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Chapter 1

Introduction

Following the breakthrough of the laser cooling over the atomic gas, by Steven Chu, Claude
Cohen Tannoudji and William D. Phillips in 1985 [12], who honored with the Nobel Prize
in 1997, the investigation upon the cold gases is snowballing rapidly. The observation of the
Bose-Einstein condensation (BEC) (see Figll.1) in 1995 [4] 5], by Eric A. Cornell, Wolfgang
Ketterle, Carl E. Wieman, have brought the second Nobel Prize in 2001 for the frontier settler
of the field [§]. Cooling atoms through the quantum mechanical realm, accompanied by the
tunable interaction of particles by means of external fields [5], has provided a new opportunity
to observe the long-aged predictions besides many prospective of applications.

50nK

200nK

270um

400nK

Figure 1.1: The velocity distribution of rubidium atoms taken by JILA-NIST [4]. The atoms are
confined by magnetic field and cooled evaporatively. The condensate appears by cooling
down the gas near 170nK, where a macroscopic fraction of atoms occupied common
low-energy state. The velocity distribution has peaked abruptly as the temperature
of the sample was lowered. The leftmost image shows the distribution just before the
appearance of the condensation at 400nK. The middle one shows the moment of the
condensation at 200nK, and the rightmost depicts after further cooling, where the sample
is nearly pure condensate at 50nK. The field of the horizontal observation is 200um by
270um. (The image is adopted from image gallery of NIST: http://bec.nist.gov/
gallery.html)
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Inspired by the experience done over the atoms, the territory of the cold and ultracold
gases have been extended toward the molecules soil during the past decade. Currently, about
fifty research groups are involved in the field of the cold molecules research and more than
hundred paper is the annual outcome of the investigation over such crucially growing field
[27]. The additional internal degree of freedom in molecules (see Fig. as like vibrational
and rotational levels, fine and hyperfine structure and symmetry-breaking doublet, offer a rich
and challenging playground for a vast area of new experimental measurements and diverse
applications. Molecules provides a significant advantage in compare with neutral atoms, as
they possess tunable electric dipole moment which can be induced by a static dc electric field,
in addition to their own intrinsic dipole moment. Molecules also have the capability to attain
the transition dipole moment induced by a resonant microwave field, coupled with the internal
rotational states. Therefore they have brought into the stage an inexperienced type of the
systems allowing tunable interparticle interaction handled by means of external fields.

~10*K 10*-102K 110K 10%-10°K  10°-10°K ~107K

Figure 1.2: Molecules internal degree of freedoms and their corresponding energy scales, which offer
a wide range of opportunities for quantum science in compare with the atoms. (The
image is taken from Ref. [25])

Ultracold polar molecules open the prospective to explore quantum gases with the interpar-
ticle interactions, which are strong, long-range and spatially anisotropic. The interaction of
molecules are in pronounced contrast to the gases of ultracold atoms, which are isotropic and
extremely short-range and is labeled as the so-called contact interaction. Indeed, ultracold
molecules offer a diverse scientific direction and promised application such as study of novel dy-
namics in the low-energy collisions, long-range collective quantum effects and quantum phase
transitions, precise control of chemical reactions, tests of fundamental symmetries like parity
and time reversal, and time variation of the fundamental constants; where has pushed further
the traditional molecular science and actually has introduced a broadened multidisciplinary
field that tied together the experimental and theoretical research on atomic, molecular, and
optical physics and quantum information science [27, [11].

The main effort in the cold molecules experiment filed was focused over the creation
of stable and dense ensembles of ultracold molecules during the past five years. Recently
this goal has been accomplished by preparation of the degenerate gases of molecules in elec-
tronic vibrational ground states [33), 17} 14} [34} [35] [16] and the ultracold chemistry, molecular
BEC, and coherent control of the ultracold molecular process would be feasible in close future.

On the theoretical point of view, a considerable number of research, looking for the exotic
quantum phases in the cold polar molecule gases in various geometrical configurations have
been attempted (for example see [9, [10, [36], [44] 7, 3], 28], 29]). As it is shown that a quasi-2D



gas of polar molecules would suppress inelastic collisions (see Ref. [22]), and so increases the
lifetime of the trapped gas, most of the theoretical researches have been done over the low
dimensional systems (see the caption of Fig. |1.3]).
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Figure 1.3: In a gas of cold polar molecules, when fermionic molecules are prepared in the same
internal state, the relative wavefunction has to be antisymmetric. Hence, the molecules
interact in a p-wave channel, and The centrifugal barrier suppress the chemical reaction.
(a) The interaction of two molecules in mixture of internal state. (b) The centrifugal
barrier due to p-wave relative wavefunction. (c) Attractive head-to-tail interaction of
aligned dipolar molecules, due to applied electric field, decreases the centrifugal barrier,
hence increases the decay of the system. But, confined molecules perpendicular to the
quasi-2D layers shows repulsive side-by-side collision within a layer and suppresses the
rate of decay. (The images are taken from Ref. [25])

Throughout this thesis, we have studied a number of the quantum phases of a two di-
mensional system of bilayer cold polar molecules. The bilayer system would be introduced
in the following chapter. We have shown the instability of the system versus spin density
wave (SDW) phase as a function of the interlayer separation or strength of the interparti-
cle interaction. The order parameter and the condensation energy associated with the SDW
phase have been presented. The instability of the bilayer cold polar molecules system to the
interlayer superfluidity, in s-wave and p-wave channel also have been examined. Finally, the
phase diagram of the system is presented as a function of the external governing parameters.
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Chapter 2

Preliminaries

In the following chapter, we introduce a system of bilayer cold polar molecules which would be
under investigation throughout this thesis. Besides, spin density wave phase and superfluidity
phase are briefly reviewed.

2.1 Bilayer system of cold polar molecules

We consider two clouds of polar molecules [32, 29, 13| which are confined tightly in z direction
by confinement length [y. Two layers are separated by a distance [ that is much larger than
the confinement length ly < [, as it is depicted in Fig. [2.I] The translational motion of
the molecules is given in 2 dimensions, but molecules possess a 3D rotational motion. The
rotational states would be described by eigenstate |.J, M) with J being total internal angular
momentum of a molecule and M is its projection along the quantization axis. Polar molecules
have permanent electric dipole moment d, coupled with the internal rotational degree of
freedom. The operator of the dipole moment d have non-zero matrix element just only between
states with different rotational quantum number. The transition dipole moment for J =0 —
J = 1 reads as d; = [(0,0|d|1, M,)| = d/v/3, with M; = 0, 1. The dipole moments
establish a long-range and anisotropic interaction among molecules. The Hamiltonian for
polar molecules H has the form

2 2 P
P2 2 d;.d; — 3(d;.7;)(d; 7i;)
H = = 41 BJ? E 2.1
; (2m + Z) + o7 27‘% ’ 21)

where p = (pg, py) is the center-of-mass momentum of a molecule with mass m, r;; being the
distance between two molecules, 7;; is the unit vector operator, B is the effective rotational
energy in the rigid rotor term, and J = (J;, Jy, J;) is the angular momentum operator.

The system is subject to a circularly polarized microwave electric field E,.(t), propagating
along z direction. The MW field couples the rotational ground state |0,0) with the first
excited state |1,1) by the Rabi frequency Qr = d;E,./h. The frequency of the field w can be
tuned close to the transition frequency wy = 2B of the states |0,0) and |1,1) with detuning
0 =w —wy < wp. Within rotating wave approximation (see Ref. [24]), the dressed-molecule
states can be written

11
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Figure 2.1: Bilayer system of cold polar molecules that composed of heteronuclear molecules which
are confined tightly along z direction. (a) Molecules have a permanent electric dipole
moment d. (b) The confinement length of the molecules is much smaller than the
interlayer separation lp < [ . Also, a MW field propagating along z direction would
dress the molecules. The MW field is shown schematically.

|+> = a+‘0’0>+a*e_iwt|1a1>a

=) = a_]0,0) —aje 1, 1),

where ay = —T/4/T?2+ 0%, a_ = Qp/ /T2 +Q%, and 2T = § + /6% + 40%. It is possible
to prepare the polar molecules in the internal state |+); by an adiabatic switching of the MW
field. The effective interaction between polar molecules is given in the framework of Born-
Oppenheimer approximation, in which the molecules are assumed to be at fixed positions
and afterwards their states could be adiabatically connected to the states |[+); ® [+);. At
large distances, the dipolar interaction can be obtained perturbatively associated with dipole
moment (+|d|+) = dess(coswt, sinwt, 0), where deff = —v2dyaya_. The time-averaged
interaction between dipoles moments reads

2 2
, —r2/2
VY (r) = &2 =/ (2.2)

e eff ma
where r = (5, r,). The potential is defined for the interlayer interaction by A # X, and for
intralayer interaction A = ), the relation reads with { = 0. In the short distances, the dipolar
interaction between particles causes molecules depart from the state |+) and the perturbation
breaks down. Therefore, in the short distances < 75 = (d;/8)/?, one has to take into account
the coupling of whole rotational states |J, M ;). The exact Born-Oppenheimer potential for
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Figure 2.2: Interlayer Born-Oppenheimer potential for Qg/é = 1/8. The solid (green), dash-dotted

(red), and dashed (blue) lines correspond to (I/rs) = 1.5, (I/rs) = 2, and (I/rs) = 3,
respectively.

interlayer interactions and intralayer interaction at large distances are depicted in Fig.
and Fig. 23] respectively.

Fourier transform of the interaction potential

We Fourier transform the interaction potential in Eq. by dividing the potential function
into two parts as V(r) = dgff[cpl(T) + @a(r)], where p1(r) = 1/(1? + r2)%/? and @o(r) =
—3r2/2(1? + 7"2)5/ 2. We have dropped the superscript A\ and subscript eff. We will present
the intralayer interaction by Vi (r), Vi1 (q), and the interlayer interaction as V(r), V(q).
By keeping the interlayer separation at fixed value z = [, the Fourier transform of the first

term reads

- rdrdd .
¢1(a) = /(l2+r2)3/2€ aeos?

2

= TeXP (_ZQ)- <2'3)

Fourier transform of the second term can be derived from the first term by constructing a
relation as
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Figure 2.3: Intralayer interaction potential at the large distances I < r. The solid (green), dash-
dotted (red), and dashed (blue) lines correspond to the Qgr/0 = 1/2, Qr/é = 1/4, and
Qr/0 = 1/8, respectively.
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and readily the Fourier transform obtains

v = Moo [ a2 TPy
o l2m s lg
= lm5nae 245

2

= Te_lq —|— qu_lq-
The Fourier transform of the interaction potential can be achieved by sum of the both terms,
which is
f/(q) = Wdszqe_ql. (2.4)

The interaction potential in momentum space V(q) is shown in Fig. (2.4), and is positive for
all value of q with a maximum at lq = 1. The Fourier transform of the intralayer interaction

can be readily achieved by putting [ = 0 in Eq. (2.4) which gives V, | (q) = def £4-
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Figure 2.4: Fourier transform of the interlayer interaction which has a maximum at lqg = 1.

Second-quantized representation

The Hamiltonian in the second quantization is written formally as

H= Z/dwA (—v2>

The field operators QZJI\ (x) and N (x) are creation and annihilation operators for a particle at
the state with quantum numbers x and A. We write the field operators in the basis of the
plane-wave as

3 [ dxdyi {0l 9V ix - ¥y (¥ ).

)\X

da(x) = > (x[k)a »,

K\
Pl = Do (kix)af ,
K
(xlk) = —— exp (ik.x).

VI?

where L? is the volume of the system, &L , and ay, ) are creation and annihilation operators.
By use of the following relation

/ dxe’ &K x = [25(k — K),

the kinetic term takes the form
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h2k? A
Hgin = Z o Qg K, A-
K, A
The interaction term can be written in the momentum space by replacing the operators and

the interaction potential with their Fourier transforms as

1
Mo = 5 3 [yl (i, gz [ daV (@) vk, (ki
k}; ky
1
_ 2L6 Z /dxdydqe zklx zkgyv( ) iq.(x—y) zk3yezk4x T )\GL )\ak3 /\ak4 N
L2
1 . .
Y > /dqv )ity 7, G Ales, ) /dxel(qkﬁk“)'x/dyel(k:*qu)'y
ki, ko
ka.ka L25(q—k1+k4) L25(ks—ka—q)

1 R N
= Y7 Z V ak /\a A g, A0k—g, X
q,k, kK

where we have chose ks = k; —q = k—q and k3 = ko +q = k' +q, and the Fourier transform
of the interaction potential V' (q) is given in Eq. (2.4). Therefore, the effective Hamiltonian
for the bilayer system, by adding the chemical potential reads

H= Z — Ck,\CkA+ 2L2 Z V(g Ck+q)\CI<’ v Gk s (2.5)

q, k,k’
A, A

where é;r(/\ and ¢y are creation and annihilation operators, respectively, for a molecule with
momentum k in layer .

2.2 Spin density wave

We review the spin density wave phase in 1D following Groner in Ref. [23]. The broken sym-
metry has been treated in the framework of the mean-field theory. However, the mean-field
theory is not appropriate in 1D. Due to of the reduction of the phase space in 1D, the sys-
tems are unstable even in the absent of the interaction (see divergent behavior of 1D response
function in Fig. , and actually it would not be considered as a Fermi-liquid. By the way,
mean-field theory can reveal the main features of the 1D model. The treatments beyond the
mean-field theory can be found in Ref. [41].

We start by examining the divergent behavior of the response function in 1D. As discussed
in App. [A] the explicit integral form of the response function in one-dimension reads

x(g) = / f“m (2.6)

27) € — €hiq
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where fj, is the Fermi distribution function. The integral can be performed readily for 1D at
zero-temperature by fr = 0(kp — k), which gives the result

, (2.7)

m q+2k
x(q) = 1n‘ =

Cah2kp g — 2kp

where m is the mass of the particle. This result can be compare with the response function
in 2D and 3D which are given in Eq. . The situation in 1D is particular, where the
response function diverges at ¢ = 2kp, as can be seen in Fig. The divergent behavior of
the response function at ¢ = 2kr comes from the particular topology of the Fermi surface in
1D, which is two points as is shown in Fig. The response function in Eq. shows that
the most contribution of the integral comes from the pair of states, one empty and one full,
which differ by ¢ = 2kr and have the same energy. The whole states close to the Fermi-surface
in 1D contribute to the such diverging behavior. However, in higher dimensions the number
of such states reduced significantly in comparison with the states coupled by the same vector,
but with the different energy (see Fig. [2.6).

5q q = 2kr + 0q /:
~=
® / O
kg kr
ex ~ —h’kp(k — kp)/m er ~ h2kp(k — kp)/m

Figure 2.5: The linearized dispersion relation for a free fermionic gas, in the vicinity of the Fermi
surface is shown. The Fermi surface is just two points. The states of the particle and
hole close to the Fermi surface but in the opposite side, can be coupled by a single vector
g = 2kp in 1D. (The image is reproduced from Ref. [23])

We consider a so-called one dimensional Hubbard Hamiltonian, as a system with the
simplest possible interaction, to study the SDW in 1D. The Hamiltonian reads

At oA U At oA . .
H = Zekalvaak’g + N Z alvaamq,ga,ﬁ,’_gakr_q, o, (2.8)
k,o k, k', q

where dL » and ag, , being the creation and annihilation operator, respectively, and U is the on-

site Coulomb interaction. We split the density operators to its mean-value and the fluctuation
around it to obtain

. o .
Pgo = Z ko Ok+qo
k

<[)qa> + (:ﬁqd - <ﬁqa>)
(Pao) + 8o (2.9)
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Figure 2.6: Topology of the Fermi surface in 1D and 2D of a free fermionic gas. The coupling vector
of the particle-hole pairs are shown with arrows. (a) In 1D system, a single vector couples
the whole particle and hole states in the vicinity of Fermi surface. (b) The number of
the particle-hole pairs, with the same energy, coupled with a single vector |q| = 2kp, is
significantly reduced in 2D. (The image is reproduced from Ref. [23])

By inserting this decomposition into the Hamiltonian in Eq. , after neglecting the
quadratic term in the density operator fluctuation 0pgs0p—q—s. We keep the expectation
values at ¢ = 2kp, as it is the most interesting point due to divergent behavior of the response
function. The mean-field Hamiltonian reads

A i (- . . . 2N|A?
Hur = Z eka27aak70 + Z {Aew (a£+2kp,T“k,T + al+2kF,¢ak,¢> + h-c'} + %,
k,o k
(2.10)
where we have introduced
A = |Afexp (i)
U .
= N Z<p2kFT>
k
U R
= 5 (D2kpl) (2.11)
k

which later would be clear that it is actually the order parameter of the SDW phase. The
mean-field Hamiltonian can be diagonalized by means of the Bogolyubov transformation, by
introducing the operators as

Yie = Myaw — Ni agr, = Mpe " ayy, — Nie'® oy,
(2.12)
Yo = Ngaig + M aor, = Nge ¥ arg + Mpe'? agy,
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where coefficients satisfy the relation M. ,?—|—N 2 — 1 to guaranty the canonical transformation of
the operators. The subscript 1 and 2 refer to the states close to the kr and —kp, respectively.
Diagonalized Hamiltonian reads

2N|A?
_ oz d A
Hyr =Y By o ko + ) B oioko + = (2.13)
k,o k,o
with the dispersion relation for the quasi-particles as
By, = e + sign(k — kp)/(h2k2 /m)2(k — kp)? + AZ. (2.14)

The dispersion relation shows a band gap in the single particle excitation. It has to be noted
that the dispersion relation of the free system is approximated around the Fermi wavevector
in Eq. as € ~ h’kp(k — kr)/m. We analyze the order parameter A to understand the
nature of broken symmetry and its relation with the observable of the system.

At the first hand, we present the spin density, which in the second quantization takes the
form

A

[ (@)¥y (@) — ¥ (@) 0, ()|

> {af san,r —af ag, e ® T (2.15)
k, k'

S(z) =

N — DN =

where we have used the expansion of the field operator in the plane-wave space as \i/,,(x) =
>k Gk, cexp(ikx). As we are interested in the paired states by ¢ = 2kp, we single out the
couplings with k' = k + 2kp. The expectation value of Eq. (2.15) reads

1 L L .
(@) = 3 > {WLWH%F,H - <al,ﬂk+2kp,¢>}€’2k” +c.c.
k

1{2|5‘ei(2km+<p) + 2|S|e—i(2kF:c+<p)}
2
= 2|S|cos (2kpx + ), (2.16)

that we have introduced the complex parameter as

S =18 = > (al ranponp.t) = (Prrpt)
p
= - Z@Lﬁmzknw = —(P2kpl)- (2.17)
P

We construct a relation between the order parameter and the spin density as

U
A =|Ale"Y = —S. 2.18
Al = (218)
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Figure 2.7: The dispersion relation of the spin density wave phase in 1D. The discrete translational
symmetry of the SDW phase with a period A\g = 7/kr determined by the Fermi wavevec-
tor. The modulation of the spin density wave is shown for two subbands: spin up and
spin down density. (The image is reproduced from Ref. [23])

Hence, there is a direct relation between the spin density and order parameter whenever
the expectation values <&L7 Udk+2kF,cr> takes on non-zero value. As the spin density shows a
modulation, it is said that the system undergoes a phase transition into spin density wave
phase. In the ground state of the SDW phase, both the spin rotational and the translational
symmetry of the system are broken and the periodicity of the system being Ao = 7/kp. The
Fermi surface is entirely removed (in 1D) as is depicted in Fig. The SDW ground state
can be taken as two charge density wave states, one for spin up and one for spin down that
can be written as

pr = po(L+cos (2kra+ )
p, = po(l+cos(2kpz+p+m)), (2.19)

which is shown in Fig. 2.7} Finally, the ground state can be written as

"I/()): H 'AYIk’T'AY;kﬁ H 'AYIk,fY;k,¢ |0> (2-20)
k| <kr k|<kr
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2.3 Superfluidity

We present a brief review of the superfluidity. Actually, we take the terms "superconductiv-
ity" and "superconductivity" interchangeable as the microscopic mechanism describing both
of these phenomenas is the same: conventional Bardeen-Cooper-Schrieffer (BCS) theory. The
following description is adopted from Ref. [3], and it can also be found in more detail in
references. [43] 19, [1J.

The superfluidity stems from an attractive pairwise interaction which can form a bosonic-
like state by coupling states with k T and —k |, known as the Cooper pair. The origin of
the attractive interaction between charged particles, in the framework of conventional BCS
theory, are due to the exchange of the lattice vibration, so-called phonons. Indeed, the inter-
action among charged particles, say electrons, can be mediated by means of phonons through
electron-phonon coupling. Such effective attractive interaction can be given for states in the
vicinity of the Fermi surface as |ex — exiq| < d ~ wp, where wp is the Debye frequency, the
phonon characteristic frequency.

Given the existence of such attractive pairwise interaction, we continue by working over a
simplified Hamiltonian as

_ 4 g g4 At s .
H= Z €kCic, o Ck,0 ~ g Z Cler 1l C-1 4 qu it (2.21)
k’U k» klzq

where g being a positive constant. This model, which is globally referred as the BCS Hamil-
tonian, has to be taken as an effective Hamiltonian, which is valid over the thin shell around
the Fermi surface as |ex — €x,| < §/2 and |e — €, | < 6/2. To examine the instability of the
system described by the Hamiltonian in Eq. , we observe the fate of the Cooper pairs
by means of the four-point correlation function (two-body Green function) as

A~

C(@7) = 33 S s ()9 1, ()t (004 (0)). (222

Kk, k'

This two-body Green function describes the propagation of a Cooper pair under multiple
scattering in an imaginary time 7. The pair states is scattered under the interaction with
invariant center-of-mass-momentum like |k+q 1, —k |) — |k’ +q 1, —k’ |). Switching to the
frequency representation, the correlation function takes the form

— 1 g —iWm T T2 7t 7t 7 h
Cla) =C(q, wm) = 5/0 dre”*m7C(q,7) = T2d Z<¢k+qT¢,k¢¢k’+q¢¢7k’T>7 (2.23)
k, K/

where § = 1/T is the inverse temperature and w,, = 2mn/Bh is the bosonic Matsubara
frequency (see finite-temperature Green function chapters in for example references [19, [1], [3]).
We treat perturbatively to solve the correlation function in Eq. . Ladder approximation
which accounts the Cooper pair propagator in the lowest order, is shown in Fig. The
vertex part I'q (the effective interaction), is shown also in a so-called Dyson equation form.
By translating the diagrams into an algebraic form we have
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Figure 2.8: The propagation of a Cooper pair in an interacting system. (a) Two free Green functions,
carry momenta p + q and —p, interact by transferring fixed value of momentum q. (b)
The vertex part of the propagator acts as a effective interaction, and obeys Dyson’s
equation. (The image is reproduced from Ref. [3])

gT
Fq=g+ T Z Gp+qG-ply: (2.24)
P
We solve Eq. (2.24)) for I'q to obtain

Ty = J (2.25)

1- %% Zp GP+QG_I) .

