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Abstract

The Hubbard model is one of the most simple models to describe the motion
and interaction of electrons in solids. It has been widely studied due to its
applications in the description of organic conductors and in the search for
high T, superconductivity.

In this work, the Hubbard model in a helicoidal lattice is studied, a lattice
identical to the two-dimensional square lattice in the thermodynamic limit.
The magnetic phases of this model are analyzed by building mean field
phase diagrams. The thermodynamics of this model is studied in the strong
coupling limit (U — oc). We consider hoppings along and across helix steps.
The hoppings across helix steps generate a mixing of the spin configurations,
whose dynamics is also studied.






Resumo

O modelo de Hubbard & um dos modelos mais simples para descrever o
movimento e a interaccdo de electrdes em sélidos. Tem sido largamente
estudado pelas suas aplicaces na descricio de condutores orgdnicos e na
procura de supercondutividade a cada vez mais altas temperaturas.

Neste trabalho, é estudado o modelo de Hubbard numa rede helicoidal,
uma rede idéntica a rede bidimensional quadrada no limite termodinamico.
As fases magnéticas deste modelo sdo analisadas através da construcdo de
diagramas de fase em campo médio. A termodindmica deste modelo é
estudada no limite de acoplamento forte (U — o0). S&o considerados saltos
ao longo de passos da hélice e saltos de um passo para outro. Os saltos
entre diferentes passos da hélice geram mistura das configuracdes de spin,
cuja dindmica também é estudada.
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Chapter 1

Introduction

One of the most important problems in theoretical solid state physics is the Hubbard model.
This model describes electronic correlations in narrow energy bands. In one dimension (1D),
it describes the dynamics of organic conductors, while its twodimensional (2D) version can be
applied to high temperature superconductivity [1] (see Fig. [L.I). Hans Bethe [3] found the
exact solution of the 1D Hubbard Model (wave functions of Bethe ansatz), while the solution
for higher dimensions is still not known [4].

The Hubbard model was independently introduced by John Hubbard, Gutzwiller and
Kanamori [5] around the same time. The Hubbard Hamiltonian has only two parameters:
a hopping amplitude ¢, describing the motion of electrons in the lattice, and an interaction
amplitude U, which describes the interaction between electrons. The general form of the
Hubbard Hamiltonian assumes the Born-Oppenheimer approximation, i.e., considers a solid
consisting of nuclei forming a static lattice and electrons which can hop between the atoms
of the lattice. For the cases considered in this work, we will also consider the tight-binding
approximation, only allowing electrons to hop between nearest neighbor atoms and only on-site
interaction between electrons.

Under these assumptions, the Hubbard Hamiltonian is

H= —tZC}LVUClQU—I-UZanu, (1.1)
) 1
where (I,1") denotes nearest neighbor pairs of sites, clTo and ¢, are the fermion creation and
annihilation operators on site [ with spin o and n; , is the respective particle number operator.
The effect of the Hamiltonian is show in Fig.
In this work, three types of lattice will be studied (Fig. :

e 1D lattice with periodic boundary conditions, equivalent to a ring;
e 2D lattice with periodic boundary conditions, equivalent to a torus;
e helicoidal lattice, similar to the 2D lattice, but with twisted boundary conditions.

Depending on the number of dimensions, hopping may be allowed along various directions.
In the case of a helix, electrons can hop along a helix pitch, and across nearest pitches as well
(Fig. [1.4). The tight-binding limit (U = 0) includes no interaction term and the strong
coupling limit (U — oo) does not allow double occupancies. The 1D Hubbard model in the
strong coupling limit has an algebraic solution [6] [7].
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CQ0

Figure 1.1: The one-dimension Hubbard model describes the dynamics of organic conductors.
On the left, several molecules of TMTCEF, a salt intensively explored and the model system
of quasi one-dimensional conductors is shown [2]. Its two-dimensional version is applied to
high-temperature superconductivity. The Yttrium barium copper oxide (YBCO) is shown on
the right, a high temperature superconductor).

Figure 1.2: The tight-binding approximation and on-site interaction between electrons.

Figure 1.3: The types of lattice considered in this work: 1D ring (top left), 2D torus (top
right), 3D with periodic boundaries (bottom left, only presented for reference) and helicoidal

(bottom right).
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Figure 1.4: Tllustrating the effects of ¢ and ¢, upon the electrons.

