 0
P . R . o . . . 4.1
ay@(a,z) 8x0<)\a’ z) 8$9(a,z) ay@()\a,z) <0 (4.1)
o 0 0 d 0
z z
—(%U@(a,z) . —&U@()\a, —’2’2) - —axﬁ( T ‘2) x@()\a z) <0, (4.2)

holds, then the Theorem 1.1 follows naturally. By [96], we have 8%9((1; z) > 0 holds for any

a >0 and z € Dg, and 8%6(04; z) < 0 holds for any a > 0 and z € {0 < z < 0.5,y > 0.5}.
When z € Dg, the inequality (4.1]) can be equal to
6%9(0‘5 2) 6%0()\04; 2)

<0
%G(a; z) 8%9()\04; 2)

Then we only need to prove for any o > 1,

o [ 5;0(a;z)
AN 87 < O.
90 \ L0(a:2)



When z € Dg N{y < 1.5}, the inequality (4.2 can be equal to

%G(a;z) B 8%9()\04;2)
S0l ) 500 )

Then we only need to prove for any o > 1,

o (goea),
o @9(aéw)

For the convenience of the following proof, we introduce the following notation.

8283;0(0‘ Z) aaaxe(a z)

Foz = — , (4.3)
“ a—yﬁ(a;z) (%0(@;2)
52 2
2 0(a; 2 9 0(a:
Fozy = 76%8y (052) and Fo .o = _78%835 (a,z). (4.4)
a—yﬁ(a;z) Fa0(a; 2)

With the above analysis, we only need to prove that

Lemma 4.1. For any o > 1, when z € Dg N {y > 1.5}, we have
0
0 [ 550(c:2)
— | 5—— | <O. 4.5
da (iﬁ(a;z) (4.5)
When z € Dg N {y < 1.5}, we have

0 ( 50
s (889()> < 0. (4.6)

Remark 4.2. In fact, through numerical simulations we know that (4.5) and (4.6) hold
for any z € Dg. Notice that when z € Dg N {r = 1}, the function F, . = 0, and when
r — 00, ﬁ — 0, which create difficulties in estimating around that point. Therefore, in

\_/

the pursuit of a rigorous and concise mathematical proof, we divide the region into two
parts. The proof of Lemma is contained in the following two subsections 4.1 and 4.2.

4.1 z€DgN{y>15}

Lemma 4.3. For any o > 1, z € Dg N{y > 1.5}, we have F, . > 0.

Remark 4.4. Notice that %H(a;z) > 0 and %H(a;z) < 0, it’s easy to see that 1' is
equivalent to F, . > 0. We will estimate these F, ., and F, ., separately.
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Proof. We divide the proof into three cases, each using different expressions and different
computations. In Case 1, we consider the situation when % > % and a > 3. In Case 2, we
consider the situation when o < 3. In Case 3, we consider the situation when % < %, i.e.,
@ > 9.

y =

Case 1. %Z%andaz&
The constraint % > % is designed to handle the case where y is relatively large. We
utilize a suitable expression (3.2 to ensure that when y is larger, the higher-order power

terms that follow are smaller. In this case, we will show that the function 1_7]-@ » > 0.
Dividing F, . by 1 — % is partly for the convenience of the computational process, and

partly to make the connection with Case 2. By Lemma we have
O(a;z) =4/ = (22 —amn’y —i—QZe a™ 4144 Z Z —amm?y =g mn? ycos(27rmmc)> :
m=1n=1

We will estimate 1%.7—"&’271, 1%.7—"&,24, separately. First, by direct calculation, we
T =

obtain that :

1 1 1
S -
1 _ ﬁ a,2,T 1 _ é 2@
o S min(n? — ﬁmz)e_”y(o‘”%rémz) sin(2rmnz) 1
e +°‘i mne” ™+ 5m) gin (2rmna) -4
1 XS T mn((n? 1) — &y (m? = 1))e e D45 (m? o) snlBrmns)
=my- |1+ i " T -
_ L + 2-1)+L(m2-1))sin(2
- = oo S eyt g (m ))Susli(ng:;)w)
(4.7)

Next, we estimate the second part of the above function to verify that it’s relatively small.
Indeed, we have

—+00 +00

Z Z mne_ﬂ.y(a(n2_l)+é(m2_1)) Sin(27rmnx)
m=1n=1 sin(27m:)
>1- % ne—mu(am?—1)+L(m2-1)) | sin(2rmnz) (4.8)
IS sin(27x)
>1-— Z m2n2e—T(3(n —1)+%(m2—1))7
mn>2

24



and

> 1 2 1(m2_ 1)) Sin(2mmna)
Z Zmn((nQ -1) - 72( 2 _ 1))6*7711(04(” ~1)+1(m ,1))‘7
m=1n=1 « sin(27z)
+oo 400 1 ] 1 2
Zp? 2 2 —my(a(n“—1)+=(m~—1
< Z_lzlmn ((n* = 1) + —(m* = 1)e y(a(n?=1)+ 1 (m?-1)) (19)
< 3 S ((n — 1)+ = e D)
mn*((n* — “(m2—1)e '
B m=1n=1 9
1 1 . . )
We deduce - <1 1 by a > 3. This with 1) and 1) yields
1 11
Ef“’z’w T1-L2a > 7y - (1 —0.015) = 0.9857y. (4.10)

«

Applying a similar method to F, ., since this equation is complex, we introduce a
new symbolic notation to estimate the numerator and denominator separately. By direct

calculation, we get

: f + : 1 o : 4.11
- 1 77:7“- o —_— .
1_% 0,2,y 1_$2a ) D 1_%, ( )

«

where
5 ? 3 +§OO Ln? = 2 2 Z+OO 12
N=-—3 Zn2e—a7rn Y4 = n26_57m Y4 20[7Ty § n4e—omn v _ *371'3/ n4e_57m y

400 +o00

—6 Z Z(nQ - %m2)€7ﬂy(an2+ém2) cos(2mrmnx)
m=1n=1 Q
+o00 400 1 1 L
+dmy Z Z(n2 - 72m2)(0m2 + =m?)e” ™M) cos(2rmnz),
m=1n=1 o (0%
(4.12)

and
1 &= , oo , +00 , 5 too L
D :5 4 Z e~y | E e~ ey _ 207y ZnQe—omn Yy _ —TY Zn2€—gﬂn Y
n=1 n=1 n—1 (% ot

+00 +00
+2 Z Z 6—7ry(an2+ém2) COS(QWmn:E) (4'13)

m=1n=1
400 400 1 s
—4 2 =2\, —my(an®+-m?) 9 .
Ty Z Z(om Tom Je cos(2rmnz)

m=1n=1
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A simple monotonicity analysis, with an appropriate estimate of each part, yields

