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ABSTRACT

I have constructed the Ruderman-Kittel-Kasuya-Yosida (RKKY) interaction between
Ising spin variables living on the link of the square lattice. The interaction is mediated by
itinerant fermions, which couple to the Ising spin in the form of a hopping modulation. I
consider the system at the half-filling and for two different values of the external magnetic
field: B = 0 produces Fermi surface (Fermi band), and B # 0 gives Fermi points (Dirac
band). The RKKY interaction between Ising spins in the “link model”, is compared to
the result for spins at each vertex or “site model” to determine the macroscopic magnetic
order. For the zero-flux square lattice (B = 0), the strong nesting property of the Fermi
surface determines the magnetic ordering vectors. In shifting the spin from site to link,
the magnetic interaction formally acquires a 2 x 2 matrix structure. The magnetic order
of the “site model” is found to conventional antiferromagnetic (type-G AFM) and stripe
AFM for “link model”. For the m-flux square lattice (B # 0), the RKKY interactions show
2 x 2 and 4 x 4 matrix structures for the “site model” and “link model”, respectively. Their
magnetic ordering vectors differ on their cases because of the collapsing of the Fermi surface
to Fermi points. The system develops type-A AFM and ferrimagnetic order in the site and

link models, respectively.
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CHAPTER 1
INTRODUCTION

1.1 Tight binding electrons

1.1.1 Sommerfeld and Bloch wave functions

In this section, I will introduce different models of free electrons (free in the
sense of no interaction potential) in solid materials including the Sommerfeld (free
electron, or plane wave approximation), Bloch (nearly free electron with constant pe-
riodic potential), and Wannier (tight binding model) wave functions. When electrons
are unbound in solid materials, the important parameters are the wave function and
energy dispersion relation (single-particle energy function in momentum space) to de-
fine their properties. Let us start with the general Schrodinger equation in real space
[5]:

H(R) = B(R). (1.1)

Here, H is the total Hamiltonian of the system, E is the eigenenergy, and ¢ (R) is the

eigenfunction of an electron in real space R.

Sommerfeld model — In the Sommerfeld model, the electron is free to propagate
inside the material with kinetic Hamiltonian H = %, so the Schrodinger equation is
h? [ 02 0? 0?

_%(@_Fa—y?jtﬁ)\ll(r) = EV(r). (1.2)



Assuming periodic boundary conditions, the eigenenergy and eigenfuction are

E(k) = F;; | (1.3)
Uy (1) = ——eir (1.4)

where k is the momentum vector, and V' is the volume of the box. Level surfaces of the
energy dispersion in momentum space form spherical shells for the three dimensional
(3D) case and circles for the two dimensional (2D) case. The wave function Wy(r) is
the plane wave. The Sommerfeld model is applied to explain the electrical and thermal

properties of some alkali metals such as Na, K, and Cs [5].

Bloch model — In the Bloch model (or nearly free electron model), the Hamiltonian
includes a weak periodic potential U(r+R) = U(r) (with some fixed translation vectors

R), representing the ionic background:

. 2

HY(r)=| — ;—mVQ +U(r)|¥(r) = EV(r). (1.5)

The energy dispersion of a Bloch electron is labeled by a band index n. There is
no explicit form of the energy dispersion relation £, (k). It is periodic in the reciprocal
lattice: E,(k + K) = E,(k), where K is the reciprocal vector. The wave function is

ik-r

written in terms of the band index n and wave vector k: W, = e u,,(r), where the

function u,(r) has the periodicity of the potential.

Bloch model can explain very well the properties of many solid materials that
are categorized as simple band of metals, semiconductors, semimetals, and insulators.

Let us consider serveral concepts arisen from this treatment.

First, the Brillouin zone is defined as the set of nonequivalent points in momen-
tum space. The first Brillouin zone contains all energy levels whose occupation defines

the electronic properties.



The Fermi surface Er is a constant energy surface (or a set of constant energy
surfaces) in k-space (or momentum space), familiar to equipotentials of electrostatic
theory with constant energy. The Fermi surface separates occupied and unoccupied

electronic levels.

The band gap is an important quantity that determines the properties of the
solid materials. It is the difference in energy between the highest occupied level and
the lowest unoccupied level. The band gap and Fermi level are useful parameters to
classify conventional materials into metal, semimetal, semiconductor, and insulator.
For example, metals have no band gap and Fermi level always pass through an energy
band. Semiconductors have a small energy gap (e.g Si has a band gap of 1.1 eV), and
the Fermi level lives inside the band gap. Semimetals have no band gap, but the Fermi

surface lives at the point contacting between two energy bands [5].

1.1.2  Tight-binding electron model

Bloch wave function understood to describe a gas of nearly free electrons, weakly
perturbed by the constant periodic potential of the ions. The tight-binding or linear
combination of atomic orbitals (LCAQO) approach regards the materials as a collection
of weakly interacting neutral atoms. The tight-binding approximation make use of the
overlap of atomic wave functions between isolated atoms. This approximation is useful
to describe the energy band of partially filled d-shell, f-shell atoms (Co, Fe, Ni, Gd,

and other magnetic elements), and the electronic structure of insulators.

One assumes that in the vicinity of each lattice point, the full periodic crystal
Hamiltonian H can be approximated by the atomic Hamiltonian, lffat, of a single atom

at the lattice point. This is reasonable if the bound levels of the atomic Hamiltonian



are well-localized. Then,

HV, = E,,, (1.6)
H = H, + AU(r), (1.7)

where AU (r) includes all corrections to the atomic potential required to produce the
full periodic potential of the crystal. The Bloch wave function can also be constructed

from N linear combinations of the degenerate tight-binding orbital wave function,

U(r+R) = ™ RU(r), (1.8)
Uon(r) =Y e™BO,(r—R). (1.9)

Here, n is the band index, and the momentum k ranges through the N points in the

first Brillouin zone. The real space wave function W(r) is written in terms of basic

T

functions ¢, (r) and creation cj, and annihilation c;, operators (with o denoting z-axis

projection of the z-direction Pauli spin matrix):

= > 0ix)ein o) (1.10)
= > 65wl (). (1.11)

The hopping integral ¢;; (i and j are nearest-neighbor atoms) is calculated from the

kinetic term of the Hamiltonian:

= [ @r(c = ) Hudlr — 1)
/ﬁ%¢ < Ei ) (r—r;).

Each contribution to the Hamiltonian H, is a product of energy dispersion relation

(1.12)



£xo (a function of momentum) and the number operator Nka = cfwckg.

Hy = ol (1.13)
ko

In this work, we have applied the tight-binding model under the assumption of a
constant hopping integral (¢;; = const) between the nearest-neighbor sites on the square

lattice.

1.2 7m-flux model

Affleck et al. originally proposed the m-flux model of fermions on the square
lattice in order to explain the properties of CuOs planes in high-T,. superconductors
[2]. With application of a constant magnetic field, the magnetic flux changes the
hopping integral ¢;; from real values to a complex ones, according to the Aharonov-
Bohm effect [30]. Now, the hopping integral of the nearest-neighbor bond (ij) is given
by t;; = —te'®s (with t: a real constant), and ¢y = —¢; = (e/he) [T A - dl, A is
the vector potential, treated as classical variable [17]. Because of gauge invariance,
the phase of ¢;; can be adjusted with two real values when ¢;; = 0 or 7. Without
m-flux, tight-binding model of the square lattice gives the definite Fermi surface at the
half-filling. However, by inserting the m-flux, the Fermi surface shrinks into four Dirac
points around which the energy dispersion relation is linear forming a Dirac cone. This

is similar to the Dirac cones appearing in the hexagonal lattice of graphene.

The m-flux model have recently reemerged in the context of coupling it to a
Transverse Field Ising spin such models having Dirac fermions sitting at the vertices of
square lattice, and Ising spin variable at the links. They show the rich variety of ground
state phases [16, 36]. First, X. Y. Xu et al. showed the second-order Ising quantum spin
and first-order topological phase transition belong to weak and intermediate coupling

between Dirac fermions and Ising spin [36]. Second, S. Gazit and his colleagues found



that at generic filling (change the chemical potential in partition function), the gauge
fluctuations mediate pairing which leads to a transition between deconfined BCS state
(Bardeen-Cooper-Schrieffer model explained the mechanism of metallic superconductor

at low temperature) and confined BEC state (Bose-Einstein condensation) [16].

1.3 RKKY interaction

1.3.1 Kondo lattice model

The Kondo model was proposed to explain the measurement of anomalous re-
sistance by doping dilute magnetic impurities in non-magnetic hosts. The resistance
versus temperature (p—1") of pure non-magnetic metals, such as Na, K, Ag, and Cu,
is decreased to a residual value when temperature goes down to zero. However, when
non-magnetic elements (Cu, Ag, and Al) are doped with magnetic elements such as Fe,
Mn, and Co. They observed the minimum resistivity at a finite temperature 7' that
was from 10 to 20 K [20, 21]. In the 1970s, Kondo explained theoretically that mech-
anism based on the interaction between localized spin of magnetic impurities and the
spin of itinerant electrons [21]. The minimum value of T is called Kondo temperature
Tx. Therefore, the Kondo lattice model includes itinerant electrons and localized spin

degrees of freedom which are coupled together.