Several approximations have been made in order to obtain solutions for the 2D Hubbard
model, like the 1+1 dimensional Hubbard model using wave functions of Bethe ansatz [§] and
a helical Hubbard model in which first-neighbor and third-neighbor hoppings are included [9].

In this work, the helicoidal Hubbard model is presented as one quite similar to the 2D one
(square lattice). The main difference is that the helix involves twisted boundary contitions,
that is, when an electron (or a hole) reaches the end of a row, by hopping in the same direction
successively, it then hops to a neighbor row in the helix model, while it hops to the other end
of the row where it was in the 2D model.

Some of the advantages of studying the helicoidal model instead of the 2D one are that the
degeneracy of the tight-binding approximation for the helix with ¢, = 0 is much lower than
the same approximation for the 2D model with ¢, = 0, and the eigenstates of the helicoidal
model with ¢; = 0 remain eigenstates when ¢, becomes finite. Another advantage is the 1D
labeling of sites and the consequent unidimensional wave number of the particles.

The crucial approximation in the study of the helicoidal Hubbard model is the assumption
that the atoms (sites) in a helix pitch are much closer to each other than sites on different
helix pitches. Consequently, we will be working in the limit

£2
Ut >t > % (1.2)
where, as shown in Fig. , ¢ and t, denote the hopping terms between atoms in the same

helix section, and in adjacent helix pitches, respectively.
Organization of the thesis

In chapter 2, the solution of the tight-binding (U = 0) helicoidal model is presented and
compared to the 1D and 2D tight-binding models.

In chapter 3, using the mean field approximation, filling versus interaction parameter phase
diagrams are built for the 1D, 2D and helicoidal Hubbard models, emphasizing ferro- and
antiferromagnetism in these models. Ferromagnetic, antiferromagnetic and spiral phases are
addressed.

In chapter 4, the helicoidal Hubbard model is solved exactly for ¢, = 0 (Hubbard chain) and
in the strong coupling limit (U — oo), for any number N}, of holes. Thermodynamic functions
of this model are studied.

In chapter 5, the quantum spin queue model is introduced, as a tool to tackle the problem of
t; # 0; we solve the model with only one hole and one inverted spin to study the effect of ¢
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on the spin configuration and the motion of holes (thus factorizing the ¢, term), and finally
solve the more general case with Ny holes.

In chapter 6, using some of the results from the previous chapter, the spectral function asso-
ciated to the helicoidal Hubbard model is numerically calculated.

Finally, a short summary of the conclusions of all chapters is presented.



Chapter 2

The helicoidal tight-binding model

In this chapter, we simplify the Hubbard Hamiltonian by considering only the tight-binding
term, and neglecting the interaction term. It becomes very easy to solve under any of the
geometries of this work. The solutions for "square" lattices are presented, as well as the
helicoidal lattice, which is defined in this chapter as well.

2.1 "Square" lattices

The solution of the Hubbard model considering only the tight-binding term, i. e., setting
U =0, is known and quite simple. In a D-dimensional square lattice, the solution is

D
E=-2) tqcoskq, (2.1)
d=1
where d labels the dimensions (z1,--- ,z4) and
2
kg = g ng=0,1,.... Lg—1, (2.2)
Lq

Lg being the number of sites in the d direction.
2.2 Helicoidal lattice

A helix is a space curve with parametric equations

x =r cos(t)
y =rsin(t) , (2.3)
z=ct
where r is the radius of the helix and 27c is the vertical pitch between the helix’s loops.
The helicoidal model is a special case of a 2-dimensional Hubbard model, since we naturally
generate all possible positions of a particle using only one parameter, for example:

10 11 12

7T 8 9

41 5 6 (2.4)
1 2 3

If this situation was of cylindrical geometry, such as a torus, it would be equivalent to four 3-site
Hubbard rings (plus allowing hopping between corresponding sites in the first and last rings),
and mixing in the spin configurations would take place due to hoppings both at the boundaries
of the cylinder, at those of each row, and between corresponding sites of adjacent rings. In
a helicoidal lattice, however, spin configurations are only mixed when the particle/hole hops
from site 12 to 1, or vice versa, and between corresponding sites in different helix pitches.
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Figure 2.1: Representation of a helix with 12 sites (L = 12), 4 loops of arc length 3 (A = 3)
along it and a hole on site 5.