1 &2 L2 = 2
D> 5 + nzl(l — aﬂnzy)e_?m y— 2a7ryZn26_°”m Y

n=1
400 400 o0 4
_9 Z Z e—wy(cm%,_ém 47ry Z Z om + m —7ry(om + m?)
m=1n=1 m=1n=1
+oo
1 (4.14)
5 Z 1 — mn2)e 3™ _ 971'271267%7”12
400 400 00 40
23 St gp 535 G Lt
m=1n=1 m=1n=1
>0.0331,
and
1 X
Nz—B-2t0)e ™ + 3 (3 - 2nln?)nema™ — 33 nlemomy
n=2
+0o0 +00
58 e s Lo
m=1n=1
+o00 +oo )
— 4y Z Z (n? + (an? + —m?)e~mvlen +5m?)
m=1n=1
1 (4.15)
>5(3-15) e + = 23 27Tn —3Zne2
“+o0 +o0o
55 S+ bt
m=1n=1
+00 +00o 1 )
—47TZZTL+ —m? n+2m2)e_”(2 +am%)
m=1n=1
> —0.0263
Together with (4.11f), (4.14)) and (4.15]), we have
1 1 1
ifa,z,y + 1_77% > —-0. 79467Ty (416)

a2

Therefore, conbining (4.10)) and (4.16)), we have 171.7:&72 > 0.
T a2

Case 2. 1< a<3.
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It is not difficult to see that F ., = Fa,.y = 0 for a = 1. So the term L becomes

a2
very important to our estimate. By calculation, we can obtain the same expression as in the
above case, but this time we have to estimate the numerator and denominator separately,

especially the numerator, in more detail,

1 1 1
—F - -
1_$ ,z,T 1—%2@

+o00o +o00o ( 2 1

1,2 —7ry(om2+lm2)
m=12_n=1 (1" — zm°)e “

sin(2rmnz) 1

sin(2rmnx) 1- ﬁ

+o0 +o0 —my(an2++m?2)
m=1 n=1Mne a

1 Sk Simn((n? = 1) = &(m

_ 1 +o00 +oo —my(a(n2—1)+1 (m2-1)) sin(2rmnaz)
1 a? m=1 2un=1T1E ¢ sin(2mx)

2 _ - (a(n2—1)+é(m2—1)) sin(2rmnaz)
1))6 ! sin(27rx)

(4.17)

sin@mmnz) | o we have
— )

The part of the denominator is relatively simple. By using Sin(27z)

400 +oo .
Z Z ne—TY(@ni=1)+L(m3-1) sin(2rmnx)

= sin(27zx)

21- Z mne~mY(@n® =1+ 3 (m?—1)
mn>2
1S et

mn>2

>0.9640.

sin(2rmnz)

sin(27z) (4.18)

We carefully estimate the numerator and divide it into two parts of which the smaller part
can be roughly estimated. First, we have the following two estimates.

e—3a7ry _ %e—gﬂ'y e—3a7ry _ %6_%7@
12 - al >12- 0‘1 > —0.01348, (4.19)
1-= 1--5 y=1.5,0=3
and
e—omy _ eféfry
T <0234 (4.20)
=%
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Then we have

S mn((n? — 1) — & (m? — 1))em vt D on® o) sin(mmng)

sin(27wx)
_ 1
o2
6. e~3amy ﬁe_%”y sin(4mx)
B -4 sin(27z)
2 rulaln?—1)+ L (m2—1)) Sin(2mmnx)
-1 y(o )+o( )) SRR
+ m;fﬂ mn(m Je sin(27x)
=Y mn(m? - 1)_€ﬂy(a(m27l)+é(n27l)) — 7m0 D ") sin(2rmna) (4.21)
= 1- % sin(27x)
€f3a7ry %e—%ﬂy
>12. —o
o2
. Z anQ(mQ 1)e—ny(o¢(n2—1)+é(m2—1))
m-n>3
_emy(a(m?=1)+2(n*-1)) _ —my(a(n®~1)+;(m*~1))
- Z m?n?(m? — 1) ¢ f
mn>3 1- ao?
By using 2" — y" = (z —y) (2" 1 + 2" 2y + - + 9" 1), we have
PRI
2—10;)1 Z;&L-z mn((nQ —1)— é(mQ _ 1))e—ﬂ'y(a(n2—1)+a(m2 1) 511;(112(7;7:;1)95)
1-% (4.22)
> —0.013475 — 5.4684 x 10~ *.
[E.22) together with (E.17), (.18), yields
1 1 1
+Faze — — 15— > 7y (1-0.015) = 0.9857y. (4.23)

Next, we begin to estimate F, . ,. Dividing the numerator and denominator into two
pieces each according to the major and minor components. By direct calculation, we have

1 1 1 N1+ Ny
—Fay o =T 5 .
L e T T 190 T ™ Dy D, (4.24)
where
6-0&71'7'7/ vy _ 7267%71'7’12y e—DZT("rL2y _ 7467lﬂ'n2y
M=-3>"n —o +2amy » n o , (4.25)
n=1 a n=1 a?



—amn?y _ Le a n?y +oo —amn‘y __ iefgﬂ'n Y
o 2 4 ol
No=-3 n [ 1 + 2amy n T
T a n=3 T aZ
“+0o0 +00
_ 2,1, .2
—6 E E m2e” ™ H M) cos(2mmna)
m=1n=1
+0o0 +o0o _ 2,1,2 _ 2,12
se mylam?+-n?) _ e my(an?+5m?)
—6 g g m T cos(2mrmnz) (4.26)
m=1n=1 1= a?
1 =R Ix 2,1, 2
+4a(l+ —)my g g mie ™ ST cog(2mmna)
o m=1n=1
too too 77ry am2+ n?) _ e*ﬂy(om2+ém2)
+ damy g g m? T cos(2mrmnz),
m=1n=1 1— o?
and
1 2 2 2 9 2
_ 2 1.2 _ 2 _ 1,2
1254—5 eamy—i-g ea“"y—2a7ryg n’e O”my——wyg nZe”a™Y
«
n=1 n=1 n=1 n=1
(4.27)
00 2
n=3
+o0o +oo L
_ 2,12
+2 g E e EM) cos(2mmna) (4.28)
m=1n=1
“+0o0 +o00
—dmy E g an® + m 2)g—my(on® +am *) cos(2mrmna).
m=1n=1
By direct calculation, we obtain
Ny
Dy
2 1 2 2 1 2,
e—amn y,Le*Eﬂ'" Yy e—amn L/fLe*Hﬂ'” Y
-3 Zi:l n? a? + 2amy Zi:l nt af
— 17072 1*&*2
! 2 —amn? 2 —Zmn?y 2 2 ,—amn? 2 2 2 ,—=mn?y
2 + Zn:l ey + Zn:l e o - 2a7ry Zn:l nee” ATy — 2Ty Zn:l n-e
— 2 1 —lTrnQy —amn? 1 —7‘rrn2y
2 e V——ye 2 € Y——ge
—3%7_ n? — +2amy Yo _ nt =
> a2 a2
- 2 _ 2 2 _1.on2 2 _ 2 2 1.2
% + En:l ey 4 Zn:l € oY — 20(71':1/ Zn:l n2e amnty — %ﬂ-y Zn:l n26 oy y=1.5,a=3
> —0.3794.
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We estimate the remaining terms as follows

