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Abstract

This research work deals with the theoretical investigation of the coexistence of supercon-
ductivity and ferromagnetism in superconductor CeO;_,F,BiSy (z = 0 — 1.0). By devel-
oping a model Hamiltonian for the system and using the Green’s function formalism and
equation of motion method, we have obtained expressions for superconducting transition
temperature (7..), magnetic order temperature (7,,,), superconducting order parameter (A)
and magnetic order parameter (n). By employing the experimental and theoretical values
of the parameters in the obtained expressions, phase diagrams of energy gap parameter ver-
sus transition temperature (superconducting transition temperature versus magnetic order
parameter and magnetic order temperature versus magnetic order parameter) are plotted
separately. By combining the phase diagrams of superconducting transition temperature
versus magnetic order parameter and magnetic order temperature versus magnetic order
parameter, we have demonstrated the possible coexistence of superconductivity and ferro-
magnetism in CeO;_,F,BiSy superconductor. Our finding is in agreement with previous
experimental findings.

Key words: Superconductivity, ferromagnetism, coexistence, CeO;_,F,BiSs, Green’s
function.
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CHAPTER 1

General Introduction

The phenomenon of superconductivity, in which the electrical resistance of certain materi-
als vanish at low temperature, is one of the most interesting and sophisticated concept in
condensed matter physics. It was first discovered by a Dutch Physicist Heike Kamerlingh
Onnes in 1911 [1]. As shown in Fig.(1.1), by reducing the temperature of mercury(Hg)
using liquid helium as a coolant, he observed that, the resistivity of Hg abruptly fell to
zero at a critical temperature of about 4.2K. This observation was made possible by the
liquefaction of helium in 1908 in the same laboratory [2]. Superconductivity is somewhat
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Figure 1.1: The resistivity of mercury as a function of temperature, produced in 1911 at
the laboratory in Leiden [1].

related to the phenomena of superfluidity (in 3He and *He) and Bose-Einstein conden-
sation (in weakly interacting boson systems) [3]. Microscopically, superfluidity in 3He is
most closely related to superconductivity since both phenomena involve the condensation
of fermions, whereas in *He it is the bosons that condense.

Superconductors have the ability to conduct electricity without loss of energy. When cur-



rent flows in an ordinary conductor, some energy is lost. Atoms in these metal conductors
form a vibrating lattice; the warmer the metal the more it vibrates. As the electrons move
through the maze, they collide with tiny impurities in the lattice. When the electrons pump
into these obstacles they fly off in all directions and lose energy in the form of heat. The
movement of the superconducting paired electrons through the obstacles is quite differ-
ent. As the superconducting paired electrons travel through the conductor they pass freely
through the complex lattice. This is because the binding of electrons in pair eliminates the
scattering process, which leads to zero resistivity and they can transmit electricity with no
appreciable loss of current and energy.

The conditions in which a superconductor retains its superconducting properties is defined
by its critical values [4]. These critical values are critical temperature 7, (the tempera-
ture at which the electrical resistance of the material drops to zero), the critical magnetic
field H. (the magnitude of the magnetic field, above which the superconductor loses its
superconductivity) and the critical current density J. (the current density above which the
superconductor loses its superconductivity). They depend on the superconducting materi-
als as illustrated in the Fig.(1.2) [5].
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Figure 1.2: Graphical representation of the three parameters(7., H. and J.), to decide
superconducting property.

Generally, High magnetic field, current density, and temperature are the three conditions
that can break the superconductivity nature of a material.

Now, superconductivity is observed in quite a lot of elements, alloys, and inter-metallic com-
pounds. Although metals are conductive, not all conducting metals are superconductive,
and even some insulators are able to become superconductive under the right conditions.



Today, superconductivity is being applied to many diverse areas such as; theoretical and
experimental science, military, transportation, power production, electronics, medicine, etc.

[6]-

1.1 Meissner Effect

In 1933, Walther Meissner discovered that, superconductors are more than a normal perfect
conductors of electricity and they also have an interesting magnetic property of excluding
a magnetic field [7]. When a superconductor is cooled below its transition temperature in
a magnetic field, it completely expels the magnetic flux from its interior and bent around
it as shown in Fig.(1.3) below. This is because under the influence of a magnetic field,
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Figure 1.3: a) Above the transition temperature the magnetic field lines are penetrating
the sphere, b) Below the transition temperature the magnetic field lines are ejected from
the sphere.

surface currents that flow without resistance develop to create magnetization within the
superconductor which is equal and opposite to the magnetic field, resulting in canceling out
the magnetic field everywhere within the superconductor. This results the superconductor
to have a magnetic susceptibility(x,,) of -1, meaning it exhibits perfect diamagnetism.
While many materials exhibit some small amount of diamagnetism, superconductors are
strongly diamagnetic.

One of the most well known demonstrations of the Meissner effect is its ability to make a
magnet levitate above a superconductor. When a magnet is placed above a superconductor,
the repelling force can be stronger than gravity, allowing the magnet to levitate above the



superconductor. This is not an entirely stable configuration, giving the magnet the freedom
to spin above the superconductor while it tries to orient its magnetic poles. If the magnetic
field is removed or the superconductor raises above the critical temperature, the surface
currents and magnetization disappear, and the magnet will no longer levitate.

While the effects of flux pinning may appear similar to the levitating magnets caused by
the Meissner effect, the cause behind flux pinning differs in some ways. For flux pinning to
occur, the superconducting material either needs to be very thin or it needs to be a Type
IT superconductor. If it is thin or Type II superconductor, some of the magnetic field is
allowed to pass through the superconductor, but only in specific spots, called flux tubes
or a vortex. This passing of small amounts of the magnetic field through flux tubes at
a small distance, to the order of (30-60)nm in metallic superconductors is called London
penetration depth [5]. The reason that the magnetic field is allowed to pass through the
superconductor at these flux tubes is, because there is no superconductivity within those
regions. The superconductor tries to keep the flux tubes pinned to weaker parts of the
superconductor, such as grain boundaries or other imperfections. When placed within a
magnetic field, this pinning prevents the levitating magnet above a superconductor from
moving easily without an applied force, keeping it steady in a stable location. This is also
known as quantum locking.

1.2 Types of Superconductors

High magnetic fields destroy superconductivity and restore the normal conducting state.
Depending on the characteristics of this transition there are two types of superconductors.
These are type I and type II superconductors [5, 8.

1.2.1 Type I Superconductors

Type I (soft) superconductors withstand or resist only weak magnetic fields, that is why
they are called soft. They are conventional superconductors which can be described by the
Bardeen, Cooper and Schrieffer (BCS) theory. They are also called elemental supercon-
ductors (all pure samples of superconducting elements, except Nb, V and Tc exhibit type-I
behavior) [9]. It has only one critical magnetic field (H.), as shown in Fig.(1.4).

The behavior of type I superconductors, at a given temperature T and in a uniform external
magnetic field H, can be described as follows: if H is smaller than a critical value (H,), the
superconductor completely expels the magnetic flux from its interior (complete Meissner
effect); but as the external field is increased above the critical value (H.), the specimen
becomes in the normal state (incomplete Meissener effect).
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Figure 1.4: Magnetization versus applied magnetic field for Type I superconductors.

1.2.2 Type II Superconductors

Type II (hard) superconductors withstand relatively strong magnetic field as compared to
type I superconductors. It has two critical magnetic fields which are lower critical mag-
netic field (H.;) and upper critical magnetic field (H.) with a superconducting electrical
properties up to a field denoted by H.. As shown in Fig.(1.5), if the magnetic field is lower
than H, the specimen is in the superconducting state (complete Meissner effect). In the
region between H, and He (H. < H. < H.) the flux density B # 0 and the Meissener
effect is incomplete. In this region the state is intermediate as it contains partially both
normal and the superconducting states, and is said to be in the vortex or mixed state.

A vortex is a magnetic flux quantum that penetrates the superconductor. Where the vor-
tex appears the superconducting order parameter (A) drops to zero. Around the vortex
a current starts to circulate. If the field is increased to the second critical field H., the
specimen stops to be in the superconducting state. H. is usually bigger than H., that is
why type II superconductors are typically used for building superconducting magnets.

Type II superconductors are attractive for technical applications due to their high current
carrying capacity, such as generation of strong magnetic fields for particle accelerators,
nuclear fusion reactors, magnetic resonance imaging (MRI), magnetic levitation (Maglev),
and as well as measuring energy technology.
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Figure 1.5: Magnetization versus applied magnetic field for Type II superconductors.

1.3 The BCS Theory of Superconductors

Early researchers suggested that fewer atomic vibrations would permit electrons to pass
more easily. However, this predicts a slow decrease of resistivity with temperature. It
soon became apparent that this simple idea could not explain superconductivity. In 1957,
superconductivity was advanced by three American physicists, John Bardeen, Leon Cooper
and John Schrieffer(BCS), which is nowadays, known as the BCS theory [10]. The basic
principle of the BCS theory is that, electrons (fermions) pair up via phonon coupling and
the pairs (bosons) condense into a single macroscopic quantum state and travel together
cooperatively through the crystal lattice without scattering.

An attractive interaction between electrons can lead to a ground state separated from
excited states by an energy gap. The critical field, the thermal properties, and most of
the electromagnetic properties are consequences of the energy gap. The electron-lattice-
electron interaction leads to an energy gap of the observed magnitude. The energy gap of
superconductors is of entirely different origin and nature than the energy gap of insulators.
In an insulator the energy gap is caused by the electron-lattice interaction. This interaction
ties the electrons to the lattice. In a superconductor the important interaction is the
electron-electron interaction which orders the electrons in K-space with respect to the Fermi
gas of electrons. The transition in zero magnetic field from the superconducting state to
the normal state is observed to be a second-order phase transition. At the second-order
phase transition there is no latent heat, but there is a discontinuity in the heat capacity.
Further, the energy gap decreases continuously to zero as the temperature is increased to
the transition temperature 7, as in Fig.(1.6). The minimum energy E, required to break a
Cooper pair inorder to create two quasi particle excitations is given by £, = 2A(T") (where



A(T) is superconducting gap parameter).