We engage contour integral to calculate the denominator of the Eq. (2.25]), by taking into ac-
count that the single-body Green function at non-zero temperature is Go(p, iw,) = 1/ (iwp, —
(p) where (, = R%p? /2m— pu being the dispersion relation of a free particle subtracted by chem-
ical potential. The sum of momentum and frequency over multiplication of the propagators
is written explicitly as

T T ) ) .
Td E Gp+qG-p = Td E Go(p + q, —iwy + iwnm)Go(—p, iwy,)
P p.n
T 1 1
= = - - - . 2.26
Ld ; iwp, — (—p —iwn, + iwm — (ptq (2.26)

For evaluating the sum over frequency indices, we introduce the following function

1 1
F(w) = - — —— .
W—Cp W+ iWm — (ptq

By employing Poisson’s formula, we convert the sum to a contour integral
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> Fliwy) = —$ dwF(w)f(w), (2.27)

— 2w Jg

where f(w) = (exp (Bw)+1)~!is the Fermi function. The contour is shown in Fig. included
two simple poles of F'(w) at z = iwy, — (p+q and z = (_p, and poles of f(w) which are all
along the imaginary axis at iw,, where for fermionic propagator we have iw = (ir/3)(2n+ 1)
with n = 0, £1, 2, £3---. There are two contour which we denote them by R and R'.
The integral around contour R’ is equal to the sum of the residues containing poles on the
imaginary axis plus two residues of F'(w). Since the contour integral around R’ vanishes when
R’ — oo, we have

w — plane

X
W = W — Cpiq

Figure 2.9: The contours which is used in the finite temperature calculations of two-body propagator.
Two simple poles of F'(w) at w = iwy, — (p+q and w = (_p, are shown. The poles of f(w)
are along the imaginary axis.

= 0= b dwP@)f(e) +2mi T Res F@)f @)t pomion-Gorar

We have the result of the sum by using the relation in Eq. (2.27), which reads

1
B Z F(iwy) = Z Res F(w)f(w)’wchp,w:iwm—Cpﬂ'



24 CHAPTER 2. PRELIMINARIES

The residues can be readily evaluated as

f(¢p)
m Cp - CPJrq,
fiwm — Cp+a)
m Cp - Cp-i—q.

Res F(w) f(w)|w=c_, =

Res F(w) f(©)]—tin—Gpra (2.28)

We write down the sum in Eq. (2.31) by engaging Eq. (2.28]) and the relation of the Fermi
function as f(iwm — Cptq) = [((p+q) — 1 as

Cp—l—q f(Cp)
+Cp+Cptq

T ) . .
Ti Z Go(p + q, —iwp + iwy)Go(—p, iw,) = Td Z o (2.29)

p?n

We calculate the sum for the special case of q = (0,0) by taking the system as a spatially
homogeneous and also the static configuration of the pairs w,, = 0. Replacing the sum over
momentum by energy integral, and remembering the interval of validity of the attractive
interaction, we obtain

Td ZG G_p= / del/d(e)if(e) ~ v(ep) /WD de _ ve(ep)In (w?D), (2.30)

wp 2e T €

where for a narrow vicinity of the Fermi surface, we have replaced the density of state by its
value on the Fermi energy v%(er). Replacing the result into the vertex function, we obtain
the result

_ g
Tq= - A er I (%) (2.31)

We see that even a weak attractive interaction g < 1 can contribute to the divergent of the
pair formation. Hence, the system is unstable versus to the superconductivity. The critical
temperature could be obtained by examining the condition where vertex function develops a
singularity that leads to

1
T. = wp exp [] , (2.32)
gv
which marks the transition temperature to the superconducting state.

We saw that below the critical temperature 7., a macroscopic number of Cooper pairs
would exist within the system. Thus, we decompose the pair of operators into the average
value of Cooper pairs and the fluctuations around it. we write

~

échTéT_u = (Gqlly) + (éJlrméT_u - <6LT6T_1(¢>) ;
Callr = (CorCir) + (Cox i = (Eaeaer)) -
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Such decomposition of the operators reveals the order nature of the superconductivity. In the
normal phase <éLTéT_k¢> = (¢_k|Ckt) = 0. On the other hand, when this expectation value
takes on non-zero value, it implies the existence of the macroscopic number of Cooper pairs
within the system: superconducing state. Inserting those mean-field decompositions in the
interaction term of Hamiltonian and neglecting terms quadratic in the fluctuations, we write

I IVIT VIS SR I [Ty
<01T<¢C ) (Eowy iy = (eoiéer))

+ o+

of of . R
( ktC—k| — Cm kJ,)) (e_w Cirt)

CLTéT—k\L<67k’$Ck’T> + é*k/\Lék/T<éI{TéT—ki> — <éfk'¢ék'T> <é;r<Té1;k¢>

Therefore the BCS Hamiltonian after adding the chemical potential becomes

Ld’A|2

k,o

We have defined the order parameter as

LdZ (Ol 1) = =5 (Z(QsléLTé*uIQQ) , (2.33)

k

where the expectation values are taken at the ground state of superconducting phase. By
writing the operators in the Nambu spinor representation, we attempt to diagonalize the
mean-field Hamiltonian as

and the Hamiltonian reads as

H— uN = Zm*(CkA —a )\If +Z<’k dez (2.34)

Now by canonical transformation of the Nambu operators, under which the anti-commutation
relation of the fermionic operators are left invariant, the mean-field Hamiltonian can be
brought to a diagonal form. We write the unitary transformation of the operators as

L et _( cosby sinby Ciet I
Xk = ( AT—ki ) o < sinf, — cos Oy ) ( éT—ki = Uy V.

We set tan (26) = —A/(x by putting cos (26x) = (x/Ak and sin (20x) = —Ax/Ak, where the
dispersion relation of the quasi-particles can be obtained as



26 CHAPTER 2. PRELIMINARIES

A = (A2 + )2, (2.35)

The diagonalized Hamiltonian reads

A?21d

H—pN =Y b, ono + Y (Ge— M) + (2.36)

k,o k

The dispersion relation for quasi-particles excitation shows a energy gap which removed the
Fermi surface entirely. The ground state of the superconducting state reads

Q) = H @Tkréﬁ—kﬂw ~ H (cos Ok — sin 9kéL¢éT_k¢) |0). (2.37)
K k

Finally, by solving Eq. (2.33) self-consistently we obtain the order parameter as

9 N e _ 9 A
A = Ld;<95|ck¢CkT’QS> Ldzk:smekcosek2Ld;(A2+C§)1/g

A [¥D d
s (Asf)cnggﬁsmh‘l(w/ﬁh (2.38)

Q

We have assumed that in the low-energy pairing and also in the vicinity of critical point,
the order parameter can be taken momentum-independent. Solving the relation for A in the
extreme limit gv < 1 we obtain

___ W S
A= S (1/g0) 2wp exp < gl/>' (2.39)

Comparing the explicit form of the order parameter with one we have achieved for the critical
temperature in Eq. (2.32)), we observe a relation between the order parameter at 7' = 0 and
the critical temperature

A~ 2Tc. (2.40)



Chapter 3

Spin density wave

In the preceding chapter, the dressed Born-Oppenheimer potential for the bilayer system has
been presented. Our starting point would be the investigation of the instability of the system
versus spin density wave (SDW) phase. In the following chapter, two methods for analyzing
the instability would be presented. In the first approach, we add an external field coupled
with the spin density and examine the response of the system in the mean-field theory regime.
In the second, we use random phase approximation (RPA) in the many body field theory
framework. Indeed, the both approaches stay in the limit of the weakly interacting system.

3.1 Hamiltonian for interlayer interaction

The Hamiltonian in the second quantization, including the intralayer and the interlayer in-
teraction, is presented in Eq. . In this chapter, we are interested in the instabilities
that is induced by the interlayer interaction. The effect of the intralayer interaction can be
found in [29, 13]. It is shown in Ref. [29] that by tuning the external parameters of the
system, it is possible to substantially suppress the intralayer instability. In the next chapter,
we take the intralayer interaction to renormalize the parameters of the system. By the way,
the Hamiltonian for the interlayer interaction i.e. the interaction of the particles in different
layers reads

1 -
H = Z e(k) — pa] CL)\ Ckx T 72 Z V(q) CL+k,\ CL/_qX Ck/ N CkAs (3.1)
k

!
A=1,2 a,kk

where cL)\ and c¢g) are fermionic creation and annihilation operators for a molecule with
momentum k in layer A. The first term sums the kinetic energy of the molecules (k) = %
with mass m, in both layers including the chemical potential for each layer. We restrict the
calculations into zero-temperature T' = 0. Therefore, the chemical potential is equal to the
Fermi energy 5;‘; = px. The second sum counts the interaction of the particles in different

layer A # X. The particles interact by means of the potential V(q) which is given as

v _ 2 (12 B 7/‘2/2) —iq.r
Vig) = /deff (l2+T2)5/2 e T dr

= wdZp q exp(—lg), (32)

27
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where d. ¢ being the effective dipole moments of the molecules introduced in previous chapter,
and [ stands for layers separation.

The particles are confined in two layers. For such two states system, it is convenient to
introduce the pseudospin-1/2 operator 2m; = hc;.r/\ o\ Gy, where o denotes the Pauli spin
matrices belongs to particle ¢. The molecules in layer 1 and 2 will be represented by spinors
| 1) and | | ), respectively. Therefore the Hamiltonian in Eq. takes the form

H = Z ,u,)\ Ck:)\ C) + L2 Z V ck—&-qT CL, ql CK'\ Chet - (3.3)
q.k,k’
A2ty
In the normal state, given the unitary density of particle in both layers n; = no = ny,
there would be no magnetization i.e. M = (¢n| Y, m;|1oy) = 0. It implies the paramagnetic
state i.e. absent of the interlayer correlations. The ground state of the normal phase is given
by filling the lowest energy state up to the Fermi energy for either spin

wn) = I e TI cbylo)- (3.4)

|k|<kp |k'|<kp

Before proceeding further, it is worthwhile to rearrange the Hamiltonian in Eq.
to obtain a concise form. Noticing that there are two pair of operators which act over the
different space, spin-up and spin-down states, it is possible to exchange the operators in
the interaction term without producing any extra terms due to anticommutation relation of
fermionic operators

H= Z —ml ey g+ L2 > V(@) gy et el —ql KL (3.5)

Ik’
A &

Hop

By calling the kinetic part Hy and introducing the density operator as

Par = D Chign Cir- (3.6)
k
the Hamiltonians reads
1 -
H = Ho + 72 Z VaPat P—al- (3.7)
q

3.2 Instability versus spin density wave phase

In the following section, we examine the instability of the system to the SDW phase by
means of two different method: Linear response theory and RPA method. Both approach are
restricted within the weakly interacting system.
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3.2.1 Mean-field instability

In the preceding section, the Hamiltonian in the pseudospin representation have been derived.
We are ready to examine the stability of the system against the SDW phase. We are interested
in the response of the system to an external field which is coupled to the spin density of the
system

1 -
H = Ho + 72 Z Vapat p—qi + Z hq (Pat = Pql)- (3.8)
q q

First of all, we decompose the density operator into its mean value (mean-field) and the
fluctuations around the mean-value

Pax = (Pgr) + (Pgr — (Pgr))
= <pq)\> + 5)0q)\a (3.9)

where the mean-value of the operator are taken at the ground state of the normal phase. We
continue by neglecting the terms in the second order in the fluctuation terms dpgrdp—_q—»x as

1 -
H = Hot 45 > Va(pgr) + 0pgr) ({(p—qr) + 0p—q) + > _ hq (pgr — pai)
q q

1

Ho— 75 57 Vo (pat) (o-a) + 73 3 Va (ot (0-a1) + -at (oas)) + 3 o (it = pat)

q
Hy
v v

= H(I) + Z{PqT (L% (p—ql) + hq) + pq| (L% (p—qt) — hq)}

q

Valp—gr + p-qu) Valp—qr — p—qu)

= H(/) + Z(qu + Pqi) 1 q;LQ ¢ + Z(PqT - Pqi)(hq - ¢12TL2 & ), (3.10)

q q

= o5t

where the symmetry of the interaction V, = ‘N/_q has been used in the third line. It is now
apparent that the effect of the weak interaction term is reduced to a external fields. One of
these external fields is coupled with the charge density (pgt + pqy) and the other is coupled to
the spin density (pgqr — pq)). The H|) term contains unperturbed Hamiltonian plus a constant
term. Therefore, we look to the induced density in the free system as a consequence of the
external fields.

Upon the linear response theory (see App. , it is possible to figure out the charge and
spin density induced by external field. First, we examine the induced charge density in the
system. The induced density is proportional to the external field times the response function

Xo as

ext (Q) Vq<PqT + Pq¢> (311>

nd __ <qu + PqJ,) = XO(q) Peh = XO 212 ’

p
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where we have used the hermiticity of the charge density operator (pgt + pq)) = (P—qt +P—ql)-
There is no instability in the charge density and even there is not any induced charge density
in the system by means of the external field coupled with spin density of the system. It has

to be noted that charge density has to be zero, if Eq. (3.11)) has to be valid. It is plausible
intuitively, as the filed coupled with spin density cannot induced charge density.

Now, we turn to the spin density induced in the system. The response function xo(q) of a
system for an external field coupled either to the spin density or charge density has the same
form if the polarized particles have in common dispersion relation ext = €. So, the induced
spin density reads

in e Valpar —p
s = {pgt — pa1) = x0(q) st—XO(Q)(hq_W)’
| h
- Smd:%)%/‘ (312)

If the denominator of the expression in Eq. vanishes, then even for extremely weak
external field h; — O there is a finite induced spin density within the system. Actually,
it means that just an small fluctuations caused by interaction of the particle is enough to
diverge the redistribution of the spin density of the system. The divergent of S™¢ defines the
instability condition as

xo(q) Vg
1.2
We examine the circumstances which satisfy Eq. (3.13). The response function introduced in
App. [A] The response function of a 2D system reads

= 2. (3.13)

1 lq| < 2kp,
Xo(q) = —2w(E) (3.14)
in which w(F) is the density of state per spin which is independent of the energy in two
dimension. The density of state in 2D is w(FE) = %, where L? is the surface of system and

kr is the Fermi wavevector. By negative sign of the response function and permanent
positive sign of the potential in k-space (see Eq. ), the equality in Eq. can be
satisfied. This instability of the spin-density-redistribution could be a sign of the phase tran-
sition of the system to spin density wave phase. Later, we compare the ground state energy
of the system in both phase to check the phase transition possibility.

We obtain the instability equation explicitly as

7
20(E) f(z) V1 = -2
m L? 9
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Fermi liguid

() 2 4 I's

Figure 3.1: Instability of the Fermi liquid versus SDW as function of y = lkp and ry = md> rrkp /R2.

where we have defined the dimensionless function

flz) = xola) (3.16)

—2w(FE)
R —_—— o=l 51,

and the dimensionless parameters are

dgffmkF
Ts = 72 )

(3.17)
Yy = kF l7
which r characterizes the strength of the dipole-dipole interaction and y measures the inter-

layer separation in the scale of the interparticle distance ox kr. The instability condition in
Eq. (3.15]), by means of the dimensionless parameters, takes the form

rsx exp (—2zy) f(z) = 1. (3.18)

The phase diagram corresponds to the instability condition in Eq. (3.18) is shown in Fig.
as a function of y and 5. One step further, we can show the critical points as a function of x
and y. We minimize the 75 as a function of x to see the threshold of the instability (critical
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points) with respect to x versus y. The function f(z) in Eq. has two parts, which are
defined in Eq. . It can be readily obtained that r; has a extremum point at x = 1 for
all value of y as it increases monotonically for for z > 1. But for x < 1, there is a permanent
minimum at x = % Owing to the regime of this part for 2y < 1, the minimum lays out of
the range of the regime as x,,;, > 1. Thus, for 2y < 1 the minimum of this part emerged also
at z = 1; and for 2y > 1 it is placed at x = % We can show the threshold of the instability
as a function of y and x as

1 y <3,

/2y y> 3,

which is depicted in Fig. [3:2] It is worthwhile to note that instability as a function of x and
y appears just for z < 1 as all value of y.

in
T

00 05 1.0 15 20

Figure 3.2: The critical points of the phase transition toward SDW. The threshold of the instability
appears at the translational vector |q| = z2kp associated with the unique external
parameter as y = lkr and r; = mdifko/h2.

In next section we examine the stability of the system through RPA method. Afterwards, we
calculate the order parameter and the condensation energy of the SDW phase, self-consistently.
But, before leaving this section it would not be time wasting to analyze the behavior of the
bilayer system by a charge density perturbation. So similar to what is done up to now, we
introduce an external field, coupled with the charge density, into the mean-field Hamiltonian
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H = Hot 15 3 Va (o) +80) () + 80) + 3 g (pgr + )
q q

12

1 ~ 1 ~
Ho — 2 Z Va (pat) (P—qy) 73 Z Vg (gt (p—qu) + P—qi (Pal)) + Z hq (pat + pa)
q q q

Hp
: Vy Vq
= Hy+ Y {pa (73 (P—ab) +1q) + Pai (15 (p—at) + g)}
q

Valp—qt = P—qy) Valp—qr + p-ql)
= Hy+ Z(PqT + pql) (hq + 1 q2TL2 a )+ Z(PqT — Pql) . qQTLg o (3.20)
q q

Once again, there are two external fields which are coupled with the charge density and the
spin density. We examine the effect of both of them. First, the induced charge density as a
response to the external field

ind ext vq pind
P = pat + pai) = xo0(a@) e = x0(@) (hq + —75),
and readily solve for induced charge density we obtain
ind X0(q) hq
= = 3.21
P T v (3.21)
212

As we saw in (3.16]), the response function is negative versus positive sign of the potential V,
which guarantee the stability of the system. In other words, by vanishing the external field,
the induced field mutually disappears. For spin density, the system shows

in ex Ve P +p
S = (pap + pas) = x0l@) 61! = xo(g) LT EPat) (3.22)

where obviously is unable to throw the system into trouble and, indeed, the induced density

has to be zero in Eq. (3.22).

3.2.2 RPA approach to instability of the system

In the previous part, we have explored the instability of the system versus to the SDW phase,
by analyzing the mean-field Hamiltonian in the presence of an external field. In the following
part, we employ another approach to scrutinize the stability of the system. We have seen in
the sprite of the mean-field approximation, spin density wave phase emerges by construction
of the particle-hole pairs <c}; n qu>~ Hence, by means of the two-body propagator, we analyze
the fate of a particle-hole pair under multiple scattering in the Fermi liquid. The amplitude
of the particle-hole propagator in the momentum k and energy w space is written as
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N(gw) = Ip(qw)+Ey(qw)
= Z<¢N|T[CL,qACkACL/+qACH,\ lvN), (3.23)

k, K

A=l
where the operators are time ordered and the expectation value is taken in the ground state
of the normal state. We have split the propagator into spin-up and spin-down pair propaga-
tors. This is actually the spin-polarized density fluctuation propagator, where we have put a
fluctuation in the system and take another fluctuation at the end of propagation through the
system. This is particle-hole channel and usually called Peierls channel, versus the particle-
particle channel which called Cooper channel that is the case for exploring the instability to
superconductivity. We engage the Feynman graphical perturbation theory for many body
system to analyze this four-point correlation function (see for example Ref. [31], [19], [42] and
[1]). The lowest order of the approximation for two-body (particle-hole) propagator is visual-
ized in Fig. [3.3] as an infinite series of the diagrams, containing the interaction of consecutive
polarized bubbles.

A A —A A
Z/\)‘ = <:> + <>Ww\<:>\w<>
A A —A A

A :
A —A 2
L OO
A —A
Figure 3.3: The approximation for propagation of a spin-polarized A =7, | particle-hole pair in inter-

acting system. The pairs can interact with other pairs with opposite spin-polarization.
Diagrams show a geometric series which the result of the sum is given diagrammatically.

The selective sum over bubbles diagrams in Fig. [B3] is well-known as the Random
Phase Approximation. Upon the bilayer Hamiltonian in Eq. , the interactions occur
just between particles with opposite spin. Consequently, we have to consider the interactions
between bubbles of opposite spin. In the graphical term, alternatively the spin of bubbles
have to be changed. We sum up the series in Fig. [3.3] by representing a single bubble with
0. As the sum is a geometrical series, we obtain

_ EOT(q,w) E(w(q’w)
1-V2S01(qw)Soy(qw) 1-V2E(qw)Sor(qw)

Y(gw) (3.24)
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where f/q is the interaction of the bubbles by exchanging momentum ¢q. Since the second
term in the denominator is permanently positive, the amplitude of the pair propagator can
diverge. This divergent implies that the system would be insatiable against formation of the
particle-hole pairs. Hence, there could be a spontaneous broken symmetry: phase transition
toward SDW phase where the ground state is composed of such particle-hole pairs. Owing to
the equivalence between the particles with spin-up and spin-down polarization e;(k) = €| (k),
we define ¥p4(q,w) = o (q,w) = ¥p(q,w). The four-point correlation function takes the
form

2%0(q,w)
- 2>
1- |:Vq EO(‘LW)]

E(qv w) =
and the instability condition reads

Ve So(gw) = 1. (3.25)

The job is now to translate the single bubble into the algebraic form: finding the ¥y(q,w).
A single bubble is composed of two free one-body propagator or free Green function Ggy. We
translate it to the analytical form by integrating over free indices of the momentum k and the
frequency 7. It turns out to be

2
iSo(qw) = (—1) x <217’T> /dkz g—ZGo(k, n) x Go(k + q, n+w). (3.26)

The minus is due to the fermion loop in the bubble. The free single-body Green function is

Ok —kr) , Olkr—F)

k,w) = .
Golk,w) hw — ek + 10 hw — € — 0

(3.27)

So the integral in Eq. has four terms. First we do the integral over frequency. Two
terms out of four terms have pole in the same imaginary half-plane of . We close the contour
in the opposite half-plane, thus their integral give no contribution. The other two terms have
pole on the opposite sides of the half-plane and by use of contour integral we obtain the
residues

d
5 Colk. )Golk + g, + w)

_ /dn 0k —kr)  O(kr — |k + g
2n hm — e +190  Tw +hn — €prqg — 10

/d"7 O(kr — k) y 0(lk + q| — kr)
2 hm — e — 10 hw + hn — €gqq + 10

) m{e(k — k) — [k + ql)  OCkr — k)0 + g| - m} (3.28)

2w hw — €ptq + € — 10 B hw — €pqq + € + 10
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where in the last line the negative sign behind the second term in the bracket, is due to the
counter-clockwise direction of the contour integral. By replacing this result in Eq. (3.26]), the
pair-bubble looks as

L\? O(kr — k)O(|k —k Ok — kp)0(kp — |k
Eo(q,w):(> /dk (krp — K)O(|k + q| .F)_ ( F)0(kp — | fql) . (3.29)
2m hw — €gqq + € + 10 hw — €pqq + € — 10

which regardless of a factor of two for spin degeneracy, it has exactly the same form as the
response function in Eq .(A.18). Put w = 0 corresponds to the time-independent case and
neglecting the 7, and using the relation that §(z) = 1 — 6(—x), it takes the form

(LN? [ 0(kr—k)—0(kr — |k + q])
So(q) = (%) / e dk. (3.30)

So we have

230(q) = xo0(9) (3.31)

and by replacing the final result in Eq. (3.25]), we have exactly the same instability condition
for the system as in Eq. (3.13). It can be written

|X°(gg| Va _,, (3.32)

Hence as it was expected, both method released the same phase diagram for the bilayer system,
which is depicted in Fig. 1]

3.3 Diagonalizing mean-field Hamiltonian
In the previous sections, the instability of the system versus SDW phase has been derived and
the phase diagram is shown in Fig. [3.1] The calculations have been done in the frame work

of linear response theory corresponds to the weakly interacting system. Hence, we continue
with the mean-field Hamiltonian

1 ~ -
Hyp = Y le(k) = plchyeht + 73 D VaChygr ki g
k q,k

1 - _

+ Y le(k) — el cry + 2 > Vachiqy criPa
k q,k

1

- Iz > Vqbq By, (3.33)
q

where we followed the same procedure as section [3.2.1] to neglect the quadratic terms for small
fluctuations of number operators. We have introduced the complex parameters as
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dq - Z<CL—q¢Cki>7

k

Bg = Z<CL+QTCI<:T>~ (3.34)

k

As can be seen in Eq. the terms for either spins are uncoupled and well-separated.
Therefore, we present the procedure of diagonalization just for one of the spin-polarization
and then the same would be true for the other. In the following section, we analyze the degree
of freedom of the Hamiltonian to see how we can handle them and how many degree of
freedom in coupling vector is permissible through the mean-field method.