+00 9 +o00 .
_ 2 _ 1 2
Dy > — 2amy E n2e=™Y _ Zoy E n2e" ™Y
o
n=3

n=3
X=X 2,1, 2
25 S s
m=1n=1
XX 1 2,1, 2
_4 om2 7m2 e—wy(an +im )
o St Lot

m=1n=1

Furthermore, observe that

—amy _ o= o
‘ - < 0.234
T a?
We have
+00 —amn?y _ %6757”123’
4
Ny >2amy Z n T
n=3 T a2
+00 400 51 s
—6 Z Z er—Try(om +,m?)
m=1n=1
400 +00 77ry(am2+ln2) . fﬂy(om2+im2)
[ [e7 e @
—6Y > m? :
m=1n=1 1= o
1 NI 2,1, 2
—4(a+ —)my Z Z mie~mylan +gm?)
a m=1n=1
400 +00 —Wy(amQ—I—an) _ —wy(an2+lm2)
(& e} e «@
—4am m*
By the monotonicity of Dy, Dy, N1, Ny with ay > 1.5 and £ > 0.5, we can get
N D
21 <0.0424 and |=2| < 0.0092.
1 D,
This together with (4.24) and (4.29)) shows
1 11 0.3794 - (1 4 0.0424)
- - > _—qy- > —0.39927y.
1= et T T2~ 1-0.0092 - ™

«

Therefore, (4.23) and (4.33) yield

1
171.;-0472 > 0.
a2

«
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y
Case 3. ¢ <

N[

In this case, the constraint £ > 2 is designed to handle the case where « is relatively
large. We make use of a suitable expression ([1.2]) to ensure that when « is larger, the
higher-order power terms that follow are smaller. Recall that

_ra(m2y metn)?
O(a; 2) = Z o momPy+ )
(m,n)€Z?

By direct calculation, we have

1
fa7z7y -
- (matn)?
71-Z:(m,n)eZ? (mzy - W)(m Y+ M)e ma(m?y )
Z(m n)€Z2 (mZy - W)efﬂa(mQWFW)

—ma(m (matn)?—1
12+ D mmezn (0.0 (792 = (ma +n)2) (m2y? + (ma + n)?)e ™ V)

- 2,4 (matn)?—1
’ 24 2 mmyez2\ (0,41} (MPY? = (ma +n)?)e ma(m?y )
(4.35)
Notice that
Z (m2y2 - (m:c + nﬁ)g‘“‘@”%&%)
(m,n)eZ2\{(0,£1)}
+o0 e
Z -2 Z n2e—ﬂ'0¢ —9 Z —7Ta m y-}-T)
n=2
f f (miy memn=t) o
—4 m z? —|—n P e cosh(gﬂmnix)
m=1n=1 Y
+o00 400 s »
+4 Z Z anx —ra(m? y+%1) Slnh(QWmnax) ( )
m=1n=1 y
- (n27 ) = Yy (m2y—1)—1
> 92 2 —Ta _ 9 Y ma(my—1)-
= Z n-e y Zl Om-e )
+oo +oo . -
—4 Z ZnQ —ra(m y+ y )COSh(ﬂ'mn )
m=1n=1
> —9x 1074,
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and

(matn)2-1
2 (m?y? — (ma +n)?)(m?y? + (ma +n)?)e ™V
(m,n)€Z2\{(0,£1)}
SR v _pqrar (4.37)
<2 Z Z m4y4677ram Yo T < 0.004.
m=1n=—oo
We have . 2+ 000
T . -
= > > —1.0025 - —. |
fa,ZﬂU a y279><1074_ 00 5 y (438)
On the other hand, we have
1
]:a,z,z + —
«
2 (ma+n)? —7Ta(m2y+M)
T Z(m,n)eZ2 m(mx + n)(m°y + T)e :
N (mz+n)2
> mmyeze Mma + n)e” TR (4.39)
— (matn)?
™5 myeze m(ma + m)(m? — 1)y + e relmart H )
g 7Ty _|_ 2
fwa(m2y+(mz+”))

Z(m,n)€Z2 m(maﬁ + n)e

We find that the denominator tends to 0 as x tends to 0 and 0.5, which causes a lot of
difficulties in our estimate. The previous expression can be solved by dividing by
sin(27z), but this one doesn’t seem to have good properties, so we need to consider it in
two parts and analyze the parts closer to 0 and closer to 0.5 separately.

a. z¢€][0,0.3].

Notice that as x tends to 0 the function also tends to 0, which is very bad for our
estimate. So we have to transform the function appropriately, dividing the numerator and
denominator by x to remove this effect. After that, we can achieve our goal by roughly
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estimating the higher-order power terms. We have

1

_ 2 (mz+n)2
E m(mz +n)e TV T)
(m,n)€Z?
+o0o  +oo
o 2 : 2 : mze—ﬂ'%(m2y2+m2x2+n2+2mnx)
m=1n=—oo

+00 +00

(m2y? 2,202 9 )1 e_4ﬂ%mmc
—m & (mfy*+mx®4n—2mnx) L T
-5 5 o R "
m=1n=1
! 2,92, 2 2, .2 1 _47r%x
> Z e—w%(y +x?+n42nx) 6—7r%(y +2241-2z)L — €
n=-—1 r
2.2 2.2, 2 1 74”%”“”‘”
_ j : mne—w%(m y24+m2e24n?—2mnz) L — €
T
mn>2
For ease of writing, we introduce the following notation
! 2,2, 2 2,2 1 e_4ﬂ%$
- 2 - 1-22)1 —
Dy ::Ze o (it +n+nx)_e o (yi o +1-2z) - :
n=-—1
—4mSmnax (441)
Dy = — Z mne*ﬂ%(m2y2+m2x2+n272mnx) 1—e Y
T
mn>2
Notice that
1— 6—4w%mna¢ o
< 4m—mn,
X
and
m?z? + n?® — 2mnax > n? — mn.
By direct calculation, it’s easy to get
Do
21 <5x%x 1074 (4.42)
1
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Using the same method to the numerator, we have