In various systems, a lattice of localized spins and itinerant electrons coexists.
Examples include rare-earth elements (Gd, Dy), rare-earth alloys (CeCusySiz, CeAls,
CeAly) and actinide compounds (UsZny7, UCdy;, UyPdSi3) [8]. Depending on the
coupling J between the localized spins with free electrons, many ground states develop.
In figure 16.16 of reference [11], Piers Coleman shows for weak interaction if J < 0,
the ferromagnetic order (FM) happens, if J > 0 the anti-ferromagnetic (AFM) state
emerges. For the strong coupling, the Kondo singlet pair between localized spin and

free electron formed to paramagnetic state or Fermi liquid. Because of that coupling,



the some materials can tranform from metal to insulator (Mott insulator) by changing
chemical composition, pressure or magnetic field. Furthermore, S. Doniach showed
that in Kondo lattice model, there is a competing energy scale between Kondo singlet
(Kondo effect) and RKKY interaction [13]. The characteristic energy scale of the
RKKY interaction is proportional to Kondo coupling between itinerant electron and
localized spin, kgTrxxy ~ J2p(Er) with p(Er): density state of free electron at Fermi
level. Otherwise, the Kondo temperature is Tk ~ e!//?(¥¥) The magnetically ordered
state is observed for small J, whereas the Kondo effect emerges for its large value [33].
That is the original prototype of quantum phase transition between RKKY magnetic

orders (FM or AFM) to Kondo singlet pair due to tuning coupling J.

1.3.2  Non-local magnetic interaction (RKKY)

Many different models are used to explain the magnetic interaction of materi-
als such as strong localization (Heisenberg model), itinerant (RKKY interaction) and
superexchange interaction. The Heisenberg model (direct interaction) is used to in-
terpret the emergence of magnetic property of some pure transition elements such as
Co, Fe, and Ni, and their compounds. That interaction emerges from strong overlap
of two nearest-neighbor magnetic moment orbitals. Otherwise, the Ruderman-Kittel-
Kasuya-Yosia interaction was constructed by M. A. Ruderman and C. Kittel to explain
the interaction of nuclear magnetic moments at the large distances [29]. Then, D. Ka-
suya developed the theory to explain that interaction as the second-order perturbation
theory in terms of plane wave approximation [19]. Finally, K. Yosia calculated theo-
retically that model in Cu-Mn alloys to explain emerging of magnetic order by doping
Mn impurity on Cu host. They called it as s-d interaction for that magnetic moments

interact via conduction electrons.

The RKKY model is one of the most important magnetic interaction prototypes

in pure rare-earth elements (Gd, Sm, and Dy) and their alloys. The atomic radius of
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rare-earth element (f-shell element) is too large to directly overlap between localized
spins of two nearest-neighbor atoms. They would interact indirectly via itinerant elec-
trons. Many other magnetic systems are explained based on RKKY interaction such
as heavy fermion materials (the effective mass of metallic compounds is thousands
of free electron), diluted magnetic semiconductors (embedded magnetic impurities on
semiconductors), Heusler alloys (alloys of non-magnetic elements) and an impurity in
graphene. Experimentally, the construction of new advanced technique of spin-resolved
scanning tunneling microscopy provide a new method to map the strength and oscilla-
tion of RKKY interaction between atoms. Therefore, the derivation of RKKY interac-
tion, is varied from system to system such as spin and charge susceptibilities. However,
the main part of RKKY interaction is static Linhard function in the momentum space

q or in the real space R.:

np(Exs) — np(Fxiqo
d
R e ) (115

Equation (1.14), x(q) in the momentum space Linhard function is calculated
over first Brillouin zone (BZ) with ng(Ey,) of the Fermi-Dirac distribution function.
The real susceptibility is the Fourier transformation of momentum space with spatial
dimensions d. The properties of g-space spin susceptibility is existed of a singular
or maximum points which define the order vector of spin interaction. The real space
Linhard function x(R) is oscillatory and decaying with respect to the distance of two
spins. At long range, that function behaves as Bessel function. It is strongly dependent

on spatial dimensions d [3].

2D RKKY interaction was computed using plane wave approximation for the
metallic energy band. The distance dependence of real spin susceptibility decays as

1/r? for 2D comparing with 1/r% of 3D [14]. RKKY interaction on 2D hexagonal
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lattice (graphene) is very attracted to do research because the existence of Dirac points
(22, 35]. They demonstrate that the sign-changing oscillation of RKKY in graphene
is disappeared due to vanishing of Fermi surface, and the FM state is for magnetic
impurities on same sublattice, and AFM for spins on different sublattice [35]. At
long distance limit, the RKKY interaction for graphene is =3 decaying rate. The
magnetic order of impurity-doped graphene are so controversial. For light doping
magnetic impurity at the site of hexagonal lattice, that model develops the AFM order
9, 10]. Otherwise, S. Saremi stated the model of impurity doped graphene is always

FM because of semi-metallic properties of graphene [31].

1.3.3 Frustration in magnetic interaction

Frustration plays a important role in strongly correlated electrons and mag-
netic interactions. In magnetic system, there are two typical types of frustration such
as (i) competing between interactions (e.g AFM spin chain) and (ii) geometrical lat-
tices (e.g Kagome lattice and pyrochore lattice). (i) The spins are frustrated in an
antiferromagetic chain with considering of the next nearest-neighbor AFM coupling
comparing with the nearest coupling [33]. (ii) Kagome lattice has triangular unit cells,
if two neighboring spins are interacted antiferromagnetically (oppositely oriented), the
direction of third spin at the vertex of triangle cannot be selected to satisfy the AFM

coupling of both neighbor spins.

Due to non-local properties of RKKY interaction, it is a potential candidate to
explain a frustrating effect and spin glass. For example, J. H. She and his colleagues
recently explained the suppressing the magnetic order of the lattice spin by frustration.
That interaction leads to the first-order phase transition between magnetic order and
spin glass [32]. Furthermore, the RKKY interaction is one of the the best model
for interpreting the ”spin ice” phenomena in metallic ProlroO; compounds. The rare-

earth Pr®* ions in those compounds form perfect Ising spins with in and out pointing of
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tetragona along the local (111) axis. Those Pr* Ising spins are interacted via itinerant
electron of 5d° Ir** ions to generate FM coupling. This is the ”spin ice” phenomenon

for Pr-Pr sublattice [15, 23].

1.4 Motivation

Novel properties of 2D lattice such as graphene and cuprate CuO, plane in
high-T, superconductors, they are so attracted to investigate in detail. Especially, the
fascinating practical 2D ferromagnetic layer observed triggers to study toward the real

applications in spintronic and magneto-electric devices [18].

The changing of Fermi surface is definitely effected to the interacting ground
state. For instance, in Kondo lattice materials, small Fermi surface corresponding to
AFM order, and large Fermi sufrace is paramagnetic state or Fermi liquid [12]. Also,
the analytical calculation of effective RKKY interaction is changed for different Fermi
surfaces [28]. We are wondering about collapsing the Fermi surface of zero-flux to

Fermi point in 7-flux square lattices. How does it affect to RKKY interaction?

Although there are a lot researches about the model of Ising spin at the link
coupling with fermion living at the vertex on square lattice [6, 16, 36], those works
focuses on the nearest-neighbor interaction with defined coupling constant J. The
analytic form of the interaction between the link variables has never been computed.
So, we will use the similar crystal lattice, but we will consider the effective long-
range interaction of Ising spin with effect RKKY at the weak coupling limit (variable
dependence of spin susceptibility). Therefore, our work intends to distinguish the
RKKY interaction on two dimension driven by changing spin from site to link, and

Fermi surface.