3.3.1 Diagonalizing Hamiltonian for a one-dimensional lattice in a 2D space

Before start to diagonalize the Hamiltonian, we reduce the degree of freedom of the Hamil-
tonian to the simplest case and just take a single coupling vector and its opposite
direction +q. The permissible value for q is shown in Fig. for critical point where we
are interested. Later, we try to increase the number of coupling vectors as much as possible.
However, Hamiltonian for spin-up part is written in the form

1 ~ ~
Hy, = E [e(k) — CLTcM—i—ﬁ E VqCL+q¢ckT0‘q
k k

+q

1 - - ~
= Z { [e(k) — CLT Ckt + I3 Vg |:C};+qT Chet g + CLT Ch+qt aq} }, (3.35)
k

where the hermiticity of potential f/q = f/,q is used besides the complex conjugation relation
for aq as

Gq = Z<C;rc—qick¢>:(Z<C;rc+qick¢>> :Z<C};¢0k+q¢>- (3.36)

k k k

By singling out the coupling vector as +q, we have encountered with the same situation
as nearly free electron approximation [0] has accompanied with a periodic perturbation. The
consequence of such approximation would be the appearance of band gap at the boundary
of the Brillouin zones. So we have a one dimensional lattice with periodicity g within a two
dimensional space.

As the first step, we take coupling vector ¢ ~ 2kp corresponds to the critical points in
Fig. B:2] In this region, it would be shown in next section that the coupling of states is single
i.e. each state at most is coupled with one state. Thereby, it is permissible to pick up a single
coupling vector.

We restrict the Hamiltonian (3.35]) by keeping sum over k just around the boundary of the
first Brillouin zone (BZ), as is shown in Fig. We rewrite the Eq. (3.35) by labeling the
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k, |CI‘ = 2kp

Figure 3.4: The appearance of the band gap at the boundary of the BZ for 1D lattice in a 2D space.
The Fermi surface of the normal state is shown in dotted line.

operators acting over the states near boundary of lefthand side of the BZ by subscript one,
and two for states near in righthand side of the BZ, to obtain

1 - - ~
Hy = Z {51k: CJ{M Clkt + €2k CEM Cokt + 72 Vq Cim Cokt Qg + C;m Clkt O‘Z} }7(3'37>
k

that we absorbed the chemical potential into the dispersion relation terms to avoid lengthy
equations.

Following the Bogolyubov diagonalization method [43], by means of the canonical trans-
formation of the operators, which leaves invariant the commutation relation of the Fermionic
operators, the transformed operators look

Yk = Myeci, — Njcop,
(3.38)
Yok = Ngecig + Mjcok,

where we have dropped the spin polarization symbol. The coefficients My, and Nj, construct
the complex elements of the unitary matrix with the constrains
| My|” + [Ny = 1, (3.39)

in order to guarantee the canonical anticommutation relation for new fermionic operators.
Replacing the old operator by their transformed one, by using the matrix representation of
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the inverse form of Eq. (3.39)), we have

(3.41)

Clk M Ny, ik
Cok —Ng My, Y2k
The Hamiltonian reads
M, ~N; €1k Vf;q M; N; Y1k
o= 3 (e b )| . o
k Ny, M Vf;q €1n — Ny M, Y2k
The complex parameters in Eq. (3.41) can be written explicitly as
Q= qy, e—i<p7
M, = Mpe?, (3.42)
Nk = Nk e%,
After multiplying the middle matrices in Hy, it takes the form
M2e,—2MNa §+N2 ek “NMejpta (M2—N2)%+MN6%

HT = Z(ﬂk V;k)

k ~NMeygta(M?>~N?) 75+ M Ney, M2 e1p+2M Na 15+N% ey,

where we dropped the momentum subscript of o, M and N. By vanishing the off-diagonal
terms of the Hamiltonian in Eq. (3.43]), actually the elements of the unitary matrix would be
found. So we obtain

v
—NMelk—i—oz(MQ—NQ)L—g—i—MNer:0, (3.44)
and employing Eq. (3.39), the solution for the elements of the transformation matrix are
found by setting

M = cos0,
N = sin#, (3.45)

and using the relations

2MN = sin20,
M? - N? = cos20,
2aV,/L?

tan20 = -9l (3.46)
€1k — €2k
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We achieved readily

M? = cos* 0 = 1tcos2f +(320826,
1-— 20
N?% = sin?6 = % (3.47)
and finally, it is solved for trigonometric functions
1 — 2
cos 20 = 7 — = (e1k — €a1)/ — ,
LHtan® 20 ey, — eon) /2 + ( Vy/L2)?
tan 26 V,/L?
sin2f = = - o Vo/ _ . (3.48)
L tan®20 ey — e) /2 + (aV,/L2)?
We use the results of Eq. (3.48)) and the diagonal terms would be obtained
~ 1 20 1-— 20
M261k+ N262k:|:2MNonq = H%elk + %egkioﬂ/{]sirﬂe

5 NG
€1k + €2k €1k — €2k alVy

— + DL AL — 4

a5 ) +<L2> . (39

where the subscript ¢ referring to the side of the Brillouin zone boundary. The diagonalized
spin-up Hamiltonian takes the form

Hy =" Egvhoin, (3.50)
k,1

where it has two part respect two side of boundary zone with eigenvalue

2 ~ 2
€1k + €2k €1k — €2k aV
By == % < 5 ) + <L2‘1> : (3.51)

The eigenenergy E~ refers to the states in the first BZ and the other ET belongs to the
second BZ. The Hamiltonian for spin-down H| can be written down in the analogy with Hj.
Therefore, the full Hamiltonian in Eq. (3.33) reads

1 -
Hyp = HT+H¢—EZanq6q

= > Eialavie — 73 (dﬁ + &*B*) : (3.52)
-
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We define the complex order parameter as

R VA Vy -
A= L—gﬂ = —L—ga. (3.53)

We have supposed that the order parameter is momentum independent. This hypothesis is
valid in the weak coupling limit and in the vicinity of the critical point, where we are concerned.
The mean-field Hamiltonian takes the diagonal form

Hyrp = g Ep Vi Yikx + —=— (3.54)
ki Vq
A=)

Resolving the dispersion relations by €;; — (€;x — ) as it had been said before, the eigenvalue
of the diagonalized Hamiltonian looks

2
+ —
Ef =SR2k g \/<€1’“ . 62’“) +A2 — g (3.55)

The diagonalization of the mean-field Hamiltonian, containing just single coupling vector
q, is done and as it is expected there is a band gap in the single particle excitation spectrum
at the boundary of the BZ. In the next par,t we look to the circumstances that increases the
number of the coupling as much as it remains finite, which is needed throughout the presented
procedure of the diagonalization.

We compare the energy of the ground state in SDW phase and normal state i.e.
Fermi liquid in the coming sections. It is apparent that order parameter is zero in normal
state as a and B which construct the order parameter vanish in normal state as the
expectation value of those pairs are mutually zero i.e. (Y |a,, qakW’ ~) = 0. Hence the Hamil-
tonian (3.54]) coincide with the normal state Hamiltonian within the framework of mean-field.

The ground state in the SDW phase, considering the quasiparticle operators in Eq. ,
would be achieved by filling the lowest energy state up to Fermi energy. We fix the chemical
potential, which is equal to the Fermi energy of normal state at zero temperature. Within our
weakly interacting system, we believe that SDW phase modifies states close to the boundary
zones and elsewhere it would be the same as the normal Fermi liquid. We write the ground
state in the SDW phase as

|Yspw) = H VIkTV;kT H PVIIQPY;M‘O% (3.56)
E, <0 E<0

where obviously the Fermi energy in SDW phase is different from the one in Normal state and

Ej is given in Eq. (3.55).
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3.3.2 Diagonalizing Hamiltonian for a triangular lattice in a 2D space

In the preceding section, we have diagonalized the mean-field Hamiltonian concerning a single
coupling vector (see Eq. ) In the following part, we look to the Hamiltonian with more
allowed coupling vector and analyze the effect of the increasing the number of the coupling
within the framework of the mean-field approximation.

In the two dimensional reciprocal space, two linearly independent vectors are sufficient
and necessary to span the whole space. Hence, there would be two independent translational
vectors. Introducing another translational vector could have two distinct consequences. On
the one hand, it can scale the translational vectors of the lattice by rational factor if it could
be written as a linear sum of the basis vectors, with the coefficient being rational numbers.
On the other hand, it can totally destroy the lattice if the new introduced vector cannot be
expressed as the linear combination of the basis vectors. In the latter case, actually each state
couples to the infinite number of the states and upon the current mean-field method, it is
impossible to diagonalize the Hamiltonian. Hereby, the two dimensional lattice would be the
favorable model which can be dealt within the restriction of the mean-field theory. So we
choose two vectors as the basis vectors with the amplitude q; = g2. The amplitude of the
translational vectors are restricted over the permissible values at the critical points which are

depicted in Fig.

The orientation of the basis vectors can be determined by taking into account that the
ground state energy of SDW phase has to have the lowest energy. Considering that construc-
tion of particle-hole pairs lead to the reduction of the ground state energy, equilateral trian-
gular lattice (hexagonal lattice) provides the higher number of coupling, upon the isotropic
symmetry of the space. Besides, the triangular lattice provides highest number of discrete
rotational symmetry.

Concerning the triangular lattice in Fig. [3.5] for the states far from the vertexes of the
lattice, we have three independent terms in the Hamiltonian. The diagonalized form, inspired

by Eq. (3.54)), reads

2A2[2
Hyr = Z Ei'YJk)\'}’ik)\-i- .
keqq VlIl
i, =11
2A212
+ Y Bl + =
kcqo VQZ
i, A=T]
2A212
Y Bt & (3.57)
s, a3

where each line corresponds to the one sides of the triangle in reciprocal lattice. The sum over
i is restricted over the two side of each coupling vector (area in the vicinity of the boundaries
of the BZs). The eigenvalues are the same as one in Eq. whenever the Fermi surface
does not include the vertex of the lattice (except the origin). As there are three equivalent
independent term in Hamiltonian so the total ground state energy would be
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()

Figure 3.5: (a) The schematic representation of the triangular lattice and the relative configuration
of the Fermi surface. Two independent translational vectors are also shown with the blue
and red arrows indicated by q; and gs, respectively. The third side of the triangles are
shown by the green arrow as the g2 —g;. (b) The Brillouin zones of the triangular lattice
and the relative placement of the Fermi surface have been shown. The typical couplings
of the state by vector q; is depicted for illustrations of the pairing.

2
€1k T €2k €1k — €2k
ESpw = (bspw|Hurlbspw) = 3x2 ) %—\/(%) + A2y

15tBZ
€1k T €2k €1k — €k 9
+ 3x2 ) — T ) t&-u
2ndBZ
2A?L2
+ 33X —-. (3.58)

Vq
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3.4 Condensation energy and order parameter

Following the diagonalized mean-field Hamiltonian in Eq. corresponds to the one-
dimensional lattice, we start to find out the ground state energy of the system in the SDW
phase. We derive the condensation energy in order to admit the phase transition of the sys-
tem as a consequence of the instability versus SDW phase. All calculation is restricted to the
zero temperature 7' = 0. The ground state energy and order parameter has to be calculated
self-consistently. So we present them alternatively together, as their consistency has to be
check throughout the calculations.

We calculate the parameter of the system corresponds to the critical points, which is
depicted in Fig. [3:2] It has to be said that the validity of the calculation is just in the vicin-
ity of the critical point. Hereby, we try to calculate the condensation energy and the order
parameter self-consistently for the phase diagram.

We look to the relation of the order parameter and the ground state energy before leaving
this section. The ground state energy is written

2
€1k + €2 €1k — €2k
Edpw = (Wspw|Hurlbspw) = 2) 12\/<12> + A2 -y

k<k' 2 2
by [arten  Jlan—an)t
k>k 2 2 g
F
2A%[2
e (3.59)
Vq

where the first sum is over the first Brillouin zone and the second sum for the second Brillouin
zone. The Fermi wavevector in SDW phase is shown with prime sign. The prefactor 2 is for
spin degeneracy. Now, upon the definition of the order parameter (3.53)), it is written by use

of @30)

A = Ae¥ = —g@* == Z(a;rc_Hﬁ akt), (3.60)
k

We employ the transformed operator to rewrite the pair expectations value as

(C;fc+qT Ckt) = <01m Cokt)
= NDMe¥
in20

_ s1n2 ol

= fVa/2L" : (3.61)

V(erk — ex)/2)? + (8V/L2)?

The order parameter so can be written as
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f/ A
Va , (3.62)
Agie =2 J

(€1 — €21)/2)” + A2

The order parameter generally is momentum-dependent. But as we mentioned, for weakly
interacting system, we take the order parameter momentum-independent. Equation is
valid up to first Brillouin zone filled state. For the states of the higher bands, we have to
diagonalize the mean-field Hamiltonian once again. The order parameter can also be derived
by minimizing the ground state energy with respect to the order parameter consistent with
the Landau theory approach. Hence we minimize Eg DW as a function of the order
parameter. So we have

OBy > A ) A | AL
A 15tB7 \/(%)2 + A2 ond By \/(elk 52k) + A2 Vq
_— (3.63)

and can be readily solved for a self-consistent equation

Vv, A
A= ol D —
1stBZ ((flk: — ng)/Q) + A
V; A
2Tk2 > : (3.64)

252 \/ (e — ear) /2)° + A

So we are ready to calculate explicitly the ground state energy and order parameter self-
consistently in the coming sections.

3.4.1 In the case of ¢ = 2kp

Concerning the critical points of the system in Fig. [3:2] a large area of the diagram associated
with y < 1/2, corresponds to the instability at ¢ = 2kr. Obviously, the interaction strength at
the critical points rg varies continuously upon this part of the critical points diagram (see Fig.
. We start to calculate the order parameter, since we would need the order parameters
through the calculation of the condensation energy.

Order parameter for ¢ = 2kp

In this regime, we suppose particle-hole coupling take place within a narrow area close to the
Fermi surface. Hence, we introduce a cutoff A\, as shown in Fig. 3.6 in which the states are
coupled by means of the vector |q| = 2kp to the states at other side of the Fermi surface.
Such coupling |q| = 2kr implies that the band gap appears on the Fermi surface. Hence, we
are dealing with the first Brillouin zone and the second band is empty. In the weak coupling
regime, we treat the states out of the cutoff, states far from the Fermi surface, as the states
in the normal phase i.e. A = 0. As we discuss later, the final results of the calculation have
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to be independent of the cutoff A\, which could be done in the regime of the extremely weak
coupling A < ep .

k, |Q‘ = 2kp

/\

Q

>
{1 }\)k‘-;:

Figure 3.6: The Fermi surface of the SDW phase. The cutoff splits the states to the two distinct
areas: the states in the vicinity of the Fermi surface and the states far from it.

The particular form of the self-consistent order parameter equation has a significant
practical importance in the following calculation. Actually, by vanishing the order parameter
in Eq. (3.62)), it reduces to the instability equation (3.13). In the present regime it is written

xo(q)
—92 = i g
v
=1 = L—gw(E), (3.65)

where the form of the response function xo(¢q) in ¢ < 2kp is used. We perform the vanishing
limit of the order parameter in Eq. (3.62)) to see this correspondence as
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- _ Va A
i—>o {A 212 ; \/(<61k — eo)/2)% + A2 }’

V. 1
1 = q
= 21,2 Z 2’
k 2/ ((e1x — €21)/2)
v, 1
=1 = -2y ——
L? Zk: €1k — €2k
v,
=1 = L—gw(E). (3.66)

In the fourth line we have just written the result of the sum in the third line. Later, we show
it clearly.

As it is suggested that the order parameter in the form which is presented in Eq.
is valid just within the cutoff, which is introduced in Fig. and elsewhere we deal with
the vanishing limit of the order parameter A — 0 which is equal the instability equation.
Hence, first we have achieved the representation of the response function in the current regime
q = 2k, in order to employ it in the self-consistent order parameter equation. As the direction
of g is arbitrary, we fixed it along Z-direction. So the response function reads

k,/

0(kz k) 0(k |k+ |)
- - - q
gl =2kp) = 23 —F u

& €lk| — €lk+q]

2 /
- 2(z) T e - wrar e
P L o
2 Jo Jo —¢®+2kyq  q% + 2kyq N
5L (e
h2 0 0 1+£U x—l

- Lo [ {1 1 e

= —2u(E), (3.67)

where we have used the definition of the response function is given in Eq. . In the
third line, the prefactor 4 corresponds to the four quadrants of the integral domain in the
k-space. The coupling vector is supposed to be lying along x-direction with the length twice
the Fermi wavenumber ¢ = 2kp. It has to be noted that for state near the boundary zone in
the righthand side of the BZ, coupling vector g directed in along the negative direction and in
other side is taken vice versa. Therefore, their inner product is k.g = —k,q, which is employed
in the third line. In the last lines the integral’s variable is normalized by Fermi wavelength
x = k;/kr and y = k,/kp that k is considered as k2 = k% + k:; The density of state in 2D is
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engaged as w(E) = mL?/2nh?, which is independent of the energy. In the normal state, the
Fermi surface is a circle with the radius of kg and the integral is performed with respect to
this circle of the Fermi surface.

Now upon the idea of the cutoff in Fig. [3.6] we rewrite the self-consistent equation of the
order parameter. We had mentioned that in the weak coupling regime, the order parameter is
taken momentum independent. Beginning from and taking into account that the sum
is over the first BZ we have

V, 1
T s
Vg m !
2L2 K2 - \/[% (q2—|—2k.q)]2—|-A2
& 1 15tBZ dzdy
Baml o Ja-pprae

= A

= Aw(E)

(3.68)

where the same reasoning as in the calculation of the response function in Eq. is
employed in the mid-steps. The order parameter is renormalized by twice Fermi energy A’ =
A/2¢ep. The last integral in Eq. is over the whole first BZ, and now the area in and
out of the cutoff have to be separated. We perform the integral within the cutoff by finding
the limits of the integral. We attempt to derive the Fermi surface by solving the dispersion
relation for y-component. By use of the dispersion relation for the first BZ , we write

€1k + € €1 — € 2
uo= 1k22k:_ <1k22k:> A2

2
— ;;; [k*+ (k+q)%] — \/{;z;[k2_(k+q)2}} A2

= e |22+ 97 + 21— o) - 2/ - )7+ A7),

and concerning the relation u = ep at zero-temperature, we solve this equation for y to obtain

y= 2/~ a2 + &7 — (1 - [a])2, (3.69)

It is possible to do the integral over the Fermi surface of the SDW phase. So by separating
Eq. (3.68) with respect to the cutoff, we continue with its integral part as
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/1“32 dxdy A /A /VHQ { 1 1 }d p
o — €T y
Ja—fa?+az b U e

4/1 /\/2W(1$)2 dzdy
+
A Jo (1 fx)2+A’2

)

(3.70)

where sign of absolute value function is dropped as the integral is just over the positive value,
and the prefactor 4 counts the other regions. By adding and subtracting a term in order to
make the first integral same as the response function integral in Eq. . Before go further,
we do some approximation to simplify the upper limit of the second integral in (3.70]).

In the weak coupling regime A’ < 1, for area near to the boundary zone (1 — |z|) < 1,
the second term in the square root of upper limit of second integral y, can be neglected in
comparison with the first term

(1—J2)? < /(1 = [2])2 + A2, (3.71)

then the upper limit is written like

y=1/2y/0 -2+ A2 (3.72)

Hereby, the integrals appears as

1 V1—22 1 1
4/ / { — }dmdy
0 0 1+$ r—1

T e Py,
. 1
A Jo (1—x)2+A’2 X Jo l+z -1

= ™ 1 \/i — 2 X
- 4 +4/A [(1_]})”&2]1 = da, (3.73)

(B-70)

that the first integral is exactly the same as one in the response function integral in Eq. (3.67)).
For states close to the boundary (1—|z|) < 1, we approximate further 1 —2? = (1—z)(1+x) ~
2(1 — x). So we have

! 1 1
B.73) ~ 47r+4\/§/ - dz, (3.74)
Yo o]t
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1 .
and by renaming the integral variable as A',z | = z, we continue

1
m \/2] dz. (3.75)

G7d) = 47r+4\/2A’/

By taking the vanishing limit of the order parameter A’ — 0, as the weak coupling regime
there would be a well-define integral. We see that by taking such limit the upper limit goes

to the infinity and we have got ride of the cutoff

— OQ.

lim
A0 A

We perform the integral

(3.70) = (3.75) = 4w+ 4V2A/ hm0
/_> O
= 4dm +4V2A’ /

(%) (3.76)

= 47 — 8V2rA/
I(3)
where T'(z) is the gamma function. By replacing the integral (3.70)) in the order parameter

z
equation ([3.68) we obtain

Y Vg 2 I(3) o
A= Nw(E) 5 (1-2[ e \/K>
= A w(B) % (1 — 0.54VA (3.77)
Now we solved Eq. for A’ to get
, T T(L) 2( 12 )2
A = = —a . —
[ s <fz>] LE T,
1 L? ?
= (0.54)2 <1  W(E) f/q> ' (379

It is convenient to introduce the critical parameters, in which the order parameter vanishes
and that is the very moment of phase transition. Obviously the order parameter vanishes at
i (3-78).

the critical points that we have derived before in Eq. (3.13) and is apparent in Eq. -
By the way, we use Eq. (3.78) to find critical parameter by

e (3.79)
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in which the order parameter vanishes. By use of x = ¢/2kp, y = lkp and rs = dsz mkp/h?,
which are introduced in the Sec. we rewrite the potential in Eq. (3.2)) at the critical
points as

- 2h°
Vg = 7% e exp (—2yx)|2=1
252
= r¢ — exp (—2y). (3.80)

Replace it in Eq. (3.79)), the critical strength obtain

o= L
! w(E)
_ g2 2mh?
mL?’
= 7 =me¥. (3.81)

Finally, we write down explicitly the order parameter by engaging this critical strength in Eq.
(13.78) as

Ao T (r(b
3

2 c
r(i‘z)) (“)

c 2
= 344 <1 - 73‘) , (3.82)

T's

which is valid throughout the critical points in the interval (y < %, x = 1) corresponds to the
critical strength as defined in Eq. (3.81)).