1 _ (mz+n)2
2 Z m(max + n)((m2 — 1)y + (mz + n)Q)e ma(m?y+ )
(m,n)ez?
+oo +oo

- Z Z m?((m? — 1)y + m?z? +n? + 2’mnx)e_ﬂ%(m2y2+m2x2+”2+2mm)

m=1n=-—o00

+00 400 wr 29, 99 o 1— e—47r%mn:c
- Z Zmn((mQ — 1)y2 —+ m2y;2 + n2 — an$)e—ﬂg(m y24+miz?4n®—2mnx)
m=1n=1 €T
+o0 +oo o (my? by :
+ Z Z4m2n26*7"§ m2y?+m2z?4+n+2mnz
m=1n=1
! 1 7471'&1'
I L G S B 2 L
n=-—1 x
1 fe Ty WPt H1420)
(2,2, 2 2, 2 1 _6—47T%mnx
- Z mn((m? — 1)y + m?z? + n? — anx)e_ﬂi(m y2+m2a?+n?—2mnz)
mn>2 X
(4.43)
Denote
: 1 —4rlx
Ni= ) (@ +n?+ ong)e Ty WTEARIAD) (2 g gy myWitettim2) 70 T
n=-—1 T
4 46—7T%(y2+x2+1+2:c)
)
2 2 2 2 2 — 72 (m2y2+m2z%+n2—2mnz) 1— 6—47r%mnm
Ny == 3" mn((m? = 1)y? + m*a® + n? — 2mnz)e "o ™Y
mn>2 xT
(4.44)
It is easy to get
N
‘2 <5x 1074 (4.45)
1

Since U; and N; are both simple functions, it’s easy to see the monotonicity and estimate
upper and lower bounds. We have

142z

1-2x
Ny 224+ (x—123e™ v +(z+1)3%e ™
. 2 1+2z

5 — > —0.0373. (4.46)
1 r+(@—1e ™™ v +(x+1)e "y
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Combining (4.39), (4.42), (4.45) and (4.46]), we get

1+ |22
1 T N1+ No T Ny ‘Nl
F > > - > 0.987y. 4.47
azgc—i_ 7ry—i_yD1—i-Dz WeryDll_‘gz - m ( )
1
b. z€[0.3,0.5].

This situation is similar to the previous one. We need to eliminate the effect of the func-

tion tending to 0 as x tends to 0.5, which can be accomplished by dividing the numerator
and denominator by 1 — 2.

1

L Z m(mx n n)eiﬂ.a(mQer (mz;—n)Q)
2(1 — 21)

(m,n)€Z?
+oo  +oo

1—2552 Z (mz +n)e

m=1n=—oo

2
—ma(m2y+ (mZ;'n) )

3 —m%m(2n+1)(1-2
- Z Zm(n + % + 2 mx)e_”%(m292+(mx—%+§+n)2) 1 — ¢ Tyt (1-22)

2 1—2x
m=1 mod 2n=0
+00 ar 9 9 . ] — 77r%2mn(172z)
oY S T e L
m=0 mod 2n=1 2 1 -2z

B Z ZmQ 771' (m?y +(mzf—+ +n)?)

m=1 mod 2 n=0
1 _ _1
2 Z m2e ™5 My +m?(@—3)?)

m=0 mod 2

. Z ZmQ 77r (m?y +(mx7%+n)2)

m=0 mod 2n=1

1 o/ o ] — e*ﬂ%(2n+l)(172x) 1 . )
> Z(n +1— x)e_ﬂg(y +(z+n)?) = _ Z 6—775(9 +(z+n)?)
n=0 n=0
—7r (y2+(xz+n)? 2 —wﬂm2y2 = —rQp2
- Z Z mPe Ty e
n=—o0o0

(4.48)
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Using the same method to the numerator, we have

1
2(1 - 22)

2
—ﬂ'a(mQyJ’_M)

Y mmaz+n)((m® = 1)y? + (ma +n)?)e v
(m,n)€Z2

1

+o0
1 —re _m_ 1
= Y Yomnt g+ —ma)(m = Dy + (ma = 5+ 5 )t TS

2 2 "2

m=1 mod 2 n=0
1— e—w%m(2n+1)(1—2m)

1—2x

m=1 mod 2 n=0

bY St T ma) (- g e — ) )

m=0 mod 2 n=1
-} _
1—e ﬂmen(l 2x)

1—233

- Z ZQm n n+ — —ma)e v & (m2y?+(ma— 2 —n)?)

m=0 mod 2 n=1

1 —re _m_ 1
- Z Zm m —ly —I—( ,r—f_|_ +n)2)€ Wy(m2y2+(ml‘ 2+é+n)2)

m=1 mod 2 n=0

Z m?*((m® — 1)y* + m*(z — %)2)6‘”5("1 y2+m?(z—1)?)

N)M—t

m=0 mod 2

+o0
— Y (-1 ) T e
m=0 mod 2 n=1
1— efw%(kzx)

> (1 - a)ate TS0 LI T

—(1- p)e Ty WHEDN g2 mm i)

+o0 400
= @n )+ 1) T N g 2y O )

n=1

+oo . oo 400 ,

= > mAmE = Dyt ™Y N (4 1)e T
m=2 n=-—o00

(4.49)
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Let

1 e*ﬂ%(2n+1)(172x) 1

o W @n)?) —m g W+ (a+n)?)
@, 2,2 I a2
D2 :_Z —7r y—i—m—i—n ZmQ —m,mTy Z e—ﬁgn’
n=-—o00
re(yie)l — € y(l ) R HE-1)?) _ 2 e (s +e?)
Nliz(l—x)xze Ty \ymTe _(1_w)e Ty \Y z 2 T (y“+z ,
1-2z
I® a 2,2 2 =
Ny = — Z(2n +1)(n+1- x)efﬂi(m yi+(an—1)) _ Z(w +n)2e "y y )
n=1 n=1
= @, 02,2 I a2
— Z m?(m? — 1)y?e sV Z (n®+1)e "™,
m=2 n=-—00
(4.50)
It’s easy to see that
1—2x
N 3 _ 1 3 —Ta——
Mo_amr@olle v o gos. (4.51)
Dy T4+ (x—1)e ™ v
By direct calculation, we have
D
‘ <5x107% and ‘2 <5x 1074 (4.52)
1 Dy
Above all, we get
No
1 T N1 + Ny T Ny L+ N1
—>7 _ > ———F— > 0.987y. 4.53
Faset g 2 y+yD1+D2_wy+yD11_‘gz = (4.59)
1
Therefore, (4.38]), (4.47)) and (4.53)) yield
For > 0. (4.54)
For now, we have finished the Lemma O
4.2 zeDgnN{y< 1.5}
Lemma 4.5. For any a > 1 and z € {0 <z < 0.5, 0.6 <y < 1.5}, we have
0 0 1 0
@fa,z,z>0 and 8 -/T"azx_'_\/fa azz>0 (455)
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Remark 4.6. Notice that 8%0(0(;2) < 0 forany z € {0 <z < 0.5,y > 0.5}, is
equivalent to
8—26?(04; 2) 7@2(29;59(% 7|2)
dod - = - <o. (4.56)
%9(0@ 2) %9(04; =)

Equation (4.55) leads to

a. Y a,z,x ) 4.
81"]:” >0 (4.57)

which leads to 1) holding true. Indeed, by numerical calculation, we can get a%}"a,Z,x >

0. Since %]:a’z,x = 0 for x = 0 and = = 0.5, which causes difficulties in our calculations,
so we retreat to the next best thing and get the result we want by proving (4.55]).