First, I will show the derivation of tight-binding model of free fermions and

coupling between spin and fermions (interaction part) for zero-flux and m-flux lattices.
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They are known as the Kondo lattice models. At half-filling, the energy band of
two cases are plotted to give the Fermi metallic band of zero-flux and semimetallic
Dirac band for w-flux. RKKY interactions between spins at the sites and links of
both models are derived using the quantum perturbation theory. The momentum
space of effective RKKY interaction are calculated in a whole Brillouin zone using
C++ code to provide the eigenvalues and corresponding eigenvectors. The maximum
point in eigenvalue spectrum will define the magnetic order vector. The long range
interaction of a pair of spins in real space show the oscillatory and decaying properties
of Linhard function. However, because of coexistence of nearest-neighbor and next-
nearest-neighbor interactions of Ising spin in the zero-flux and m-flux lattices, the
frustration is necessary to consider. The main work for effective RKKY interaction

is summarized in a flow chart:
RKKY interaction sum-

maries for zero-flux and 7-

flux versions of square lattice

/

e N e R
Spin susceptibility Charge susceptibility
. l ) = l J
Spin at vertex of square ) [ Two spins at the links of
lattice, pure Linhard function square lattice, 2 x 2 matrix
§ YREEY known result. ) structure of RKKY interaction
l . REKY " our computing work.
Two distinct spins at ~ l g
vertices of m-flux lattice, [ Four spins at the links of a
2 X 2 matrix structure of m-flux unit cell, 4 x 4 matrix
effective interaction JREKY structure of RKKY interaction
L similar to graphene result. ] L YREEY our computing work. )
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CHAPTER 2

MODELS
2.1 Conventional Fermi Band
o—8—0—8 9
N N N
o—8—0 89
a| W N N
o—8—0—8 9
d

Figure 2.1. The crystal structure of zero-flux square lattice (a case of magnetic
field B = 0), and each unit cell consists one fermion ¢ (fermion basis by = (0,0))
= (1/2,0)) distributed along x-direction and o7,
( basis by, = (0,1/2)) arranged along y-direction. Solid line (connects between
fermion) illustrates the nearest-neighbor hopping integral —¢. Lattice vectors are
a; = a(1,0) and a; = a(0,1), and for simple calculation, we consider lattice

and two Ising spin o7, (basis by,

constant a =1

In Fig. 2.1, we show the zero-flux square lattice and its arrangement of Ising
spins and fermion orbitals. Each unit cell includes one fermion labeled cZT (where 7 is
Pauli spin in z-direction), (we will drop spin index 7 for notational simplicity) and Ising
spins o7, and o7, are distributed along the x-direction and y-direction, respectively

(where i labels the unit cell). Because there are three elements in each unit cell, we

12
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define the basis vectors including by = (0,0) for the fermion, by, = (1/2,0) for Ising
spin 1 (horizontal link), and by, = (0,1/2) for Ising spin 2 (vertial link). With lattice
vectors a; = (1,0) and ay = (0, 1), every unit cell of the square lattice can be contructed

using translation vector R = na; + may with integers n and m.

The electrons on the vertices of square lattice hop from site to site, and we
allows for a nearest-neighbor hopping with amplitude —t. That term provides the
unperturbed tight-binding Hamiltonian H, in Eq. (2.1). The Ising spins (oriented
either up or down) take on values at the link of the square lattice. The coupling
constant J between Ising spin and fermion (hopping modulation) gives the interaction
part of Hamiltonian H, Eq. (2.1). This term mimics Z; Kane-Mele coupling in the

spin Hall effect [1]:
H=> (~t—Jo})(cle; + cle;) = Hy + Hy,
(i.3)

==t (clej+cler) = T o5 (cle; + chei) + o5 ,(cle; + cle)).
(i.d) (i.3)

(2.1)

Pairs (i, j) denote the nearest-neighbor unit cells. Hamiltonian has the tight-binding
with parameter £ and interaction parts with parameter J. The ¢—J model is something
else. There are two limits of this model, if ¢ > J we can treat the J term as the
perturbing part, and vice versa. Because spin and fermion degree of freedoms are
admixed, there is no way to diagonalize the full Hamiltonian H. So, in this work, H;
is treated by using perturbation theory. The Hamiltonian is written explicitly in real

space with lattice translation vector R.:

Hy=—t Z[(CI{+310R + CJlr{CR+a1) + (C]IL{+ach + C}{CR+az)]v (2.2)
R
Hy=—J Z[UT,R@}H—M Cr + CECR+a1) + OS,R(0;+82CR + C;CR—Faz)]' (2.3)
R

13



A better formulation requires us to use Fourier transformation from real space to

momentum space both the fermions and Ising spins:

ch = \/_ Z e Rl (N - number of unit cells), (2.4)

:—Z “aRgz o (With o =1,2). (2.5)

2.1.1 Non-interacting Hamiltonian

The non-interacting Hamiltonian Hy is easily diagonalized to give the energy

dispersion relation E(k):

Hy =Y E(K)ca (2.6)
k
E(k) = —2t(cos k, + cos k). (2.7)

2.1.2 Interacting Hamiltonian

In the momentum basis, the interacting Hamiltonian H; has the following form:
. J . . . .

H, = N Z a&lcf(ckm [eilkl + el(k”qﬂ”)} + CLCHQIJ(';2 [e’zky + e’(kﬁqy)]. (2.8)
The effective interaction Hamiltonian is constructed from two states:

Uy) = e~ Mot i W) (2.9)

Wy) = Hye M0 |W,,) . (2.10)

State |Wy) is perturbed then evolved in time. State |Ws) is evolved in time then

perturbed. Overlapping of two states |U;) and |¥s) forms the effective interaction
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Hamiltonian based on the Heisenberg picture [30]. The ground state is:

W) = H ¢l [0)  (kp : Fermi wave vector). (2.11)
k<kp

The effective H; is the second order perturbation in J << t. We use Wick’s

theorem to decompose the four-point correlation function, or charge susceptibility

RKKY __
c =

(W] [k, q, 1), (K, o, )] |Uys) (where Ak, q, 1) = ¢l (t)cisq(t)) in momentum space

and Matsubara frequency (Appendix A and B).

The spin susceptibility is written as xREEY = (U | [s*(k, q, 1), s"(K/, g, t')] V)
with spins a and b, and itinerant spin s*(k,q,t) = > 4 cLaaagck+q5 [32]. Finally, the
Linhard function with some momentum correction terms is obtained to give charge sus-
ceptibility JEY (q, w,,) or RKKY interaction between Ising spins. The detail deriva-

tion of interacting Hamiltonian is provided in Appendix B.

The final form of H, gives a 2 X 2 interacting matrix in Matsubara frequency

wy, and two dimensional momentum space k, and k,:

. J? 02 g1
Hy = N2 (0371 0372) JHEY (g, wy,) . (2.12)
q o-iq,2
with the correlation function is given:
JRKKY(q’ wn) _ Z Jll(ka q) J12(k7 q) nF(Ek) - TLF(Ek+q) . (213)

k |Jak,q) Jnk,q) iwn + Exyrq — Pk
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All terms of the charge susceptibility are listed below:

Jll(ky q) —9 + ei(2kx+q32) + e—i(Qkx-FQz) — 4(3082(/{33; + %)7 (214)

J22(k’ q) =2+ ei(Zky+‘Iy) + e*i(2ky+‘1y) =4 COSQ(ky + %”)’ (215)

(]12(1(7 q) — e_i(kx""ky‘f'%) + ei(kx"‘ky""qx) + e—i(km_ky) + ei(kw_ky""hc—‘h/)’ (216)

J21 (k’ q) — ei(kw+ky+Qy) + e_i(kw+ky+Qw) + ei(kw_ky) + e_i(kw_ky-f—Qz—Qy)’ (217)
1

nF(Ek) = eﬁ(Ek*H) + 17 (218)

where np(FEy) is Fermi-Dirac distribution function. The half-filling case corresponds

to chemical potential y = 0 (each site is occupied by exact one fermion).

2.2 Dirac Band

Figure 2.2 shows the m-flux square lattice with decorating of fermions and Ising
spins. A unit cell of 7-flux is doubled zero-flux one. It consists of two fermions labeling

Cj, A and CI,B are arranged at the vertices (in the figure 2.2). Four Ising spins 0715 07,

073 and o7, are put at the middle of each link. The two lattice vectors are aj = a;
and a), = 2a, (a; and ay are lattice vectors of zero-flux). The hopping integral of
m-flux lattice is two values. The nearest neighbor hopping between fermion B-B is +¢
(dotted line in Fig. 2.2), and other hopping integrals of A—A, B-A and A-B are —t

(solid line). The coupling between fermion and Ising spins are J. Hamiltonian of this

model is formulated:

F] Z(—tw - Jija-ij)<c;'rcj + C;-Ci) = -HO + ]:11, (219)
(,7)

f{ = th (CIC]' -+ C}Ci) + Z Jijaij,a(C;-er + C;F-Ci), (220)
(i,4)

(,5),0x
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Unit cell, r-flux

Figure 2.2. The crystal structure of w-flux lattice (magnetic field B # 0), and each
unit cell is doubled in size of zero-flux. It includes 2 distinct fermions cz 4 (basis
b’y = (0,0)) (distributed along solid line) and C;EB (basis by = (0,1)) (arranged
along dotted line) and 4 Ising spins such as o7, (basis by, = (1/2,1)), o7, (basis
by, = (0,3/2)), o5 (basis by, = (1/2,0))and o7, (basis by, = (0,1/2)). Solid lines
show hopping integral —t, and dotted lines mean +¢ hopping integral. Two lattice
vectors are aj = (1,0) and aj = (0,2)

with @« = 1, 2, 3, and 4, and (i,j) is the nearest-neighbor of unit cell. The full
Hamiltonian separates into tight binding part H, and interaction part H; with small

perturbation coefficient J. The explicit form H with vector R in real space:

A

H = Z [— (t+ JU§’2)CI{+a2’ACR7B
R

+(t— Joh 1 )Ch s, pCRE + (= JOR_a 1)Ch ta, BCRB
— (t+ Jop ) (chpcra + R acrB) = (t = JOR3)Ch1ay ACRA

- (t - JUﬁ_al’3)C£_a17A0R7A - (t + JO—IZ:R,—aQQ)CJ]rE{—az,BCRB : (221)
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2.2.1 Unperturbed Hamiltonian

HO = Z |: - t(ck-l-a%AchB + CTR—a2,BCR7A> + t(cTR-‘ral,BchB + C}l—al,BchB)
R

— t(ch pCer.A + Ch ACRB) — t(Chia ACRA T Chia; ACRA)]- (2.22)

First, using discrete Fourier transformations between real and momentum space,
the unperturbed Hamiltonian Hy is written as a 2 x 2 matrix in the sublattice structure

(Eq. (2.25)). With Hy (Eq. (2.26)) is called the kernel of H.