Condensation energy for q = 2kp

The order parameter in the regime ¢ = 2kp is found in preceding part. We turn to the con-
densation energy in the same regime. As it has been said, these two quantities have to be
calculated self-consistently. Thereby, the order parameter has to minimize the ground state
energy in each step of the calculation.

The starting point would be Eq. (3.59). In the current regime q = 2kp, the first band is just
filled. So we have
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€ —I—e €1 — € 2A“L

ESDW  _ o Z €1kt €2k \/( 1k:2 zk) +AZ | + =
15tBZ q

2
= 2> ;i;[k2+(k+q)2]—\/{h?1[k2—(k+q)2]} + A2 —¢p +2A2L2

1stBZ 2m 2 Vq

K2 12 1tBZ A’2
= 92— [ =)kt 2020 2(1—|2]) =24/ (1 — |22+ A2 — 1 b dady + ~—F—
() [ {2 4w 20t -2/0- o+ vy + S

2m q
2 1stBZ A/Q L2
= EN/ { + (1 =z])* =24/ (1 —|z|) +A’2}dxd +7, 3.83
= g2 (1= fal)? - 20/(1 — [z v (3.83)

where we have used k.q = —k,q and introduced = = k,/kp, y = ky/kp by k?=k2 + kz, and
also normalized the order parameter A’ = A/2ep. In the last line we used the total energy
per spin in the normal state that is

L krp $21.2
EYN = < > / L
2’/T 0
h2k4 1— x2
= ( ) // (2% + y?)dady

hQLQk%,
= —, 3.84
8mm ( )

Similar to the case of the order parameter, we introduce the idea of the cutoff which is shown
in Fig. It is mentioned that we use the dispersion relation of the SDW in the vicinity of
the boundary zone, and elsewhere the dispersion relation of the normal state. Therefore, we
split the integral in to two parts: one for states close to the boundary zones, and other
far from it as

/1stBZ {y2 + (1 —|z])? - 2\/(1 la|)? + A2 } dudy

A pV1—z2
4/ / (m2 +y% - 1) dxdy
0o Jo
1 /2022 A2 - (1 a2 5
+ 4/ / {y2—|—(1—x)2—2\/(1—:€) —|—A’2}d:vdy.
A JO

(3.85)

The prefactor 4 counts the number of quadrants as the integrals are over positive one. At each
step of the calculation of the ground state energy, we check the consistency of the calculation
with the order parameter, at the same level of calculations. So we take the derivative of Eq.
(3.85) with respect to A’, by use of the Leibniz integral rule, which is the derivative of a
function with the definite integral form as
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The derivative takes the form

dF(x)
dx

db(z)
dx

= f(a:, b<x))

a(z a(z) T

By employing this relation for the ground state energy in Eq. (3.83)), we obtain

2 8A'2 2 2
_ 9L ESDW _ g [N 2 €F
0 = onE N {E - (3.85) + 7 }

- ENi{ [{\/N(l — )2+ A2 — (1 [a])2 }2+(1 —a) =21 -a) A ] Ciz(A)

(...)x0
12/ TP+ A (1-fa))2 5
4// 8A/{y2+(1—a:)2—2 (1—2x) —|—A’2}dxdy
A JO

16A’~e% L?
Vq

9

where the second line is merely zero. By using the relation

h2 L2k},

EN — mL?
W(B) = = = 205 = 5 (3.86)
€t (ﬁ kF) ™
2m
we obtain for the order parameter
71 L /2P AT (1-a)?
A x A w(E)%— / / dedy  (37)
T™Jx Jo

(1—x)*+ A2

which the rhs is equal to the order parameter by use of Eq. (3.70), regardless of the A-
independent term.

We continue from Eq. (3.85). By engaging the same trick as in the order parameter
calculation, we introduce the complete form of the normal ground state energy as

L /2y (=2 2+ A2 - (1—e])?
B35) = 47r+4/ /
A JO

{y2+(1—x)2 -2 (1—x)2+A’2}dxdy

1 prV1—2z2
— 4 / / (2* +y* — 1) dzdy, (3.88)
A JO
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and by engaging Eq. (3.88]) in Eq. (3.84)), after a manipulation and neglecting the square term

versus the square root term (1 — z)? < \/(1 — z)? + A” for the area close to the boundary
(1 —|z|) < 1, we continue for condensation energy as

Eeon — EN _ ESDW

8 1 V1—x2
= EN; / / (22 +y* — 1) dzdy
1 93)2+A’2
/ / {y22 (1:13)2+A’2}d:cdy

8A'2 2 2
Vq
(3.89)

We perform the integrals to obtain

1962 (1—x) +A’2
/ / (2® +y* — 1) dady — / / {y —2¢/(1—=x)? +A’2}da:dy

_ /;{ (-3 + 23 [(1-a)? +A’2]i}dw- (3:90)
A

We approximate the first integrand by (1 — x2) =(1+ :c) (1-— :c)g A 2%(1 — :p)%, which is
valid for the area close to the boundary of BZ. We continue to obtain

(3-90) /{ [(1-=) —}—A/ﬂi—(l—x)g}dx. (3.91)

Before going further, we check the consistency of Eq. (3.91)), to be minimized by the order
parameter over the same level of approximation in Eq. (3.74)). As the prefactors are out of the
interest, we just check the delta-dependent integrals. By taking the derivative of Eq. (3.91))

8A’ O( f/ d$,

1
1 —z)?+ A 2} !
which corresponds to the A’-dependent part of Eq. (3.74).

Renaming the variable of the integral in Eq. (3.91), with 2 = (1 — 2)/A’, and taking the
vanishing limit of the integral in the framework of the weak coupling A’ < €, the integral
emerges like



3.4. CONDENSATION ENERGY AND ORDER PARAMETER 95

5 o)
— 232A’3/ {[1+z2]i i}dx (3.92)
0

This integral is divergent. Obviously, this tangle is not a physical consequence of the ground
state energy, which is finite in its discrete form in Eq. . It is the result of the approach
in the continuum limit which is chosen for calculation i.e. introducing cutoff in the vanishing
coupling energy A’ < ep. We can get rid of this disaster, by adding and subtracting a term
correspond to the derivative of the integrand in Eq. , the integral in Eq. would
become convergent. Therefore, we show the following relation for the integrand

3 3
' . A=z + AP - (1—2)2 9 3
AT Jim A2 = 5{[1—1’ ]4}|<0
3 1
= = A2 3.93
4\/1 -z ( )

A'? dx

[\
w‘m\m
e

Vi-w /Alm

3 [e’e)
= Q;A'S/ {[1+z2]3—z§ \f}daﬂ—\f/ A’de (3.94)
0

The first integral in Eq. is convergent, contrary to integral in Eq. . If we scrutinize
the SDW ground state energy in its discrete form in , we see that in the weak coupling
regime A < ep the sum in the ground state energy has a term proportional to the square of
the order parameter times the response function as

5 1 .
o) = = {[(1—:1:)2%/2]3—(1—90) v A/z}d“ 1
A

i 2
€1k + €2k €1k — €2k
9 €k T 2% €1k — €2k A2 _
> | ¢ (52 +ar-n
15t BZ
-€1k + €9, €1k — €2k e — e\
= 2 - 14 (SRR A2
19BZ |
—Elk + €2, €1k — €2k 1 (e1p — e\ >
~ 2 - 14— (2200 A28
1stBZ L
1
x 2A? - 3.95
151523;2 €1k — €2k (399

The last term is in the close similarity with the response function in Eq. (3.67). Therefore,
the extra term in Eq. (3.94) is just the response function, at the same level of approximation
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in Eq. (3.74). So we return to the extra term in Eq. (3.94]), and give up the cutoff idea to
obtain the original form of the response function with the correct coefficient

I 1 1+ 1—x
2A’2/ d A’Q/ \/ \/ d
VIR | e o \Wize TVisa (™

= 1A'2

By performing the first integral in Eq. (3.94) and insert it in the condensation energy, we

obtain

(3.96)

EN _ pSDW

ECO’I’L

23 oo 3 A2 2 T2

= EN§ QA'g/ {[1+22]4—z%—i}daz+wA’2 —8~7F
0 4\/2 Vq

| 3
— EN 16\/5 F(_i) A,%+8A/2 _ 8A/2~6%L2.
5 Vr T() Va

Once again, we check the consistency of the condensation energy and the order parameter.

Minimizing Eq. (3.97) with respect to A’ and using Eq. (3.86), we write

(3.97)

(-1 1.2 12
0 = 6A1ECOH EN{16 E ( 14) §A/% + 16A/} o 16A~6FL ’
5 Vm I'(3) 2 ;
= A = A w(E) E 1+L F(%) VA
L? Vor T(%)
.‘7
= A w(B) 14 (1 - 0.54\/A’) : (3.98)

which is exactly the same as the final equation for the order parameter in Eq. (3.77). We

solve Eq. (3.98) to obtain

2 N 72
w(E)L— = E—Ij—: 14+
Vq 6% Vq

and place it in Eq. (3.97) we have

16 /2 T(-3)

Eeon — EN {
)

e
_ EN{16\/5F(_411) A/g+8A,2—8A/2—
™

- 5

_ 8 16 [2) I'(-1) 3
- EN(m‘r)ﬁ o) &

— 087TENA'3.

(3.99)
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We engage the final form of the order parameter in Eq. (3.82) to obtain the ultimate form of
the condensation energy as

5
E°" =19.06 BN (1 - ) : (3.100)

Ts

The positive sign of the condensation energy provides that the system in SDW phase has a
lower energy rather than the normal state. As we showed in Sec. [3:3.2] the lowest energy in
the SDW phase, in the framework of mean-field theory, achieved by a triangular lattice. Then
the lowest condensation energy is three times of the Eq. .

3.4.2 1In the case of partially-filled second Brillouin zone ¢ < 2kp

The critical points in Fig. , correspond to the area within interval (y < 1, z = 1) is studied
in the preceding section. In this section, we analyze the parts of the critical points correspond
to the interval (y > %, x < 1).This regime q < 2kp, shows a rich phases and increased number
coupling in compare to the other regime q = 2kp.

As it is represented in the section [3.3.2] the lowest energy in the SDW phase is provided by
the triangular lattice (the Fermi surface in such reciprocal space is depicted in Fig. . We
start to study the phase diagram in the current regime by decreasing the coupling vector g
for fixed Fermi energy or equivalently, we increase the Fermi energy versus the fixed coupling
vector. By changing the ratio of Fermi wavevector and the coupling vector, we are interested
in the behavior of the system by changing the configuration of the system y throughout the
critical points (see Fig. [3.2]).

It is apparent that by increasing the Fermi surface over the fixed lattice basis, gradually
more and more Brillouin zones would be included inside the Fermi surface. While blowing
the Fermi surface, the system encounters with the moment where the Fermi surface placed
precisely at the vertexes and so-called nesting happens. As the system enters to a new BZ,
consequently a new term would appear in the ground state energy. Hence, the ground state
of the system shows a sudden change whenever it passes such nesting points. Actually, the
system undergoes a phase transition from SDW phase to SDW phase, due to non-analytical
behavior of the ground state at the nesting moments. The behavior of the condensation energy
is shown schematically in Fig. [3.7] versus an external parameter. This transition from SDW
to SDW would be a first order phase transition as the first derivation of the energy shows a
singularity.

In the following, the order parameter and condensation energy, corresponding to the case
that the Fermi surface lied over the first and second BZ, would be presented presented. The
procedure is the same as done in previous section. We first present the calculations for order
parameter.
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Figure 3.7: The schematic representation of the condensation energy versus an external parameter,
say strength of the interaction r, or interlayer separation y. The non-analytical points,
where marked by sudden drop of the diagram, are associated with the nesting points
where the translational vector |g| and Fermi energy kg are commensurate: ¢ = (m/n)kp
by integral m and n.

Order parameter for g < 2kp: case of 32 > 2A/

Since the Fermi surface is expanded into the second BZ, the corresponding term has to be
included into condensation energy. Because the couplings of each particle is yet single, one
particle coupled to at most one hole, then it suffices to consider a one dimensional lattice and
at the end of calculations, we count the 3 independent coupling area of the triangular lattice
by a factor of three.

We start to calculate the order parameter by use of Eq. (3.64) and also rename the
coupling vector as ¢ = 2p. So the interaction potential looks like

V(g=2p) = wd>;; 2p exp(—2Ip), (3.101)

The self-consistent equation order parameter in Eq. (3.64)), can be written

A = Vpop !
2L2 2 2
1508z \/ ((e1x — €21)/2)" + A

Vap 1

AN (3.102)

2 )
2Ty \/((qk —ea)/2)" + A

where once again we took the order parameter as k-independent for the region in the vicinity
of the critical point. We introduce the idea of cutoff, the same as we did in previous sections,
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but this time two different cutoff: one for the first BZ A1 and the other for the second BZ Ao,
which is depicted in Fig. 3.8l Hereby, the continuum limit of the order parameter is written

k, < 2p S
T_’kx L~
— ~
2 %

A A

Figure 3.8: The Fermi surface in the SDW phase (solid line) and normal phase (dashed line) are
shown. Two cutoffs are introduced: one in the first BZ and the second in the second BZ.

A ATy < L )2 m { /1“32 dzdy
- 2 9] B2
2L 2 h \/(1 - ‘x’)Q +A,2

25t BZ
- / dedy } (3.103)
V= fa]? + a2

where the the order parameter is normalized as A" = A/2¢, and the variables as z = k;/p
and y = ky/p, where k2 = k2 + k;, and also we used k.q = 2k.p = 2k, p. Before proceeding
further, we derive the Fermi surface (Fig. [3.8]) as a function of z for y by use of Eq. ,
for both BZ as

€1k T+ € €1 — € 2
uo= 1k22ki (1k22k> A2

2
- ;;;[k:2+(k+q)2]i\/{;;;[kz_(kJrq)z]} 1 A2
PP (2, o 2 2
= S [ 4y 420 - ) 22T — 2 + A7) (3.104)

and by introducing the dimensionless parameters
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_k
==,
(3.105)
Be=1+a
Then Eq. (3.104) can be written as
1+82=a?=L =22 142+ 2(1 - |z|) £2/(1 — |2])% + A'2.
€p
Thus can be readily solved for y to obtain
Yy = \/ﬂ2¢2\/(1— |z])2 + A2 — (1 — |z])2, (3.106)

where positive result corresponds to the first BZ and negative one for the second BZ. We put
the order parameter zero, for the area far from the boundary zone in Eq. 7 and the
integral of the order parameter reduces to the response function, as is showed in Sec. [3:4.1]
Hence, there would be

A AV <L>2 UL /1 /\/ Vit dzdy
= — | =457
212 \2m) B 1-x Jo (1—x)2+ A2
1-X\1 JO — X 1 +x ray

/1+/\2 /\/,32 2¢/(1—2)2+ A2~ (1-z)2 dzdy
1

0 (1—x2)2+ A"

14+MXo 1+52—CE2 1 1
— — )dxd 3.107
[ (o dedy (3107

where 7 is the integral of the response function in the regime ¢ = 2p < 2kp, and is shown in Eq.
. The integrals in the second and fourth lines are subtracted from the complete integral
of the response function to give the correct limit of the integral. In the upper limits of integrals,
we neglect the square term in compare with square root one, for (1 —z)? < /(1 — )% + A"2
which is valid for the area extremely close to the boundary zone (1 — z) < 1. Also, for the
integrals of the response function, second and fourth integral after writing them in common
denominator, we approximate within the same regime as 1 —z? ~ 2(1 —x). It has to be noted
that the integral in the second BZ just has value for 32 > 24/(1 — x)2 + A’2. We take the
cutoff in the second BZ to has a definite value equal to its maximum value as

B* = 2/A3+ A2
54
=X = — A2, (3.108)

4
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By performing the y-component integral and renaming the variables by z = (1 — z)/A’ for
the first band and z = (z — 1)/A’ for the second band, by make use of w(E) = mL?/27h?,
there would be

VitoV1+22 VI+oz
V1422 z

5% V1i—oV1i+22 J1-o0z

_ B/o [ T T e (3109

dz

- A
Vs A’ Al
r_ Vap
A—L2w(E)7T{7r+5/O

that we have introduced a new parameter o = 2A’/B2. These integrals cannot be done
analytically. So we expand them for small ¢ in the regime 32 > 2A’, which implies the region
far from the band gap but yet within the cutoff 32 < 2\. Keep the approximation up to the
first order in o leaves the integral convergent as

~ AT -
N 1+ 1lav1 2 14+ 1
A = —V22p w(E)—<7m + B/A ROV 2 150z dz
L us o | V1422 z
5/2% -17%0\/1+z2 17%02_d
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= Zw(E)—<7T + / —]dz— / —]dz
L? ( )W{ ’ 0o LVI+22 =z P o LVI+22 =z
~ A1
Vzp A A’ 1 1
— E) = - _Z . A1
2 w( )7r T + B 5 W dz (3.110)

Now by taking the infinite limit of the first band cutoff A\; — oo, simultaneously keeping the
order parameter finite and small, and also using the definite value of the second band cutoff in

Eq. (3.108), we perform the integral in Eq. (3.110)) by renaming the lower limit of the second
integral with a = \y/A’ = /072 — 1, we obtain

/ f/p A o0 1 1
v=fram e o[ [t )
Z%w(E)ﬁ/{w + ﬂ[ln(2a)—sinh*1(a)]}. (3.111)

We expand the sinh™!(a) in the infinite limit @ = vo=2 —1 > 1, which is valid for 0 =

2A’B? <« 1, to obtain

1
lim sinh~!(z) ~In(2z) + — +---, (3.112)

T—00 41’2

and engaging this expansion in Eq. (3.111]), leads to
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-2

r V2p A’ _ _a
A= 2u(E) ?{77 + 3 |In(2a) — In(2a) - }
Vap A B 1
= e e - i)
L Ve o A B
~ o) {r -0}
B ‘721) , A,2
- ﬁw(E)A{l—ﬁ—ﬁg}, (3.113)
which reveals the explicit form of the order parameter. We solve it for A’ to obtain
1/2
, 2\
AN=yrp(1l-—"—1]| . (3.114)
Vopw(E)

As we did in previous section, we rewrite the order parameter associated with the critical
strength which vanishes the order parameter. Regarding the critical points in Fig. [3.2, we
rewrite the dimensionless parameter «, introduced in Eq. (3.105]) to obtain

1 y<1i,
o= (3.115)
2y y>1i

and for Eq. (3.114]) at the critical moment, we have

L2 .
w(E) P
P
= — ex —— ) |a=
S o P a 2y
2h2
B . 11
e Smey (3.116)

At the end, the ultimate form of the order parameter looks

C

1/2
A = /733 (1 - :5> , (3.117)

S

where r$ = 2mey by use of Eq. (3.116)).

Condensation energy for ¢ < 2kp: case of 32 > 2A/

We start from Eq. (3.59)), the exact ground state energy of SDW phase including sum over
first and second BZ. Similar to the calculation for the order parameter we rename the coupling
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vector g = 2p, and we introduce the cutoffs for both band as is shown in Fig. We divide
the integral of the energy for area within the cutoff and outside the cutoff. The same as
the order parameter, we perform the calculation for one dimensional lattice and at the end
compensate it by a factor of three. The ground state energy reads

2
€1 + € €1 — €
Bow = 2% 1k2 2k_\/< 1k 2k> LA

hQ L2 1stBZ
=2 (5)0 [ {0 -2y0 - e a0t aody

2"iBZ
{x2 +y? +2(1 — |z]) + 2\/(1 —|z|)* + A2 — 042} dzdy

(3.118)

where we normalized variables as © = k;/p, y = ky/p, A" = A/2¢, and « is introduced in
Eq. . The orientation of the coupling vector is such that k.q = 2k.p = —2k,p. We
solved y-component as the function of xz-component in Eq. for the upper limits of the
integral. The ground state energy looks

1 EN 1= \/HBTIQ
ESDW  _ 36a4{/ / {y2+x2—52—1}dxdy
T

1 B2+42/(1—22)+ A2 —(1—z)2
+ / {y +(1—2)?—2/(1—2)2+ A2 - ﬁ2}dxdy

0

1de py/B242¢/(1-2) +A72 - (1—2)?

{y + ( P r2y/(1—x)2+ A2 - Bz}da:dy
1 0
Vi1+B2—22
/—i—)\g 0

8Al2L2 2
{y + 22 52—1}dxdy} Vzep (3.119)
P
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Before proceeding further, it is good to mention that by doing the same as we did in previous
section, we can check the consistency of Eq. with the order parameter, at the same
level of calculation in Eq. . Actually, it is the same as the Eq. just an extra
integral for the second BZ which has the same form.