Proof. Notice that when a = 1, we have %fa,zw = a%fa,,z,x = Fa,zz = 0. To eliminate
this effect, we need to split the proof into two parts.

Case 1. o> 2.
In this situation, we must use form (1.2)) to estimate the function. We still split it into
two parts as before.

Case 1.1. z € [0,0.3].
To eliminate the effect of the function tending to 0 as x tends to 0, we have

1
Foze=———-—logg, (4.58)

where g can be written as follows

2

g;:i Z m(mx—l—n)e_m(mzﬁw)
(m,n)eZ?

+oo  +0o

= % Z Z m(mz + n)e” TV

=1n=—o0

_ Z Z m2€f7r%(m2y2+m212+n2+2mn2)

m=1n=—oo

(mm+n)2 )
Y

+o0 400 ar 9 9 2,202 o 1— ef4ﬁ%mnx
_ 2 :2 :mne—ﬂ'g(m y?+mx?+ns—2mnz)
m=1n=1 z
It is easy to see that
) 99— 559
Oy o ady
7ay‘/~"a,z,z = 92 s (460)
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and ) ) i
O r 9 929~ 500299
a o,z, T — 2 .

€T g

By direct calculation, we have

(4.61)

_ Y9

T O
+oo  +oo

- Z Z m?(m?y? + m*z? + n? + 2mn$)e_7T%(m2y2+m2m2+"2+2mm)
m=1n=—00
+oo +o00
t Z Z dm2n2e~ ™y (M*y?+m?a?n’ +2mnz)
m=1n=1

& (02,2 2.2 1,2 1—ce y "
_ra _9
— E E mn(m2y2 + m2:x2 + n2 — 2mn$)e Y (m7y=+mZz®4n mnm)—’
xT
m=1n=1

(4.62)

_ E E 2m4€*ﬂ'%(m2y2+m2x2+n2+2mnx)

XX 1 —4ArSmnx 1
+ Z Z mn(m?y? +m?2? +n? — anx)e—ﬂ%(m2y2+m2m2+n2—2mm) e v 1

m=1n=1

400  +oo .
- Z Z m2(m2y? + m2a® + 02 + 2mna)e "y MY it 2mna) /2

x 2

m=1n=—oo
400 +00 1 —47 Emnz
N E § :2m3ne—ﬂ'%(m2y2+m2x2+n2—2mn:c) —€ v
m=1n=1
I 2,2 2,.2,,2 1
2 2 —m2(mPy*+miz*+n°+2mnz)
- E E dm ne v . "l

X

m=1n=1

(4.63)
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and

y (6’29 1,
m2a Oyda  «ady
+oo0 +4o0
- Z Z 2m* (m?y? + m*2® +n’® + Zmnx)e_”%(m2y2+m2$2+"2+2mm)

m=1n=-—o00

NI Q2,2 02,2 2 1— e—47r%mna: 1
+ Z Zmn(m2y2 +m?z? +n?® — 2mnw)2e_7ry(m yAmiatnt=2mnz) ZTC 0
m=1n=1 T Yy
—+00 +00
+ Z Z 8m4n26*ﬂ'%(m2y2+m21‘2+n2+2mn:{:)
m=1n=1
+oo  +o0o 1
— Z Z m?(m2y? + m2z? + n? + 2mnm)2e_7r%(m2y2+m2$2+”2+2m”$) s
Yy
+00 400 —47Smnx

(02,2 2.2,,2 1—e€ Y
- 2777,377, m2 2 _’_m2x2 +n2 — omna)e 7ry(m y*+mz?+n®—2mnz)
Yy T
X

2

m=1n=—o0

m=1n=1
“+o00 +o00
o 2 : 2 :8m2n2(m2y2 + m2z? +n2)e—7r%(m2y2+m2m2+n2+2mna:) ) i
1 5
m=1n=1 Y

(4.64)
Similarly, we get

= Z Z m2(2m2:c—i—2mn)e*”%(m2y+m2””2+2m”‘”)

m=1n=—oo

+00 400 —4m Smnax 4.65
n Z Z mn(2m?s — 2mn)6_”%(mzy+m2x+”2—2mm&) l—e v (4.65)
m=1n=1 z
400 400 —4n2mnz \ '’
+ v 2 : 2 :mne—W%(mQy—i—mQac—i-ng—?mna:) 1—e i
9
ye:;
m=1n=1 z z

40



and

LQ(LQ 19 )
2o aaaxg oz@xg
+oo  +oo

= Z Z m?(2m%z + 2mn)(m2y + m?z +n® + 2mn1:)e_7T%(m2y+m2z+n2+2mm)
m=1n=—o0
R Q2 2 2_ 1—e
- Z Z m?(2m?x — 2mn)(m*y + m*z +n® — 2mnz)e v (m%y+m7e+n”~2mna)
m=1n=1
I a 2 2 2
+ Z Z 4,,”2”2(2,,712.r N an)e—ng(m y+mz+n°+2mnz)

m=1n=1

—47r%mnm

T

2 400 400

y ( ) ) ) ) 1 6—471'%an: !
-1 (my+m?z+n°—2mnzx
+ E E mne v Y _
7 2042 X

xT

Yy

Y = = 2 2,2 1 6747rgmmc /
- —2 —
+ = E E mn(mQy + miz + n? — 2mnx)e my (mytmiedn®=2mna) (2 7¢ 7
yye? xr

m=1n=1 T

—+00 +00
b §° 5 tgminte v )

m=1n=1

(4.66)
Notice that

1— e—47r%mnz a 1— e—47r%mnac / 042
——  <4n—mn and | > -8 m*n’ (4.67)

z Y T N Y2

It can be seen that when m, n is relatively large, the items have exponential decay, so
we can divide them into major and minor parts, the value of the major part is carefully
calculated, and the remaining part can be roughly estimated. Indeed we only need to
analyze the item satisfying m? + n? < 2 carefully. Let

g=4aq + 92, (468)

where
—A4rly

(2422 4n242 242 +1-22)1 — € y
g1 = Z e 7ry(y x*4n n:c)_e 7ry(y T x) . , (469)
and g is the remaining term. Similarly, we denote

0 0 0
969 = Jeu + ga2 and @g = gy1 +9gy2 and 959 = a1 + Gz 2.