2A = 3.53kpT, (1.1)

The key consequences of the BCS theory include a connection of the superconducting gap

parameter (A) to the transition temperature 7, and the Debby temperature (Op = h;”—;),

T.=1.140p eXp(N(O)V

) = 1140 exp( ) (1.2)

where, N(0) is the density of states at the Fermi level, V is the attractive electron phonon
interaction potential, A = N(0)V, and is a coupling constant.
The gap parameter (A) at any temperature between the absolute zero and T, is given by,

T
A(T) = 3.06kgT.(1 — T)W (1.3)

This is the fundamental expression for a superconducting state and is a universal value for
metals in the BCS approximation.
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Figure 1.6: Variation of the reduced gap % with the reduced temperature % according
to the BCS theory.
For weak coupling superconductors, the reduced gap % is a universal function of the

reduced temperature %, near the critical temperature T, so that the energy gap approaches

zero continuously as T — T,

g = L7601 - )Y (1.4)



In general, the main facts which the theory of superconductivity must explain are, a sec-
ond order phase transition at the critical temperature 7T, (in this case there is no change
in entropy and latent heat at the critical temperature T.), the Meissner effect (B=0), ef-
fects associated with infinite conductivity (R=0), and the dependence of T, on isotopic
mass T.v/M = constant (which indicates that electron phonon interactions are primarily
responsible for superconductivity).

1.3.1 Cooper Pairs

Leon Cooper (1956), showed that electrons which normally repel each other must feel an
over whelming attractions in superconductors [10]. The pairing of electrons takes place
through an intermediary of lattice vibrations known as phonon(bosons). According to the
BCS theory, as an electron passes by a positive charged ion in the lattice of a superconduc-
tor, the electron polarizes or distorts the atom around it. This polarization of the lattice
causes phonon to be emitted which form a trough of positive charges around the electron.
Before the first electron passes by and the lattice springs back to its original position a sec-
ond electron enters into the trough, and interacts into the polarization forming a Cooper
pair. Therefore, it is this lattice vibration which causes the two electrons(which normally
repel to each other) attract to each other to form Cooper pairs. That is, the forces exerted
by the phonon overcome the natural repulsion of the electrons and are screened by phonon.

Superconducting State

Area of distortion
; N

Fd 3

. N . 9 . 3
e o
— Cooper Pair

The two electrons, called Cooper pairs,

become locked together and will travel
through the lattice.

Figure 1.7: Schematic illustration of the formation of Cooper pairs.



1.4 Development of superconductivity

After Onnes discovered the superconductivity of mercury, conventional or low temperature
superconductivity was observed in quite a lot of elements [3]. Many alloys and intermetal-
lic compounds were also found to show conventional superconductivity. Of these, NbsGe
had the highest known T, of 23.2K for long time. Due to this reason superconductivity
seemed to be more or less closed subject until 1986 and thus did not promise widespread
technological applications. It was well understood based on the BCS theory and extensions
thereof that dealt with strong interactions. But in 1986 Bednorz and Muller discovered
superconductivity in a lanthanum-based (Lay_, Ba,CuQ,) perovskite material, which had
a transition temperature of about 35K [3], with the layered perovskite cuprate LasCuQj.
This discovery opened the gate widely and high 7. or unconventional superconductors con-
tinued to be discovered by using liquid nitrogen (7. = 77K) as a coolant [11]. In high
temperature superconductors magnetic fluctuations are believed to play the role of medi-
ating for electrons pairing.

In the recent years, breakthrough discoveries have focused on layered superconducting ma-
terials. The discovery of new layered superconductors is one of the most important issues
for the realization of T, approaching to room temperature. The most outstanding exam-
ple is Cu-oxide superconductors with the maximum critical temperature (7}) of 164K for
HgBasCasCuzOs. s under high pressure [11]. In 2001, high-7, superconductor (7, = 39K)
was discovered in the binary compound MgB, [11]. Due to the simple binary composi-
tion and low cost of the materials, it is one of the promising materials for applications on
superconductivity. In 2008 another discovery of a high-7, superconductor is accomplished
in the layered materials with Fe-square lattice (conductive layers) with highest record of
T. = 58K observed in SmFeAsO,_,F, [12].

In 2012, novel layered superconductors which have a crystal structure similar to those of
the Cu-oxide and Fe-based superconductors were discovered by Mizuguchi et al.[11, 13].
It has the characteristic structure of an alternate stacking of superconducting Bi.S, layers
and blocking layers. In the conduction plane, the Bi and S atoms are alternately aligned
and form a Bi-S square plane. The new superconducting family is called BiSs-based su-
perconductors. There are three types of BiS,-based superconductors, Bi,0453, ReOB1.S,
(Re=La, Ce, Pr, Nd, Yb, Sm), and AeF’'BiSs (Ae=Sr and Eu) with the highest record of T,
is 11K in LaOg 5Fy 5BiS, [14]. The first member of the BiSs-based superconducting family
is BisO4S3 and the second is LaO;_,F,BiSs [11]. At present, the studies of BiSs-based
superconductors have focused on the ReO;_,F, B1S; type because high quality samples of
single and poly-crystals can be prepared. Furthermore, the physical properties, such as
superconductivity and magnetism, dramatically change when changing the rare earth ele-
ments (Re) of the blocking layer. CeO;_, F, BiS; superconductor is one of ReO;_,F, BiSs
layered compounds, with 7, can be increased from 3K for as grown (AG) sample to 8K
by high pressure (HP) annealing at x = 0.7, with the ferromagnetic ordering temperature
following the increase from 4.5K to 7.5K [15].

In this research work, we investigated theoretically the coexistence of superconductivity
and ferromagnetism in C'eO,_, F, B1.S; compound.



CHAPTER 2

Literature Review

2.1 Introduction

In this chapter, we have presented a brief review of superconductivity and ferromagnetism.
The crystal structure and the coexistence of superconductivity and ferromagnetism with
regard to C'eO,_, F,BiS; superconductor are also reviewed.

2.2 Superconductivity and Ferromagnetism

Ferromagnetism is a phenomenon by which a material can exhibit parallel alignment of mo-
ments resulting in a large net magnetization, even in the absence of a magnetic field [16].
It has a long-range magnetic ordering at the atomic level which causes unpaired electrons
spin to line up parallel with each other in a microscopic region called domain. Within the
domain, the magnetic field is intense but in the bulk sample the material will usually be
unmagnetized because many domains will themselves be randomly oriented with respect
to each other. The application of an external magnetic field results in an expansion of
the domain with moments align with the field at the expense of those with anti-aligned
moment.

In general, any current loop has a magnetic field and a corresponding magnetic moment.
Similarly, the magnetic moments in a magnetized substance are associated with internal
currents on the atomic level. Such currents arise from electrons orbiting around the nu-
cleus. The total magnetic moment of an atom has orbital and spin contributions. For
atoms or ions containing many electrons, the electrons in closed shells pair up with their
spins and orbital angular momenta opposite to each other, a situation that results in a net
magnetic moment of zero. However, atoms with an odd number of electrons must have at
least one unpaired electron and a spin magnetic moment of at least one Bohr magneton.
An unpaired outer electron can contribute both an orbital moment and a spin moment.
For example, if the unpaired electron is in an s state, L = 0, and consequently the orbital
moment is zero. However, if the unpaired electron is in a p or d state, L # 0, and the
electron contributes both an orbital moment and a spin moment.

Furthermore, some compounds show superconductivity which coexist with long range mag-
netic ordering [18]. Since long range magnetic ordering usually competes with supercon-
ductivity, the materials possessing the coexistence of superconductivity and magnetism is
a great interest for basic physics and applications. Superconductivity is associated with
the pairing of electron states related to time reversal, while in the magnetic states the
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time-reversal symmetry is lost and therefore there is a strong competition with supercon-
ductivity [19]. Indeed, in conventional superconductors, local magnetic moments break
up the spin-singlet Cooper pairs and hence strongly suppress superconductivity, an effect
known as " pair-breaking”. Therefore, a level of magnetic impurity of only one percent, can
result in a complete loss of superconductivity. In a limited class of inter-metallic systems,
superconductivity occurs even though magnetic ions with a local moment occupy all of one
specific crystallographic site, which is well isolated and de-coupled from the conduction
path.

2.3 Mechanism of Coexistence of Superconductivity
and Ferromagnetism

The coexistence of superconductivity and ferromagnetism has been studied theoretically
by Ginsburg [20] in 1957 and experimentally by Matthias et al. [21]. In fact ErRhyB,
was the first ferromagnetic superconductor in which superconductivity was found to exist
in a small temperature interval with modulated ferromagnetic phase [22]. Furthermore,
ferromagnetic superconductor has been experimentally established in URhGe [23], ZrZny
[24], UGe [25], and Ulr [26].

Conventional BCS superconductors are characterized by a standard s-wave, spin-singlet
pairing state with S=0, L=0 Cooper pairs. The two electrons of a pair have equal and
opposite momenta k;T and —k;, and the wave function describing the pair consists of all
states 71”7 occupied by the pair during its lifetime. In contrast to the standard s-wave
pairing, the widely accepted mechanism of the Cooper-pairing in superfluid *He is based
on an attractive interaction between the fermion (*He) atoms due to a virtual exchange of
spin fluctuations [27]. The coexistence of superconductivity and ferromagnetism in U-based
compounds can be understood in terms of spin fluctuation model. In the ternary compounds
the ferromagnetism comes from the localized 4f electrons whereas the s-wave Cooper-pairs
are formed by conduction electrons. In the vicinity of a ferromagnetic quantum critical
point, critical magnetic fluctuations can mediate superconductivity by pairing the electrons
in spin-triplet Cooper-pairs that is the equal spin pairing (ESP) states, | 11> (L =1, 5, =

1) and | J> (L = 1,5, = —1), and the state % with orbital moment L = 1 and

projection of spin momentum S, = 0 [28].