We add and subtracts terms a term to Eq. , to make the integral outside the cutoff
in the form of the ground state energy of the normal phase. By neglecting the square term
in compare with the square root term, for (1 — z)? < /1 — x for area close to the boundary
(1 —x) < 1. Also, we approximate further as (1 — x?) ~ 2(1 — z) in the integral outside the
cutoff. The y-component of the integral takes the form

3mal

1+ 8Al2L2 2
+/ 2{ [62—2 (1—%)2+A/2}3/2 - [,82+2(1—I)]3/2 }dl’ +~7€p’
1 Vop

ECOnzlﬁEN{/l {[ﬁwmrﬁ - [52+2(1—x)]3/2}dx
1-X\1

(3.120)

which E" = EN — ESPW  Now by renaming the integrals variables as z = (1 — z)/A’ for
the first BZ integral and z = (1 — x)/A’ for the second one and introducing o = 2A’/% we
write the integral as

>

1

Econ — 167 53{ /A/ {(1 +ovV1+ 22)3/2 - 1+ Jz)3/2}dz
0

3rat

Ao

+/A, {(1- a\/l—i—7)3/2 - (1- 02)3/2}dz} +
0

8A2L%e2
Vop
(3.121)

In Eq. , the cutoff in the second BZ has a definite value which is presented in Eq.
(3.108]). By the way, the integral in this form cannot be done analytically and similar to the
calculations for the order parameter we expand the integrands for small o. So we have for the
integrals in Eq. up to first order

>
=
>

A2
l1+o 1—|—z2)3/2 (1—1—02)3/2}dz—|—/A {(1—0\/1+22)3/2—(1—02)3/2}dz
3 i 3 3
(1+ O' 1+22) (14—202')}dz—&—/A {(1—20\/1+z2)—(1—202)}dz
0

A2

{
[
_ g {/Al 1+z2—z)dz—/N(\/H7—z)dz}

0

= 20/A(\/ 14 22— 2)dz. (3.122)
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The lower limit of the last integral is Ao/A’ = V672 — 1 = a and the upper limit has to go
to infinity A; /A’ — oo. But in this regime this integral is divergent and has to be behaved
through the same way that we did in previous section: as it was shown the leading term in the
discrete form of the ground state energy is proportional to the response function times square
of the order parameter. we add and subtract a term which is equal to the response function
at the same level of approximation. So we have

3 o0 1 |
B122) = Jo {/ (V1422 —z—-)de +/ QZdz} : (3.123)

First we calculate the extra term. It is the same as the integral of the response function in
Eq. (3.110)). So this integral form of the response function in Eq. (3.110)) has to give the value
of the response function which is 7 (look Eq. (3.67))). Then, the following relation is valid

ﬁ/ 1dzzﬂ'.
o 7

The extra term in Eq. (3.123]) achieves the value as

/ R (3.124)

Now the first integral in Eq. (3.123)) would be
e 1 1
/ (VIF 2=z~ )z = ¢ [142a(a — 1+ a2) — 25inh™"(a) + 21n(20)] . (3.125)
a z

By expanding the result, term by term for large a, which is valid for small o, and keep the
terms up to the second order we have

1+2aa—V1+a2) = 142V 2-1(Vo2-1-0")
Vo2 -1
o

1 2 o2 ot
1 2(;—1)—;(1—

= 14+202%2-1)-2

Q

2
g
—. 12
- (3.126)

We expand sinh™! z around for large value by means of Eq. (3.112). Thus, the sum of the
hyperbolic and logarithm terms in Eq. (3.125)) leads to

21 2 1 2
<=1 ~ _ ~ 2

Finally, gathering all the terms and inserting back the integrals at the original place in Eq.

(13.121)), we write down the condensation energy as
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That is the moment we can check, once agin, that the order parameter minimize the conden-
sation energy

O B — SEN oA 4 A 16A~’ L€ _
at 2733 Vap ’
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which is the same as the order parameter in Eq. (3.113), where we have used Eq. (3.86) and
the relation

EN  EN
p F

to derive Eq. (3.129). Now by engaging Eq. (3.129) in the form

L26% SEN A2
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Vop @
We rewrite the condensation energy inkEq. (3.128) as

). (3.131)
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By replacing the final form of the order parameter in Eq. (3.117)), the ultimate form of the
condensation energy would be

47rﬁ3 e\ 2
Een—pN_—F ___[1-=5) | 3.133
(EwDE ( ) (3.133)

So the order parameter and the condensation energy are obtained self-consistency for
the region of the phase diagram associated with ¢ < 2kr and 82 > 2A’. The results of this
regime do not merge into the results of the regime corresponds to ¢ = 2kr when 5 — 0.
Therefore, we once again solve the order parameter and the condensation energy with the
same configuration of the Fermi surface but this time for 82 < 2A/.
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Order parameter for ¢ < 2kp: case of 32 < 2A’.

In this part, once again we repeat the procedure of the self-consistent calculations to obtain
the order parameter and the condensation energy corresponded to the interval (y > %, x<1)
of the critical points in Fig. We perform the calculations in the asymptotic regime for
(3% < 2A’" where \/1 + 2 ¢ = 2kp. Similar to the previous part, we obtain the parameters for
a one-dimensional lattice and by a factor of three, we count the effect of the triangular lattice.
We start by the integral form of the order parameter in Eq. . We write the equation
into the favorable parameters associated with the current regime as
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(3.134)

where o = 2A’/32%. In the limit 32 < 2A’, the first term in the second integral dose not
contribute as it is imaginary. The reason is actually absence of the states in the vicinity of
the band gap. We attempt to explain the physical reason by employing the one dimensional
system. The density of state vanishes close to the boundary of the BZ within the interval of
ep — A < e < € + A, where 2p = g and q is the translational vector in 1D lattice. In the
current regime 32 < 2A/, the second BZ states fall into the interval e, < ¢p < €p = a?ep =
(1+ B8%)ep, and it can be shown that it is within the forbidden interval. The lhs limit is larger
than the lhs of the forbidden area as obviously €, — A < €p. The rhs can be shown that is
smaller than the rhs of the forbidden one as (1 + 8%)ep < €p + A = B2ep < A = 52 < 24/,
which is indeed true as we are dealing with the regime 5% < 2A’. This reasoning is also true in
2D. We continue with Eq. (3.134), By neglecting the term in the second integral corresponds
to the second BZ of the SDW phase, it reads

VEViTe (&4
V1+ 22 z
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(3.135)

Once again, considering the square root in the second integral, the upper limit has to be
restricted with its maximum value as
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Rearranging Eq. (3.135]), we have
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(3.137)

We expand the integrands as a perturbation of 32/2A/, except the last integral that we keep
it without expansion (in the last integral the term (2/2A’ is comparable with z). After
rearranging, there would be
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where we have separated the first integral, which is obtained by adding and subtracting a
term is become equal to the order parameter in the regime ¢ = 2kp. The other terms are
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corrections respect to the extension of the Fermi surface into the second BZ. Performing the
integrals it looks

x - o p{i-n/2 fhva)

Y 5
+ w(E) ‘22;’\/173%;52\/&

= w(E )%5A’{1—054W}

+ 029 w(E )Vz”ﬁ%ﬁ (3.139)

where the first line of the result is exactly the same as the order parameter in the regime
corresponds to ¢ = 2kp in Eq. (3.77). The next term is the correction. We solve the
quadratic equation to obtain the order parameter

S @) =)+ () — 12+ 065 () 22
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1.08w(E) 22

The disaster which is happened, is that the order parameter dose not vanish at the criti-
cal point w(E)Va,/L? = 1. The reason is that we have neglected one of the term in Eq.
.This non-vanishing order parameter is not a physical effect, because the order param-
eter in its discrete form in Eq. merges to the instability equation at critical point.
The problem has been created as the problematic approximations: in spite of vanishing limit
of the order parameter A’ — 0, we have introduced % < 2A/.

Any way, the aim was that to show that the order parameter for the regime q < 2kp,
coincides with its expression in regime ¢ = 2kg, which it does indeed:

lim (3139) = (B.77). (3.141)
—

Condensation energy for ¢ < 2kp: case of 32 < 2A/

After that we have checked the correct asymptotic behavior of the order parameter in different
regime, we do the same for the condensation energy. We start with Eq. (3.121]) and reform it
as is proper for current regime
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Once again, the integral of the second BZ has no contribution, as it lays over the forbidden
region. The upper limit of the integral, owing to the square root of the integrand, has to have
restricted value up to Ay = 2/2. We expand the integrands and keep the terms up to the
second order in 32/2A’ < 1. We continue with integrals as
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After adding and subtracting some terms to obtain the integral of the condensation energy in
q = 2k, we continue
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The first line is exactly the integral of the condensation energy in ¢ = 2kp regime (see Eq.
(3.92)). The other lines constitute the correction correspond to the current regime. The
integrals can be evaluated. The condensation energy would be

1
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16v2T(—3) BN G2
3ym I(L) ot
By use of the order parameter in Eq. (3.139]), we obtain the relation

Az (3.145)
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We insert this relation into Eq. (3.145)), and by expanding o* = (1 + 32)? for small 32, the
ultimate form of the condensation energy would be
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The condensation energy in Eq. (3.145) has the correction term proportional to the 32, in
comparison with the equation in the regime ¢ = 2kr. So in the vanishing limit of 3, the order
parameters and the condensation energies in both regimes evolve continuously to each other.

3.4.3 In the case of partially-filled second BZ: nesting case

We have studied up to now the situations of the partially-filled first BZ, accompanied with
nesting as ¢ = 2kp, and also the case of the partially-filled second BZ upon the lattice idea,
which is introduced in Sec. Fortunately in those cases, there was at most a single
coupling for each particle, and it was possible to treat the case as a-one dimensional lattice
and compensate the triangular lattice by a factor of three. But in the case that Fermi surface
is settled at the vertex, as is shown in Fig. there is a higher number of couplings for the
states close to the vertex of the lattice. So once again we have to normalize the mean-field
Hamiltonian concerning the present coupling at the vertex. The part of the Hamiltonian for
the region close to the vertexes is involved with three different BZs. Obviously, the particle-
hole pairs where are accommodated at the boundary of the first band and second band have
to be included in the condensation energy and the order parameter calculations.
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Figure 3.9: The Fermi surface is shown relaxed at the vertex of the translational vectors. The
hexagon in the middle (black thick line), represents the first Brillouin zone which is
totally filled. The Fermi surface is lied partially over second BZ and at the border of
third BZ. Two triangles show the type of the coupling for states in the vicinity of the
vertexes.

Another particular feature of the current regime is the nesting, that is the coupling vector
fits the Fermi surface as ¢ = v/3kp. As it was mentioned before, when nesting happens, the
system undergoes a first-order phase transition from SDW phase to SDW phase. The reason
is that by reaching to the such vertex, a new term would appear in the condensation energy
associated with the energy of the states in the new BZ.

Below we start to diagonalize the mean-field Hamiltonian associated with the vertex area of
the lattice. We go back to the mean-field Hamiltonian in Eq. and we try to diagonalize
it. Upon the type of the couplings, which are depicted in Fig. [3.9] there are two independent
coupling region i.e. two equilateral triangles. Thus, the calculations would be presented for
just one of those triangle and also just for one of the spin polarization. Labeling the angles of
the triangle as is shown in Fig. [3.9] we write down the Hamiltonian as

er”ex = Z {ech{cl + 626502 + 620562 + [ACICQ + A*cgcl + Acic;g + A*cgcl + Ac;c;g + A*C;CQ] },
k
(3.148)

where we have dropped the momentum subscript of the operators and the parameters. The
terms in the square bracket represent the coupling between different area which are labeled
by the subscript from one to three. To diagonalize the Hamiltonian, we write it in the matrix
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form and diagonalize the matrix by means of unitary transformation to keep the fermionic
commutation relation invariant. the Hamiltonian reads

€1 A A C1
e =3 (e ) A e A| e (3.149)
k A* A* e cs
We are interested in the eigenvalue of the following equation
€1 — A A A
det | A* e—X\ A =0. (3.150)
A* A* €3 — A

The characteristic polynomial of the matrix is a linear equation of the third order, that can
be written as

A%+ N2 (€1 + €2+ €3) +A (BA2 — €1€9 — €1€3 — €9€3) + €1€9€3 + A2(R6A —€1—€3—€3)=0
a B

Y

(3.151)
We solve this cubic equation by means of trigonometric method (see Ref. [45]) after writing
Eq. (3.151) as

3 —pt2+q¢=0,

(3.152)
where we have renamed the variable as
«
A=t+ —
+ 3
and the coefficients are
p= 3+t
(3.153)
_ 2034908427y
q =
that a, 8 and ~ are introduced in Eq. (3.151]), and the real roots are
1 3 3 2
tj = 2\/§COS (3 arccos (22 p) — j;) , for j=0,1,2. (3.154)

The three different real roots correspond to the eigenvalue of three different zone. The eigenen-
ergies are written as
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where index ¢ associated with the one of the vertex of the triangle in Fig. [3.9] and index j
counts the BZs in the vicinity of the vertexes. The diagonalized Hamiltonian in Eq. (3.148))

takes the form

st nd rd
Hperter = Z E} (k)’}’;k%,k-F Z E} (k)’}’;k%,k‘i‘ Z E} (k)"YZk’}’i,k.

15tBZ ondpz 3rdBZz

(3.155)

The explicit form of the eigenenergies are so lengthy. The calculation of the ground state
energy and the order parameter cannot be accomplished. But the point is that contrary to
the former calculation the gap equation is phase-dependent, as is apparent in Eq. ,
where in the « coefficient there is a term of ReA. As we said the system undergoes a phase
transitions from SDW phase to SDW phase, whenever nesting happens.

3.5 Summary

The instability of the bilayer system versus the spin density wave phase, under interlayer in-
teraction, has been studied. The phase diagram as a function of the external parameters of
the system is depicted in Fig. It is expected that the translational symmetry and the
isotropy of the spin would be broken in the SDW phase. Upon the idea of the pseudospin,
SDW means that density of molecules in each layer starts to modulate.

The system is brought onto the critical point by varying the strength of the interaction
rs or the interlayer separation y. The threshold of the instability is shown in Fig. [3.2] versus
y and the module of the coupling vector x = ¢/2kp. In the means-field framework, it is
shown that the triangular lattice with equal sides of ¢ (see Fig. , has the lowest energy
in the SDW phase. We have studied the phase diagram, associated with the different relative
configuration of the Fermi surface and the triangular lattice. It is shown that for y < % the
instability appears for ¢ = 2kp, as the Fermi surface is relaxed on the boundary of the first
and the second Brillouin zone, but associated with different critical strength of the interaction.
For y > 1, the instability starts for z = q/2kp = 1/2y. Thus for any fixed y configuration,
there is a unique critical interaction strength in which the system undergoes a phase transition
from Fermi liquid to spin density phase.

We have derived the condensation energy and the order parameter, self-consistently, for
some parts of the phase diagram in Sec. [3.4] where was possible to obtain analytically. We
have performed the calculations for the parts of the phase diagram associated with the pa-
rameters as (¢ = 2kp and y < %), in the Sec. Case of the partially-filled-second BZ,
with the constraint of (x = ﬁ = ﬁ and y > %), is calculated in Sec. W Furthermore, we
discussed the situation for the region y > %, where the Fermi surface is placed at the vertex of
the lattice. In the latter case, nesting happens, where the ratio of the Fermi wavenumber and
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coupling vector is a rational number. It is mentioned that upon such commensurate situation,
it is not possible to obtain the order parameter and the condensation energy analytically.
But, it is discussed that due to the involvement of the third BZ, there is an extra term in the
condensation energy and the order parameter equation. As much further extending the Fermi
surface into higher value of ¥y = lkr, more and more Brillouin zones would be involved into
the calculations (see Fig. [3.2)).

At each vertex of the lattice, Fermi surface would enter a new BZ and thus a new term
comes into the condensation energy. Owing to this new term, the ground state energy shows
a singularity. Therefore, the system undergoes a phase transition from SDW to SDW phase,
whenever such commensurability happens. Intuitively the ground state energy as a function
of an external parameter, say X, is depicted in Fig. which shows sudden changes in the
condensation energy at the commensurate points. Since the first derivative of the energy with
respect to the external parameter X is singular, it is expected that there would be a first
order phase transition. The phase diagram is shown in Fig. which includes the new
SDW phases at the commensurate points.

Ferma liguid

0 2 4 I's

Figure 3.10: Phase diagram of the bilayer cold polar molecules under interlayer interaction. The
instability is shown as a function of the interlayer separation y = lkr and the strength
of the interaction ry = mdz P fk r/h%. The first order phase transition from SDW to SDW
phase, at the commensurate points are shown schematically by the narrow angles.

It is worthwhile to compare the phase diagram that have been derived for SDW insta-
bility with another one which is derived by a group in university of Maryland [29], over the
same bilayer system. They have studied the instability of the system versus the interlayer
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Alz(O)/EF

Interlayer super flutde

Figure 3.11: The phase diagram of the bilayer system of cold polar molecules which is reported in Ref.
[29]. Tt is predicted that the system show a phase transition to interlayer superfluidity
as a function of the interlayer separation y = kpl, (I, = ! in our convention) and the
strength of the interlayer interaction r,(The image is adopted from Ref. [30])
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Figure 3.12: The phase diagram of the bilayer system for the SDW instability. The strength of the
interaction is rescaled as 7/, = d? symkr/ 473/212 | following the convention of Ref. [29].
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superfluidity. The ground state of the superfluid is obtained as

T i T
wear) = ] (W) |0), (3.156)
|k|<V2kp

where subscript F'M stands for the ferromagnetic state upon the pseudospin idea. The field
operator czk creates a molecule with the momentum k in the layer 7. The phase difference
between different layers is ¢. Thus, in spin analogy, the ground state has the nonzero mag-
netization M = (Ypu| Y, my|Yypar) # 0, quite on the contrary with the ground state of the
normal phase. The ground state in Eq. can be compared with one which we have
derived in Eq. for the SDW phase. The Fermi wavevector in Eq. is entirely
scaled by a factor of v/2 versus the Fermi liquid one. But in the calculation over the SDW
phase, the modification of the Fermi surface is characterized by its relative configuration with

respect to the boundary zone of the lattice.

The order parameter for the interlayer superfluidity, as is suggested in Ref. [29] reads as

Aa(k) = 5 3" Vial@)e el (k + a)ealh + ), (3.157)

which takes into account interlayer correlations. The dependence of the order parameter, at
zero-momentum Aj2(0), is shown in Fig. versus rl, = dgffmkp/47r3/2h2 and y = lkp.
In order to compare the instabilities, we reprint our phase diagram in Fig. [3.12] versus the
same dimensionless parameter r, as in Fig. . It shows that the instability for the SDW
phase starts much more sooner than the interlayer superfluidity as a function of the strength
of interaction.
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Chapter 4

Interlayer superfluidity

In the preceding chapter, the instability of the bilayer system versus the spin density wave
phase has been studied. In this chapter, we examine the circumstances in which the bilayer
system undergoes a phase transition toward superfluidity as a function of interlayer distance
y = lkp or the strength of interaction r4 = mdgffk‘p/hz. Due to the attractive long-tail of
the interlayer interaction, which decays as oc 1/73, molecules from different layers can form
bound state [40]. In the weekly interacting regime, the Bardeen-Cooper-Schrieffer (BCS) the-
ory would suffice to explain the superfluidity within the bilayer system of polar molecules [43].

Examination of the two dimensional Fermi liquid against superconductivity, dates back to
decades ago [37, 38]. Superfluidity in two dimensional cold polar molecules have been recently
studied in diverse topological configuration, accompanied by different interaction design (see
for example [9], 10} [36] 144} [7, 13, 28, 29]). In the references [7, 28] the designed interaction
is analytically similar to the interaction of the system which is considered up to now in this
thesis. Therefore we use their results, after examining their consistency with the characteristic
features of our system.

In the Ref. [7], the s-wave superfluid has been studied over a bilayer system of cold
polar molecules. On the other side, in Ref. [28] the instability of the 2D system of cold polar
molecules versus p-wave pairing is examined. In the both reports, the many-body effects have
been contributed to the calculations, upon the Gor’kov-Melik-Barkhudarov corrections [21].
Hence, they go beyond the standard BCS approach.

In the following, first we review two references and the common general tools. Afterwards,
we present the examination of the instability of our system versus the superfluidity, in the
s-wave and p-wave channels.

4.1 Review of the models

In reference [7] a bilayer system of cold polar molecules has been considered, with the
electric dipole moments polarized perpendicular to the layers by means of an external dc field,
which is shown schematically in Fig. The critical temperature of the interlayer super-
fluidity under s-wave pairing is calculated by means of the analysis of the interlayer scattering.

79
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Figure 4.1: The setup of bilayer dipolar molecules, considered in Ref. [7]. Molecule are confined in
the layers, with the thickness [y, by means of two counterpropagating laser waves k;, and
—ky,. The dipoles are oriented perpendicular to the layers. The interlayer Cooper pairs
are shown schematically by the dashed oval. (The image is taken from Ref. [7])

The system is characterized with two dimensionless parameters as

m dg i
Ihz
where d,s is the effective electric dipole moment of the molecules and [ is the interlayer sep-
aration. Actually, g is the measure of the interlayer interaction strength and y measures the
interlayer separation in units of the mean interparticle distance in each layer, which is pro-
portional to k;l. One can draw the relation between those parameters and our dimensionless
parameter as

g = y:kFl7

g=rs/y,
(4.1)
kFl = y

where r; = mdgf rkr /h?. We will use these relations to transform the results of this report
to our system.

The relations between two parameters g and kpl determine three different regimes
of scattering and thus the BCS pairing: regime (A) for ¢ < kpl < 1, regime (B) when
exp(—1/g%) < kpl < g < 1, and regime (C) as the exp(—1/¢?) < krl < g < 1. We will
examine the consistency of the critical temperature and order parameter in these regimes with
the characteristic features of our system.
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The interlayer interaction of the system in Ref.[7] is

r2 — 202
(r2 + 12)5/2°
We have introduced the superscript S to prevent the confusion of the interaction potentials
with our system one. The intralayer interaction of their system reads as

Vi (r)=V_i(r) = V(r)~ d2y (4.2)

/8 r > lo,
VE () ~ (43)
\/2/7r(d§ff/l3)ln(l0/7“) r < lo,
by Il as the confinement length. Our interlayer interaction can be obtain from Eq. (4.2)) by
multiplying a prefactor as

2 —1r%/2 B

V(r) =dy; 2Ry —%VS(T)- (4.4)

The Fourier transform of interlayer interaction has the form as

27 h2

VS(q) = /dr VS(r)e iar = gqle™ (4.5)

and the Fourier transform of the intralayer interaction reads

- 4 d? -
VE () = Var 5 =18+ Vi (), (4.6)

where in the regime kly < 1, the second part is approximated as

2 h2

VIS (k) ~ gkl. (4.7)

The interlayer interaction and its Fourier transform is shown in Fig. [£.2] which can be compare
with our ones in Fig. and Fig. The interlayer interaction in Eq. is attractive
at the short distances r < /2l and repulsive for r > /2I. On the contrary to the our
interaction which is repulsive at the short distances and attractive at large distances and
indeed causes different physical phenomena at short ranges. The intralayer interaction in
Eq. is repulsive at large long range limit, opposite to the our one. As will be shown
later, the momentum-independent part of the intralayer interaction in Eq. will have no
contribution in the calculations. The Fourier transform of the interlayer interaction in Eq.
is negative for all values of q. We use the following relation

—(1/2)g = g, (4.8)

to translate their results correspond to our system.
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0

Figure 4.2: The interlayer interaction potential V*(r) of the setup in Ref. [7], and its Fourier trans-
form V*°(q). (The image is adopted from Ref. [7])

In reference [28] a two dimensional system of single-component fermionic has been studied.
The polar molecules dressed by a circularly polarized microwave field and oriented perpen-

dicular to the confinement plane by a dc field (see Fig. |4.3)). The interaction potential has
an attractive 1/r3 tail, similar to the our potential which causes the emergence of the p-wave

superfluid. For two molecules far from each other r — oo is given as

zZ

\

Figure 4.3: Dressed polar molecules in Ref. [28]. The molecules have been dressed by means of
and a dc field, and a ac MW field, rotates with the frequency w perpendicular to the

confinement plane. (The image is taken from Ref. [28]

h2r,

VP(r = 00) = ———=. 4.9
(r > o00) =% (19)
Once again, we have labeled the interaction potential by superscript P to prevent confusion.
The length scale r, has been introduced as

_ mdegy (/5 {1—352 19 +(7+13¢W>2}

T T30 14 4(0p/0)2 2160 600927/0
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where Qp is the Rabi frequency, § is the frequency detuning of the MW field and the frequency
of the transition between ground state and first excited state of internal states of a molecules,
and = desrFEq./B is a perturbation parameter, in which Eg. is the strength of dc field and
B is the rotational constant of molecules. The length scale r, in Eq . is directly related
to the parameters of our system at the same limit as

md2,, kp
eff Ts
Py = —2t — =2 4.1
kpr 2h2 2 ( O)

where 7 is the measure of interaction in our system.