0? 0?
mg = 9az,1 + Jax2 and aaayg = Jay,1 T Jay,2-
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Therefore, we have

9,0 &
ayg 8049 Oady

99 =9y1 " Ya,1 — Gay,1 " g1 + Ry, (470)

and
0 0 0?2

927 90’ " 9adz? I T
where Ry, and R, are the remaining items which are relatively small. Since g; is a combi-
nation of simple functions, we can compute it directly by analyzing the monotonicity,

9z,1 * 9a,1 — Gax,1 - g1 + R, (471)

o2 gt — . ot — .
10g g = 9y.1 - Ga,1 5 Gay,1 " g1 Z 9y,1 * Ga,1 ; Gay,1 g1
dady 971 91

> 0.61387, (4.72)
0.3,0.6,2

and
9z,1 " Ga,1 — Yozx,1 * 91 > 0. (4.73)

By direct calculation, we get

R R
P2 <5%x107° and ‘;’ <0.002r  and ‘; < 0.0017. (4.74)
a1 91 91
Therefore,
0 . - . R 1
O Frin > (gy,l g~ goy1 91 _ | By > > 061, (475)
9y 91 911/ 14 |2
g1
and 5 . .
7]:'0(’2@ > <gx,1 *Ja,1 _2 Yozl " g1 ‘;; > > _0.01x. (4.76)
Ox 91 91 1— |2

Case 1.2. z € [0.3,0.5].
In this case, the method is the same as before. We replace g by h. Because the methods
are similar, we omit the detailed steps and only show the main results. We have

Foare=——— —1logh, (4.77)
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where

(mz+n)2
+=)

1 —re(m?
h:: Ta(m-y
1= 27) m(max + n)e

(m,n)€eZ?
+oco 400

1—2:02 Z mx—i—n

m=1n=—oo

= 1 m —Wg(m2y2+(mx—%+%+n)2)
= f— — — Yy
E g m(n+2+ 5 mx)e e

2
—ma(m2y+ (mz;rn) )

1— e*ﬂ%m(2n+l)(1721)

m=1 mod 2n=0

+oo
+ S Y mnt 2o e st L ¢
m=0 mod 2n=1 2

2 1.2
_ Z ZmZ —m & (MY +(ma— 5 +5+n)?)

m=1 mod 2 n=0

S Zm2 2 (m?y?+m?(a-1)?)
2

m=0 mod 2 n=0

_ Z ZmZ —TI'y m y%—(mz—%—i—n)z).

m=0 mod 2 n=1

771'%27)171(172.’17)

1—2x

(4.78)
We choose m =1 and n = 0 to be the major part, that is
h = hy + ho, (4.79)
where
1_6—7r°‘(1 2z) wro. o
hy = (1—2)z 2,77y < (y*+a?) —(1- x)efﬂg(y +x )’ (4.80)

1—2x

and hg is the remaining term. Similarly, we have

0? hyt-hat —hay1-h1 _ hy1-hai— hay1-h1
1 h — Y, a, ay, > Y, a, ay,
Oady g h? - h?

> 0.22827, (4.81)
0.5,0.6,2

and
h:p,l ' ha,l - ha:p,l : hl > 0. (482)

By direct calculation, we have

—| <8 107° and

‘ < 0.0037 and
1

< 0.0017 (4.83)

By ‘ B
n Wt
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Therefore, we have

hy1-hait — oy - h 1
9 i < vl Tl Dol T 7L Rg) > 0.27, (4.84)
Ay hy hil) 1+ Z—f
and 0 hait-hat —hagy-h1 | R 1
L Fony > (Pl Rl ZRenl T S S > 0.0l 4.85
B ”—< % ) = (4.85)
h1

Case 2. 1< a<2.
In this case, we need to using form 1’ and divide it by 1 — % to remove the effect
of a = 1. We write that

1 1 1 1 0
Forg=— = P o, 4.86
LT T T 19 T Loa (486)
where
. +ZOO +ZOO _ry(an?+Lm 2y sin(2rmnz) (4.87)
= mne . .
vt sin(27z)

By direct calculation, it is easy to find that

+o00 +o00

1 1 _ry(an?+ Lm2)sin(2mmnz)
Tyl — m§:1 ;m ne sin(27x)
4.88
+ io Ji:.o 3 e~mylam?+on?) _ o—my(an+om?) sin(2rmnx) ( )
m°n ,
L= 1-— ai sin(27x)
and
X 2y sin(2rmnz)
—k = - —mylan®+gm 4.89
ﬂ;;mn an® + m) Sin(2rz) (4.89)
and +00 400 . /
Z Zmne_ﬂ_y(an 41 m2) <Sln(27rmn:v)) (490)
e sin(2rzx) /),
and
11 ( 0? 10 k)
w2yl — i dady y O
1+ 1 +i:.o +i:.o —ry(an?+Lm 2ysin(2rmnx)
=« — m°ne _—
a2 = sin(27z) (4.91)
N 'fi’f 'fi’f . efﬂy(am2+én2) _ e*ﬂy(an2+ém2) sin(2rmna)
e m’n ,
Ko vt 1-4 sin(27z)
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and

11 9
™Y 1— é Oadx
+o0 400 : !

_ Z Z m3n€f7ry(cm2+im2) M 4.92
P sin(2rzx) /), (4.52)
. io io , e—my(am®+1n?) _ —my(an®+im?) sin(2rmnz)’

m'n '
2 1- 4 sin(27z)
m=1n=1 @ ’

Notice that
< wmn. (4.93)

(Sammn))

T

We take the terms satisfying mn < 3 be the major part, that is

k= k1 + ko, (4.94)
where
_ 1 _ 1 _ 4y, sin(47x) _ 1 _ 9y, sin(67x)
ki =e 7Fy(0t+a)+2(€ 7ry(4a+a)_|_e wy(oz—i—a)) —|—3(6 7ry(9a+a)_|_e 7ry(a+a))
sin(27z) sin(27z)’
(4.95)
and ko is the remaining term. Similarly, we have
2 ky1-ka1—kay1-k kyi-kat1—kay1-k
C O gy = Pl e ol 2L Swl Rl teyl T > 0.27917, (4.96)
Oady k1 ki 0.5,0.6,1
and
k:c,l : koz,l - kax,l k1 > 0. (497)

By direct calculation, we obtain

k R R
21<3x107 and |TZ]<0.006r and |-2| < 0.0047. (4.98)
1 ki k1
Therefore, we have
0 ky1-ka1—kay1 -k R 1
aﬁfa,zw Z < vl a,le oyl ! - ?g ) . Z 0.27'[', (499)
Y 1 LI/ 14|32
and 0 ky1-k k k R 1
—F nl Zel — Reml P _ 122 > —0.01x. 4.100
k1
Now, we have completed the proof of Lemma O

45



5 Proof of Corollaries 1.2-1.3

We will use (4.5)) and (4.6 several times in this section and in subsequent proofs. Without
loss of generality, we may assume that (4.5)) holds for any z € Dg, since it is a very simple

operation to replace (4.5 with (4.6)), when z € Dg N {y < 1.5}.