Now, among various BiSs-based compounds, characterized by different spacer layers,
CeO;_,F,BiSy [15] with the coexistence of superconductivity and ferromagnetism at low
temperature is of particular interest due to possibly the role of Ce 4f states in the electronic
properties.
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2.4 Crystal Structure of Superconductor
CeOq_,F,B1S5

The knowledge of interactions between different layers and their effect on the electronic
transport mechanisms is one of the important scientific fields in layered multi-band sys-
tems. The discovery of superconductivity in BiSs-based materials has stimulated large
interest aiming at the search of superconductors with higher transition temperature in this
new family of layered chalcogenides. There are now several known BiSs-based materials
with majority of them having a general formula of ReOBiS; (Re=rare earth) with electron-
ically active BiSs-layers separated by ReO spacer layers [29]. Among those CeO;_, F, BiS;
is one of the newly discovered superconductors with the crystal structure of tetragonal
(a =b# c,a =0 =~ =90 space group of P4/nmm or I4/mmm is basically composed
of an alternate stacking of C'eO;_,F, and the BiS, layers [29, 30].

Figure 2.1: The crystal structure of superconductor CeO;_, F, BiSy [30].

The parent system (CeOBiS,), without any fluorine doping is a metallic phase embedded
in the morphological defects and at the sample edges of C'eOBiS,, while the bulk of the
sample is semiconducting. Xing et al. firstly synthesized the CeO,_,F,BiS; polycrys-
talline samples [31]. The local structure of both BiSs active layer and CeO;_,F, spacer
layer change systematically as a function of F-substitution [15].

12



The enlarged XRD figure near the (110), (114) and (200) peaks for the as grown(AG)
samples are shown in Fig.(2.2) [18]. Each of these present themselves as a single peak
between x = 0.0 and 0.6. However, other peaks appear above x = 0.7 and become stronger
with increasing F concentration. Furthermore, the peaks of the tetragonal phase seem to
shift with increasing F concentration. These facts imply that another phase appears or
the tetragonal structure is changed to monoclinic above x = 0.7. The observed peaks of
CeO,_,F,BiS; samples may partly begin to be strained into a lower-symmetry phase due
to lattice contraction upon F substitution.

- Ce0,_,F,BiS2 (As-grown)

S - A
\ = ey = o T
i -
f_.::“ - *ﬁi j. i
5 G
g [x=045 A | oo~ | AL
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- __p—a—,,_,_/ \T"H—HM__ R __‘.r-"“ﬁ’: k. :—m,_w_/"‘\__m-
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e e e N e e e T P ______,H_i«-’\\_ kD
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Figure 2.2: The powder X-ray diffraction profile for samples of superconductor

As can be seen from Fig.(2.3) for the as-grown samples, the ”a” lattice constant increases
with increasing F concentration between x = 0.0 and 0.6, while it slightly decreases above
z = 0.7. The lattice constant estimated from the peak positions is 4.0477A4 with F content
[32], and almost the same for high pressure annealing.
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Figure 2.3: The variation of the lattice constants a with nominal x for as grown (AG) and
high pressure(HP) samples of CeO;_, F, BiSs [18].

It can be observed from Fig.(2.4) that, the "¢” lattice constant markedly decreases between
x = 0.0 and 0.6 and keeps an almost constant value from x = 0.7 to 1.0. The c lattice
constants as estimated from the peak positions is ¢ = 13.4294 with F content for both as
grown and HP samples [32].

This decrease in the c lattice constant between x = 0.0 and 0.6 indicates that F substitutes
O as expected. After high pressure annealing, both a and c lattice constants exhibit almost
the same behavior as the AG samples for all F concentrations. Therefore, the change of
the crystal structure before and after high-pressure annealing is not large, but some local
structures should be tuned, because superconducting properties significantly change after
high-pressure annealing.
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Figure 2.4: The variation of the lattice constants ¢ with nominal x for AG and HP samples
of C’eOl_waBng [18]

The local crystal structure of CeO;_,F,BiS5 has been determined by extended x-ray ab-
sorption fine structure (EXAFS) measurements as a function of F-content, providing atomic
site selective information [15].

Ce Ls-edge EXAFS is used to study local structure of the C'eO;_, F, layer and Bi Lz-edge
EXAFS is used to quantify local atomic displacements in the BiSs layer. The EXAFS
measurements (on samples synthesized differently i.e. AG and HP annealed) reveal a
systematic change in the local structure of the CeO;_,F, and BiS;-layers. The results
show that the in-plane Bi-S (Bi — S;) distance gets shorter (maximum change in the dis-
tance, ARyqe ~ 0.084) with an elongation of the out-of plane Bi-S (Bi — S,) distance
(ARpqe ~ 0.124) with increasing F-content [15]. The local atomic displacements in the
CeO,_,F, layer are much larger, with an elongation of Ce-O distance ( AR,u0 ~ ().2;1)
and a contraction of C'e — Sy distance (AR, 4z ~ 0.15121). It is found that the HP annealing,
that is known to improve superconducting properties, affects mainly the BiSy layer, with
larger in-plane Bi — S; disorder. The results suggest that the BiS; and the CeO;_,F,
layers are decoupled at higher F-content due to increased Bi — Sy distance.

Thus, coupling/decoupling of layers is the reason for the coexisting of superconductivity
and ferromagnetism in this system.
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Figure 2.5: Local crystal structure representation of Ce(O,F) blocking layers and BiS,
superconducting layers [15].

2.5 Electronic Properties of Superconductor
CeOl_xeBiSQ

The temperature dependence of resistivity for AG samples of CeO;_,F,BiS; (x=0-1.0)

is shown in Fig.(2.6). The resistivity for all F doped samples increases with decreasing

temperature. This implies that, for higher temperatures or in the normal-state region
CeO,_,F,BiS, system has a semiconducting like behavior.
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Figure 2.6: The temperature dependence of resistivity for AG samples of CeO;_,F,BiSs
for large temperatures [18].

The low temperature region is enlarged in Fig.(2.7). The T is regarded as the crossing
point of the fitting lines for resistivity in the normal state near the transition and the drop
area during the transition. The 777" is estimated as the crossing point of the line for zero
resistivity. Superconductivity does not appear between x = 0.0 and 0.4. Above x = 0.45,
the onset of the superconducting transition is observed for all the samples. Zero resistivity
is observed between x = 0.45 and 0.7 [18].
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Figure 2.7: Temperature dependences of electrical resistivity for as grown CeO;_,F,BiS,
enlarged at low temperature [11].

The temperature dependence of resistivity for CeO;_,F,BiSs (x = 0 — 1.0) after high-
pressure annealing is shown in Fig.(2.8) [18]. All the samples show a semiconducting
behavior in the normal state. The samples above x = 0.3 exhibits the onset of the su-
perconducting transition. A T°"*¢ is observed around 3K for samples where x = 0.3, 0.4,
0.45, and 1.0. The sample with x = 0.6 shows the onset of superconducting transition
around 6K. For x = 0.7 and 0.9, 7™ is observed around 8K. 77 is not observed for
x < 0.6 in the temperature range down to 2K. For 0.6 < z < 0.9, bulk superconductivity
is observed. Among them, CeOg 3Fp 7BiSs shows the maximum 7°"5¢* of 8K. The fact that
bulk superconductivity with higher T, appears for > 0.6 seems to be consistent with the
observation of structural change revealed in Fig.(2.2).
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Figure 2.8: Temperature dependences of electrical resistivity for HP-annealed supercon-
ductor CeO;_, F,BiS;. [11]

The temperature dependence of magnetic susceptibility for the AG samples of the super-
conductor CeO;_, F, BiS, is shown in Fig.(2.9) [18]. Paramagnetic behavior is observed for
samples where x = 0.0 - 0.4. A superconducting transition appears around 2.5K for samples
where x = 0.45, 0.5 and 0.6. In these samples, the magnetic susceptibility increases around
4.5K with decreasing temperature. Furthermore, x = 0.6 sample exhibits two anomalies at
4.5K and 7.5K. Above x = 0.7, the magnetic susceptibility largely increases at 7.5K. The
increase of magnetic susceptibility suggests that two ferromagnetic phases with respect to
magnetic transition temperatures of 4.5K and 7.5K exist.
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Figure 2.9: Variation of magnetic susceptibility with temperature for AG samples of
C'eOl_xeBng [18]

Magnetic susceptibility measurements for HP samples are presented in Fig.(2.10) [18]. Af-
ter high pressure annealing, superconductivity around 6K appears when x = 0.7 and 0.9.
In this region, ferromagnetism at 7.5K is dominant. C'eQq3Fy7B1S, shows the strongest
diamagnetic signal among all the samples, while exhibiting ferromagnetic ordering below

7.5K.
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Figure 2.10: The temperature dependence of the magnetic susceptibility for HP samples of
CeOl_szBiSQ [18]

2.6 Coexistence of Superconductivity and
Ferromagnetism in Superconductor

CeOl_meBng

The coexistence of superconductivity and ferromagnetism in C'eO;_, F, Bi.S; system is due
to a crossover of Ce 4f orbitals from itinerant to localized character driven by atomic cor-
relations between the BiS, layers and the CeO;_, F, spacer layers through Ce — Sy — Bi
interaction channel [15]. The latter layer has no metallic d band and it is a narrow-gap
semiconductor [14]. F substitution for O introduces charge carriers which contributes to
both the superconducting BiS; and blocking CeO layers and change in the valence of Ce
ion may have important role in the physical properties of CeO,_,F,BiS,.
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The electrical resistivity measurements revealed that superconducting transitions are ob-
served for x > 0.3 in CeO,_, F,BiS,, and T, reaches 3K [11]. However, large diamagnetic
signals were not observed in the magnetization measurements, indicating that the observed
superconducting states were not bulk in nature in the as grown samples of C'eO;_, F, BiS,.
The notable feature in CeO;_,F,BiS, is the observation of the magnetic ordering which
was suggested to be a result of the ferromagnetic ordering of the Ce moment. Demura
et al. showed that HP annealing can induce bulk superconductivity in CeO;_, F,BiS, as
in the case of LaOy_,F,BiS, [33]. The T, of the HP-annealed samples of CeO;_,F, BiS,
obviously increases. The maximum T, is 3K for the as grown samples and approximately
8K for the HP-annealed samples in the resistivity measurements [18]. Furthermore, the
shielding volume fraction is also strongly enhanced in the HP-annealed samples, indicating
the evolution of bulk superconducting states. Interestingly, the signals of the magnetic
ordering of Ce still exist. Hence, the magnetic ordering at the CeO layer and the bulk
superconducting states at the BiS, layers occur simultaneously in the HP sample. Al-
though the magnetic structure of C'eO,_, F, BiS; has not been clarified yet, it is clear that
magnetism and superconductivity coexist in the HP-annealed C'eO;_, F, Bi.S; samples.