4.2 Superfluid gap equation

We now discuss superfluid pairing of the bilayer system following Ref. [28] and Ref. [28] within
our system. The Hamiltonian of the bilayer system has been represented in the previous chap-
ter in Eq. . In order to derive the gap equation it is convenient to work with Hamiltonian
in the coordinate representation. By engaging the pseudospin proposal the Hamiltonian reads
as

H=Y [arilo) (- V2u> )+ [ i G G Ve 2 ) ),

A=t

where p is the chemical potential, m mass of molecules and 1& » 18 the field operator of molecules
in layer A which interact by means of the interlayer potential V(r) = dgff( r2/2)/(r* +

l2)5/ 2 introduced in the preceding chapter. The pairing stems from the attractive interaction
between the fermions at long distance r > [. Following the BCS approach (see Sec. or
Ref. [43], the mean-field Hamiltonian looks like

Hpos =Y / d?r ] (x) ( v —u) da(r) + / @r P (A% (1) By () Gy (0) + e

A=T

The order parameter obeys the gap equation as

Afr,r') = V(e = ') (@ () 1 (r)).

Similar to the approach of preceding chapter for SDW phase, we diagonalized the mean-
field Hamiltonian by using Bogolyubov canonical transformation, which reduced Hamiltonian
to the bilinear one as

Hpcs = Z Gk(A)Tk)\lA)k)\ + const.

A=Y

The transformation is done by means of
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P(r) = % Z [uk exp(ikr) by + vj. exp(—ikr) lA)H ,
k

where L? is the volume of the system, I;L and by are creation and annihilation operator for

single-particles with dispersion relation of ¢, = \/512{ + Ai while & = Ex — i, and By =
h2k? /2m. The coefficients ux and vk obey the relations required for canonical transformation
of the fermionic operators, given by

&k + €x Ayg

uk:— v =

where Ay is the Fourier transform of the order parameter. In the momentum space, the gap
equation takes the form

tanh(eq/2T)
2€q

Ak:_/(;i:l)gf/(q_k)Aq

, (4.11)
where f/(q) = dgf 74 exp(—[q) is the Fourier transform of the interaction potential and 7" is
the temperature. Actually the calculations would be for non-zero temperature and at the end
we derived the band gap at zero temperature by means of a relation which will be presented
later.

In the dense regime (kpl > 1), Eq. can be solved directly. But for a dilute gas
(kpl < 1) this equation mixed many-body physics (BCS) pairing with two-body scattering [7].
It is convenient to renormalize the gap equation by means of off-shell scattering amplitude.
Actually, the renormalization procedure in Ref.[7] is done by means of the vertex function (see
for example Ref. [19]) as

dq -~ 1
—=V(k— r
e gy w7y L
by E being arbitrary chosen relative energy. The off-shell scattering amplitude (see for example
Ref. [19]) reads as

T(E,k,K) = V(k - k) + / B qk),  (412)

/ o d V(K —
fk k) =V(k k)+/ (27?)2 2(Ek(_ Eq(i)i())

f(a,k), (4.13)

which can be obtained from the vertex function by putting E = h?k?/m in Eq. (4.12). We
continue formally with the off-shell scattering amplitude and return to the vertex function in
the sections associated with the s-wave scattering.

Multiplying Eq. (4.13) by Ay tanh(ey/2T)/2¢, and integrating over dk’, by employing
Eq. (4.11)), there would be
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dK/ tanh(e, /2T) 1

Ay =— / ) FK k) Ay Ty 11 (4.14)

Taking into account the conservation of angular momentum it is possible to decompose the
scattering amplitude in Eq. into the different channels. In this chapter, we just analyze
s-wave (I = 0) and p-wave (I = 1) scattering. Now we review the contribution of the many-
body effects in Eq. , as the correction to the interparticle interaction 6V(q, k), and the
mass renormalization m,.

4.2.1 Many-body contributions to the interparticle interaction

The leading terms of the correction 6V (q, k), are in second order in V(q) (see Ref .[21]), which
is shown diagrammatically in Fig. In panel (d) of Fig. just the interlayer interaction
is taken into account, while panels (@), (b) , and (¢) both inter- and intralayer interactions
contribute. The corresponding analytical expressions of Fig. are

- no_ dqg N(q+k_/2)—N(g—k_/2) - -
Walko k) = 2/ (2m)? fqrk_/2 — Eqk_/2 Ve Ve ko),

dqg N(q+k-/2) - N(q—k_/2)
2m)? Sq+k_/2 — Sq—k_/2

<

(k—)f/++(q— ky/2),

Tilek) = [

[ da Nlatk /2 -Na-k. /2.

5‘/::(1{71{) - /(271_)2 £q+k,/2_€q—k,/2 V(k*)v++(q+k+/2)a
[ dq Ntk /2)-Na-k./2 . . -

et = — [ e S Va2,

(4.15)

where ky = k+k’ and V(q) = 7 gexp (—Iq) being the interlayer interaction, while V., (q) =
7q is the intralayer interaction potential. In 8V, the spin degeneracy of the loop has been
counted by a 2 prefactor. The Eq. , by including the many-body corrections as
5V (k,K') =Y, 6Vj(k, k'), takes the form

B dk’ , . [tanh(ey /2T) 1
Alk) = - /(%)2 Fi, X) Adk) 261; " 3(Ep — By — i0)
[ 70 ) s e

To get rid of the azimuthal integral part in the gap equation, we average over the directions of
k and k' i.e. integrating over ¢ and ¢’ corresponds to the s-wave scattering; and multiplying
Eq. (4.16) by exp (—ipk) and integrate over ¢y and ¢y for the p-wave symmetry is Ay =
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Figure 4.4: The second-order contribution to the interlayer interaction. The solid lines presents
propagators of the particles from different layers, which labeled by + and —. The dashed
lines show the dipole-dipole interaction. Panel (d) contains only the interlayer interac-
tion. Since, panels (a), (b), and (c) include both inter- and intralayer interactions. (The
image is reproduced from Ref. [7] and Ref. [28])

A(k)exp (igk). Thus we present the gap equation generally for both of the partial waves,
by replacing A(k) with A(k), scattering amplitude f(k',k) with f(k', k), and 6V (kK', k) with
OV (K', k). Hence it reads

_ A2k , , tanh(ekz /2T) 1
2K . anh (e
[ G W R A, (417)

Later we decompose the gap equation into the partial-waves, associated with the desired s-
wave or p-wave scattering amplitude.

4.2.2 Effective mass

It is straightforward to renormaize particles’ mass by means of the self-energy as m/m, =
(14 2mdX(w,p)/0p?)(1 — OL(w,p)/OD)|p=py,w=0 (see for example [19, B1]). It is important
to note that the most contribution in gap equation comes from the momenta close to
the Fermi surface and it suffices to restrict the many-body effect at the Fermi surface in mass
renormalization. The self-energy up to first order is shown in Fig. [£.5] where the first two di-
agrams contain just intralayer interaction, while the third one engages the interlayer potential.

The corresponding terms in Fig. are the so-called Hartree-Fock diagrams which are
frequency-independent, Zgl)(w, p) = i (p). The analytical for E,g)(p) takes the form
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Figure 4.5: The fermionic self-energy up to the first order in the interaction. Dashed lines correspond
to dipole-dipole interaction. The label « specifies the layer. The first two diagrams con-
tain the intralayer interaction, and the third diagram corresponds interlayer interaction.
(The image is reproduced from Ref. [7])

= —/(26:1)2 [V++(k —q) - V++(0)] N(q), (4.18)

where N(q) = 6(kr — q) is Fermi-Dirac distribution function at zero-temperature. Due to
exponential smallness of the critical temperature T, it makes no contribution by engaging
the zero-temperature one. Remembering that V(q) = 7 qexp (—lq) being the interlayer in-
teraction and V,,(q) = ¢, the intralayer interaction potential Eq. can be readily
calculated which gives

My 1 2 mdszkF
m 37 h2
2 ngl
= 1 _—
+37r 2
1+ 2 k
= _— ’[”*
3T F
2 rg
= 1+ ——. 4.19
+ 3 2 ( )

It has to be noted that in Eq. for self-energy, the momentum-independent part of
intralayer interaction of Ref. [7], presented in Eq. , would be canceled and does not
contribute to the results. Hence, by following the replacement of the parameter of our system
as noted in Eq. we can use the results in Ref. [7] without any further manipulation (as
we have represented their approach to renormalize the mass).

The effective mass has to be replaced instead of the bare mass in the gap equation in Eq.
(4.17). Following Ref.[7], we rewrite the gap equation as

B A2k , | tanh(eg /2T) 1
A(k) = m (2 )2 [k k) A(K) 26121 N 2(Ey — Ey — i0)
CH o 2w /2T) o
/ (2m)? 5 SV K E) € alk) 20
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in order to cancel the bare mass in the off-shell scattering amplitude and replaced it by effec-
tive mass. In Ref. [28], the effective mass calculated according to the Landau Fermi-liquid
theory which obviously gives the same results for our system by changing the parameters as
given in Eq. . In Ref. [28], they have contributed the effective mass at the end of
calculations, as will be discussed in the p-wave pairing section.

4.3 Relation of A(kr) and T, at zero-temperature

Upon the reasoning of the Ref. [28], the most contribution in the integral of the gap equation in
Eq. comes from a narrow vicinity of Fermi surface. Singling out this main contribution
it is possible to make a relation between the order parameter A(k) and the order parameter
on the Fermi surface A(kp) as

A(k) = Aoy LFEK) (4.21)

flkp) ’

where f(k,k’) is the off-shell scattering amplitude and f(k) = f(k,k) is the on-shell one.
Once again, considering the rotational invariance, this relation is valid for the partial waves
components too. The same relation as in Eq. is derived in Ref.|7] in a more details
which we present it later.

Employing Eq. makes it possible to construct a relation between the zero-temperature
order parameter on the Fermi surface Ag(kr) and critical temperature T.. The weak coupling
regime implies that A(k),T. < Ep. Therefore, we divide the region of the integrals in Eq.
into two regions: the first region would be states which are in a narrow annulus around
the Fermi energy as @ = {K'|k’ € |Ep — Ep| < w} and the second, states out of this
region by the constraint that A(k),T, < w < Ep. Putting k = kp in Eq. (4.:20), in the
integral over the first region, we put f(k',kr) ~ f(kp,kr) = f(kr), A(K') = A(kp), and
oV(K' k) = 6V (kp,kp) = 0V (kr), which is legitimate through the similar reasoning as is
mentioned before in Eq. . In the integral over the second region, we may put ex = ||,
tanh (ex /2T) = 1 and also replacing A(k’) by Eq. we have

2 52/ +A2
CRE ¢ op) Alkp) | tanh | Y8k ! 1

A(krp) = —

—

27)2 B

2T ) /g]%/ + A%F Q(Ek/ — Ekp - ZO)

2 2
2K - Ve T A% 1
(5V(k5F) tanh A(]CF)
T 2T 9 2 | A2
gk./ + kp

d*K' f(kp, k) { 1 1 }

—~

k'e2

|
=
m
2
—~
[\)
~—
no

f(K kp) A(kr)

|
=

r¢q (2m)? flkr) (26| 2(Ewp — Ep —i0)
- a2k -, 1 fkp, k)
/k'szn mpe OV k) e AR T
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By canceling A(kg) from both side and rearranging the terms to the temperature-dependent
and -independent parts, and by switching to the integral over energy it takes the form

w B 52/ +A2 )
1= [ £k 4+ 67 (k)| bamh | Y G B a2

n 2
2nh? Jo 2T 9 /££/+Aip

where A contains all the temperature-independent terms. On one hand, at the critical point as
T — T, the order parameter vanishes and we put A(kp) = 0 in Eq. . On the other hand,
at zero-temperature the hyperbolic tangent tend to one. By subtracting these two extreme
cases, we have

/0 i {tanh (& /2Tc) _ ! }dgk, =0. (4.23)

gk’ é‘i/ +A0(kF)2

The integral is convergent by extending the upper cutoff to infinity. By running the integral
and solving for critical temperature there would be

X
T, = %Ao(k:p), (4.24)

where 7 is the Euler’s constant v = 0.5772. We use Eq. (4.24]) as a relation to transfer the
critical temperatures, which have been derived in the references [7, 28], to the order parameter
at zero-temperature that fits the framework of this thesis. Actually, by help of Eq. and
Eq. it is possible to find the relation between the critical temperature T, and the order
parameter on Fermi surface A(kr) at any temperature.

4.4 S-wave superfluidity

It is shown in Ref.[37] that "a two-body [s-wave| bound state in vacuum is a necessary and
sufficient condition for the many-body instability." Although it is not the case for the p-wave
bound state in vacuum. Following the approach of Ref.[7], first we show the existence of
such s-wave bound state in vacuum. Afterwards, we present the scattering amplitude in the
different regimes and discuss the circumstances for the s-wave superfluidity.

4.4.1 Interlayer s-wave bound state

We start by solving the two dimensional Schrédinger equation for a two-body bound state by
the wavefunction of relative motion as ¥ (r) = xpm. (1) exp (im,¢) with shallow binding energy
of Ej which reads like

41l me P () = 0. (4.25)
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where V(r) = dsz (12 — r2/2) /(1> + r?)>/2. By concentrating over the states by axial sym-

metry as m, = 0 we attempt to drive the binding energy as a perturbative series of ¢g~! =

R%l/m d? off = = y/rs. We solve the axial symmetric Schrodinger in two extreme limit of large

and small distances in compare with r* (dg /Eb)l/ 3 and by matching the logarithmic
derivative of the two asymptotic results we find the binding energy Fp.

On the one hand, at large distances, > r* we can neglect the potential and so take the
particles as they are free. In this limit the wavefunction reads

Xo(T‘) ~ CK()(\/ mEbr/h),

where C being the normalization constant. For r < r, = v/mEy/h, we expand the wavefunc-
tion to have

2he™7
mEyr

Xo(r) = C'ln

with v = 0.5772 the Euler constant. The logarithmic derivation take the form

On the other hand, for sufficiently small distances as r < r* upon the constraint that
By < Uy = dzf 7 /13, we neglect the binding energy versus interlayer potential which can be
written as V(x = r/l) = Up(1 — 2%/2)/(1 + r?). Expanding the wavefunction in powers of g
as

Xo(r) =~ N [xé‘” () + > " <r>] ,
n=1

where N would be the overall normalization factor. Inserting this wavefunction in Schrédinger
equation, there would be a set of differential equations concerning the powers of the pertur-
bative term g as

lLd d @ mV (r) (n—1)

el = 4.2
rdr drX0 (r) h2g Xo (r); (4.27)

with the constraint X((;l)(r) = 0 and the boundary condition X(()n)(()) = 0p0. Therefore from

differential equation in Eq. (4.27), we obtain an integral form for each power series term
iteratively as

+ 13)5/2 n

— 2 ne
/ dr / dro—— 1212 z2 r3/2 1 XD (). (4.28)
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Concerning the boundary condition, the terms up to fourth order, which suffices in the current
approximation, take the forms

Xo(r) = 1,
(1) 1/1
= ——(=-1
XO (T) 2 (Z )’
2 1 5 1
Xé)(r) = 4( 8—41nz>,
(3) 1 3 3 47 11 z—1 4 1+=z
= = S Inz— —1
Xo () 8<4Oz3 82 " 120. 120 4 102 )
@) = 3 _3+11_17_311+1n2z+_3+i+§12
Xo - 32020 4025 ' 12822 1202 1920 | 32 3 960

€
16
4 (1 2 Lis(1 — 2?)
— 1)In
* 5< +> T 64 ’

where z = v/r2 4 12, and Li,(z) = > ;°2%/i" is the polylogarithm function. Moreover, upon
(

the boundary condition and the constraint of XO_I) (r) = 0, the zero-order term is chosen equal
unity as it has to be constant. The logarithmic derivative is

d d L) -
r%lnXO() A raln (gg Xo (r)) = Ay,

and as we kept up to the forth order, for r» > [ it would be

-1
6 8 5 1 o 311+5m% 4
X {2+g+—g(—11+321n2)+g <—1920+15th>:|} )

(4.29)

Matching the latter with the solution of the long distances limit in Eq. (4.26]), we have

1 \/ le’y _ (1 i_i)*l
- 2n 30 960
6 8 5 1 311 4+ 572 4
44— —g(-11432In2 2" 4+ ~In2
[92+g+2 god (T11F n>+g< 1920 +15“”
16 128 2521
g2 15 900’

X

thus readily we solve it to obtain the binding energy
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By= e | =5~ e~ g~ 2+ 009)|. (4.30)

Upon the particular behavior of the interaction potential, with the vanishing zero-momentum
Born approximation as [V (r)rdr = 0, the same type of the shallow binding energy is derived
in Ref.[26] which would be accurate up to the leading order of the binding energy in Eq. ,
as the higher orders are determined by contributions of higher order terms in the scattering
amplitude in Ref.[26].

4.4.2 Low-energy s-wave scattering

In the following part, we derive the scattering amplitude for the low energy in 2D. The quantum
mechanical character of the scattering in 2D is considered in details in Ref.[2]. In preceding
part, we have shown the shallow binding energy and its relation with the wavefunction of the
two-body system. In the framework of the scattering theory, it is convenient to write down
the asymptotic form of the wavefunction in the large distances r > r*, as a combination of
incoming plane wave and an scattered wave with the scattering amplitude fj as the weight

Ui (r) ~ exp (tkr) — %Hél)(kr),

where H(()l) being the Hankel function. In low energy regime kr* < 1, we can further expand
the wavefunction for r < 1/k to have

s I kr i

and its logarithmic derivative reads

d kr or  ir] !
— In U3 ~ |In|— —_——— .
g = [(F) 0+ F -7

We have derived the wavefunction for the small distances regime r < r*, and its logarithmic
derivative too, which reads as

rdirln\IJZ(r) ~ [ln <kr> + A(g):|_1’

where A(g) is obtained in Eq. (4.29) as

Alg) = -

1 16 8 5 RN
) 1920 15

1
— |5+ -+~ —g(-11+32In2 +92<
(e AN |

32 256 2521
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with Ej being the binding energy as is shown in Eq. (4.30). Matching the wavefunctions in
the two regimes, we obtain the scattering amplitude as

N 2m _ a7
fr~ In (2/kl) — v+ A(g)/2 +in/2  In(Ey/E)+ir’

(4.31)

with £ = h?k%/m being the relative energy. Eq. (4.31)) recovers the universal low-energy
behavior of 2D scattering amplitude. For later convenience, we expand Eq. (4.31]) up to the
fourth order in g to have

h ¢ ¢ 4 [n(% 7] (4.32)

Jk o 9 9 I () = L
ox ™ 16 T30 256 | M) Tt g

4.4.3 Born series for the s-wave scattering

As we had mentioned before, we return to the the vertex function, which is introduced in
Eq. , as it is considered in Ref .[7] to analysis the scattering in the s-wave channel. By
iteration of Eq. , we obtain Born series and keeping up to the forth-order term in the
interlayer interaction potential V(q) = 7rd2ffq exp(—lq) = (mh?g/m)lqexp(—Iq) it reads

e

, N , dq V(k—q)V(q—¥
T(EkK) = V(kk)+/(2:)2 ;_h§32/$+2.0)

N / dqidgy  V(k—q)V(q, — q9)V(gy — K)
(2m)* (E — h2q}/m +i0)(E — h2¢3/m + i0)

N / dq,dqgydqs V(k—q;)V(gq; —q)V(ay —q3)V(qs — k')
(2m)8 (B — h%2¢3/m +i0)(E — h2q3/m + i0)(E — h2¢3/m + i0)

= I'(E kK)+TP(EkK)+T(E kK)+TWDEKK)+--- . (4.33)

In the small energy limit k ~ k' ~ \/mE/h? < 1/I, the leading contribution of these terms
as the perturbation in g = malgff/fi2 < 1 can be estimated as

(1) / ¥ / mh? '
(e kk’ = V(k—k)zﬁgl’k—k‘,

2 2
e kK) =~ _mhg”
) ) m 8?
2 3
(e k k) ~ Th” g°
9y Y m 607

L

hQ 4 h2
(B kK) ~ —%% [m <mEl2> +m].

The leading order for I'") (E,k, k') is repulsive which has significant consequence in the exam-
ination of our system in s-wave superfluidity, that in contrast with the model in Ref.[7] there
would not be any instability in this regime respect to the superfluidity in our system. The
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estimate for the leading order in I'®(E,k, k') and T'®(E, k, k') comes from large ¢ (¢ > k)
and large q1, g2 (q1, g2 > k) regions; and the leading contributions to I'Y (E, k, k') stem from
large ¢1 (g1 > k) and g3 (g3 > k) and small ¢3 (g2 ~ /mE/h?), respectively, correspond to
the integrals in Eq. .

As it was mentioned in Sec. through Ref.[7], concerning the above considera-
tions, three different regimes of scattering for dilute weekly interacting regime i.e. g < 1,
kl < 1 and k ~ kp have been introduced: regime (A) for g < kpl < 1, regime (B) when
exp(—1/g%) < kpl < g < 1, and regime (C) as the exp(—1/¢%) < krl < g < 1.

In regime (A) for g < kpl < 1.  The leading contribution to the scattering comes from
the first-order Born series

- K2
Ta(E kK)~TO(E kK)=Vk-K)~ gk — K. (4.34)
m

In regime (B) for exp(—1/¢%) < krl < g < 1. In this case the dominant scattering term
is given by the second-order Born series as

(B, k. X)~T?(E k k)~ ——= (4.35)
which is momentum-independent.
In regime (C) for exp(—1/¢%) < kpl < g < 1. In this regime the second- and the forth-

order contribute in the same order and the entire leading order of Born series have to be
summed, which results

2h? 2

I'c(E,k,K) ~
c(B kL) m In(Ey/E) +in’

(4.36)

where Ej is the binding energy and is derived in Sec. Indeed, the scattering amplitude
in regime (C) has the same form as the standard low-energy scattering amplitude in 2D which
is derived in Sec[f.4.2] Note that within the lowest-order terms, the three terms in different
regions can be expressed in the form

2mh?
T(E,k k)~ -~

2
k-kK|] - —— =
[g‘ "W E)ETin

It has to be noted that the scattering amplitude is a complex parameter. The relation of
imaginary and real part can be establish by means of Eq. (4.12)) as

d
Im [(E,k, k) = —% %F*(E,k, ap)(E, qz,X), (4.37)
™
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where |qg| = h~'v/mE and the integration would be performed over direction of this vector.
The same relation as Eq. (4.37) is valid for the partial wave decomposition T'y,(E, k, k") with
azimuthal quantum number m. The s-wave scattering channel can be obtained by

Ls(E,k, k) = (T(E, kX))o o

The relation in Eq. (4.37)) for s-wave channel m = 0 takes the form

Im Ty (E, k, K') = =25 T3 E b qp)Ts (B, g, ).