1 .
CLA/B = \/_N Z e_Zk'RcLA/B (N: number of unit cell), (2.23)
k
1 A
ko= 3 2, ¢ 04 (@=1234), (2.24)
q

- Ck,A
Hy = —tz (CLA CLB) Hy ; (2.25)
k

Ck,B

2cos(kya) 1+ etk
Hy — . (2.26)

1+ekaz  _9cos(k,a)

After diagonalization Hy, the energy dispersion relations E51(k) which are cor-
responding to upper part and lower Dirac bands are achieved in Eq. (2.27). Also,

quasiparticle basis are constructed with new creation and annihilation operators fy o,

fli,Z? fix and flil :

Es1(k) = :t2t\/cos k. + cosk,’. (2.27)
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And the diagonalized Hamiltonian H, is written in term of new basis:

Hy= Z [EQ(k)fli,kaQ + El(k)fli,lfkal}
K (2.28)
= Z 2t\/COS2 ky + cos? k, (fILka,Z — fli;fk,l)-
k

Unitary matrices Usyo and U§X2 transform from fermion basis CL A/B and cx A/B

to fiz2, f]JLQ; fix,1 and fli,l quasiparticle basis.

1 l4e—2iky  _1_o2iky
Ups = —— | S (2.29)
B | ak)  alk)

oo L
U2X2 B ﬁ(k) —1—e~ 2ty Oé(k) . (230)

There are number of supplemental functions in unitary matrices:

a(k) = \/cos? k, + cos? k, — cos ky, (2.31)
B(k) = \/2(0052 k, + cos? k, — cos ky+/cos? k, + cos? k), (2.32)
ak,q) = \/COSQ(k’x + q,) + cos?(k, + q,) — cos(ky + qz), (2.33)

Bk, q) = \/2[0052(1% + q,) + cos?(ky + q,) — cos(k, + qm)\/cos2(kx + q.) + cos?(ky + q,)].

(2.34)

19



2.2.2 RKKY interaction

~ . 2 T z T
Hy = —JE  [0R 2R 42y ACRB T OR—a 2CR—ay BERA

R

z f z T z T T
+ OR,1CR+a; BCR.B T OR_a; 1CR—a, BCR.B T UR,4(CR,BCR,A + CR,ACRB)

z T z T
— OR3CR+ta; ACRA — URfa1,3CR—a1,ACR,A] .

(2.35)

The derivation of RKKY interaction for m-flux lattice is similar to conventional

Fermi band. We will construct 2 states |¥;) and |Wy) and take their overlaps to get

the effective Hamiltonian (detailed derivation is showed in Appendix A). The charge

susceptibility of effective Hamiltonian H, provides in 4x4 matrix with common Linhard

function:
H, = _‘]_22 z z p z REKY (q, wn)
1 = NE g1 Oq2 Oq3 Oqa) Xaxa (DWn
q
E )—RF(Ek 2)
RKKY _ Moo (k np (L +q,

Xaxa (9 Wn) zk: axa(k, q) iwn + Froqz — By
Mn(k, q) M12(k Q) M13(ka Q) M14(ka Q)
M21<ka Q) M22(k, Q) M23(k, ‘1) M24(k, Q)

M4><4(k>Q) =

M (k,q) Ms(k,q) Mss(k,q) Msu(k,q)
_M41(k, q) Mp(k,q) Mysk,q) Mu(k, CI)_

All elements of matrix Myy4(k, q) are listed in the appendix A.
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CHAPTER 3

RESULTS AND DISCUSSION

3.1 Fermi band and Dirac band

3.1.1 Brillouin zone

—

92

M Y Dirac point K/

(a) (b)

Figure 3.1. The first Brillouin zone of square lattice for (a) zero-flux and (b) 7-flux
(gray color).

Figure 3.1 shows the first Brillouin zone (gray color region) of square lattice
threaded with (a) zero-flux (magnetic field B = 0) and (b) m-flux (magnetic field
B # 0). In Fig. 3.1(a), the first Brillouin zone of zero-flux square lattice is constructed
from two reciprocal vectors g1 = (2m,0) and gy = (0,27) [5]. Some high-symmetry

points are I' = (0,0), M = (7,0) and K = (7, 7) in that zone.

Figure 3.1(b) shows the rectangular shape of the first Brillouin zone for m-flux
lattice. The reciprocal vectors of m-flux are g} = gy and g} = %gg. Because of
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asymmetrical Brillouin zone, we consider more points such as I' = (0,0), X = («,0),
K' = (m,%),and Y = (0, %). The four green dots represent the Dirac points at Brillouin
zone, where upper and bands of energy dispersion relation contact each other. Because
of different Brillouin zones, the properties of zero-flux and m-flux square lattices will

be different.

3.1.2  Energy dispersion relation for square and 7-flux lattices

Figure 3.2. 3 dimensional surfaces of (a) zero-flux square lattice with energy dis-
persion E = —2t(cosk, + cosky,) , and (b) m-flux lattice with energy dispersion
By = £2t4/(cos? k, + cos? k) (with hopping integral ¢ = 1)

Figures 3.2 and 3.3 exhibit conventional Fermi band of zero-flux and Dirac
bands of 7-flux lattices. Figures 3.2(a) and 3.3(a) show 3D surface and 2D contour
plots of energy dispersion E = —2t(cosk, + cosk,) (t = 1). The continuous energy
dispersion of zero-flux lattice illustrates a metallic band. At the half-filling, each site
of lattice is occupied exactly one electron. The Fermi surface is a diamond (red line
in Fig. 3.3(a)) with Fermi energy Er = 0. The Fermi surface of square lattice has

a nesting property. There is an existence of vector Qo = (&m, +m), nesting vectors
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which connect all points on Fermi surface [33]. This property will strongly affect to

the interaction of spin, discuss next section.

T 4
2 3

2
! 1

0 0 A0

o1

-1

-2
-2 -3

- 0
-T -4
- 0 T
kx

(a) (b)

w

S}

=

(S}

N

Figure 3.3. Two dimensional contour plots of (a) zero-flux square lattice with
energy dispersion £ = —2t(cosk, + cosk,), and (b) m-flux lattice with energy
dispersion Fy; = £2t4/(cos? k; + cos® k,) (with hopping integral ¢ = 1)

Figures 3.2(b) and 3.3(b) show the 3D surface and 2D contour plots of energy

dispersion Fs; = +2ty/cos? k, + cos? k, (the value of hopping integral ¢ = 1). There
are upper F, and lower F; bands. They touches each other at four Dirac points
(ky = £5,k, = £7) (white region in the Fig. 3.3(b)). At the half-filling, the Fermi
surface collapses to Fermi points [27]. So, the upper band Ej is empty state (a electron
band), and lower band E; is completely filled, hole band. That is a typical band

structure of semi-metal (e.g graphene [25]).

3.2 RKKY interaction in zero-flux lattice
RKKY interaction for spin in “site model”

First, let’s look at the standard RKKY interaction of conventional zero-flux
square lattice, shown in Eq. (3.1). For that model, each vertex is put an magnetic im-
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Figure 3.4. (a) Particle-hole symmetry structure which is driven magnetic mech-
anism of spins, and (b) the pure Linhard function versus momentum vector
YEEY (q) along T-M-K-T in square Brillouin zone (I' = (0,0), M = (7,0) and

K = (7, 7) in Fig. 3.1(a))

purity, spin S (considering S = % spin for this case), this is typical spin susceptibility
of “site model” [33]. RKKY interaction of that model is the pure Linhard function

RKKY (g, w,,). Following Fermi liquid theory [5, 33], the nonlocal magnetic interaction

X
of 2 spins is driven by particle-hole symmetry (Fig. 3.4(a)). Due to interacting excita-
tion, a hole with momentum vector k is created below the Fermi surface, and electron
with k + q is above the Fermi surface [33]. One spin S, 4 coupling with electron in-
teracts with spin S _q which is coupling with hole. That symmetry is related to the
polarization of electrons around the Fermi surface [22]. The particle-hole symmetry is

intraband and interband transitions in Fermi, Dirac bands, respectively.