The F concentration dependence of ferromagnetism and the superconducting transition
temperature is shown in the phase diagrams of Figs.(2.11)(a) and (b) to understand the
physical properties of the CeO;_, F,BiSs system [18]. From Fig.(2.11)(a), the ferromag-
netic phases observed at 4.5K and 7.5K are given the terms lower temperature phase and
higher temperature phase respectively. The lower temperature phase (4.5K) exists between
x = 0.45 and 0.6, and coexists with the higher temperature phase (7.5 K) at x = 0.6. Above
x = 0.6, the higher temperature phase (7.5K) can be observed. In Fig.(2.11)(b), the AG
samples show superconductivity from x = 0.45 to 1.0. After high-pressure annealing, super-
conductivity appears in a large region between x = 0.3 and 1.0. The T, of the HP samples
is obviously higher than that of the AG samples.

Therefore, bulk superconductivity of CeO;_,F,BiS; could be induced with x > 0.6 in
the HP samples. Interestingly, the F' concentration where bulk superconductivity appears
corresponds to the F concentration where the ferromagnetism with transition temperature

of 7.5K.

Based on this experimental data, here we have to show the coexistence of ferromagnetism
and bulk superconductivity in CeO;_,F,BiS; using double time temperature dependent
Green’s function.

22



10

(a) CeO, F BiS,

B L

Temperature (K)

0 0.2 0.4 0.e 0.8 1
nominal x

10

(b) CeO,_F BiS,

gL

Temperature (K)

0 0.2 0.4 0.6 0.8 1
nominal x

Figure 2.11: a) Phase diagram of magnetic ordering for the CeO blocking layers of HP-

annealed CeO;_,F,BiS;. b) Phase diagram of superconductivity with in the BiS; layers
for HP-annealed CeO;_,F,BiS; [11, 18].
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CHAPTER 3

Mathematical Method

3.1 Introduction

In this research work, we have used the double time temperature dependent Green’s func-
tion formalism to obtain the expressions for superconducting transition temperature (7),
magnetic ordering temperature (7,), superconducting and magnetic ordering parameters
(A) and (n) respectively.

The temperature dependent Green functions were introduced by Matsubara [34]. He con-
sidered many-particle system with the Hamiltonian H = Hy+V and observed a remarkable
similarity that exists between the evaluation of the grand partition function of the system
and the vacuum expectation of the so-called S-matrix in quantum field theory. In essence,
Matsubara observed and exploited, to great advantage, formal similarities between the sta-
tistical operator exp(—(H ) and the quantum-mechanical time-evolution operator exp(iHt).
As a result, he introduced thermal (temperature-dependent) Green functions which we call
now the Matsubara Green functions.

3.2 Double-time Temperature Dependent
Green’s Function Formalism

Double-time temperature-dependent Green’s function is important part of the modern the-
ory of superconductivity and many body problems [34]. This method permits formulation
of the theory in a very transparent and convenient form and provides a powerful tool to
solve more complicated many body problems in superconductivity, which is given by,

Gt —t') =<< A(t); B(t") >>= —if(t —t') < [A(t); B(t')] >, (3.1)

where << .... >> is abbreviated notation for the Green’s function, < ... > indicates that
one should average over grand canonical ensemble. (¢t — t') is a Heaviside step functions.
It is also called a unit step function whose values is zero for negative argument and one for
positive argument.
le )

1 t>1
Ot —t') =
( ) { 0 t<t

A(t) and B(t') are operators in the Heisenberg representations. They are expressed in
terms of a product of quantized functions (particle creation and annihilation operators),
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and can be expressed as,

~

A(t) = exp(iHt)A(0) exp(—iHt)

In order to obtain the equation of motion, we differentiate Eq.(3.1) with respect to time t

99329

and multiply it by "i” as,

~—

—
V

~—

d hd TN
i Gyt = 1) = i (=it — 1) < [A): B(t

d

= 0t 1) < [A(t); B(t))] > —if(t — ') < [i

= G0l = ) <A@ B()] > —i0(e — ¢) << [Aw). 7 BY) >>

i%Gr(t — 1) = %9(75 —t) < [A(t); B(t)] > + << [A(t), H]; B(') >> (3.2)

~ ~ ~

where, ihd A(t) = [A(t), H], for i = 1, indicates the commutation or anti commutation.

~ A ~

[A(1); B(t')] = A()B(¥') £ B(t)A(¢t)
positive for Fermi operators and negative for Bose operators.

But we have the following relation,
ot —t') :/ ot —t"dt
t

d A /
ot —1) =6t 1)

Thus, Eq.(3.2) can be written as,

z%cw — ) =8(t—t) < [A(t); B(t')] > + << [A(t), H]; B(t') >>

At t > t',6(t —t') =1 therefore,

@'%GT@ _ ) =< [A(): Bt)] > + << [A(t), H]: B{t') >> (3.3)

Let G, (w) be the Fourier transform of G,.(t —t'). Then, we have,

Gt — 1) = /_ " G (w) exp(—iw(t — ))duw

Gr(w) = — /Oo G (t —t") exp(—iw(t —t"))d(t — t')

[e.o]
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Using this, Eq.(3.3) becomes,
wG, (W) =< [A(t); B(t")] > + << [A(t), H]; B(t') >>
W << Qgp, Ay >>= S+ << [awy, H], @y >> (3.4)
where, ay and &L,T are annihilation and creation operators respectively.

The BCS Hamiltonian is given by,

H = Z Epd;adpo - Z Vpp’dLTdT—m&p’id—p’T (3.5)

po pp’

w << CAL]m, CALLT >>= O+ << [&]m, Z Ep&;U&pg
po

- Z Vpp’d;TdT—m&p/idfp’T]v lec’T >>
pp’
But, we have the following relations,
A, B+ C] = [4,B] £ [A,C]
[A, BC| = [A, B]C + B[A, (]

Using these relation, we can commute as follows,

(s, Z GP&;O’&Z’U] = Z ep([at, d;a]&PU + &;[)o [kt Qo))

po po

If p=Fk and o =T, then

[y, Y eripann] = D enllanr, afylan + agfanr, aw]
k k

But we have the following relation,
[kt ary] = 0

[t @)1] = 6 = 1

Therefore, using this relation we have

[art, Y epithylipg] = exing (3.6)

po k

Similarly,

t alaf 7
[y, = Y Vopriiyalyyayyiy] = = > Vi ([angs iyl Jayr aprr
pp’ pp’
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+dLTdip¢ [dkT’ &p’id—p’T])
But, [akt, dp dpt] =0
o o4
[kt = D Vil iy ] = =Y Vo ([, @yl Jayyape)
pp’ pp’

== Vip(lans, al ot +af fan, b, Dayia
pp’

But, we have the following relation,

[a'kT7 ] 5’6107 ifp==Fk, o pk — =1, [akT, _ ] 5k p5¢¢ =0

pp’ kk'

Substituting Eqs.(3.6), (3.7) into Eq.(3.4) we have,

w << CLkT, CLL/T >>= 5kk’+ << Z ekam — Vi Z a kiakwa ks CL;L/T >>
kK’

w << CALkT,CALJ]L/T >>=14¢ << CALkT,CALL/T >> — Vi Z << &T—ki&k'id—k’ﬁdz/'r >>
kk’

(w — Ek) << dkTa CALLT >>=1— Vo Z << (AIT_MCALMJ,CAL_MT, CAL]TC/T >> (38)
kk!
In general, we have to write higher order Green’s function into lower order Green’s function
by using the decoupling procedure or Wick’s theorem as,

<<l g bpyaopy, Gl >>=< g oy ><< aly ak, >>
Using this, Eq.(3.8) can be written as,

(w — Ek) << (AlkT,CAL};/T >>=1— Vo Z < (Alklid_k% > CALT_kiCAL};/T >>

kk!
Now, let,
A=V Z < (Alklid_k/T >
KK/
(w— €r) << gy, g >>=1— A << al yjaf, >> (3.9)
We can also obtain the equation of motion for << dikw &L,T >>
w<<al,,al, >>=<<lal, , H] al,. >> (3.10)
—k> kT —k> ) Y .
St A At . At oo
[aly,, H] = [al,,, Z €p@;aapa - Z Vop QL) Gy Gpry] (3.11)
po pp
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[&T—kw Z epd;;a&pa] = Z Ep([diky d;)a&pa])
po

po

= Z EP([&ik\L? &;a]&PU + &;rw [diky de])

po

[&iky Z ep&;o&pa] = Z Ep([&T—kV d;rya]dpa + &;r)a [&T—kw Gpo])

po po

If p = —k and o =], then, [a',j,a! ] = 0 and [a',,a,] = &,, = —1, then, the above
equation becomes

[dikw Z Epd;)crdpa] = - Z Ekdiki (312)
po k

Similarly,

f alaf
[a’ ki) vap’ama py O 0pri] vap ALy, QgL Gy G ]

ppl /

pp

== Z Vpp’([diki? dLTdim]dp’i&—p’T + &erim [dimv dp’id—p’T])
pp’

—_ZV;JP Ta ¢a k¢>ap¢a )

where, [a,,al.a’ ] =0

[’ kLo Z Vo am“T pl /0] Z Vo T“

ap’i[dikw iprt]
pp’

+[&T—ku &p’d&—p’T)
If p’ = —k, then,

ja’ ki) Z‘/},p/amaT prlp L0pri] = —Vpp Zama [af Loy Oy iy
pp’

pp’