2.2.1 General case
For the helix, we will consider the Hamiltonian
H=—ty> (chyy 00+l eiine) =) (chin o+l yoiine) + U njgnyy, (25)
J,o J,o J
where

e j labels all sites on the helix as a 1D system;

e {| is the value of the overlap integral between nearest neighbors along the helix (equiv-
alent to t; ;41 in a 1D lattice);

e ¢, is the value of the overlap integral between nearest neighbors across the helix (equiv-
alent to ¢ ;4 in a 1D lattice, see figure ;

T

° ¢, and c¢;, are again the creation and destruction operators of a fermion with spin o
9

on site j, respectively.

We will work in the limit U > >t > tﬁ/U. The reason to consider by > tL is that
the distance between sites is in principle smaller for adjacent ones (along the helix) than for
sites in different helix steps, resulting in a larger orbital overlap along a helix step than across
it.

2.2.2 Tight-binding case (U = 0)

For U = 0, the helicoidal model becomes very similar to the 2D tight-binding model, as

mentioned above. Its energy dispersion relation is

Ey, = —2t) cos(k) — 2t cos(kA), (2.6)
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with £ = 27n/L and n = 0,1,...,L — 1. Assuming A is an integer (and therefore A is the
number of sites L divided by the number of helix steps), as ¢, increases from 0 to values of
the same order of ¢, the solution approaches that of the 2D model in the thermodynamic
limit. This can be shown by representing the density of states of both models (Fig. .

In expression 2.6 only one momentum variable, k, was used to describe a behavior that is
equivalent to the 2D tight-binding one in the thermodynamic limit:

By, k, = —2t) cos(kz) — 2t cos(ky), (2.7)
with )

ky = 75ng Nge=20,---,L,—1

ky:%—zny ny=0,---,L, —1. (2.8)

Imposing a twisted boundary condition upon the 2D model along the = direction so that the
phase gained by hopping L, sites along the x direction is the same as hopping one site along

the y direction (Fig. [2.3):

gthala — giky, (2.9)
This condition is equivalent to
J— zln — ky + 2ln/
T = T, Ly T Ly
7 (2.10)
=7 + k.
Lz T

The equivalence between the two models requires L, = A and L, = L/A. We can therefore
write the dispersion relation for the 2D model with twisted boundary conditions

k
B}, o, = 2t cos (Ay + ké) — 2t cos(ky), (2.11)

and, comparing and (A=L,),

k
k= Zy+k;<:>m=ky+2m’, (2.12)

or, in terms of n,

2mnA  2mn L
i3 :L/Ay +27m'<:>n:ny+xn/, (2.13)
and consequently,
n' = int (L/LA) (2.14)

n, = mod (n, %) .
From equation [2.11] two relations between k and (kl,,k,) can be obtained, but they are
equivalent, meaning that is enough for the helicoidal and 2D models to be equivalent

in the thermodynamic limit. These expressions will be used in the following chapters for
comparing the 2D model with the helicoidal one.
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Figure 2.2: Representation of the density of states on a helix (left) and on a torus (right)
in the tight-binding limit, considering the lattice constant @ = 1 and the overlap integrals
t = ¢, =t = 1. The number of sites in each case is 900, 2500, 40000, 62500, from top to
bottom. For the torus, L, = L, = 30,50,200, 250 and for the helix, A = 30, 50, 200, 250, so
that the only difference between the two geometries is the angle mentioned in this section.
This fact makes both situations identical as one approaches the thermodynamic limit.
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elka eiky

ik e2ik eikx  p2iky

Figure 2.3: A hop along the 2-direction induces a phase e’* on a helix (left) or e*= on a
2D lattice (right). A hop along the y-direction induces a phase ¢’** on a helix or ¢*v on a
bidimensional model. On a helix, hopping A = L, times in the z-direction induces a phase
ehA = eihad = gihzle — cihy when a twisted boundary condition is imposed upon the 2D
model.
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The helicoidal tight-binding model




Chapter 3

Mean field phase diagram of the Hubbard model

The objective of this thesis is to consider both the tight-binding and interaction terms. In
the previous chapter, the energy dispersion relation for the tight-binding term was presented.
In this chapter, we consider the full Hamiltonian and use the simple mean field approximation
to obtain the phase diagrams for the 1D, 2D and helicoidal Hubbard models.