RKKY (g, w,,) with respect

Figure 3.4(b) shows the plot of Linhard function y
to momentum q along I'-M-K-I" path (I' = (0,0), M = (7,0) and K = (7, 7) in
Fig. 3.1(a)). That function is minimum at points I' = (0, 0), and maximum singularity

at points K = (7w, 7). According to the result of J. H. She et al., the ordering vector
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of magnetic interaction is defined at the point which is the maximum singularity of

RKKY (q) function. That is due to that maximum value with minus sign of coupling

X
constant _N—J; gives the minimum magnetic energy (stable system) [32]. Magnetic pat-
tern of that model is known as alternative 2D AFM (type-G AFM, Fig.14.3 of ref.[33]).

To make a compare and contrast with Ising spin “link model” for zero-flux lattice, we

draw “site model” in Fig. 3.7(a).

Hinacr = o S (q,,)8(a) - S(~a), (3.)
XY (quwn) = > e (Bie) —np(Ficta), (3.2)

RKKY interaction for Ising spin in “link model”

Equation 2.12 show the 2 x 2 matrix charge susceptibility of H; includes the
interaction of Ising spin o} and of (labeled Ising 1-1), Ising spin of and o (Ising
1-2) and Ising spin ¢} and o5 (Ising 2-2). Because of symmetric property, interaction
between Ising spin of and o} is similar to 5 and 3. The typical Linhard part x(q, w,)
is driven of interaction (Eq. 3.3).

In order to determine magnetic order of Ising spins, we compute charge suscep-
tibility JREKY in momentum space and real space. In momentum space, the JiSKY(q)
function is calculated using quadrature integral method for the whole Brillouin zone.
We divide k, and k, from —= to 7 into N intervals, and N = L, = L, (L, and L,
are the lengths of real lattice). For Matsubara frequency w, = (2n + 1)T, we select

temperature 7' = 0.01 K and n = 0. 2 x 2 matrix is diagonalized to give 2 eigenvalues

such as Figenl and Figen2 (Fig. 3.5). Finally, they are plotted along a I'M-K-T'
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RKKY

path (I'=(0,0), M = (7,0) and K = (7, 7) in figure 3.1(a)).

RKKY (¢ dk, dk Ju(k,q) Jiz(k,q) np(Ex) — np(Fxiq)
J. // . (3.3)

2X2 .
Ja1 k Q) J22(k7 Q) W+ Ek+q — b

80
60 [
_ G
2 .
$ o 40 H
3] X &
% -
e
20 H
L = 200, Eigen2
o L =400, Eigen2
[0 7 T P R R NI N U S
r M K r
q

Figure 3.5. RKKY interaction versus momentum vector JEEKY(q) with two eigen-

values Figenl and Eigen2 (lattice size L = 400), and (b) Figen2 with different
lattice sizes (L = 200, 400) in '"M-K-I" path of square Brillouin zone (with
I'=(0,0), M = (7,0), and K = (7, 7))

Figure 3.5(a) shows the two eigenvalues of JRSKY(q) function along the I'—

M-K-T" path. FEigenl and Eigen2 curves are distinct shapes. The Eigenl curve is
similar to spin susceptibility y®XY(q) of "site model”, while Eigen2 one is different.
However, they have a same singular point of K = (m, 7). To clarify singularity, we plot
the Eigen2 for different lattice sizes with L = 200, and 400 (Fig. 3.5(b)). By increasing

lattice size, the singular point is sharper.

Due to the symmetrical property, other singularities are (—m, ) and (m, —7)
and (—m, —m) which are the vertices of Fermi surface (red diamond of Brillouin zone

in Fig. 3.3(a)). Those ordering magnetic vectors are strongly commensurate to the
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nesting wave vectors Qo = (&m, £m). Jend Sélyom stated that Linhard function is
singular at the nesting vector Qg because of the energy dispersion Fyx = Ex.q, which
provides its denominator zero value [33]. The nesting of Fermi surface is as strong as
to preserve the property of singularity in both cases of ”site model” and ”link model”

of zero-flux square lattice.

However, for the “link model”, the RKKY interaction is more complicated be-
cause of existence of two Ising spins o7 and 05. The eigenvector are also carried out
to know about the magnetic wave vector. At the K = (m, 7) point, eigenvector V] of
FEigenl defines ferromagnetic (FM) interaction, and eigenvector Vs of Eigen2 defines
AFM order (Eq.3.4). Since the singular peak of Eigen2 is higher than Figenl one,

the AFM order will dominate with ordering wave vector Q, = (7, 7).

VR o L1 (3.4)

To define exact AFM for that model, the real space of charge susceptibility
JHEY(R) (with R = R; — Ry distance vector of two unit cell 4 and j) is calculated

by using discrete Fourier transformation of momentum J3*¥(q) (Eq. (3.5)). The

interaction of Ising 1-1 JRKEY(R) follow Eq. (3.5) with two unit cells ¢ and j, and

a=1and B = 1. Figure 3.6(a) shows the plot of function JR*KY(R) for “link model”
comparing with spin susceptibility Y®<¥Y(R) of “site model” for unit cells i and j in
x-direction. Both two functions decays so fast with respect to the distance R = |R|

strong agreement with the result of RKKY interaction in 2D case [3].

Inset of figure 3.6(a) rooms in the short range interaction of two model within 10
unit cell. The Ising spins strongly interact each other in the range of 5-6 unit cells. In
contrast to sign-changed oscillation (black circle) of RKKY interaction of “site model”,

there is no changing sign of charge susceptibility of Ising 1-1 (red half-filled square).
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However, both interactions shows same negative sign for the nearest-neighbor with
distance of 1 unit cell. For my case, because of existence of minus sign of constant

coupling —J?, the negative susceptibility corresponds AFM interaction.

Figure 3.6(b) show the RKKY interactions of Ising spin 1-1 along x-direction
and Ising spin 1-2 along y-direction. In its inset, both charge susceptibilities have a

negative sign in short range distance or AFM.

JRKKY (R //// dC]deydk? dky ARy (K q)nF(Ek) —np(Fyyq)

iwn + Exyq — Ex

—T —T —TT —T (3-5)
(where R=R; —R))
HREEY ~ Ion Z O-f,ao-;ﬁ + JNNN Z Uf,agf,ﬁ (With «,=1,2),
(a#8) (a=p) (3.6)

(ignore further neighbor interactions)

The model of Ising spin variables at the link of zero-flux square lattice, the
nearest-neighbor interaction (Jxy) is Ising spin 1-2 pair, and the next-nearest-neighbor
(Jxnn) coupling of Ising spin 1-1 and 2-2 pairs. Due to the results of real space and
momentum space dependence of JREKY the nearest-neighbor interaction (Jyn > 0)
and the next-nearest-neighbor (Jxyn > 0) are AFM states. Our result for effective
short-range interaction can be summarized in Eq. (3.6) with a, 5 = 1,2. The order
vector Q, = (m,7) with formula Q, - r,, = 2rm (with m: label of unit cell) is used
to determine the magnetic coupling [24]. The nearest same sign of spins is double of
lattice vectors or distance of 2a (a is lattice constant). For the spin in the “site model”
the nearest coupling is AFM, and the macroscopic magnetic order is an alternating

AFM (Fig. 3.7(a)). So, the magnetic order of Ising spin in “link model” is Q, = (7, 7),
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Figure 3.6. Real space dependence of (a) spin susceptibility y®*EEY(R) for

“site model” and charge susceptibility J3IEKY(R) (Ising 1-1 interaction) along x-

direction with lattice size L = 120 (because of the periodic boundary condition,
we plot é = 60), and its inset rooms in short range of those interactions in 10 unit
cells, (b) charge susceptibility for JREKY(R) (Ising spin 1-1 pair) and JEEKY(R)

(Ising spin 2-1 pair interaction) along x-direction, and its inset rooms in the short

range interaction within 10 unit cells (where R = |R| = @ is the distance

of spins in two unit cell ¢ and j, and R = |j& — iz| and R = |jy — ig| for x- and
y-directions, respectively)

and macroscopic order seems to be similar. However, because of 2 spins in one unit

cell, we have an alternative spin unit cells.