[dT—kJn - Z ‘/pp/dZ)TdT—pJ,&p/J,&*p/T] = —Vipr Z &LT&T—m&kT (3-13)
k

Substituting Eqs.(3.12), (3.13) into Eq.(3.10), we get,

w<<alyy al, >>=—e << aly df, >> =V Y << alal ) agraf, >>

(w+e) << alyy aly >>= -V > <<abal )y, af, >>
k
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By using Wick’s theorem

N At o _ St o s
VY <<aladl g al, >>= -V, Y <alal ) ><<ag,al, >>
k k

N
Vm’ Z < ama

In real quantity A* = A, then
(W er) << gy, ahy >>= —A << gy, afyy >> (3.14)

But, from Eq.(3.9) we have,

<< gy, @Yy >>= (1-A<<alyy,af, >>)

W — €k
Hence, Eq.(3.14) becomes,
afat —A NS |
(Wter) << aly,ap, >>= o 6k(l —A<<aly, dyy >>)
2 2
—A
NI
<< ALy, Gy >>= ———5——— 3.15
—klr Ay W — e — A2 ( )
The superconducting order parameter (A) is also given by,
T
A= 3 Z<<a ks Gy >>= — Zuﬂ—e - (3.16)

k,n

By changing the summation into integration and by introducing the density of state N(e)

we have the following,
Y = /d3k = / deN (¢)
_es

k
Thus, Eq.(3.16) can be written as,
-V > A
= — deN(€)———— 1
zn: /ef Nie) w? — 6% — A2 (3:17)

The attractive interaction is effective in the region —hwp < € < hwp assuming the density
of states does not vary over this region, then, Eq.(3.17) becomes,

Z/ﬁwD W2 — e — A2 e — A2 (3.18)
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Now changing w to iw, and w, = (2n +1)3

-2 hwp de
-5 rew

But, w? = (2n + 1)? ”—2

1 fop de
NOIA Z/O B2n+12% + (¢ + A%)3

n

1 fwp Bde
N(O)V :2;/0 CES GRS (3.19)

Let, z = (2 + AQ)%B, and N(0)V = A, then we get,

hwp Bde
=2 3.20
/ Z (2n + 1)272 + 22 (3:20)
Using the relation o-tanh(%) =3, (2n+1)+7r2+x?’ the above equation can be written as,
1 /hwm 2[3de h(ﬂ’ki + N) (3.21)
AJo 28VE+ A2 2 '
When, A is very small,
1 fwp 1
1 / det tanh(ﬁ ) (3.22)
A 0 €
Let, % =y —de= %, then, Eq.(3.22) becomes
L /ydlt h(y) (3.23)
— = y— tanh(y :
A 0 Y
Then, integrating Eq.(3.23) by part, and using = —= we get the BCS expression.
1 Yin(y)d
L tn(y) tanh(y)lg - / ”(yl Y (3:24)
A o cosh”y
For low temperature, tanh(y) = tanh(%) = tanh(g=7) =1
1 hAUD s
—=1 —In(— 2
§ = i) () (3.25)

where, 7 is the Euler constant having the value of v = 1.78 [35]. Then, Eq.(3.25) can be
written as,

~1
kpT. = L14hwp exp(<-) (3.26)
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CHAPTER 4

Formulation of The Problem

4.1 The Model-Hamiltonian

In this chapter we formulated the model Hamiltonian and study theoretically the interplay
of superconductivity and ferromagnetism in superconductor C'eO_, FxBiS;. Now consid-
ering a system of exchange interaction which acts between the conduction and localized
electrons and with in the frame of the BCS model the Hamiltonian of the system can be
expressed as,

ﬁ:ﬁ1+ﬁ2+ﬁ3+ﬁ4

where, H; is the kinetic energy of the conduction electrons and electron-electron pairing
interaction through phonon exchange Hamiltonian, and is given by,

Hy =" il ine — Y Viwaaal y awya s (4.1)
ko kK’

€k, 18 the one electron energy measured relative to the chemical potential. V., defines
the matrix elements of the interaction potential. d,Tw and a, are creation and annihilation
operators of an electron specified by the wave vector k and spin o.

H, is localized electrons energy given by,

}AIQ = Z Eli);rgl;la (4.2)

lo

IA)lTU and by, are the creation and annihilation operators of localized electrons respectively.
Hj is the intra coulomb repulsion energy of localized electrons, given by,

Hy = U iy (4.3)
l

FI4 is the interaction term between the conduction and localized electrons due to some
unspecified mechanism, it is may be due to spin fluctuation, with coupling constant ~.

ﬁ4 = Z ’Yll’d;TdJLp¢(;lTl;l’T + he (44)

pll’

where, hc is the hermitian conjugate which is equal to _ %’l,dmd_mi)l%l;;%
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4.2 Equation of Motion

Inorder to obtain the equation of motion, we use the retarded double time temperature
dependent Green’s function, which is written as,

Gt —t") = —if(t —t') < [A(t); B(")] >
. Through differentiating this equation and taking Fourier transform we have the following.

wG, (W) =< [A(t); B(t")] > + << [A(t), H]; B(t') >>

4.2.1 Equation of Motion For Conduction Electrons

The equation of motion for conduction electrons is given by,

W << Gty Gy >>0= 14 << [agy, H], ap >>.

w << dk;Ta CALLT >> =14 << [dkTv F[l + ffg + H3 + ]:14], le»c’T >>0 (45)
Now, let us evaluate the commutation relation separately.

[dkT7 Hl] = [dkT> Z epd;:a&pcr - Z Vpp’dLTdT—mdp’idfp’T] (4-6>

po pp’

[&kTa Z ep&;;gdpa] = Z €p [&kTa &Ladpa]

po po

[dkT7 Z Ep&;raadpa] = Z ep([&kTa &La]dpo + d;r)a [&kTa &pa])
po po

where, p=k and o =1 [axt, af,,] = 6prdrr = 1. Thus,

[ants D €plhyling] = Y exiing (4.7)

po k
Vo Y lawg, afal i) = =V > (lany, alyal, iy a
pp’ pp’

At At TA A oA
Hlpy @l (G, GyyGprs])
_ SRR I TIPS R PO
= Vo Y (lany alyal a6y + al far, a0 Jay oy
op’
If p=k, the last term is zero, and we get,

Vi O ey, byl apr] = =V Y (Grdral i)
pp’ P’
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_ NP
=—Vy Z Ay Ap' | Q—p't
p/
Therefore,

AT _
— Vo Z ket ma p L0y 1 =-V Z A gy Oy Opry
pp’ 14

Now, using Eqs.(4.7) and (4.8), Eq.(4.6) becomes,

p/

Then, let us calculate the commutation with H,

[ary, Hy] = am,ZEzb bio]
= ZEl[dkT ET l; ]
s Vigllo
lo
= a(bl,lawt, bio) + [axr, b, bio)
lo

[agr, Ho] = 0

The commutation with H. 3 can be calculated as follows.

[agr, Hg] lagr, U Z iy = u Z gty Ty
=U Z([&m, M|y + fupGnr, Tuy))
]
U ([, blybuslbl buy + B b laaner, b, b))
]
where, 74 = I;lTTlA)m and 7y, = ZA)LB“, then

[dk% H3] - O

Lastly, the commutation with H, can be calculated as,

[&kT7 ]:‘,4] - [dkTa Z ’Yll’dLTdT_pil;lTi)l/T + hC]

pll’
= Z Yo ([Ger, d;¢d1p¢él¢?)l/T] + [akr, hel)
pll’
= > w(lany, abyal , Jbubey +aj,al fany, birbir]) +0

pll’
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(4.9)

(4.10)

(4.11)



But, [dkTa I;ZTZ)l’T] =0

[, Ha] = (wr, alylat, by + ab faxr, a" Joirbiy)
pll’

= Z Y (6kp&T_p¢blTbl’T + d;Ték—PéTiblTbl’T>
pll’

If p = k then the above expression becomes,

[&m, H4] = Z 'Yll’dikil;nél/'r (4.12)
w

Substituting Eqs.(4.9), (4.10), (4.11) and (4.12) into Eq.(4.5) we get,

w << dkT; CALLT >>= 1+ << ek&m -V Z dtkidp’id—p'T + Z%l’&ilwb”bl’% &LT >>
P w

=14 <<y, afy >> -V Y << alyaya_yr,afy >>

/

p

+ Z%l’ << dT—kiblTbl/% (AL};T >>
w
=1+ e <<y, afy >> =V Y < dya_y ><<al ) af, >>
p/
+> o < by ><< alyy af, >>
i

W—ep) << dgry by, >>=1-VY < aya . ><<al,  al, >>
T Qg p' L U—p't kL Ykt

/

p

+> o < bbby ><< alyy al, >>
i

Let, A = V Zp’ < dp’i&—p’T > and n = le, Y < blTbl/T >

(w—€) << dup,afy >>=1-A << al,a), >>+n<<al,af, >>

1—(A—n) <<aly, af, >>

.
<< Appy Qg >>= 4.13
ETy Spep w— ( )
where, A and 7 are superconducting and magnetic order parameters respectively.
Now, let us solve the equation of motion for << &iki, dLT >>.
w<<al,,, al, >>=<<[al,, H],a], >> (4.14)
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~

[aim, H)=[a, . H + [aim, H,) + [aim, H;) + [aim, H) (4.15)

[dT—kJ,? Hl] = [diku Z Epd;adpa - Z V;)p’d:ﬁdipidp’id—p%]

po pp’

= Z Ep[&tku d;adpa] - Z Vi [dtky &;Tdimdp’id—m]
pp’

Z €p [dT—ky dia&pa] = Z %([CALJr ki d;;a]dpa + dLO' [dT—kw Gpo])

po
= - Z ep(a50-kp0)
If p=—k and o =] then, the above expression becomes,
> eplal gy ] = —egal (4.16)
po
Similarly,
o at af at N
ZV;’P Al gy, Gppal ), Gy Gpiy] = ZVEPP a! Lepr gL Jpr Gy
pp’ pp’
‘HAZTTdT_ ﬂdimv ay 1 a—p1])
T
ZV;DP’ ma ([a kwap’i] _pt Ty fal kLo G—pr1])
= Z Vpp’ama (0—kpr 0y 0prt + Qpr 0y Oy1)
If p" = —k, then,
alaf
va’ L gy Gyl Gy G ] ZVapTa o0kt (4.17)
oy’

Then, using Eqs.(4.17), (4.16) into Eq. (4.15) we get,

(% gy, Hy] = —epal =Y Vialal ) (4.18)

P

Now let us solve the commutation with _HQ.