When Hubbard inserted the interaction term into the tight-binding Hamiltonian, the di-
agonalization of the model became more complicated. The interaction occurs between every
electron pair in the system, but the diagonal terms (on-site repulsion) are about one order of
magnitude greater than the other repulsion terms. Considering only on-site interaction, the
Hamiltonian can be written as

H=—t Z <C;7(,Cl',o + 02,700170) + UZC}L’TCMCLCM, (3.1)
(L"),o l

where (I,1') denotes any nearest neighbor pair of sites.

The difficulty lies upon the interaction term because it is quartic in the fermionic operators.
The mean field approach reduces the quartic dependence to a more simple quadratic one, using
the mean values of the particle number operators n; , = 02 »Cl,o- Depending on how those mean
values are chosen, one will find different types of magnetism in the Hubbard model [10]:

e in a paramagnetic configuration, the density of spins n;, is the same for all sites [ and
spins o;

e in a ferromagnetic configuration, the density of spins depends on the spin ¢ but not on
l;

e in an antiferromagnetic configuration, n; , varies with both site and spin;

e in a spiral state, we assume magnetic moments are aligned in the z — y plane according

to 5}. =7 (cos(@ : j),sin(@ . j)), where § determines the alignment of spins in each

direction and j = (ja» Jy) 1s the position of the site. In 1D, both @ and j are numbers.
For example, (Q = 0 along a certain direction generates ferromagnetic states along that
direction, and @ = 7 gives antiferromagnetic ones.

In this chapter, mean field theory will be used to generate phase diagrams for one- and two-
dimensional "square" lattices, as well as the helicoidal model. Note that phase transitions only
occur in three dimensions, but mean field theory predicts phase transitions for any number
of dimensions. The results presented in this chapter for 1D and 2D are, however, relevant to
weakly coupled 1D or 2D systems so that they actually become 3D and phase transitions may
occur.
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3.1 One dimension

Let us first address the 1D case and build the phase diagrams for its ferromagnetic and
antiferromagnetic configurations.

3.1.1 Ferromagnetism

Under mean field, we write
Nio = No + (nl,a - na)> (3.2)

thus considering the average value of n is the same on every site, but it varies with the spin
o (ferromagnetism). In the Hamiltonian, the particle number operators appear as n;4ny |
(quartic in the fermionic operators), which becomes

g, = (g + (g —ng)) (ng + (ngy —ny))
~ myny +np(ngg —ny) + (gon,)ny (3-3)
= ngng +ngng — ngny.

Here, ny and n| represent the average density of 1 and | spins, respectively (that is, the
average number of each spin, per site).
The diagonal form of the first term in the Hamiltonian is known:

—2t Z cosk CZ oChos (3.4)
k,o

for one dimension, considering only nearest neighbor hopping. If L is the number of sites, k
can take L values: 5
k= %(—L/Q + ng) np=1,2,.... L, (3.5)

for L even.
Because of the mean field approach and since we are considering a ferromagnetic system,
the interaction term immediately becomes diagonal, and the eigenvalues of the full Hamiltonian
are
E = Ey(ky) + Ey(ky) — Umny, (3.6)
where
Ey = —2tcosky +Uny

E| = —2tcosk + Uny. (3.7)

The possible values of k are the same for both spins, up and down.

For each total number of particles N (N4 spin up particles plus N| spin down particles),
the value of U determines whether the ground state is paramagnetic or ferromagnetic. Let us
define a magnetization m such that

m = Mj (3.8)
nt +ny
where, again,
ny = Ny/N
n¢:N¢/N. (3.9)

We can represent the energy of the system as a function of the magnetization (see, for
example, Fig. . The ground state will be paramagnetic if the minimum energy occurs for
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Figure 3.1: Representation of the energy per site E'/L as a function of the magnetization m
for U =0,U =2,U = 4.1 and U = 4.4 (from top to bottom) for the 1D ferromagnetic
Hubbard model at quarter (half) filling on the left (right) with L =512, N = 256 (N = 512)
and t = 1.

m = 0 and ferromagnetic otherwise. Computationally, this is done fixing the size of the lattice
L, the number or particles N and the interaction parameter U. Then the program loops over
the number of up spins from 0 to N, adds up the lowest Ny and the lowest V| energy levels,
obtaining the total energy F, and finally represents how FE varies with its respective m.