The on-shell scattering amplitude, k = k¥’ = qg = A~'v/mFE has the form

Im Ty(k) = —4%@(1@)?. (4.38)

This implies that up to the second-order we have

m

Im Ts(k) = T

[Re T5(K)] . (4.39)

In the following part, we review the s-wave scattering amplitude within a Born series. The
on-shell s-wave vertex function can be written as a sum of power series in g < 1 as

(Ts(E,k, K))g, o ‘k:k’:\/mT/ﬁQ - Z I3 (k),
n=1

where the average is performed over azimuthal angles ¢ and ¢’ and The Born series are
presented in Eq. (4.33]). For later calculations we mention the s-wave potential as

Vila1,q2) = <‘~/s(CI1 —d2))g1, 00 = <‘~/s(0h —da))e

_ de 2, 2
— /%V(\/ql +¢5 — 2q1q2 cos )

2
— _glwh@/d(pe_l ?+q2—2q1g2 cos
27 ’

where has the form for ¢; =0 (or g2 = 0) as

- - TR
Vi(q,0) = Vs(0,q9) = V(q) = glﬁqe ,

and for g1 = g2 = q it reads

- wh?
V(g.q) = gl=—q[L-1(2q}) — T1(240)],
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where L, (z) being the modified Struve function and I,(z) is the modified Bessel function of
the first kind. We represent the Born series up to fourth-order.

The first-order contribution of the Born series in s-wave channel happens as

r(E) = (V(k- K))gr 00 = Va(k, k)

2
= g TR [L (oK) ~ Tu(2K)]

that for low momenta ki < 1 takes the form

r(k) = gf {‘;’“—2(/€1)2+0(/€3) | (4.40)

The second-order contribution to the s-wave scattering reads

F(Z)(k) _ / dq <‘~/(k—q)f/(q—k')>%@/
(2m)2  E — h2¢2/m +i0+

adq Vs(k, Vil k) m o o

B ][ 2r  E — h?*¢®/m Z4h2V5(k’k) ’

where f being the principle value integral. The integral of the real part has to be evaluated
numerically; but the leading contribution for small momenta kl < 1 is

7Th2 0 3
Re[lP (k)] =~ —292l2/ qdge™" + O(k)
m 0
7T7:L2 g2
= ——= . 4.41
o) (1.41)

The imaginary part is

mr@ (k)] = — 5 Va(k, k)
T 5. 2

= —%g (kl)*2m [L_1(2kl) — I1(2kl)]

4R

)
m

%

(k1)* + O(k?), (4.42)
where once again it is approximated for small momenta kl < 1.

The third-order contribution to the s-wave scattering takes the integral form as
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k) = / daidgy (V(k—q)V(a; — q2)V(qz — K))p, ¢
S @)t (B — 12 /m +i07)(E — g m +i07)

_ / 1dq1/ q2dgs Vs(ks 1) Vs(ar, 42) Vs (g2, )
2 (E —Rh2¢3/m+i0%)(E — h2¢3/m +i07T)

][ 1d(J1][ @dgy Vilk, q))Vi(qr, ¢2)Vi(ao, k)
2 (E —h2¢3/m)(E — h2¢3/m)

Vi(k, k).

Vel k) ][cwlq‘%(k,q)%(q, k) —m?
2r2/m | 2m E —Rh2¢®/m 1614

The real part has its minimum at & = 0, where it reads

Ve (0, 1) Vi(q1, ¢2)Vs(go, 0
Re[l®) (k)] = / dth/ dq Q1W2hgil]1lq32/)7n2(QQ )

212
= / d(h/ dgee” "2 (g1, qa)

o] 2.3
— 7r92l2/ rdr V(T) — h g
0

2 r2 42 15m ’

where for the s-wave potential the following representation is used

U%@z%/TMWMMMMWL
0

and for the convolution of the Bessel function

o0 1
dge™ " Jo(qr) = —.

The imaginary part of ng)(k:) has the form

m
2R2

h2
% 3kl + O(K?).
m

[T (k)] —— Vi(k, k)Re[T'() (k)]

Q

97

(4.43)

(4.44)

The fourth-order contribution to the s-wave scattering by splitting it into its real and

imaginary part reads as
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FOR) = / daydaydas  (V(k—q)V(a) — ap)V(as — a3)V (a5 — K))p, o
s N (2m)6 (B —h2¢?/m +i0)(E — h2q§/m +i0H)(E — h2¢2/m +i0F)
_ / / q2dqe / q3dq3 Vi(k, q1)V. (q1, QQ) (92, 43) Vi (g3, k)
N 21 2 (E —h2q}/m + i0T)(E — h2g3/m +i0t)(E — h2¢2 /m +i0F)
)V

][Q1dQ1][QQdQQ][CI3dQ3 Vi(k, q1)Vs(ar, a2) Vs (2, a3) Vs (g3, k)
2r (E — h2q /m)(E — h2q3/m)(E — h2q3/m)

2 - -
Vi(k, k) ][czclq%(k,q)‘@(qvk)
4h2/m 2n  E —Rh%¢%/m

B qdgr [ q2dge V (k Q1)V(CI1,Q2)V(QQ,I€)
712/7”'”0 ][ 7[ qi/m)(E — h?q3/m)

- . 2
Sm ][mes(k,q)Vs(q, k)
4h? 2r  E —h2¢%/m

3 .
+ i (gpr) Velks k)

(i
The imaginary part of I‘g4)(k) in the limit & — 0 approaches

~ ~ 2
4 m qdq Vs(k, q)Vs(q, k)
W] = —7 [][ o B R im
wh? g*n
_ _Tmhigm 4.4
m 256 (4.45)

The real part of FgA‘)(k:) diverges for k — 0 as (for kl < 1)

s}
iol
—
W~
Nt
—~
Dy
=
L

m \3 d d dgs -~ - - -
(5m5z) 72y f 1250 f 2V ) Va0 Vel )V, )+ O(R)
3

2mh? k2—q? ) k2—q3 ) k2 —
~ (Z;nhg)g][ k?iq;% {][ qjqf/s(O, q)Vs(q,qz)] r O(k)
W;i;q"‘ kzqqu2 [][ lrldrm%(rq)} g O(k)
- - D )|+ o
T I+ -] + o (1.46)

where it is expanded for small momenta kl < 1 in the last line. By summing up the terms up
to fourth order in low-energy regime as kl < 1 we have
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4 .
27 h? @ ¢ gt 27 7
Do(k) =) T (k) ~ — —L L (=) =y + - 4.47
(k) 21: < (k) m { 16 30 256[n(k:l) 7+4] } (4.47)

which coincides with the low energy scattering amplitude that is represented in Eq. (4.32)).

4.4.4 Many-body corrections to the s-wave scattering amplitude

In Sec. [4.2.1] we have shown the general contribution of the many-body correction into the
gap equation, upon the Gor’kov-Melik-Barkhudarov method [21]. In the following part, we
discuss this many-body modification through s-wave channel. The analytical expression for
such many-body contribution is given in Eq. , and correspond to the each triple regions,
their participation would be presented. It is sufficient to consider the lowest many-body con-
tributions to the effective interaction.

In the regime (A) g < krl < 1 the contribution of 6V, (k,k’) for k = k¥’ = kp reads

oVa(k, k') —2upV (k_)Vyy(k_)

m [ wh? 2
a2 <m9'k - k")

= T - Wy,

m

%

where ki = k+ K/, and vp = m/27h? density of state in 2D, Vi (q) = (7h2/m)gql being
intralayer interaction, and V(q) = (wh?/m)gqlexp(—ql) is the interlayer interaction. The
other three terms of many-body contribution have to be calculated numerically by averaging
over the directions of k and k’ corresponding to the s-wave channel as

B B 2T dod _
5Vi = (6Vi(k, K)o :/ PG K),  i—a b o d
0

where can be written as

5V, = ——(gkrl)*n,
m

and the coefficients being n, = —4, m, = n. = 1.148, g = 0.963. Summing the effect of the
terms gives

e (gkpl)?. (4.48)

T T
2m

_ h2
4 2m(gF) Ein 0.7

In the regime (B) exp(—1/¢%) < kpl < g < 1 the leading contribution to the interlayer
two-body scattering is in the second-order Born term as g2, while the leading order of the
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intralayer scattering is in the first-order Born term proportional to gkpl and the dominant
contribution is the p-wave one. Therefore, the many-body correction is given by the same
diagram as in Fig. [£.4] in which all interlayer interactions are replaced with the second-order
Born scattering amplitude T'® and the whole many-body correction is written as

_ 2 2\ 2
SV (k,K) ~ % (fﬁ) . (4.49)

In the regime (C) exp(—1/¢%?) < kpl < g < 1 the leading contribution of interlayer
scattering is I'(E, k, k') ~ (47h?/m)[In(E,/E) + im]~!, which similar to the region (B) the
leading order-term is proportional g2 (see Eq. ) Thus, similar to the reasoning in regime
(B), the many-body contribution comes from the same diagram as in Fig. by replacing
the interaction lines with the scattering amplitude. The many-body contribution reads as

. 27h? 2 2
SV (k,K) ~ . 4.

70k~ T (e ) (4:50)
The leading many-body contribution to the effective interlayer interaction in the regimes (B)

and (C), by taking into account the expansion of the scattering amplitude in Eq. (4.47), can
be written as

~ 2 2\ 2
5V(k,k’):27:: (9) : (4.51)

that is independent of k and k.

4.4.5 Critical temperature and order parameter in the dilute regime

In the dilute regime &kl < 1, we work out the critical temperature and the order parameter by
means of Eq. projected into the s-wave channel. As it was noted before, the many-body
corrections contribute to the second-order in the small parameter g < 1, and they would be
taken at Fermi surface. Hence, all second-order terms would be treated perturbatively. In the
first-order, we solve the gap equation in the BCS approach similar to the calculation method
which is presented in Sec. and then add the many-body contribution.

BCS approach

We use the gap equation of the Eq. (4.14)), linearized in term of the vertex function in Eq.
(4.12) and are projected to the s-wave channel T'(2u, k, k’). The energy of the pair is chosen
at the Fermi energy E = 2u. The gap equation reads

tanh(fk//2Tc) 1
265 2 —i0)

A©) = — /_ " de R(E,€) AE) (4.52)
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where R(§, &) = vl (2, ke, ké,) with & = h?k%/2m — p, and vp = m/2mh? being the density
of state in 2D. introducing energy w with characteristic relation as A(k), T, < w < Ep, we
divide the integral in Eq.(4.52) into three parts: (a) the integration of R(£,0)A(0) in the
interval of (—w,w); (b) integral of R(&,&')A() — R(E,0)A(0) throughout the same interval
of (—w,w); and the last one, integral of R(§,&)A(¢’) from (—p, —w) and from (—w, 00). By
engaging the asymptotic formula in the integral of part (a), there is

, v
/ de’ ,tanh (&g /2T) ~In 2e w
28 e
In part (b) and (c) we replace tanh(&;/2T,) by the step function and integrate by parts, Eq.

(4.52) reads as

2e7w

A©) = - | - i3] revao
~ R(E-mA(-mn

- / d¢'n | €
—H

In order to solve Eq. (4.53)), we choose w to satisfies the following equation at the Fermi
surface

d
> | [REAE)]. (453)

gld

ol ae [R(0,£)A(E)] = 0. (4.54)

,u
R(0, —p) A(—p) 1nw+/_ud£ In

We solve the latter for w to have

_ 1y o BO =) A(=p) 1
o = R +R(0,0)A(O)/_ ' n¢'| 55 [RO.E)AE)]

0
- IDMJFR(O,Ol)A(O)/_ung mdg/[ (0,6)AEN] . (4.55)

Now putting £ = 0 in Eq. (4.53)) and using Eq. (4.54)), we obtain

A0) = — {m 200w _ z} R(0,0)A(0). (4.56)

7T, 2

Readily solve it for the critical temperature, we have

2e7 1
TBCS = — — 4.57
27 = o 0
Where R’ is the real part of R such that R = R’ +iR" accordlng to the Eq. (4.39)). Replacing
Eq. (4.55) multiplied by R(&,0)A(0) and also Eq. in the Eq. (4.53) to omit the

w—dependent terms in it, we obtain
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é/

A = TED) o [Regro.e - res)| a@ . @ss)

R(0,0) (OH/_#dfl R(0,0)

where the second term is smaller in compare with the first term, in the regime of the week
interaction. Hence, it can be treated perturbatively and to the first order we have

A(0), (4.59)

which is the same as Eq. (4.21)) that had been derived by just reasoning intuitively. Using
this relation in Eq. (4.55)) to obtain

e = it o / de'n 1€ dg,[ (0,€)R(¢,0)]. (4.60)

This expression and one in Eq. (4.57)) determine the critical temperature in BCS regime.

Many-body correction

Now, after by use of BCS critical temperature, we account the many-body effects, which
contribute at the Fermi surface to the Eq. (4.56) as

2eTw

Tle

¥
A(O):—m* [l 2¢w .m

—i—| R(0,0)A(0) —1 SV A(0).
020 3| RO.080) - 1 e A0)
By use of Eq. (4.57)), we solve it for critical temperature to obtain

967 wel/ B (0.0)
T. = exp[—
T

my/m—1 vpdV
R(0,0)  R(0,0)
ms/m — 1 vpdV }

TBCS _
R(0,0)  R(0,0)?

exp [— (4.61)

and by use of Eq. (4.24) we can translate it to the order parameter at the Fermi energy, at
zero-temperature

(4.62)

AO(]{;F) _ 2w61/Rl(070)el‘p |:_ m*/m -1 VF5V :|

R'(0,0)  R'(0,0)2

where w and m, are given by Eq. (4.60) and Eq. (4.19), respectively. The scattering ampli-
tude and many-body contribution depend on the regime of scattering.

In the regime (A), g < kpl < 1, the leading contribution to the scattering amplitude is
given by the first-order Born series where in s-wave channel. It is derived in Eq. (4.40)) and
the many-body correction is obtained in Eq. (4.48]); therefore we have
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2 3
R(0,0) ~ wpI') — i]a{l —2(kpl)? [5.4 + 31n(kpl)] } + %O
~ gk 2 (1—% l) 7 1—2(kpl)®[5.4 + 31In(kpl)] +*(L3
o 2 16 E ’ F 30’
Mo 1= gk,
m 3
. krl
vpdV = —0.741(QTF)2. (4.63)

Without consideration of the prefactor of the critical temperature, it is apparent that T2 is
proportional with a exponentially diverging function of the interaction strength

1

ngl)’

T2 o exp (

which means that the highest critical temperature results by vanishing the interaction g — 0.
So there is not any superfluidity in regime (A) in our system. The reason obviously is the
repulsive potential at small distances. The potential in this regime has a linear dependence
to the momentum ¢.e. so-called anomalous term. The leading contribution to the scattering is
given by the first Born term which is repulsive in our case as I'q(E, k, k') =~ (7h?/m)gl|k —¥/|,
on the contrary to the term in Ref. [7] which is attractive T'J(E, k, k') ~ —(2rh%/m)gl|k — K/|
and contributes to the pairing.

In the regime (B), krl < g < 1, the second-order Born term is dominated as is derived in
Eq. (4.41). The many-body correction is also has been shown in Eq. (4.48)); thus we write

2 2 T 93 g4 7
R0.0) ~ L 4 gkpt= (1- Zkpt) + L — I in (412 fmul?) + = — 2
(0.0) 16+gF7r< 2F>+30 512[11( [mul) + 5 =2
2 2 s
N =y
(B I (1= ket).

with many-body correction as

_ g2 2
VF(SV% |:]_6:| s

and the renormalized mass

2
M _ 1~ —kpl.

m 3

The leading-order contribution of the scattering amplitude in R’(0, 0) is momentum-independent.
Thus w = p is chosen and we have
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1 g2 2 ™ I 4n? 7
AR P € = Lo
R'(0,0) [16 nglw< QkFl)} *3 [n<mul2 T

and

my/m — 1 28 krl
T
R'(0,0) 3 g

Z/F(ﬂ7
[R(0,0))”

%

Thereby, we write the critical temperature as

2¢7 2 2 T oo an’ 7

and by use of Eq. (4.24) we write down the order parameter at zero temperature on the Fermi
energy

Ab(kp) g* 2 ™ -t 4h? 7
T exp{ — [16 — gkpl; (1 — ZkFl)] + 3 {ln <mul2> + 3~ 2’4 — 1}. (4.65)

Finally, by means of the relation in Eq. (4.1)), we translate the constraint of the regime (A)
to the our dimensionless parameter as

rs <Y,
y<rs/y<l= (4.66)
Y < \/Ts,

which specifies an area in the phase diagram that is depicted in Fig. [4.6]

In the regime (C), exp (—1/¢%) < krl < g < 1, the leading contributions to the scattering
amplitude come from the entire Born series, as derived in Eq. (4.47) and the many-body
corrections also presented in Eq. (4.51)). Therefore, we write

2

R'(0,0) ~ m,

and the renormalized mass as

\ 2
‘m —1‘ ~ 2 ghpl < 1,
m 3T

and the many-body correction in this regime being
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A

1

SW SF

0 2 4 Ts

Figure 4.6: The area of the the validity of the order parameter (red area) for the s-wave superfluidity
(SW SF), in the regime (B), is shown schematically. The spin density wave (SDW)
phase is also presented for the comparison.

where Ej is the shallow binding energy and has been derived in Eq. (4.30)). Similar to the
regime (B) by w = p, we have for critical temperature

2¢7 1
¢ = %uexp [gln(Eb/u)—l}

26(7_1)

= -  1WEp, (4.67)

and thus the order parameter as

Aj(kr) = zqub, (4.68)

where coincides with the order parameter of the superfluidity in the short range potentials in

2D (see Ref. [38]).

By engaging the relation in Eq. (4.1]), we translate the constraint of the regime (C) into
our dimensionless parameters as
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Hegime (B)

Regime (C)

0

0 2 4 T s

Figure 4.7: The area of the validity for the s-wave superfluidity in the regime (C) is shown in yellow
color, schematically.

s <Y,
y<Lrs/y<1l= (4.69)

Yy K /Ts,

which defines a tiny area in the phase diagram that is shown in Fig. [£.7] in addition to the
superfluidity corresponds to the regime (B), Fermi liquid, and spin density wave phases.

In the leading-order of the terms, we can rewrite the expressions for regime (B) and (C)
as

%ﬁfﬂ = exp{ [m + ngl% <1 - gkﬂ)] o } (4.70)

In the regimes (B) and (C) the order parameter in the leading-order is momentum-independent.

In the Ref. [7] the instability respect superfluidity in the dense regime corresponds to
krpl > 1 is also considered. Obviously, in the dense regime the behavior of the potential in
smaller distances would be much more important and due to the repulsive character of our
potential in these distances, it fails to contribute to the superfluidity; hence we would not
discuss the dense regime further.
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4.5 P-wave superfluidity

Instability with respect to p-wave pairing superfluidity can occur, in our system, due to the
attractive long-tail interaction, which decays by 1/r2. The present case is entirely similar to
the situation in Ref. [28]. We follow their approach to map the gap equation in Eq.
into p-wave channel.

4.5.1 P-wave scattering amplitude

The off-shell scattering amplitude is defined as

f(K k)= /exp(—ik’r)VO(r)z/;k(r)er, (4.71)

where 9y (r) is the the two-body wavefunction with relative momentum of k. The potential
is the large distances limit as

L s 121?22
Vo(r) = lim V(r) = rﬁ%odeffm

2
dgrr 1
2 r3
2
_ P (4.72)

mr

Ww decompose the scattering amplitude into its p-wave partial wave amplitude, that would
be f(k', k) expi¢p, where ¢ is the angle between k and k’. The p-wave scattering amplitude is
given by

FOE L B) = /0 S PV )bk, r)2mrdr, (4.73)

with J; being the Bessel function. The wavefunction is obtained by solving the Schrédinger
equation for m, =1

Rld 1d 1 ~ ~
_m[d2r var gz )=y (4.74)

The on-shell scattering in term of the p-wave scattering phase shift d(k) ( see Re. [2]), reads

242 _4%2 tand(k)

f(k,k) = f(k) = i [exp (2i6(k)) — 1] = 1 itand(k)’ (4.75)

In the regime r — oo, we write the wavefunction as

Y(k,r) = Ji(kr) —

- ifflk)Hﬂk?”),
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where Hy = J; + N7 is the Hankel function, and N; being the Neumann function. The
wavefunction is supposed to be normalized in such way that for r — oo, it would be real as
W(k,r) = [Ji1(kr) — tan §(k) Ni(kr)] o cos (kr — 37/4 + 0), (4.76)

where we have 9 (k,r) = ¢ (k,7)/(1 — itand(k)). By inserting this relation into Eq. (4.73),
we rewrite the off-shell scattering amplitude as

[ k)
K k)= ——" 4.

(K k) 1—idtand(k)’ (477)

where f(k, k) is achieved by replacing ¥ with ¢ in Eq. (4.73) as
f(K k)= / J1(K'r)Vo(r)y(k, r)2mrdr. (4.78)

0
For k = K/, by comparing with Eq. (4.75)), we have

f(k,k) = f(k) = —(4h%/m) tan 6 (k). (4.79)

We obtain the scattering amplitude by solving the Schrodinger equation in the large and
short distances limit, and matching the asymptotic wavefunctions. To do so, a length scale
ro is introduced and the wavefunctions will be solved in two regions correspond to r < r¢ and
r > 19, where rq lies in the interval r, < 79 < k! and r, is introduced in Eq. (two
regions are shown in Fig. [4.§]).

In region I for r < rp, we can neglect the kinetic energy versus the interaction potential,
and solve the Schrodinger equation in the p-wave channel

h2 [ d? 1d 1
— P + -
d?r  rdr r?

. Vo(r)> W1 = 0. (4.80)

m

The solution can be written as

o0 o () ()]

where A depends to the behavior of the potential V' (r) at short distances, and some estimation
would be shown later. In the region II, for r > r, the relative motion could be given free and
the potential Vj(r) would be contributed perturbatively. In the zeroth order the wavefunction
reads

) = Jy(kr) — tan 6; (k) Ny (kr), (4.82)
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Figure 4.8: The ranges of the interaction is split into two regions: region Ifor r < r¢ and region I
for r > rg. The length scale r, is shown schematically and the length scale rg with the
constrain r, < ro. (The image is reproduced from Ref. [28])

that the phase shift 67 (k) stems from scattering in region I. Matching the logarithmic derivative
of the wavefunctions of two regions at r = rg, we find the phase shift

2
tandr(k) = R Tory [1 -

Tx

8

T

<27 - % +7A—In TO)] , (4.83)

To

where v = 0.5772 is the Euler’s constant. It is taken into account, in Eq. (4.83)), that r > r,
and krg < 1. In the first order, we contribute the interaction Vj(r) and by means of the Green
function method (see Ref. [18]) we have

¢§1[)(7’) = 1/19}) (r) — / G(r, r')%(r')wg) (r")2mr'dr’, (4.84)

where the Green function for p-wave channel follows the radial equation as

6(7“—7"’).