[a kaﬂ [aT kyZﬁtb bla Zfla k) za

l l

= Z Gl([&T—kJ,? B;o]l;lo + BL [dT—ky Bla])
l
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[ 4, Ho] =0 (4.19)
And,

[diky H3] = [dT—k¢7 UZ i) = U Z[dima iy
l !

= U ([aly,, augliuy + uglal )
l

[t H3 =0 (4.20)

finally, the commutation with Hy can be calculated as follows,

[dima H,) = [dikia Z VZZ'dLT&T,pibmbm + hd]
pll’

[CALJLM(, H4] = Z Yu [dikw dLTdT—mblTbl’T] + [&T*ki’ hC] (421)
pll’

Z ywlaly,,aleat bpbiy] = Z yw(lay,,aleat Joubi +alal ) [at, brbiy))
pll! pll’

=Y walal, ([, bilber + bilal, birl)

pll!
= ol valal bpbps] =0 4.22
Y [alyy, aypal , bivbis] (4.22)
pll/
Similarly,
[&iky he] = [diku Z'Ylll’ded—piblTTb;T] (4.23)

pll’
where, he is hermitian conjugate, which is equal to 3 vl’l/dm&_pﬂ;%i)f%.

~

[diku he] = Z /Yl/l’([diky ded—pi]blTTb;T + aprG—py [dimv blTszrIT])
pll!

A~

= Z ’Yl/z/([&iky de]d—pL + apy [&ilw &—pi])blTTblT'T
pll!

_ - . it g
= > (O kpO i py + g6 bl by
pll’

But, 0+ = 0 and if p=k, then,

[ty he] =) Alarrbliby (4.24)

i
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Therefore, using Eqs.(4.22) and (4.24) into Eq. (4.21) we get,

a ka’ H4 Z ’yll/amb” (425)
w

Then, using Eqs.(4.18), (4.19), (4.20) and (4.25) into Eq. (4.14) we get,

w<<aly al, >>=<< —eyal = Vialal ) ag + ) by, afy >>
P 174

= —ep << al i, >> = V,<<alal ) ay,af, >>
p
) A << apblpb)y, afy >>
w
By using Wick’s theorem or decoupling procedure we can write the higher order Green’s
function into lower order Green’s function as follows.

w<<alyyal, >>=—e <<al,al >> =YV, <alal ) ><< g, af, >>

p

+ A < bl ><< gy, afy >>
w

Let, A* = vap < dLT,dT_m >and 0 = Y, < blT,IS/ >, Since energy and order
parameters are real, they are equal to A and 7 respectively. For €_j = €, we have,

(w+e) << aly,al >>=—(A —n) <<, af, >>

—(A —n) << gy, afy >>

w + €

<<aly,al, >>= (4.26)
But from Eq.(4.13) we have,

1—(A—n) <<al,,a), >>

<<y, Gy >>= —
- Ck

Thus, Eq.(4.26) becomes,

(A=) 1= (A=n)<<al al >>
<<l gy, aly >>= ( (& —m) (A =n) L

w + € w — €
b —(A—n) g
2
At At _—(A=n) (A-n) - A1
Sy gy >>= g e << iy, ah, >>
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Solving for << dim, dLT >> we get,

(A n)
— e —(A—mn)?
This is the required equation of motion for conduction electrons. Taking into account the

<<l af, >>= = (4.27)

temperature dependence of superconducting order parameter (A), we can write it as,

%4
A= 5 Z << &T—ku&% >> (4.28)
k,n

where, the summation over k and n includes all order pairs and g = kBLT Thus, using

Eq.(4.27) in Eq.(4.28), we get,

Z o A) e (4.29)

The summation over k can be changed into integration by introducing the density of state
N{e).

> — /d3K = /_OO deN (€)

By using the above relation, Eq.(4.29) becomes,

—V > (A 1)
7;/f e —(A—n)? (4:30)

Using w = iw, — w? = —w?, where Matsubara frequency w, = (2n + 1)5 Eq. (4.30) can
be written as,

-V  JeN/(e (A —n)
3 Z/ef””—wz—@zHA—n)?)
(A

— )
Z/ del(e —(2n +1)2% 6 — (& +(A—n)?)

(A —n)
A=Vp Z /ef N (G + B

(A—n)
A= ng/ deN (e 2n+1) = TR (4.31)

where, E? = 2 + (A —n)?
Since the attractive interaction of electrons are effective in the region —hw;, < € < hwy, and
using the density of state is constant in this region, Eq.(4.31) becomes,
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i —n)
A =2VAN(0 Z / 2n+1 272 Tl (4.32)

Using the relation ﬂtanh(g) => (2n+1)—27r2+xQ, where, x = SE Eq.(4.32) can be written
as,

hwp .
A = 2VBN(0) / (Az 5 E”> tanh(%E)de

0

_ A BE
A= V]\/'(O)/0 Z tanh(7

)de (4.33)
Let, VN(0) = X and is the superconducting coupling parameter. Thus, Eq.(4.33) becomes,

hwp
A = ) tanh(

by 0 Ve + (A —n)?

Now, let us study the properties of Eq.(4.34) by considering different cases.

BV + (A —n)?
2

)de (4.34)

Case I. When T'— 0, f = kBLT — 00, S0 that, tanh(ﬂ—W) = 1. Hence Eq.(4.34)

becomes,

A [ (A

— 4.35
X T X (4.35)
Now, using the relation [ Ta=da = asinh™'(Z) Eq.(4.35) can be written as,
A €
— = (A —n)sinh™* ol 4.36
= (A= n)sinh ™ (=)l (4.36)
1 ny . -1, hwp
= (1= ysinh
§ = (- s ()
1 i 2hw
LA L= D3 _bn) (4.37)
Solving for (A —n) we get,
—1

But, from the BCS theory at T' = 0 we have A ~ 1.75kgT,.. For CeO,_,F,BiS; super-
conductor the experimental value of the transition temperature, 7, ~ 8K [18], so that
A(0) &~ 19.32921072J, and the value of kz(Boltzmann constant)= 1.38065x10723.J/ K.

1.75kT, — n = 2hwyexp( )
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—1

n = 1.75kgT, — 2hwyexp( ) (4.39)

M1

)
1.75kpTe

It is vital to note that Eq.(4.39) reduces to the BCS model for n = 0.

Case II: For T — T, A(T) = 1.76A(0), /(1 — %) — 0. Thus, using Eq.(4.34), we get

A huwy, ( A — 7,’

— = t nh d 4.40
N T B ( 5 )de (4.40)
Fuwy 2 — )2
1 (1— E)/ tanh(ﬁ Gkl )de
A AJo e+ (A —n)
1 - ! tanh(ﬂ VGt (A - 77)2)d6
Ao VE+ (A 2
huwy, 2 A _ 2
_ 0 R CAVAe el Gk i P (4.41)

0o Ave+ (A—n)?

Integral of the first expression (let’s say I7) of Eq.(4.41) at T'= T, A = 0, becomes

I CC | - Bve+nr M 283 By/€ + n?
1= anh( )de = ———— tanh(————)de
0o Ve +n? 2 0o 2B8\eE 412 2

Using the relation 5-tanh(%) = >, (2n+1)+7r2+12 and w, = (2n + 1)7 the above equation

becomes,
n 92 & 1
I, = de— —_
1 /0 65 Zoow%+€z+n2

n=—

where, x = 5y/€ + n?

Taking Laplace transformation and Matsubara frequency (w,), the above integral
becomes,

ﬁwbl /B 0
I, = — tanh de — de + ... 4.42
= e [0S rm o
. o0 1
Slnce, Z—oo W =2 ZO W =2 ZO (a2+52 ZO (#(T
where a = (2n +1)3, then
hwbl B hwy, 400
I :/ — tanh —/ - de + ... 4.43
= [ G [Ty (149



For y = %, then

e Be | el
Ztanh h(y)=dy = — tanh(y)d
/0 tanh (e / tan()By / tanh(y)dy

€ 0 6 Yy

Iny

dy

— In(y) tanh(y)]} — / '

For low temperature, tanh(y) = tanh(%) = tanh(i‘é%) — 1, then,

e Fiw
/0 Etanh(ﬁ;)d — In(gp ) ~ In(Z5)

where 7 is the Euler constant having the value v = 1.78 [35], then, the above equation
becomes,

cosh?y

hwb 1 /86 h&)b
—tanh(—)de = In(1.14 4.44
/o ~ tan (2) e =In( kBTc) (4.44)
And, let z = £ — de = adx
hwy, 4 e 1 4772 s e adx
2_ ——de+ ... = — / —_—— + .. 4.45
/0 7 ﬂzoja“(l—i—Z—Z)Q g 20: o a*(l+a?)? 44

_4_772 > /OO dz
B o (@n+1)5)3(1 +a?)?

0

_4n252i 1 /°° dx
s ~ (2n+1)* Jy (1+2?)?