Quarter filling (n = 1/2)

Quarter filling means we have 1/4 as many particles as the maximum allowed by the L
sites (2L particles), so we have L/2 particles. Figure (left) shows the energy per site,
as a function of the magnetization m. For very low U, the ground state of the system is
paramagnetic, because the ground state occurs for m = 0. As U increases, the state becomes
ferromagnetic. We conclude that, for quarter filling, the phase transition occurs for some value
of U between 4.1 and 4.4.

Half filling (n = 1)

For the half filling case, figure (right) shows the energy as a function of the magnetiza-
tion. Similarly to what happens for quarter filling, a high enough U turns the paramagnetic
system into a ferromagnetic one. However, comparing the graphics shows that at half filling
the phase transition occurs for a larger U.
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Figure 3.2: Phase diagram for the 1D ferromagnetic Hubbard model with ¢t = 1. The horizontal
axis contains the filling n (number of particles per site) and the vertical one has the interaction
parameter normalized to ¢, U/t.

Phase diagram

As we have seen, for each different doping of the system, the value of the on-site interaction
U that induces the phase transition changes. If one represents, the transition value of U as
a function of the doping, one obtains the phase diagram. The phase diagram shows us if
the behavior of the system is paramagnetic or ferromagnetic for each pair (n,U). Figure
shows the phase diagram of the Hubbard model described using our mean field approach for
ferromagnetism.

3.1.2 Antiferromagnetism

As mentioned above, in a ferromagnetic configuration, the density of spins T and | is inde-
pendent of the site, that is, n;+ = ny, n; | = ny, while in an antiferromagnetic configuration,
all sites alternate between a higher density of up or down spins:

niy =n+ (—=1)'m, ny =n—(—1)'m, (3.10)

meaning even sites have an extra density of up spins and odd sites have an extra density of
down spins.

Since the average density of spin depends upon the parity of the site, the Hamiltonian for
the 1D antiferromagnetic Hubbard model can be written as

H=-t) (C},O—Cﬁl,a + C;H,o%o) +U > (mangy +njriamisny) (3.11)
J,o j even

where j even represents all even sites. Unlike the case of ferromagnetism, the diagonalization
of this Hamiltonian does not follow trivially after applying mean field theory. Using equation
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3.10] the interaction term becomes

UZ [(n + (—1)jm) n;| + (n — (—1)jm) nj+ — (n+m)(n — m)] . (3.12)

Applying the Fourier transforms of the creation and annihilation operators and further replac-
ing (—1)7 by €™ gives

H =) (—2t cos kCL,TCk,T + UnCL,TC’%T — UmCL+7r,TCk7T) +

k
+ Xk: (—2t cos kcL,ﬁkai + U”Qt,fhi + Umchmick’i) + (3.13)
~UL(n? —m?),

where k£ has the same L values as before, still from —m to m. This Hamiltonian becomes easy
to diagonalize for up and down spins separately, after a simple transformation. In fact, one
can compute the summation defining k in a reduced zone (from —7/2 to 7/2) and adding a
few terms so that the result remains unchanged. For up spins (the first line in equation ,
the matrix

Hy = ( —2tcosk +Un —-Um >

—Um 2tcosk +Un (3.14)

follows, assuming the {cg +, ck4r 1} basis. For down spins, in the {cg |, cx1x  } basis, the matrix
is

(3.15)

I o— —2tcosk +Un Um
= Um 2tcosk+Un |-

Despite the fact that the matrices are different, their eigenvalues are the same, i. e., the energy
levels for both up and down spins are

@@pﬂﬂ@:%(%mﬁ+mUi¢mmwp+mw2 (3.16)
where the already diagonal term U L(n? —m?) was divided evenly between the two spin types.
One must keep in mind that, when compared with the ferromagnetic case, we have only half
as many possible values for k (L/2, because of the redefinition in the reduced zone), but we
also have two different energies for each of them, meaning we still have L energy levels for
each spin type.