R /d> 1d 1
2r

Rl -v = 2 N —
d2r+rdr r2+k >G(7“,'r)

m

Using the asymptotic wavefunction introduced in Eq. (4.76]) for Green function we have

SNy (k) >,

m

G(r, 7",) T

¢§(}) (r) N1(kr') r<r.

Substituting the Green function in Eq. (4.84) in » — oo limit, and once again, matching the
wavefunctions at r = rg, we have for the phase shift
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o0 2
tand' (k) = tanéj(k)—% [wg)(r)} Vo(r)2mrdr
T0
2 m(kry)? T 3 3
~ —kr,— In— 42y — - A .
3kr 3 [nm—i- ol 2—|—7r ]—i—O(k)

For the second order contribution, by iteration we have

@Z)g)(r) = 1/)?[)(7“) —i—/ G(r, r')Vo(r')Qﬂr'dr'/ G, "WV (r") g(})(r")%rr"dr”,
70 To

and matching the logarithmic derivative, we obtain

wkr)? [ J3(x
tandk) = tand®) - T AL R @) e) - W) 0)

- %No(x)Jl () + %Nl (2)Ja(z) — M dx

Q

2
tan 60 (k) — (”"g*) {172 byt —In2+ lnkro} + oK)

2
In pkr, (4.85)

¢

|
>
3
*

|

where

p=exp{3y—In2-11/124+ 1A} ~ 1.13exp (7A). (4.86)

By engaging Eq. 1 and Eq. (4.75), we find the on-shell scattering amplitude, represented
by two terms f(k) = fi(k) + f2(k) as

_ 8 12
k) = —-—kr,,
fi(k) 3
_ h2
Falk) = ga(kzr*)anpkr*, (4.87)

in which the term fi(k) is dominant in the low-momentum limit. The leading low-momentum
contribution of the off-shell scattering amplitude f(k’,k) can be obtained by replacement

Ji(kr) — ¢(k,r) in Eq. (4.78]), which gives

oo
f(k' k) = / J1(K'r) Iy (kr)Vo(r)2nrdr
ro
h? 11 k2
= ——k *F T ara ey 7o)
b (=5:52 5)
where it is taken into account that for » > ry the interaction potential has the form Vi =
—h%r,/mr3. The parameter F in Eq. (4.88) is the hypergeometric function, where it is written

for k < k’. For k > k', the k and &’ have to be interchanged.

(4.88)
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4.5.2 Many-body corrections to the p-wave scattering amplitude

In this part, we project the many-body contributions, which are given in Eq. (4.15)), into the
p-wave channel. The correponding partial-wave of the diagrams in Fig. would be achieved
by integrating out the azimuthal symmetry corresponds to the p-wave symmetry as

V(K k)= > 51@(1@’,16):/%‘”56—@ Y V(K k), (4.89)

2
je{aped} o 7 je{abed}

where ¢ is the angle between k and k’. The interaction potential, which contributes into
many-body corrections as in Eq. (4.15)), is taken like

0 r <To,
Vo(r) ~
—(h2/m)r./r> r>ro,

Its Fourier transform takes the form

orh?r, 2mh?
— — 4+
m T m

V()(q) ~ qrx.

The momentum-independent term of the interaction potential would not contribute to the
diagrams as it will be cancelled. For analytical calculation of critical temperature T, it is
only needed to calculate the contribution of many-body correction on the Fermi surface for
k = k' = kg, where each term in Eq. takes the form 6V (kp, kr) = aj(R?/m)(kpr.)?.
The coefficients reads

ag =4m, ap=a.=—1.5, ag=-1.0.

Therefore the total correction reads as

2
SV (g, k) = a%(kpr*)Q, (4.90)

with a =37, aj = 8.6.

It should be noted that in Ref. [28], as the system is constructed upon a single layer of
particles, the layer (spin) degeneracy correspond to the 6V, (k', k) in Fig. has not been
included. Hence, « associated with our system is doubled in comparison with the coefficient

in Ref. [28].
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4.5.3 Ceritical temperature and order parameter

We return to the gap equation in . we attempt to obtain the critical temperature T, and
afterwards, we will obtain the order parameter at zero-temperature on Fermi energy Ag(Er)
by engaging Eq. . Once again, we perform the integrals in Eq. by dividing their
region into two parts: |Ey — Ep| < w and |Ep — Ep| > w. We start by calculating A(kp)
and calculate the contribution of each region separately.

In the first region, the parameters would be replaced as A(kp) — A(k') and f(K', kr) =
f(kp) — f(K' kp), where f(kp) = fi(kr) + f2(kp) which is derived in Eq. (4.87). Therefore
the second term in the square brackets would contribute negligibly. We put in the first term
€xr = |€k|-Thus the result of the integral in this region is

4k pry 3 2¢7w
Ay (kr) = A(kp) 311 <1 ~ TgkrrsIn (kar*)) In < — ) (4.91)

where p is introduced in Eq. (4.86)).

In the second region, we put tanh (e /27;)/2¢p = 1/2&. The contribution of this region,
in compare with the with latter result, is so small~ kpr, and it suffices to keep just the leading
low-momentum term of the off-shell scattering amplitude in Eq. . By use of Eq. ,
we write the gap equation in this region

3nr. [P KBdE 11 K2
As(kp) = Ak - F2(_— 29 2
2(kr) (kr) 8kp /0 (/ﬁ%—k’g) ( 22’ ’k%)’

where k, = \/2m(Er — w)/h2. By remembering the limit w < Er, we obtain

Akpr E
As(kr) = Akr) 3Fr [ln <F>—77], (4.92)
T w
where
0 e (o Y e (L ] s (4.93)
T A 2'97% 2 )1z T '

The main contribution of the many-body correction comes from the vicinity of the Fermi
surface in second integral of Eq. (4.20]). Therefore, we used the 6V (kp, kr) which is presented

in Eq. (4.90) and the integral reads

As(kp) = —A(kr)

OV (kr. kr) | (26%). (4.94)

2w T,

Sum the whole separate terms, by canceling Ar we obtain a equation for the critical temper-
ature as
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_ 4k pry 2¢"Er 9 Er 1 o
1= a3 [ln < T ) 77} (kprs)®In < T, ) {4 In (pkprs) + 271_}, (4.95)

where it is chosen that w = Ep, as the terms which contain w are small as kpr, < 1 in
comparison with the leading term.

<0

10
rs/As
Figure 4.9: The coefficient A is depicted versus rs/As for Q/d = 0.25 and 8 = 0 (black, solid line),

B = 0.1 (blue, dashed line), and 8 = 0.2 (red, dash-dotted line), where Qg being the
Rabbi frequency, § the frequency detuning, and 8 = dE,4./B (see the Sec. . In our

system, there is no dc field, hence, the solid line corresponds to 8 = 0 would be favorable.
(The image is taken from Ref. [2§])

For contributing the renormalized mass (see Eq. (4.19) into the calculation, we see that the
relative difference between m, and m is proportional to kpr, < 1. By replacing m, instead of
the bare mass m in Eq. (4.95)), a new term (16/972) In (Er/T.) would be introduced. Thus by

replacing & = a—32/97 and considering the limit of kpr, < 1 we have for critical temperature

T, e’ K ( 3 )7 (4.96)

2Br 7 (kpr)o™/5 P\ dhopr,

where

34
~ 0.00053 exp (9” >, (4.97)

in which p and 7 are introduced in Eq. (4.86) and Eq. (4.93)), respectively. By use of Eq.
(4.24])) we translate the critical temperature into the order parameter at zero-temperature on
the Fermi energy as

Ao(kr) K 37
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Figure 4.10: The area of the validity for the order parameter of the p-wave superfluidity is presented
roughly in blue color. Other phases are also added, including s-wave superfluidity
associated with two overlapping regions, and the SDW phase.

The dependence of the order parameter on the short distances is included in x through the co-
efficient A. In Fig. [4.9| parameter A is depicted versus parameter of the system (r5/)s), where
rs = (d?/hé) and \s = \/h/md, where § = w — wy is the frequency detuning, the difference
between microwave external field w and the transition frequency between internal states of
molecules |¢go) and |¢11); and d. = (d/+v/3)(1—49/32/1440) is the transition dipole moment be-
tween the mentioned states by static external field 8 o E4. (see the Sec. . Actually, in our
system there is not any dc field, so 8 = 0, which corresponds to the black solid line in Fig.

At the end, the area in the phase diagram corresponds to the p-wave super fluidity
(weak interaction kpr, ~ rs < 1 and dilute system lkp < 1), has been presented in Fig. |4.10
schematically, besides other phases of the system..

4.6 Summary

Throughout this chapter, the instability of the system respect to the interlayer superfluidity
through s-wave and p-wave pairing has been analyzed. We have adopted the approach of two
references [7), 28] to analyze the superfluidity of the system. The interaction potentials in the
corresponding references have close similarity with the interaction our system. It should be
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noted that the both references go beyond the standard BCS approach by involving many-body
corrections, based upon the Gor’kov-Melik-Barkhudarov method [21].

We have used Ref. [7] to examine the s-wave superfluidity in Sec. [4.4] Upon the criterions
presented in this reference, three regimes have been introduced correspond to the relation of
the natural length scale of the system. Our system shows instability in two of those regions:
(B) exp(—1/¢%) < krl < g <1 and (C) exp(—1/g?) < kpl < g < 1. Within accepted accu-
racy, it is possible to unified the expressions of the order parameters for these two regime as is
presented in Eq. . The area in phase diagram associated with the s-wave superfluidity
is depicted roughly in Fig.

To study the p-wave bilayer superfluidity we have followed Ref. [28]. Their interaction
potential, indeed, coincides with our one at large distances. Although the system in Ref.
[28] is composed of a single layer, their analysis would be applicable for our system by some
modifications. The order parameter of the p-wave superfluidity is presented in Eq. ,
which is valid for the dilute system kpl < 1 with weak interaction kpr, ~ rs < 1. Thus, it
enhances the phase diagram of the system, as is shown in Fig. schematically.

It can be seen in Fig. that there is a competition between the interlayer superfluidity
in s-wave and p-wave pairing channels around the origin of the diagram. The winner ground
state would be determined by the constraint of the lowest ground state energy. We have not
calculated the ground state energies of those state. By the way, we adopt the claim mentioned
in Ref. [28|, that the p-wave superfluidity phase is the most stable phase, since it fully gaps
the Fermi surface, in contrast to the competing phases. Hence, the p-wave superfluidity would
be the dominant ground state, wherever there is a competition between p-wave and s-wave
superfluidity in the diagram. It must be noted that the examination of the p-wave pairing at
short distances would be a prospective to extend the calculation of the considered system.
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Chapter 5

Summary and outlook

In the preceding chapters, we have analyzed the instability of the system versus a number
of phases at zero-temperature. Generally speaking, The phase transition is associated with
the broken symmetries of the system. In the classical phase transition, thermal fluctuation is
responsible for such broken symmetry phenomenas. But at zero-temperature, it is merely the
quantum fluctuation who is responsible for the broken symmetry and labeled by the quantum
phase transition (see Ref. [39]).

In this thesis, we have analyzed a bilayer system of cold polar molecules, which have
been introduced in Sec. [2.I] The striking feature of the cold polar molecules is the tunable
interparticle interaction. In the considered system, the interaction of the polar molecules are
dressed by means of a circularly polarized MW field. The designed bilayer interaction of the
system shows a repulsive behavior and an attractive long-tail at large distances (see Fig. .
These characters of the interaction potential put the system on the verge of the instability
toward various quantum phases.

In chapter [3| the instability of the bilayer system versus spin density wave phase has
been examined. Due to the repulsive interlayer interaction, and particularly, the repulsive
interaction potential in the momentum space, the system undergoes a phase transition toward
SDW as a function of the external parameter of the system, say interlayer separation y = lkp
and the strength of the interaction ry; = mdgf fk:F / h2. Tt has been discussed that whenever
the system is in the SDW phase, by variation of the external parameter y = [kp, there would
be further phase transitions from SDW to SDW, whenever the commensurability happens as
qg = (m/n)kp ( m and n are integer and ¢ is the coupling vector of the particle-hole pair).
In the mean-field framework, it is shown that within the SDW phase the symmetry of the
system would be broken from invariant translational symmetry to the discrete translational
symmetry associated with the triangular lattice, as is depicted in Fig[3.5] The ground state
energy and the order parameter are calculated, correspond to the different area of the phase
diagram, as far as was analytically possible. The phase diagram is shown in Fig.

In chapter [, bilayer superfluidity of the system has been examined following the reports
of the references [7, 28]. Both references contribute the many-body effects, upon the Gor’kov-
Melik-Barkhudarov idea [2I], and go beyond the standard BCS theory. We analyzed the
bilayer superfluidity through s-wave and p-wave channels separately, and it has been shown

117
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]
0 2 4 I's
Figure 5.1: The phase diagram of the bilayer cold polar molecules versus y = lkrp and 7y =
mdZ; ;kr/h?. The areas associated with the s-wave (SW) superfluidity, p-wave (PW)
superfluity, and spin density (SDW) phases, which are competing with the Fermi lig-
uid (FL) phase, are shown in red, blue, purple, and white area, respectively. The two

regions of the s-wave superfluidity, presented in Fig. [£.10} are coincided into one area of
the phase diagram (red color area).

that due to the attractive long-tail of the interlayer interaction, molecules from different layers
could form s-wave or p-wave bound state. The order parameter and critical temperature have
been extracted correspond to the particular regime of the external parameter of the system.
The phase diagram, included all of the phases which the system shows instability, is presented

in Fig.

It can be seen in the phase diagram that there is a competition between s-wave and p-wave
superfluidity at extremely week interaction. It is discussed that the p-wave superfluidity would
be the dominant phase as it fully gaps the Fermi surface, in contrast to the other competing
phases. As it has been mentioned, the p-wave pairing is examined in the large distances regime
and its behavior in the small distances, in which the repulsive interaction potential comes into
stage, is left as a prospective.



Appendix A

Linear response theory

In this appendix, we review the effect of an weak external potential H**(¢) on the Hamil-
tonian of the system H. In the other words, we examine the response of the system with
respect to a weak external field. The external potential is given to be weak, so can be treated
perturbatively (see for example Ref. [42] 20]).

We start by writing full Hamiltonian as H” (t) = H + H*(t), where H is the unperturbed
Hamiltonian. The Schrédinger equation for total Hamiltonian reads

i s (t)) = H ()]s 1), (A1)

where subscript S indicates we are working in the Schrédinger picture (see [19,120]). We define
the evolution operator U (¢,tg) as

Us(t)) = UT(t,10)|Us(to))- (A.2)

Inserting this in the Schrodinger we have

ihgtUT(t,to) = HT (UL (t,t0). (A.3)

By use of the boundary condition for the unitary evolution operator as U7 (tg,tg) = 1, we
readily solve Eq. (A.3)) to have

. t
UT(t,tg) =1 — 721/ dt HE (YU (¢, 19). (A.4)
to

It is possible to construct the same equation for the evolution operator of the unperturbed
Hamiltonian as

mgtU(t,to) = H(t)U(L, to). (A.5)
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We suggest a relation between evolution operator of full Hamiltonian U” (¢,%y) and the one
for unperturbed Hamiltonian U (¢, ) as

UT(t,t0) = Ul(t, to)U(t, to), (A.6)

where U (t,tp) would be determined by means of the external perturbation. Inserting Eq.

(A.6) in Eq. (A.3), there would be

o [V 1)1 10)] = (B () + HE 1) UGt t0)0 (1 o) (A7)

By use of Eq. (A.5)), we obtain a familiar form like
9 -

ih&U(t,to) = UMt to) H () U (¢, t0)U (¢, to)

= H'()U(t, to), (A.8)

where H(t) = Ut (t,to) He (t)U(t,t0)U(t, o) being the external potential in Heisenberg
picture. In the same approach as the Eq. (A.4) obtained we solve Eq. (A.8) and keep the

terms up to first order in H*(t) by iteration to obtain

~ ) t ~
Ut to) =1— ~ [ ar mHet(t)). (A.9)
i)

Inserting this result in Eq. (A.6]), we obtain

. t
UT(t,to) = U(Rto)—;/tdtl Ut to) U to) H (U (H, to)
0 v

U(t,t")U(t ,to)

.t
- U(t,to)—;/ dt'U(t, to) HE (U (', to), (A.10)

to

where the unitarity relation UTU = 1 is used in the first line. Now by use of this evolution
operator, we derive the eigenstate of the system at any arbitrary time

1

Bs(t) = exp |~ H(E - 10| [s(t0)

- Z/ ' exp | —~H(t — )| HEHE ) exp | ——H (t — to) | |Ts(to)).
h Ji, h h
(A.11)
It is possible now to construct the expectation value of any observable and thus obtain the

effect of the external potential. Write down the expectation value generally for a operator 0,
by choosing tg = 0 we have
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OM)yr = (¥slO|¥s)
R i [t R
— (WalOlww) + 5 [ dewnl [HF W), Ou] lUa), (A2
to
where subscript H indicates the representation in Heisenberg picture in which |Vg) = |Wg(t =
0)). The lower limit of the integral is taken at 0 < fy < t when the external field is switched

on. We then arrive at the general form for the response of the system corresponds to the
external field, which leads to the modification of the systems’ observable as

5(0(1)) = 8(0(t))gr —8(0t)u

;z/;t 4t (Wl [H?t(tl% OH] o), (A.13)

where the expectation value is taken at the ground state of the system.

A.0.1 Density-density response function

A particular important case is the response of the system to an external potential coupled to
the charge-density of the system. As far as the system is not polarized ey(k) = ¢ (k), the
result would be applicable for the response of the system respect to an external field that is
coupled with the spin-density of the system. By the way, suppose the external potential is
given as

H®Y(t) = /drﬁH(r,t)goext(r,t),

which change in the charge density of the system is

o(n(r,t)) = ;L/t dt’/dr’(\lfol [Au (X' ), Ap(r,t)] |To)p ™t (x/, 1)

= / dt’/dr’x(r,r’)gpe”(r',t’), (A.14)

where we have introduced the generalized susceptibility as

/ i n ol [ (x', 1), Aup (x, 1)) |Wo)
x(r,r')=——=0(t—t A.15
(e,') =~ 0(t ) e (A15)
The relation in Eq. (A.14) takes a simple form in the momentum-frequency space as
§(i(a,w)) = x(d,w)e™ (q,w). (A.16)
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A.0.2 Lehmann’s representation

In the following section we attempt to obtain the density-density response function for a Fermi
gas t.e. a non-interacting system, by engaging generalized susceptibility in Eq. . We
work over the normalized ground state (Wo|W¢) = 1. Therefore, the generalized susceptibility
take the form

(1) = —%G(t ) (Wo| [ (v, 8), A (x, )] |Wo).

As it contains a commutator, we calculate one of the products and then apply the result for
the other one by r <> r’. By inserting a complete set of eigenstates Y |¥,)(V,| = 1, it takes
the form

(Wolfup (x,t), fop (', )| Wo)

= S (Wl ST B (1)da (r)e YW, ) (W, ST L 0 g (e HE )
o B

n

= 3 e B O S (W | () (o) [ (W ()5 () W),

n a?/B

where we have introduced the small factor in to prevent the oscillation of the exponential term
at infinity. By performing the Fourier transform to frequency space and adding the other term
we have

, (Do b (1) P (1) [ W, ) (W[ (1) () W)
x(r,riw) = Zn: hw — (Ey, — Eo) + i1

o, B

(Wl (x" ) (1) W) (W 15, ()5 (1) [ W)
hw—‘_(En_EO)_in

The field operators in the momentum space have the form

Pa(r) = \/1V ; fka exp (ik.r),
1 A
D) = = fl exp(~ikr).
B Ni% zk: kg €XP

Therefore, we write for the expectation value of the field operators as

(V0[] (1) e (1) [0 (W 1], (1 Yiha (x| Bg) =

% > exp[—(ky — ko).x]exp [~ (ks — ka)x'] (Wol il ficsa| W) (W | L, 5 s W)
ki, ks
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As |¥g) is the ground state, we have these relations among the wavevectors

ks, = k, k| < kp,
ks = K, K| > kF,
ke = K,

ki = k.

(A.17)

By writing the excitation energy like as F,, = Eg + €x1q — €k, we have for the susceptibility
in momentum space

\IIO|fkafk’a’\Il )(‘I’n\flizﬁfkﬁm’@
— (extq =€) + 7

X(q,w) = VQZ

- <wo\fk,afka|wn><wn|fiﬁfm%>
hw + (ex—q — €x) — i1

_ Z[ |k+Q|—kF) (k —kr)
V2 6kJrq - 6k) + ”7

O(k —a| — kr)0(k — k'F)]
hw + (ek—q — €k) — in

kF— ) —0(kr — [k +ql)
_ , A18
V2 Z — (€xtq — €x) + 11 (A.18)

where after renaming the variable in the second term, we have used the relation 6(z) =
1 — O(—z). The spin-degeneracy is compensated by the prefactor 2 in the third line. The
integral form for the static response function w = 0 can be written as

= | (d"’ Ji = Jira (A.19)

2m)e € — €ptq

where fi, is the Fermi distribution function. We report the explicit forms of the response
function at zero-temperature T' = 0 correspond to 1D, 2D, and 3D space as

1 142
0 1D
= =2 E)—1
Wola) = ~242(B) 5 w112
1 <1,
ol@) = ~2()
1—-V1—22 z2>1,
1 1 1—=2x
0 3D 2
= -2 E)|l-——(1- 1 A2
Bol@) = 228 |5 - £ -aAm || (A.20)
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where = ¢/2kp and w'P(E) is the density of state per spin, corresponds to the i-th di-
mension(s). The response functions are depicted in Fig. . The particular behavior of the
response functions at ¢ = 2kpr would have significant physical effect. It can be seen that re-
sponse function in 1D is divergent at ¢ = 2k, which implies the instability of the free system
with respect to the even extremely small perturbation. In 2D, at the same value ¢ = 2kp the
response function shows a non-analytical behavior, and in 3D the derivative has a logarithmic
singularity.

x'(q)
x"(0)

15

20

1.5

1.0

0.5

q
0o 03 Lo 15 20 9%,
Figure A.1: Wavevectore dependent Lindhard response function for one- (dark blue dashed line),

two- (solid red line), and three-dimensional (dash-dotted green line) system of free
fermionic gas at zero-temperature.
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