5.1 Proof of Corollary 1.2

Lemma 5.1. When |Ina| < |[Infg|, b € (by,+00), or [Ina| > |Inf|, b € [by,g, +00), the
doesn’t have any minimizer.

Proof. Note that

o o0 o _ 2 i
0(c; 2) = % 2 Z e~ 42 Z i Z Z e ﬂy(ad +ad2> cos(2mnz)
n=1 n=1 n=1 d|n

(5.1)
When y — 400

0(a iy) — bO(B; iy) — \/g<1 + 2670 4 9¢75™) - b\/gﬂ +2e7F £ 2e75™). (5.2)

When [Ina| < [Infg|, b € (b, +00), or [Ina| > [Inf]|, b € [by g, +00), the above equation
tends to —oo, then (1.4]) doesn’t have any minimizer.
O

Lemma 5.2. If |Ina| > |Inf|, b € (—00,ba), the minimizer of only occurs on the
curve I'q UTY,.

Proof. When a > 8 > 1, by Theorem 1.1, we know that the minimizer only occurs on the

curve I'; UT,. Since H(é;z) =af(a;z), thecases 0 < a < f<1,0< <1< % < a,

I<a<l1l<p< é can be easily changed to the first case. O

Lemma 5.3. If |Ina| < |Inf|, b € (—00,ba,g], the minimizer of is e'5 |

Proof. We only need to discuss the case 1 < a < 3. By (4.5), we can get the minimizer
only on the curve I'.. Moreover, in the course of the proof in the previous section we can
easily obtain that F, ., < —i, then we have

;a (m (gye(a;z)» _ % < —%. (5.3)

Integrating from « to 5 on both sides gives

@9(5;2) o
dy
7%9(0‘?2) < \/;, (5.4)
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which implies for any b € (—o0, by g, there exists

)
gy (0(:2) = b0(8:2)) > 0. (5.5)

I . . ]
Therefore, the minimizer is e's. O

5.2 Proof of Corollary 1.3

Proof of Coroally . Observe that when y — 400, 0(a;z) — \/g, so if Y, \;&f —
m d;
> i N <0

n m

Zcie(ai; z) — Zdﬁ(ﬁj; z) = —o0,

i=1 j=1
which implies that (1.5) does not have any minimizer. By (4.5)), we have
8%9(‘4; 2) 8% v cif(ag;z) %H(a;z)

< Wk < ,
6%0(‘4; 2) 8% o cif(a; 2) 8%0(@; 2)

(5.6)

and
20(Biz) LY cibloiz)  L0b:z)

< < .
8%0(3;2’) 8% — lclﬁ(ai;z) 8%9(();2)

Then by Proposition if @ > B, the minimizer only occurs on I'; UT. If A < b, the
minimizer only occurs on I'.. Moreover, since for any a > 1,

(5.7)

0 1
we have
0 b 0
@9(0@72) > Oz;y@(b, Z), (59)
and
0 b 0
—0(Bi;2) < 4| —=0(b; 2). 5.10
Therefore, we have
o S 0
7 Zc, iz Z 0(8j;2) | > Zcz Zd a—ye(b;z)>o.
=1 j=1
. (5.11)
In this case, the minimizer is '3 . a
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6 Proof of Theorems 1.5-1.11

We begin this section with an important lemma. By using the continuous version of
Chebyshev’s sum inequality [60], we have the following lemma.

Lemma 6.1. For any non-negative function g(z), and any non-decreasing, non-negative
functions wi(x), wa(zx), we have

b b b b
/wl-wg-gd:c-/gda;Z/wl-gdx-/wg-gdx. (6.1)

Remark 6.2. Indeed, the above lemma also holds when g is non-negative and w;, we are
both non-increasing or both non-decreasing.
6.1 Lennard Jones potential

In this section, we prove the results of Lennard-Jones potential. By using the Laplace
transform, we have

i) = oy [ 0(032) = 1o da
r S) 0 (6 2)
s o0 1 1 ’
— 0 -1 s—1 Y d =
) (/1 O(a;2) —1)(a® " +a %) OH_s—l S)
It is easy to see that
ayC(s z) gy 3 0(e; 2)a "V da f;roo 0(a;2)(@* 1+ a~%) da 63)
axC(s z) fo (a;2)as~ 1 da floo 5?1:9( o; )(Oés_l +a~%)da ’
Lemma 6.3. For any a > 1 and s > 1, we have
0? 1
1 57 %) > 0.
Bubs og(a® " +a7%) >
Proof. By direct calculation, we have
32
(a4 a_s)zﬁa@s log(a®™' +a7%) =2(2s — 1) loga + a* 7! — o721, (6.4)

It is easy to see that the above function is increasing for s and « respectively. Therefore,
2(2s—1)loga+a* ' —a 2 >2(2s—1)loga+a* ' —a 2t .o =0. (6.5)
O

By using Lemma we immediately obtain the following fact.
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Lemma 6.4. For any s1 > sy > 1, the function

aslfl + a5t

T (6.6)

is increasing for o € (1,400).

Based on this fact, we will prove the following lemma, which is the key to prove Theorem

Lemma 6.5. For any s1 > s9 > 1, we have

gy T 0(; 2) (@ 4+ o) da aay T 0(a; 2) (a2 + a%2) da

. 6.7
L[ 0(a;2) (a1~ + a51) da [ 0(a;2) (a2 + a=%2) da (6.7
Proof. ThlS is equivalent to proving
+oo CVslfl _i_afsl 8y9(a z) a
. A ——0(a: so—1 —82 d
/1 asz—l + 52 —%9(0472) ( O (OZ,Z)(OZ + « )> o
+o0 o
/ <—9(a;z)(a$2_1 +a_82)> da
1 ox
+oo asl—l +Oé_81 a 1 (68)
- . - So— —S82
>/1 PV prp— ( 8x@(oz 2)(a + )> da
+oo D f(a; 2
/ # (—89(a;z)(o¢52_1 —1-04_52)) dav.
1 a960(04 2) Oz
By Lemma and ( -, the proof is complete. O

This also means that (6.3) is decreasing for s. By Proposition Corollary then
follows.