For our model, the existence of Jynn and Jyn leads frustrating effect similar
to the observation of spin-nematic model in real heavy fermion on LiCuVO, com-
pounds [26]. This compound is a typical examples of frustrating effect in spin chain
with the nearest-neighbor is FM coupling and next-nearest-neighbor is AFM coupling.
Although both Jyny and Jyn are AFM, there is existence of some FM couplings in
nearest-neighbor pair (spin in diagonal stripe line). That is the reason why there is

RKKY

an appearance FM order of Eigenl of charge suscpetibility J535% (q) (Fig. 3.7(b)).

In similar Fermi surface, shifting the spin position from vertex to link, magnetic or-
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Figure 3.7. (a) Alternative (type-G) AFM pattern of “site model” (b) stripe AFM
pattern of “link model” in zero-flux square lattice (red arrow and blue arrow rep-
resent spin up and spin down, respectively)

der changes from type-G AFM (“site model”) to diagonal stripe AFM (“link model”)

(Fig. 3.7).

3.3 RKKY interaction in 7-flux lattice

RKKY interaction for spin in “site model”

For the “site model” of w-flux lattice, there are two distinct atoms A and B (No
Ising spins at the links in 7-flux lattice Fig. 2.2) which correspond periodic spin lattice.
That model is similar to magnetic impurity in graphene with effective Hamiltonian is

written by matrix form:
. —J? S A
Hi= 72 (Sq,A Sq,B> T () [0 ] (3.7)

N2
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Jaa(k,q) Jas(k,q)| np(Fiy) — np(Fiiqso)

TR (g, w,) = : (3.8)
k JBA (ka q) JBB (k7 q) W * Ek+q72 N Ek’l
All elements of 2 x 2 matrix of spin susceptibility JREY(q) are listed below:
cos®(k,) cos®(k, + q,)
Jaa(k,q) = Y y__8/ 3.9
w8 = e g &
1 i2ky\[1 12(ky+aqy k k
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Figure 3.8. RKKY spin susceptibility versus momentum vector JKY(q) with
two eigenvalues Eigenl and Figen2 (lattice size L = 400) along (a) I'X-K'-T'
and (b) I-Y-K'-T' path of rectangular Brillouin zone (I' = (0,0), X = (7,0), and
K'=(m,Z)and Y = (0, Z) in Fig. 3.1(b))

)9 )9
The non-interacting part H, is similar to Ising model of m-flux lattice (two
Dirac bands). The main part of spin susceptibility JREY(q) for the m-flux is Linhard

function (Eq. (3.8)). The interaction between impurity spins is driven by interband
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Figure 3.9. Real space RKKY spin susceptibility J¥¥Y(R) (where R = R; — R,
is the distance vector of two unit cells ¢ and j) is calculated with lattice size
L = 120 for (a) spins in same sublattice A-A and different sublattices B-A, (b)
spins of different sublattices B-A in x- and y-directions (with distance of spin
R = |j& —iz|, and R = 2|5y — ig| for x- and y-directions, repsectively)

particle-hole symmetry (including hole or lower band, and electron or upper band)
in contrast to intraband transition of zero-flux lattice. Because of no nesting wave
vector, the ordering magnetic vector is determined at maximum or minimum points.
For calculating of spin susceptibility JRKY(q), we take the integral the whole Brillouin
zone with k, from — to 7 and k, from —7 to 3. Because of the asymmetrical Brillouin
zone in the w-flux lattice, that integration is taken two independent paths such as I'-
X-K'T and I'X-K'-T paths (with I' = (0,0), X = (7,0), and K' = (7, %) and
Y = (0,%)). 2 x 2 matrix structure of JHEY(q) is diagonalized to plot two different

2

eigenvalues such as Figenl and Figen2 (Fig. 3.8).

We observe two degenerate points such as I' and X which correspond to max-

JREKY (@) According to discussion

imum and minimum value of spin susceptibility
of magnetic order above, the order vector is at the maximum or I' point. So, order-

ing magnetic vector would be Q, = (0,0). I also calculate the eigenvector of 2 x 2
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JREKY (q) matrix. At T point, Eigenl gives V; eigenvector defines FM state, and V5 of

FEigen2 is AFM state (V] and V; eigenvectors are similar to “link model” of zero-flux

lattice in Eq. (3.4)).

To construct the macroscopic magnetic pattern for “site model” of m-flux square
lattice, the real space RKKY spin susceptibility JREEKY(R) (where R = R; — R, is the
distance vector of two unit cells i and j) is calculated (similar to “link model” of zero-
flux lattice). Figure 3.9(a) shows that the real space of spin susceptibility JRXEY(R)
of same sublattice A—A (black half-filled circle) is positive magnitude and no sign-
changing oscillation which correspond to FM coupling. The RKKY interaction of
different sublattice J{SEY(R) (red diamond)is the negative sign which is AFM state.
Our results completely agree with the RKKY interaction of graphene [9, 10]. However,
there is a different phenomena from graphene result is that the distance of spins in

same sublattice and different sublattice is equal. That gives the effect of degenerate

effect of eigenvalue spectrum in momentum space.

Figure 3.8(b) illustrates the interaction of spin in different sublattice B-A for
two y- and x-direction which are armchair and zigzag ways, respectively. Inset of that
figure shows that the zigzag interaction is suppressed faster than armchair one. The
interaction of spins in zigzag direction is the next-nearest-neighbor coupling which
is weaker that armchair, the nearest-neighbor pair. Therefore, we only consider the

nearest-neighbor coupling in that model.

The macroscopic magnetic order of “site model” for m-flux lattice is drawn in
figure 3.12(a) to give alternative line FM coupling of spins in same sublattice A—A and

B-B. That result is similar to 2D type-A (or line-by-line) AFM order [33].
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RKKY interaction for spin in “link model”

Similar work above, this section we calculate the momentum a dependence of
charge susceptibility YREEY(q,w,) to find eigenvalues and corresponding eigenvectors
(all terms of Myx4(k,q) in Eq. (3.13) are shown in Eq. (2.38). Real space of charge
susceptibility xFEY(R;;) (distance vector R;; of two unit cells i and j) is computed

using the discrete Fourier transformation.

I [ dk,dk np(Ex1) — np(Biiqz)
RKKY ) = Y Maoa(k A7k, taz) 3.13
X4x4 (q, w ) // p 4><4( aQ) iwy, + Ek+q72 - Ekl ( )

Figure 3.10. Eigenvalue plots of q space dependence of function y}EEY(q,w,)

along (a) I-X-K'-T and (b) I~Y-K'-T paths of rectangular Brillouin zone.

dqxdq dk‘ dky . np(Fx1) — np(Fiig2)
ey - [ / / / el im0 iy

wwn + Picta = (3.14)

[ S| S i

(where R =R; —R;).

34



RKKY

10F
L1 (R
5t Ao (R)
x
c. 0
5}
104 . . . . .
0 2 4 6 8 10
R
- SSIS SNV VS ITUNITEIIN AT T I NI I NI I TS SIN NI NI NN I SN NN
o RKKY RKKY
| JRKKY(R) _A_X';KfY(R) ‘/ X11 x (R) +X22x (R)
oLl . 1 . X 1 200 " 1 " i 1 .
2 0 10 20 30 40 50 60 0 10 20 30 40 50 60
R R
(a) (b)
0.5
T RKKY RKKY
+X21x ( ) X41x (R)
0.0 | s
g:/ SE% 04F
§ L
< 0.2 —
= - x
-05 _ir %Vi 0.0 g 5
X-O.Z» n:}ér
0al =15 (R)
1.0k 'O'XEFEY( ) -10
B T R I T
1 1 1 1 1 1 1 1 IR 1 1 1
0 10 20 30 40 50 60
R R
(c) (d)

Figure 3.11. Real space RKKY interaction (a) charge susceptibility x}EEY(R)
of Ising spin 1-1 and spin susceptibility JYAEY(R) of same sublattice spin A-A
along x-direction with lattice size L = 120, (b) xX*(Y(R) of Ising spin 2-2 and
YREEY(R) 1-1 along x-direction, (c) X%KI;Y(R) of Ising spin 2-1 and Y}EEY(R)
4-1 in x-direction (like zigzag path in graphene), and (d) x5 (R) of Ising spin
4-2, and YSEEY(R) of Ising spin 3-1 along y-direction (similar to armchair path in
graphene), (where R = R; — R; is the distance vector of two unit cells ¢ and j,

and R = |R| = |j& — iz|, and R = 2|jy — ig| for x- and y-directions, respectively).
First, Four different eigenvalues of 4 x 4 matrix of charge susceptibility are
FEigenl, Figen2, Figen3, and Figen4 (Fig. 3.10). They are plotted in two different
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paths: [~X-K'-T and I'-Y-K'-T paths. The maximum point of charge susceptibility is

K’ = (m,7/2) of the Eigen4 which defines the ordering magnetic vectors Q, = (7, §).