Computationally, one no longer loops over Ny, but rather over m = 1/N,2/N, ..., N/(2L).
A few plots of the on-site energy as a function of m are shown in figure[3.3] The phase diagram
is obtained by finding, for each doping value n, the value of U above which the ground state
does not occur for m = 0. The result is shown in figure [3.4]

3.2 General case

For the 2D and helicoidal cases, we shall use a more general but similar approach [I1]
[12] to that of the 1D case. To make calculations simpler, they will be made for the 1D
Hamiltonian, and then generalized to the 2D case. We begin by applying Fourier transforms
to the fermion creation and annihilation operators in Hamiltonian [3.1]

1 o
Cig — ——= e g 3.17
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Figure 3.3: Plot of the energy per site F/L as a function of the staggered magnetization m
for U =2, U =8.5,U =10 and U = 20 (from top to bottom) for the 1D antiferromagnetic
Hubbard model at quarter filling with L = 256, N = 128 and ¢t = 1.

20

AF _

unt
S
.

0.2 0.3 0.4 0.5 0.6 0.7 0.8 0.9 1

Figure 3.4: Representation of the phase diagram for the 1D antiferromagnetic Hubbard model.
The horizontal axis contains the filling n (number of particles per site) and the vertical one
has the interaction parameter normalized to ¢, U/t.
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1 awi t
- —=> e "ay, . (3.18)
VR

We then obtain, for the tight-binding term of the Hamiltonian,

— T
Hy = —t Y clycir + ey pnein + chyejin + el iyyo
i : (3.19)
= =2t (apakt + ag agy) cosk,
k

where a diagonal form was obtained using no mean field approximations, because, as mentioned
before, mean field will only be necessary to transform the quartic U-term in the Hamiltonian
into a more simple quadratic one. Applying Fourier transforms to the interaction term of the
Hamiltonian gives,

— T T
Hy = Uchchchicji

_ (3.20)
LTSRS ekt ki) 1T} O Uk
J ki ka2 k3 ks
From the summation over j, one concludes,
ki —ko+ ks —ks=0
:>k33—k72:]{74—k‘1:Q
3.21
N ks=ko+Q ( )
ky =k +Q
where Q = 2mn/L, with n = 0,--- , L — 1, because it is the difference between two values of
k. Denoting k1 = k and ko = K/, the expression simplifies to
Hy = Z GLTCLR'TGL’+Q¢GI€+Q$ (3.22)

kK

Now that we have the interaction term expressed in k-space, the application of mean field
yields the result

Hyyr=U Z (aar)aly o anq1

( b+ QU+ QL) Ty
— (ayarm){al o ax+01) (3.23)
—(a k¢ak+Q¢>aLI+Q¢ak’
— {al,  garm)alrariq
+ lalyausau){al gy
We shall consider the magnetic moments are aligned on the x — y plane. Therefore the z-
component of the local spin operator

§j: Z Cj"aataa’cj,a’v (3.24)
a7a,:T7J/

where & = (04, 0y,0) is the Pauli vector, we conclude that the averages that couple spins in
the same direction are zero on every site (as that coupling is made using the o, matrix).
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Replacing [12] (a,t+Q$akT> = —Ag/U, where A is the gap parameter, we obtain

A2
HU,]WF = Z AQ“IZ+Q¢“’€T + AQCLLTCLIH-QJ, + 762 (325)
k

Joining the results H; and Hy yp, we obtain the final expression for the Hamiltonian,

2

A2 A
Hyr = Z <—2t cosk + UQ> aLTakT + (—275 cos(k + Q) + UQ) ah@i“’fwi
k

—|—AQCL]T€+Q¢CL]€¢ + AQCLLTak-‘rin (326)

or, in matrix form,
A2
€+ 2 A
Hyrp = Z ( S @ A2 ) ; (3.27)
k Aq et

where €, = —2tcos k is the part of the Hamiltonian that changes when we change the dimen-
sionality or geometry of the system. The eigenvalues are

Eyr = Xk: [; (ek +eprQ = \/(ek —€ptr0)? + 4A2Q> + AUEQ (3.28)
The z- and y- components of the spin operator §j are, for real Ag,
57 = AUQCOS(Q ), (3.29)
Sy = AUQ sin(Q - 7). (3.30)
Defining the order parameter mg = 2Aqg/U, we obtain the expectation values of S]j-E,
SE = lerﬂQ'j. (3.31)

J 2

Generalizing these results to the bidimensional model, the eigenvalues of the Hamiltonian
are the same, but