But, [ 1+x2 = Zand > ;° —(2n41r1)n = (1 —27")((n), here, n = 3, >_° —2n+1)3 =(1-
273)((3) where, ( is zeta function ¢(3) = 1.202, on using all this we get,
Twwy, 4 0 1 4n2ﬁ2 T
2 ————de+ ... = 1—273¢(3)~ 4.46
[ 7Y iy L -2 03] (4.46)
2 32
et T
3 * 3 * 1.202
N, 8414
= 4.47
(o (4.47)
Thus, using Eq.(4.44) and Eq.(4.47) into Eq.(4.43), we get,
hewy n 5, 8414
I =In(1.14 — 4.48
L= () - (e (4.48)

Then, let us integrate the second exasperation(say I) of Eq.(4.41) by applying L'Hopital’s

Rule .
A — )2
tanh By € + ( n)

fuub
[2:/0 AlgoA,/ 2

41

)de



i sech?(2 €2+2(A_n)2) ooy
. 20/ + (D)2
I, :/ lim n N de
0 A—0 €2 + (A—U)2+ (A—n)

hwp 02 h2(8 . /e2 2
12—/ s GV E T ) (4.49)
0

B 2,/ €% +n?
Therefore, using Eq.(4.48) and Eq.(4.49) into Eq.(4.41) we have,

1 hw 414 [T p?Bsech?(8y/€2 +
= = In(1.14—2 ) — (2 )28 / e GV )
kT, wkgl.” 8 0 2/ +n?

de
A
Using the relation sech?z = 1 — tanh?z, we can write

1 heoy N 8414 /""“b Ui
= = In(L.14 - + s de
A ( kBTc) <7TkBTc) 8 0 QkBTC €2 + 772
/h’”b thanhZ(g €2+ 772)d
_ €
0 2kBTc\/€2+772
o 2 Ptanh~t (X2) hw
Where, fO b de = 2kpTe == 4kZTCln<Z*ﬁw:)’

And the fourth term can be integrated using the help of Fortran language and using the
approximation fuwy, = hwp = 107 3ev(for BCS), then we get the following expression.

hoy
kgT,

n N+ hwy, n? 8414  7.52107 99?2
/rL — —
4kBTc n— hwb (7T]€BTC)2 8 (2l€BTC)2

) +

1

For small 1 we can ignore the n? term of the above equation, and obtain,

1 oy, n_, 1 + hwy

1= ln(1.14kBTc) + ToT. n - hwb) (4.50)
Let, a = 4k;TC ln(zJ_rgZ), then Eq.(4.50) becomes,
%: ln(1.14k7jj£) +na (4.51)
Solving for T, we get,
T, = 1.142”—;e(i““> (4.52)

4.2.2 Equation of Motion For Localized Electrons

The equation of motion for localized electrons can be obtained by using retarded double
time temperature Green’s function formalism as follow.

w << by, by >>y= 1+ << [byy, H], by >>,, (4.53)
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First, let us evaluate the commutation with the Hamiltonian ([by, H]) = [biy, Hy]+[bir, Ho]+
(b1, H3] + [biy, Hal

[bn, Hy) = bn, Z epapaapg Z V(pp') motT 1 10 pr1] (4.54)
b,o ,p’
= eplbir, @line] — Y Vip, )by, alpal ay a4
p.p’
b1y, Hy] = 0 (4.55)

Applying the same procedure the commutation with H, ([ZA)H, ]:12]) can be solved as
follow

(bur, Ha) = b1y, Y €mbhuobmol =D emlbir, bfyobmo]

= Z em([bir, b bimo + Bl (bt Do) (4.56)
= en(OimOrobmo) (4.57)

If m =1 and o =1, then we get, :
[bir, Ho) = €1bis (4.58)

The commutation with intra Coulomb repulsion interaction Hamiltonian (]:I 3) can be cal-
culated as follow.

(bir, Hs] = [bit, U At fony] = U [brr, g
=U Y ([birs )y, + Pt [y, Aoy ])
= U ([big, bl bt ]bl ooy, + 0] b [brr, B, i)
where, it = b} bt and iy = bF by
[[;lTa ﬁiﬁ] =U Z([i’l% B;rnT] BmTl;qui)mi + Bi,ﬁ [i)lm l;mT]l;I,u,Z;mi
40 bt b, By 1oy + bbbl [orr, by ])
= UZ bit, bF  bns b iy

=U>_ SimOribumrbl, by
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[brr, Hs) = Ubibf, by (4.59)

where, m =1 R
Similarly, the commutation with H4; becomes,

[81T7 1—:‘,4] = [Bl% Z fymlld;TdT—pingi)l/T + hC]

p,m,l’

= Z Yml! [bn, CALLTCAL]L_m,mebl/T] + [blT7 hC]

p,m,l

Now, let us commute separately,

> Amrelbrr, alal , burber] = e (b, adyal b b

p,m,l’ p,m,l’
+alal (b, bntbur])

= > (b, abJat bonsbr + @l brr, " Joprbirr)

pym,l

pym,l’

And

[but, he] = [big, Z ’7:nl’&PT&—P~LbInTb;T] - Z Vo bt ded—pibInTblT/T]
p,m,l’ p,m,l’

= > Yy brg, LBl + [y, apra—p 101101

pym,l

= > Yty ([brr, b, 0]y + B brr, B]])

pym,l’

- Z /y;knl/a'pTd—p\L(élm(sTTbg‘/T + b’-erLT(Slll(;TT)

pym,l’

= Z V:nl’&PT&—p¢<5lm5TTb2[/T + bInT(;”/éﬁ)

p,m,l’
Forl' =1 ) X
[but, he] = Z "Y;Z&md—pib:m (4.61)

p,m,l

Then, using Eq.(4.60) and Eq.(4.61) we get,

[brs Hal = Y Al bl (4.62)

pym,l
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Substituting Eqs.(4.57), (4.60), (4.61) and (4.64) into Eq.(4.55) we get,

w << [;lT, 62} >>= 1+ << Ell;lT + UZA)lTlA)Léu + Z W;ded_ml;:m, [;;T >>
pyml

_ P A P
=1+e <<bp, by >>+U < by by ><< by, by >>
+ << Y Y < gy > bl B >>
p,m,l
(w—e—U <y >) << by, b, >>=1+ A7 << bl ., b0 >>

where, Af = 5, iy < lyritpy >

1+ A; << bl bl >>

w—(€l+U<ﬁl¢>)

<< by, by >>= (4.63)

we can also obtain the equation of motion for the exasperation << BZT,T, l;lTT >>.
w << by, bl >>=< b1, 0] > + << [0}, H],b], >>
W << by, bl >>= 0+ << [b},,, 0], bf, >> (4.64)
The commutation can be calculated separately as follow.

bl Hi) = [0, €pl e — Y V(pp)ayal ) i)

P,0 p,p’

= b il yiipe] = YV (pp) by adsal ) i)
Do p.p’

il

The commutation with Hy can be calculated as,

(B o] = [0, ) embhohme] = D emlBl, bluobine]

m

= Z Qn([l;;/m [A)jno]?)mo + Bjna [EZF’W Z;mUD

m
= — Z embjmél/méﬁ
m

Let, m =1’ and o =7, then, R

[Bip,
And, the commutation with the intra coulomb repulsion interaction Hamiltonian is also
calculated as,

o) = —epbf, (4.66)

[i’j’m Hj) = [Bgm Uzﬁmrﬁm] =U Z[é%, Tt im ]

45



m

=U Z([B;'T’ 8ITLTBT”T] l;jnil;mi + l;jnT[;mT [ZA)}L’Ta l;:[nl,l;mi])

m

=U Z([b;w bInT]mebmﬁmi + b [bma b T]Elmgmi + l;jnﬁémT[l;lTw 6In¢][;m¢

m

+0hu bt O (Bl b))
= U (B 40umOrbly by + By brgbl, Bindry)

For, m =1

(bl Hs] = —Ub},.bf, by (4.67)

Similarly,

[bl’T’ H4] Zr’T’ Z 'le’&LTdT_mmebn + hd]

p,m,l’

[bmv Z’le 11> LTCL mb TblT] [bmahc] (4.68)

p,m,l

D Amilbhe, afyal bosbis) = D vy, afyal Jomsbie + afya" (Bl brsbir])

pym,l p,m,l

= Z ’leapTa Z'T’ me] blT + me [bl’T’ blT])

p,m,l
= Z ymlama 51/ 5TTblT + b Tél’l(STT>
p,m,l

for, m =1

Z Tml [blT'T’ &;ﬁdtmbmb”] = Z VWZdLT&TfmblT (4.69)
p,l

p,m,l
And,
By, bl = (b, D> Yonttipra—py bl 8]

pym,l

- Z Yml’ [b;r/T, &pT&_pibinTb;’T]

pym,l

= Z 'le<[b2r/m dedfpi]bjnTblT'T + &pT&fpi [b;m bjnTb;r%])

pym,l

(b1, he] =0 (4.70)
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Then, substituting Eqs.(4.69) (4.70) into Eq.(4.68) we get,
[b;T’ H4] - Zﬁ/mld;rdipibn (471)
p,l
Now, substituting Eqs.(4.65), (4.66), (4.67) and (4.71) into Eq.(4.64) we get,
w << By, By >>=<< —epbl, — UBLBY bry + > vt al ) by, B, >>
p,l
w << bl bl >>= —ep << bl bl >> —U < iy ><< b, bl >>
) v s it vy v i
ot ot Pt
+val <A@l ><< b, by >>
p,l
= —ey << bl by >> —U < iy ><< bl by >> +4; << by, by >>
(W e+ U <y >) << by, Bl >>= Ay << by, ], >>

Al << Bn,i)% >>

<< bl bl >>= 4.72
v w+(€l/+U<ﬁy¢>) ( )
But, from Eq.(4.63) we have,
o 14+ A* oot
<< by, by >>= A7 << by by >>
i w—(65/+U<ﬁl¢>)
S A, (1+ Ay << by, b, >>)
<< by by >>= - -
w+(el/+U<nl¢>) w—(el/+U<nl¢>)
where m = U, iy, = nyy and Af = A,
(P (ep LU <y >)2) << Bl bl Som A4 A2 << Bl
4 nli >) ) << bl/T7blT >> l + l << l/T, lT >>
Solving for << ZA)ZF/T, ISZTT >> we get,
A A
<< bl bl >>= : (4.73)

w2—(el/+U<le¢ >)2—A12

4.2.3 Equation of Motion That Shows The Correlation Between
Conduction and Localized Electrons

The equation of motion that shows the correlation between the conduction and localized
electrons is given below. Using similar definition as for A, we can write the parameter n
as,

n= %Z << by, by >> (4.74)
k,n
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Using Eq.(4.73) into Eq.(4.74) we have,

A
_ﬁ%;wz—(el/+U<ﬁl¢>)2—A%

« A
17:— _—_—
ﬁkzn:uﬂ—e%—Alz

where, ey + U < 7y, >=¢
Changing the summation into integration by introducing the density of state N(0) at the
Fermi level, >~, — ff:f deN(0), we obtain,

A
52/ deN (0 pp——— A2

—2a F”“”’
4.75
= Z/ w2 + €7 + w2 + €2 + A? (475)

Using w = iw, and the Matsubara frequency w, = (2n + 1)% Eq.(4.75) becomes,

ﬁwb Al
= —2N(0 4.
08 [ e (476)
where, E? = ¢} + A} Using the relation 5-tanh(%) =", (2n+1)+7r2+w2’ Eq.(4.76) becomes,
oo A GBE
n=—2aBN(0 / de tanh 4.77
O [ deg s a5 @

Let, N(0)a = A;, then Eq.(4.77) becomes,
. oy 1 By € + A?
n=—-N4 dé ——— tanh(————) (4.78)
o VeE+4] 2

One can also write Eq.(4.78) as

_ )\A/sz i de (4.79)
n= 18 ; Bn:_oow121+€l2+A12 .