Figure 3.11 illustrates the real space interactions of different Ising spins pair.
Figure 3.11(a) shows the real space RKKY interactions of Ising spin 1-1 of “link model”,
and spin A-A of “site model” along x-direction. In contrast to no sign-change oscilla-
tion of spin susceptibility of spin A—A, the charge susceptibility of Ising spin 1-1 can
reach negative value for 3 and 4 unit cells. So, the RKKY interaction is affected by
momentum factor due to changing of spin position. Both of real functions concludes

that the FM interaction for spin in nearest-neighbor pair (a distance of one unit cell).

In figure 3.11(b), the real space interaction of Ising spin 2-2 along x-direction is
calculated. To compare with Ising spin 1-1, this interaction is complete AFM due to
negative sign. The interactions of Ising spin 2-1 and 4-1 along x-direction is weak AFM
because of small amplitude interaction (Fig. 3.11(c)). Those charge susceptibility are
like zigzag interaction in graphene. The interaction of Ising 4-2 and 3-1 pairs along
y-direction is so strong FM (Fig. 3.11(d)).

From momentum space RKKY interaction xFEKY(q), we define the ordering

magnetic vector Q, = (, ) for “link model” of 7-flux lattice. Beacuse m-flux model
has four Ising spins in one unit cell, the mixing of FM and AFM couplings results
in more complicated interaction than previous cases. The real space concludes that
YREEY(R) the interaction of next-nearest-neighbor (Jyny) (e.g Ising 1-1, 2-2 pair) is
even stronger than the nearest-neighbor (Jyy)interaction. That is typical properties of
non-local RKKY interaction. Therefore, the high frustrating effect emerges strongly in
that model. Based on above discussions, we draw magnetic order in terms of interaction

pair to give the ferrimagnetic order which numbers of spin up is large than spin down

ones. We also can consider this model as the FM clusters with the domain wall.

Figure 3.12 shows the magnetic order of “site model” and “link model” of in
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Figure 3.12. (a) AFM order of “site model” (b) ferrimagnetic order of “link model”
in m-flux square lattice

m-flux square lattice. By changing the spin from site to link and double number of
spin in one unit cell, the magnetic order is completely different such as type-A AFM
for “site model” with wave vector Q, = (0,0) (Fig. 3.12(a)) and ferrimagnetic order of
“link model” with wave vector Q, = (, %) (Fig. 3.12(b)). Although our spin lattice is
similar to X.Y. Xu’s one [36], the magnetic coupling develops in different way because
of considering of different magnetic interaction (RKKY for our model and transverse
Ising spin of Xu’s model). The competitive effect on next-nearest-neighbor and nearest-
neighbor coupling lead the high frustrating effect in our model. That is a prototypical

example of frustrated case or spin glass observed with RKKY interaction [18].
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CHAPTER 4
CONCLUSIONS

We considered the model of Ising spins on the links of the square lattice, coupled
to the fermions charge fluctuations for the zero-flux and w-flux cases. Unit cell of the
m-flux lattice is doubled with respect to zero-flux one. The Brillouin zone changed from
symmetrical square for zero-flux to asymmetrical rectangular of 7-flux lattice. At the
half-filling, the tight binding parts of Hamiltonian provide continuous metallic band
and semimetallic Dirac band for zero- and 7w-flux models, respectively. We are observe
the conventional Fermi surface with nesting wave vector, and Fermi points in Dirac

bands for two cases.

RKKY interaction between Ising spins variables at the link is mediated by
fermion in zero-flux and 7-flux lattices. The second-order perturbation theory is used
to calculate the charge susceptibility of Ising spins in “link model” to compare with
conventional spin susceptibility of “site model”. The increasing number of spins in a
unit cell results in the matrix form of RKKY interaction with common factor of static
Linhard function. In order to construct the magnetic order of each case, both real

space and momentum space of RKKY interactions are considered.

First, for zero-flux square lattice, shifting spin from vertex (“site model”) to the
link (“link model”), the interacting distance of spins is changed a factor of \/75 with the
lattice constant a. The magnetic order vectors of two models are similar (Q, = (7, 7)
because of the strong nesting effect of Fermi surface which provides the singularity
of static Linhard function. However, the interaction is clearly effective to magnetic
order with its changing from type-G AFM to stripe AFM for “site model” and “link
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model” respectively. Our result seem to be similar to the one by I. Tivinidze which
the FM order is built with double lattice constant a of interacting length [34]. Due
to long-range correlating property of RKKY interaction, competing and frustrating

effects emerge in Ising spin model.

Second, for m-flux lattice, the RKKY interactions are in form of 2 x 2 and 4 x 4
matrices for “site model” and “link model”, respectively. Because of no nesting prop-
erties in Fermi surface, the ordering vector is determined by obtaining the maximum
value of eigenvalue of momentum RKKY interaction at the symmetric points. The spin
susceptibility of “site model” is similar to the magnetic impurity in graphene. The in-
teraction of same sublattice is FM whereas its different sublattice is AFM. There is
difference from graphene model is the length of interaction in 7-flux model is the inter-
acting lengths are equal to give rise to degenerate phenomenon in the maximum point
I' = (0,0). For “link model”, the magnetic interaction is most complicated situation
which is competing of FM and AFM couplings in nearest-neighbor and next-nearest-
neighbor pairs. That effect lead the high frustrating phenomena in “link model” of
m-flux lattice. The magnetic order vectors are different in two cases such as Q, = (0, 0)
and (7, 5) for “site model” and “link model” respectively. Therefore, magnetic order

changes from type-A AFM (“site model”) to ferrimagnetic order (“link model”).

Various magnetic orders in the ground state are observed in our models. That
result is strongly supported by competing effect and many ground different states of 2D
square models [6, 16, 36]. Our result can contribute to the rich variety of phenomena in
2D lattice. Particularly, the FM state is more interested in 2D experimental observation
[18]. Moreover, for our models, we only consider a case of coupling J between spin and
fermion in weak limit. Our future work will continue with strong coupling case (like
the Kondo effect [11]), inserting the interacting Hubbard term [7, 27|, and tuning the

filling factor [16].
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APPENDIX A

A.1 Theorems and Indentities

A.1.1 Wick’s theorem for fermions

N-point correlation function with fermion operator:

(051 0ss---0ju Gin Giai) = Y _(sem(P) A}, AL (A1)

P

Here, each term is (¢;¢;) = Aj_il and P is the number of permutation [4].

A.1.2 Matsubara frequency summation

The Matsubara frequencies for fermion is : w,, = (2n+ 1)7T (n is the integer and T is

the temperature) [4].

A.2 RKKY interaction of zero-flux model

A.2.1 Overlap term

J2 z z z z
(Waf 1) = 15 >N (Acky + Bod o) (Aol + B'ogy o) (Vgal ch(t)el g (B clciora 1)
k7q k/7ql
(A.2)

With A, B, A’, and B’ are defined as:
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A= 6—ik~a1 + ei(k+q)~a1 B = eik-az + e_i(k""CI)‘aZ

A = e—ik’-al + ei(k’+q’)-a1 B = e—z‘k’~a2 + 6i(k’—l—q’)~a2
So the effective interacting Hamiltonian H; is:

& J? z z z z ~ ~
H, = e Z Z(Aoq’l + Bol ) (Aol + B'oys) (sl [0k, q, 1), n(k, ', 1)] | T,4)

k,q k/7ql
(A.3)
with 7k, q, ) = ¢l (t)cisq(t): density operator of electron.
A.2.2 Derivation of equation of motion
Non-interacting Hamitonian Hy:
Hy = Z Frotlycxo (A.4)
ko
Time dependence annihilation operator is following:
(ko (t) = ot oy e~ Ho! (A.5)

Using the anticomutation relation of fermion second quantization operators.