€, = —2t(cos ky + cos ky), (3.32)
and
Sji,t = %eriiQ'; = %erii(Q”jf”JrQyjy). (3.33)

One easily realizes that changing Cj changes the relative alignment of the spins. For exam-
ple, @ = 0 on a certain direction implies ferromagnetism along that direction, and QQ = =«
generates antiferromagnetism. @ = (0, ) leads to ferromagnetism along the x direction, and
antiferromagnetism along y. Fig. shows the spin configurations for a few values of @) in an
arbitrary direction. We obtain a phase diagram for each Q). For the specific values @ = (0, 0)
and @ = (m, ), the eigenvalues simplify, respectively, to
E Aé L 2¢ £ 2A Aé 2t k ky) £ A 3.34
F—Zk: 7—&—5(% Q) —zk: T~ (cos kg + cos ky) Q (3.34)
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Figure 3.6: Dispersion relations obtained using the approach in [II] for the 2D Hubbard
model, considering mU = 2, and @ = (0,0) (the ferromagnetic limit, left) and Q = (7, 7) (the
antiferromagnetic limit, right)

A2
762 + \/4t2(cos kg 4 cosky)? + Aé . (3.35)

A2 1
k k

These two dispersion relations are plotted in Fig. for mU = 2. Fig. shows the phase
diagram obtained for the 2D Hubbard model for a lattice with 20 x 20 sites. The prediction
of a spiral phase for low filling is in agreement with reference [13].

3.3 Helix

For the helicoidal Hubbard model, we change € to
€, = —2t) cos(k) — 2t cos(kA), (3.36)

which gives the new eigenvalues when inserted into Using these eigenvalues we obtain
the phase diagrams for the strong-coupling helicoidal Hubbard model (Fig. [3.8). This Figure
shows how the phase diagram of this model evolves, as we move from the 1D case (¢t; = 0) to
the helicoidal case with t; = t-
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Figure 3.7: Phase diagram for the 20 x 20 2D Hubbard model. Colors represent (positive)
values of () which minimize the energy for each pair (n,U). The "negative" area represents
the paramagnetic phase (not negative values of @)). The dark blue-colored area (the area
around (n = 0.8, U = 4), for example) represents the paramagnetic phase, the light blue area
(as in (n=0.5,U=16)) corresponds to the ferromagnetic phase (Q = (0,0)) and the darkest
red area is the antiferromagnetic phase (Q = (m,7)). Although it may seem otherwise, the

—

antiferromagnetic state (@) = (m, 7)) only occurs very close to the vertical axis (n = 0).
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Figure 3.8: Phase diagram for the 20 x 20 helicoidal Hubbard model with ¢; = 0 (top left),
t1 = 0.5 (top right), t; = 0.8 (bottom left) and ¢; = 1 (bottom right). Colors represent
(positive) values of @ which minimize the energy for each pair (n,U). The "negative" area
represents the paramagnetic phase (not negative values of @)). The area with @ = 0 (as in
(n=0.5,U=16)) corresponds to the ferromagnetic phase and the dark red area with Q = 7
is the antiferromagnetic phase. Although it may seem otherwise, the antiferromagnetic state
(Q = (m,7)) only occurs very close to the vertical axis (n = 0).

Comparing these results with those in [11]], we see the states (Q,7) and (0, ) are strongly
modified, meaning there is a strong dependance on these phases upon the boundary conditions.
Apart from the 20 x 20 lattice, the 30 x 30 lattice was also considered, and the results were
identical to the ones presented here. Future work will ‘consist of considering even larger
clusters to ensure finite size effects are not greatly affecting our approach.
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Chapter 4

The Hubbard model in the strong coupling limit (U/t —
00)

In this chapter, we consider U — oo, so that all states with double occupancies are pushed
to infinite energy and are therefore not allowed. The helicoidal model in the strong coupling
limit with t; = 0 (equivalent to the U — oo Hubbard chain) is solved exactly and some of its
thermodynamic properties are studied. In the strong coupling limit, there can only be one or
zero particles on each site. This means that the only hoppings allowed are the ones involving
holes.