Using the Laplace transformation and Matsubara frequency w, = (2n + 1)%, Eq.(4.79)
becomes,

_”—/M2§: L ik /Mﬁzi E+ (4.80)
NAC o B w2+ E? o B oow2+E2 '

hwbl

BE / > 1
= — tanh E— A § : E
/(; E tan ( 2 )d o —~ 2’)’), + % I E2)2d
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hwp, Twp o
—n 1 BE o2 dE
= — tanh dE — A—ZE _ .. 4.81
A /0 g () o B4 A1+ 222 (4.81)
where, 22 5—22
__n_]1+]2
)\lAl
hwn 1 BE
I, = — tanh(—)dE
1 /0 E anh( 5 )

Let, y = BTE, then, dy = ng

Y In(y
= n(y) tamb ) - [ 2 (182
o cosh”(y)
Fo low temperatures (7" — 0K or T' — T,,), taunh(m,C 7) — 1. Thus, we get,
E U
_y i 4.83
L= Inl) = () (4.59)
where, v is the Euler constant having the value v = 1.78
hwb
I =In1.14 4.84
LT, (4.84)
And i
“ 52 x~ dE
IL=— AT=2y ————
=) P e
AN M S adx
B al(l+a2)?
- —4A2
l - 2n +1)) / 1+ x2 T
462 7
Lok
A, 8414
I =— 4.85
=~ P (4.85)
where, [ de =2 and Ziio(m = (1-2"7){(p), p =3, ¢(3) = 1.202, ( is zeta
function.

Then, substituting Eqs.(4.84), (4.85) into Eq.(4.80), we get,

) ap L B4l

hwb
) )

~ —NA 1.14
n )\l l(ln( ]{IBTm
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8.414

1

2
kBTm WkBTm ) (
Since A, is very small, A} can be neglected Eq.(4.86) becomes,

)

heoy
~ —NA 1.14
n M AN kBTm)

Solving for T,,, we get,

oy Ui
T, =1.14—

4.3 For Pure Superconducting System

(4.86)

(4.87)

For pure superconducting system, that is, when magnetic effect is zero, we can ignore the
n term and our previous calculation yield a result which is in agreement with the well-

established BCS model as shown below.
Using Eq.(4.34), as, T'— 0, n — 0 and tanh(%) — 1, it reduces to,

A huwp, A

— = ——de
A 0 \/e,eriA2 g

1 s 1 Ty
— = ————dej, = sinh !} (—=
X Jerar " ()
which implies,
1 hwb
b1 = s
sin ()\) A
ex —en Iy
2 A

Since, ex is small, we can ignoring it, and solving for A, we get,

A(0) = 2hwy exp (_T>

AsT — T, for n =10,

1 B /hwb tanh((’gg’“)d
— —=—ae€y,
Ao

€k

_ / 2 tanh(y) dy
y

0

B hw
Bh 2" In(y
5§ = tnly) anh()}§™ — | ngy)d‘”

20

(4.88)



For low temperature, tanh(s<) — 1

hpT
1 hwb
—=In(1.14
y -~ M)
1
kgT. = 1.14hwy exp (_X) (4.89)

In order to obtain temperature dependence of energy gap of Eq.(4.34), we follow the same
technique to solve the following integral.

1 e 1
de————
N Ver
Fiwy, 1 .,8.414
=In(1.14—=) — A? i ——
n(LUm) = 8T 5

But from the BCS model, at, T'= T, % = ln<1'14kh;7l”c

INCEw

tanh( 5 )

(4.90)

), and wy, = wp, from this we obtain,

23414

491
kg1, 8 )+ (4.91)

Using, In(l —z) = —x — TQ + ..., we get,

1, 8414
WICBTC

T
A(T) = 3.06kpT,(1 — 7)% (4.92)
This is the expression that shows how the superconducting order parameter (A) varies
with temperature when the magnetic order parameter (7) is zero and is similar to the BCS

model.
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CHAPTER 5

Results and Discussion

In this part of our study, we have discussed the results which are obtained in chapter four
using the model Hamiltonian developed. We obtained the expressions for the superconduct-
ing order parameter (A) and magnetic order parameter (1) with respect to superconducting
transition temperature (7,) and magnetic order temperature (7,,) respectively. The super-
conducting order parameter (A) is expressed as a function of temperature (T) in Eq( 4.92)
and is plotted in Fig.(5.1). It shows the superconducting order parameter, which is the
measure of pairing energy decreases with increasing temperature and vanishes at a critical
temperature T, = 8K for the superconductor CeO;_,F,B1S,. For pure superconductor,
i.e when the magnetic order parameter (n = 0), the expression we obtain in Eq.(4.92) is in
a good agreement with the BCS model.

2.5 T T T T T T T

D A i i i i i
0 i 2 3 4 5 6 7 8

Superconducting order parameter(A in mev)

Temperature(T in K)

Figure 5.1: Superconducting order parameter versus Temperature for superconductor
C@OlfoxBiSQ at x=0.7.
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Furthermore, the transition temperature (7,.) has been evaluated numerically as a function
of magnetic order parameter (). Using the experimental value of T, for the superconductor
CeO,_,F,BiS; and some plausible approximations for other parameters, we plotted the
transition temperature (7,) versus magnetic order parameter (1) as shown in Fig.(5.2).

HB v L l . !
-4
£
all J
=
o
36 1
el
g
a
ol g A
E
[T}
=
54T i
o
|
(o]
o 3r J
c
-
3
.52- J
c
o
g “
a
0 i i i i il
0 0.5 E § 1.5 2 2.5 3

Magnetic order parameter(n in mev)

Figure 5.2: Superconducting transition temperature versus magnetic order parameter for
the superconductor CeO;_,F,BiSy at x=0.7.

Fig.(5.2) shows that, when the magnetic ordering parameter increases the superconducting
transition temperature decreases. For this purpose, we have used Eq.(4.39).
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By employing Eq.(4.87), and using the experimental value, T,, = 7.5K for the supercon-
ductor C'eO;_,F,BiS, and some suitable approximations for the other parameters in the
equation, we plotted the magnetic order temperature versus magnetic order parameter as
demonstrated in Fig.(5.3). From the figure we can observe that, as the magnetic order
parameter increases the magnetic order temperature also increases.

o

~J
T

(53]
T

un
T

-3
T

w
T

[p%)
T

(=]
T

Magnetic Order Temperature(Tm in K)

i i

'l

o

1.5 2 2.5 3 3.5 4
Magnetic order parameter(n in mev)

=

Figure 5.3: Magnetic transition temperature versus magnetic order parameter for the su-
perconductor C'eO;_, F,BiS, at x=0.7.

Now, by merging Figs.(5.2) and (5.3), we get a region in which both superconductivity and
ferromagnetism coexists as shown in Fig.(5.4). Thus, our finding is in agreement with the
experimental findings [18].
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coexistence of sc and fm in CeO,  F,BiS,

Tc, Tm (K)
-9

1t SC and FM region 4

0 L ' 1 i ' |
0 0.5 1 1.5 2 2.5 3 3.5 4

Magnetic order parameter(n in mev)

Figure 5.4: Superconducting temperature and magnetic ordering temperature versus mag-
netic order parameter for the superconductor CeO,_, F,BiSy at x=0.7.

In this study, Eq.(4.78) shows the correlation of the mobile and the localized electrons, and
since 1), corresponds to the localized electrons, we see that the two parameters are related to
each other. This shows the contribution of both the mobile and the localized electrons and
hence the combined phenomenon of superconductivity and ferromagnetism is manifested.
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CHAPTER 6

Conclusion

In the present work, we have demonstrated the basic concepts of superconductivity with
special emphasis on the BCS model pairing focused on the interaction between superconduc-
tivity and ferromagnetism which are closely connected to superconductor CeO;_, F, BiSs.
By employing the double time temperature dependent Green’s function formalism, we
developed the model Hamiltonian for the system and derived equations of motion for con-
duction electrons, localized electrons and for pure superconducting system and carried
out various correlations by using suitable decoupling procedures. In developing the model
Hamiltonian, we considered spin triplet pairing mechanism and obtained expressions for
superconducting order parameter, magnetic order parameter, superconducting transition
temperature and magnetic order temperature. By using appropriate experimental values
and considering suitable approximations, we plotted phase diagrams using the equations we
developed. As is well-known, superconductivity and ferromagnetism are two cooperative
phenomena which are mutually antagonistic since superconductivity is associated with the
pairing of electron states related to time reversal while in the magnetic states the time
reversal symmetry is lost. Because of this, there is a strong competition between the two
phases. This competition between superconductivity and magnetism made coexistence un-
likely to occur. However, as can be seen from Fig.(5.4), we have observed that, there is
a wide region that shows, the coexistence of ferromagnetism and bulk superconductivity
in superconductor CeO;_, F,BiS5 annealed under high pressure. Furthermore, the plotted
phase diagrams suggest that superconductivity in the BiS, layers and ferromagnetism in
the CeO layers are linked to each other.
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