And the order time-dependence differential equation of that operator is derived follow-
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ing:

deye (T _ A .
Ck, ( ) — ZEko_e’LHot[HO’ Cko-]e_ZHOt
dt
_ _Z-Ekoeiﬁotckae—iﬁot (A.6)
= _iEkaCka (t)

The first order differentialequation is solved to give the formulas of creation and anni-

hilation operators:

Byt

Cko(t) = €% iy (A.7)

el (t) = ePte], (A.8)

A.2.3 Derivation of Linhard function

Detail Linhard function is showed in reference [33]. The Linhard function can
be derived in many ways such as using Green’s function and second quatization. This
part, I show the derivation of dynamics Linhard function using second quatization
methods. It is started from overlap term of equation A.2 to form 4-point correlation

function:

Y (Wl ch(Dewra(t)ociorg [ Vo) (A.9)

kk’

This sum describes the propagation of an electron-hole pair from time 0 when
electron is annihilated to time t when hole is created. The electron-hole pair can be
created only if the state with wave vector k is occupied in ground state, while the state
with k + q is empty as a excited state. Using Wick’s theorem and equation of motion

methods to decouple the correlation function.
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Z (Wgs CL(t)Ck+q(t)CL'Ck’+q’ Wgs) = Z ¢!t e Hictat (Wgs] CLCk Wgs)

kk’ k
(1 — (Wl cL+qu+q Wys))

= Y eiBeteFicratn (B[l — np(Birq)

k

With np(Ey) = (¥, chae |[¥,) is called the Fermi distribution function. We

transform that correlation function in real time t to Matsubara frequency w,. This

correlation is analytic in the upper complex half-plane, and insert a factor exp(—d|t|)

with infinitesimal element , which is equivalent to switching on the perturbation

adiabatically. The Fourier transformation is then:

/Q(t)eiwtei(EkEk+q)€5|tdt — /ei(w+EkEk+q+¢5)tdt
> 0
{
w10 + Bx — Exiq
4}
iwyp + Ex — Exiq

Finally, that overlap term gives us:

l

fla,wn) =Y np(B)[l = np(Biq))

n an + Ek — Ek+q

Analogously, the second term of the commutator:

Z (Wgs CIT{/Ck’Jrq’ClT( (t)crra(t) [Pgs)

kk’

48

(A.10)

(A.11)

(A.12)



Take step-by-step similarly above, that gives us:

[
iwn + Ek - Ek+q

g(a,wn) = > np(Biiq)[l — np(Fi)]

(A.13)

So, the Linhard function is defined by taking the imaginary part of Im(f(q,w,) —

9(q,wy)) with w, = (2n + 1)T is the Matsubara frequency (Defined on appendix A).

_ np(Ex) — nr(Bxiq)
X(a,wn) = Xk: ot Frre B (A.14)

Finally the first term of equation A.3 gives the effective interaction between Ising spins

1-1, 1-2, 2-1, and 2-2 in q space:

Miy(q) = 05,07, Y e 4 ehetal][ethe 4 emithetal]y (K, q,w,)
8 (A.15)

=0g10-q1 2[2 + ¢iChatae) 4 p=iZhatan)]y (K, w0,,)

k

M12(q> _ Ué,laiq,Q Z[efi(kz+ky+qy)+€i(kz+ky+qz)_'_efi(lclfky)_'_6i(szky+quky)]x(k, q, wﬂ)
k
(A.16)

Moy, (q) _ aé,QUiq,l Z[ei(kz-i-ky-i-qy)+e—i(kz+ky+qz)+ei(kz—ky)_i_e—i(kz—ky—i-qz—ky)]x(k’ q, Wn)
k

(A.17)
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Mas(q) = 05907 42 Z[e_iky + ellkvta))[ethy 4 eilkvtan)]y (K, q, wy,)
K

(A.18)
= 02507 g5 (24 € PhFw) TR (K, g ;)
Kk
A.3 RKKY Interaction of m-flux model
A.3.1 Unitary tranformation
T A
Ho=|c , clp| Hx
- - CkA
(A.19)
[ ) CkA
= CLA CLB U2><2EkU2*><2
- - CkA

where Usyo and Fy are 2 x 2 matrices of unitary transformation between the fermion
and quasiparticle basis, and diagonalized energy, repectively. Uj,, is the Hermitian
conjugate of of unitary matrix Usyo. The explicit unitary transformation between two

basis is shown below:

P i e P i e

Cra = fann,A,k CkB = fann,B,k
n=1,2 n=1,2

CxA = E Un,ax fxn kB = E Un.BxJxn
Tl:1,2 Tl:1,2

A.3.2 Interacting Hamiltonian

The interacting Hamiltonian in momentum space is:
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J A , A A
—ik K ik a(k
He =5 Y Aok poranle ™ + et 9) ot ol g p + e Fre)
k,q

T z T —ik i(kz+qz) z T t
. BCktaAl = Oq 30 aCkrqale” ™ + e T)) 4 00 o) qCkiqB T+ Ck,BCkJrq,A]}

Similar to calculating the effective interacting Hamiltonian H; of zero-flux lat-
tice, we have total sixteen term of interaction in m-flux model. The ground state of

m-flux model at half-filling or chemical potential p = 0 is:

(W) = H flL—,l |0) (kg : Fermi momentum) (A.20)
k<kp

The first term of the effective interaction is:

Li(ad) =Y [ 4 eilkota)][e=ike 4 oe4a) |02 02, | (Wys| [ef, 5(0)ck s q 50l pwrar,B]1¥gs)
k,k’

_ —ik i(ke+aa)] [,—ik, i(kl4+ql)] 2 =z * *
=> > [e™"e ettt [ a0 |0 105 1 UL ny BUkta,ng, BUR Ny Uk 4o/ Ny, B
k,k’ ng,nl, ,No,N/
, b, Na, N}

(Ugs | ALy ) frcraumt, (s b ny Ficr vy ] [ 2gs)

(A.21)

So, we will get (k =k’ +q" and k' =k + q):

, , 2(k)a?(k
1(Q) = 07 10qs 3 [2 4 iChetan) 4 miheran) L )0 R+ )

32(k)2(k +q x(k,q,wn) (A.22)

Other interacting terms are derived similarly. Final structure of interaction Hamilto-
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nian ]:11 is the 4 x 4 matrix.

Mll(k7 q)

My (k, q)

M13(k7 q)

Mk, q)

M21 (k7 q)

M22(k> Q)

M23 <k7 CI)

M24 (k7 Q)

2 4y &*(k)a’(k + q)
reos et ) B g
{a [ —i2(ky+aqy) _ €—i4(ky+qy)] + a(k + q)(l + eiQky)}(e_ikz i ei(kw+q:c))

a(k)a(k +q)
252(k)8*(k +q)’
cos?(ky + 4 ) (K)a(k + q)[1 + e—iQ(kzy-‘rlIy)Hl + e—i2ky]

52( )B*(k +q) ’
{a(k)[-1 — e 20w H)] k4 q)(1 + 72 e 4+ eilheta)
a(k)o(k + q)
252(k)8*(k +q)’
{a(k)[—e2tvtan) — eita] ok + q)(1+ e )} (efhe 4 emilthotan))
a(k)a(k +q)
252(k)8*(k +q)’
1

{6 i(dky+2qy) (1 + €z2ky)( 1-— €_i2(ky+qy))a(k)a(k + q)

452(k) 32 (k + q)
+ (2 + €i2ky + 67i2ky)a2<k + CI) + [2 + eiQ(ky+Qy) + e*i2(ky+Qy)]a2<k>

_ ei(4ky+2qy)(1 +emi2h)[1 + eiQ(ky+Qy)]a(k)a(k+ a)},
[emilhataa) 4 eika][] 4 o= 2ku][1 4 e ?2(kutay)]
86%(k)5*(k +q)

+allg[—1 - b)),

1
45%(k)5*(k + q)
+ efiQky<2 4+ eiZky 6421%)042(1{ +q)+ ei2(ky+(1y)[2 4 2(kytay)

{a(k+q)(1+e?v)

{e~2kv (1 + ¢2hv)(—1 — 67i2(ky+Qy))a(k)a(k +q)

+ e 2k ta)] 02 (k) — e2kvtan) (1 4 o= (1 4 e2kvta)]o(k)a(k + q)},
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cos?(ky + &)a(k)a(k + q)[1 + e2Evta)][1 4 ei2hy)

MSl(k7 Q) - 62(1()/62(1( + q) )
B [eilhatar) 4 e=ike][] 4 ei2kv][] 4 e?2(kvtay)] ok,
+a(k)[—1 — e 2hra)]),
B 9 | cos? (k) cos?(ky, + q)
Mss(k,q) = 4cos”(k, + 5) PPkt
ettt 4 e[l 4 eR[1 4 evta] ~i2(kyta,)
M34(k7 q) - 852(k)62<k + q) {Oé(k)(-l —€ - )
+ ok +q)(1+e )}
Mu(k,q) = {a(k)[-1— BT 4 a(k 4+ q)(1+ )} (e 4 o7 atar))
ak)ak + q)
26%(k)p*(k +q)’
1 : —1 ( Qy
M42(k7 q) = 452(1{)620{ + q) {GZQky(l +e Qky)(—l — € 2(ky+ ))Oé(k>04(k + CI)
+ ez‘2ky(2 4 ei2ky 4 6—z‘2k:y)a2(k +q)+ e—z‘2(ky+qy)[2 + ei2(bytay)
+ e—iQ(ka+Qy)]a2(k) _ e—i?(ky+Qy)(1 + eiZky)[l + €—i2(ky+qy)]a(k)a(k +q)},
B [emihatar) 4 eiha][] 4 e~k ][] + e~ 2(kvtay)] 2y +ay)
+a(k +q)(1+ )},
B 1 kN1 —i2(ky+ay)
Mak) = et e2) (1= ok +q)

+ 2+ 2k 4 67i2ky)a2<k +q) +[2+ et2(kytay) | e*iQ(ky+Qy)]a2(k>

— (1 + e 2R)[1 + ?*vt )] (k)a(k + q)}.
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