6.2 Yukawa potential

In this section, we prove the theorems about the Yukawa potential. By Laplace transform,

we have
e~Tar “+o0o +oo
= / e ds = 7r/ e ™" ds. (6.9)

r (e’

Therefore, for any a > 0,

V(o z) = W/Jroo 0(s;z) — lds. (6.10)

Furthermore, if @ < 1, it can be rewritten by
+o0 é 1
V(a;2)=m / 0(8;Z)—1d5+/ (G(S;Z)—l)gds—i—a—loga—l . (6.11)
1 1
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Lemma 6.6. For > a and b > 1, or f < a and b > 1, the @ doesn’t have any
minimazer. In other cases it does have a minimizer.

Proof. 1t is easy to see that when y — +o00, we have

(mz n)2
. efrroz (mQer‘ ;L ) +o0 1 e (ma+n)2 7T2
V(x4 1y) = Z 5 o 2y Z 2¢ v~ gy (6.12)
(mm)ez2\{o} VY + Y n=1
Then if b > 1,
V(s iy) — bY(B;iy) — —oo, (6.13)
which means the ((1.8) does not have any minimizer. If b < 1,
V(e iy) — bY(B; iy) — +00, (6.14)
which means the (1.8) does have a minimizer. If b =1,
B
V(s 2) = V(B: ) = 7r/ 0(t: s) dt.
[e%
The conclusion is obvious. O

Lemma 6.7. For any f > a >0, b € (—o0, 1], the minimizer of (@ is €'3.

Proof. By the relation between 0(«; z) and YV(a; z), we get the following facts directly.

0
%y(a, z) = —7l(q; 2). (6.15)
Using this, we obtain
T Vo) = (i) >0 (6.16)
Sadg (@ 2) = —mo bl ) .
and
e V(s 2) = —wge(a' 2) <0 (6.17)
Oady O Ty ' '
Therefore, for any 8 > a > 0, and 0 < b < 1, we have
0 0 0 0
_— . I N . — . _h_ . > (. .
5oV(012) = b V() > SoV(0i) — b V(eiz) 2 0 (6.18)
0 0 0 0
_ . S S . _— . _h_ . < 0. .
axy(oz, z) bamy(ﬁ,z) < 83032(@, z) ba$y(a,z) <0 (6.19)
This implies that the minimizer is €'s. O
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Lemma 6.8. For a > 1 with a > (3, the minimizer of @ only occurs on the curve
T, uTy.

Proof.

V(a;z) = bY(B;2) = 7r/+oo(9(3;z) —1ds— bw/[:oo 0(s;z) — 1ds

- . (6.20)
_(1—b)7T/ 9(3;2)—1ds—b7r/ 0(s;z) — 1ds.
a B
When a > g > 1, (4.5) yields
a%fojrooﬁ(s;z) —1ds f+°° 9.9(s;2) ds a%ﬁ(a;z)
i Jo " 0(s:2) — 1ds f+°° @0<s 2)ds  gpb(e2) (6.21)
f; %G(S;z)ds _ 2 fﬁ —1ds .
fﬁa 20(s;2) ds 8 fﬂ —1lds

By Proposition we obtain that the minimizer of (1.8)) only occurs on the curve I';y UT,.
Whena2%>1>ﬁ,

/;e(s;z)—ms_/ae(s z)—1ds+/;9( 12) — 1ds

(6.22)
/ 0(s; z —1ds+/ 8(0(3 z)—l)ds—i—ﬁ log 5 — 1.
Using (4.5) again, we get
8% ;OO 0(s; z)ds 8%9(0‘5 2) d%f; 0(s; z)ds
5o <5 ——<% ra . (6.23)
o [ 0(s2)ds gpt(asz) gy [ 0(s;2)ds

By Proposition 3-8 again, we get the same conclusion.
When >a>1>0,

/ﬂaﬁ(s;z)—lds:/1a9(s;z)—1ds—l—/1é (9(5;2)—1)§d8+ﬁ—10gﬁ—1

1

:/]Lae(s;z)—lds—kfla (0(3;2)—1)1&94—/{16 <0(s;z)—1>§ds+ﬁ—log5—l.

) (6.24)
/;oo 0(s;z) ds = /aﬁ O(s;2)ds + /1+oo 0(s; 2) ds. (6.25)

B
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By Lemma we have

1 1

a%f(f 0(s; z) ds B %fag 0(s;2)% ds
1

- .
L[ 0(s;2)ds 2 [ 0(s;2) L ds

By (@), we get

0 oo 1
a%f; 0(s; z) ds %faﬁ 0(s;2)ds

< .
9 [t+oo . 1
b f% 0(s; z)ds % 7 0(s:2) ds

Using the same analysis on [1, «], we get
1
%faﬂ 9(5;2)%&5 8%[1& 0(s; z)ds %ff‘ 9(5;2)%618
1 0 o K 9 ro 1 .
9 5o lds e i O(s2)ds o gp [ 0(ss )5 ds
Combining ((6.26)), (6.27)) and (6.28)), we have

a% Ojrooﬁ(s;z)—lds %f;@(s;z)—lds

< .
2 JrOo@(s;z)—lals 8@ ;9(5;,2)—1(13

oxr Ja

Other cases are obvious.

6.3 Other potentials

Proof of Theorem [1.11] By Laplace transform, we have

oo . 1.1
Fi) = [ 000 + i (7).
which can be rewritten as
o0 A 1. 1 o1 1.1
F) = [ 000 - 00+ il [ G- pinae

Moreover, we have

6%/]:1(2) _ {;% 1+009(t; Z)(ﬂfi(t) + %ﬂfz(%)) dt
DFi(z) L [0 2) (g, () + Lag (2
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(6.27)

(6.28)

(6.29)

(6.30)

(6.31)

(6.32)



0 1, (1
Without loss of generality, we can assume Mt“h(i)
t

A ia, (1) 5 increasing for t € (1,400). Then
by Lemma we have

(- )0+ 3 3)) )

R Y .
/+ oy 0t 2) i () + 05, (3)
1 —20(t2) fug, (8) + g, ()

T (ot a0+ s () )

oo T (6.33)
fis, (t) + 305, (5) (O . 1.1
> - - —5-0(t:2) (g (1) + S g (5)) ) di
/1 Ao (8) + 3, (3) \ O SAIaLY
oo S0(tiz) (9 11
dy ) N N
: v (——a(; 4 fig(2)) ) dt.
[ s (e o+ gin )
Shifting terms gives
% 1+OO 9(t§ Z)(ﬂfl (t) + %/lﬁ(%))dt < 8%/ 1+oo 9(t§ Z)(ﬂfz(t) + %Nfz(%)) t (6 34)
g 10 ) (A () + g (D)t g5 [T 0 2) (g () + g () dt
which finishes the proof. (|
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