4.1 The t; =0 limit with one hole

The helicoidal Hubbard model with L sites, in this limit, is equivalent to a ring with L
sites and N = L — 1 spins. The possible states can, therefore, be labeled by indicating the
position of the hole and the spin configuration on the rest of the ring [7]. For example, the
notation

|27{01702703}> ) (41)

represents the state in which the hole is at site 2, and sites 1, 3 and 4 are occupied by spins

o1, o9 and o3, respectively (implying the helix has 4 sites). Making the substitution c;r. =

njc; +(1- nj)c; and dropping the terms associated to double occupancies, the Hamiltonian
for such a system is

H=— Z = nj0)el peiiro(l=njsrg) + (1= njero)el ol —ni0).  (42)

Considering the hoppings of the particles is equivalent to considering those of the hole. The
hoppings of the hole can be described using a simple tight-binding Hamiltonian, but one
cannot ignore the spin configuration, because it changes when the hole hops from site L to
1 and vice versa, becoming one of its circular permutations. Let us introduce the circular
permutation operator @, such that

Qlj,{o1,092,....00-1}) =i, {or-1,01,....,00-2}), (4.3)

i. e., the effect of @ on a state |j,{o}) is equivalent to causing the hole to perform a full loop
around the ring ( = along the helix). The eigenstates of @) are states invariant in a circular

permutation:
ra—1

7: {0} @) ’mem 7, {o}) (4.4)

where
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e 1, is the periodicity of the spin configuration, that is, the number of times the hole has
to perform a full loop around the ring in order for the spins to return to their original
configuration;

e « is the label of each set of spin configurations that are circular permutations of each
other. Spin configurations with different o cannot be obtained from each other through
a circular permutation;

e ¢ is the momentum of the spin configuration

27
4.5
¢= (4.5)
where n =0,1,...,7q — 1.
Applying @ to one of its eigenstates gives
Qi) a) = e S camingr fo) wo)
= 75 {a}, q>

In order to express the Hamiltonian in this basis, we need to apply H to all its vectors:
s ‘]7 {U}7Q>7 with 7 =2,3,..,L—1

H |3, {U}aQ> = t|| (I7 -1, {U}7Q> +17+1, {a},q>) (4.7)

e [1,{c},q)
H |17 {0}7(]) = tH (|27 {O}7Q> +Q |L7 {U}>Q>)
=1 (12, {0}, q) + e |L, {0}, q))

e |L,{c},q)
H|L {o},q) =t (IL-1,{o},q) +Q "1, {0}, q))

=t (IL—1,{c},q) + €1, {0}, q)) . (4.9)

Note that neither the spin configuration nor its momentum changed after applying the
Hamiltonian, so we will drop them from this point. The Hamiltonian in this subspace becomes

L—-1
H o=ty [(12) + e |L)) (1 + (1L = 1) + ¢ |1) (L] + S (= D+ [+ 1) Gl . (4.20)
j=2

The Hamiltonian can now be made translationally invariant by distributing the phase gain
(or loss) among all L sites, instead of being applied only upon the sites at the frontier, thus
becoming

L
Z( TG (G + 1]+ e ]+ 1) <j\). (4.11)
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This Hamiltonian is equivalent to the usual tight-binding model with an external flux
¢ = ¢oq/(2m) = pon/ry (here, pg = h/e is the flux quantum), whose eigenvectors are

L
TZ 7 ) (4.12)

with the corresponding eigenvalues

E(k) = 2t cos (k — %) : (4.13)

4.2 The t;, =0 limit with N, holes

Because there is now more than one hole, the states will be labeled using a set {h} =
{h1,--- ,hn, } of the positions of the holes and a set {o} = {o1,--- ,0n} of the positions of

the spins:
N

{h}: (o)) = 1 e, ., 10). (414)
j=1

where b; = j +n;({h}) and nj({h}) is the number of holes to the left of site j.
Let us introduce the slave-fermion representation of the fermionic operators [7] in the zero
double occupancy subspace:

OST

oy the bosonic creation operator of a spin o; on site j;

° e,t:, the fermionic creation operator of a hole on site k,

such that (1 — nj;,)c}:g = S}ygej. Using slave-fermion notation, state is represented as

Jz\]: ( Np
[{h},{o}) = (=1)7= H 0 Hehk 10)p » (4.15)
J=1
where |0);, is the vacuum for both spins and holes. The first factor is due to the number of
Np,
times the operator e; needs to exchange with the eLk operators present in state kl:[1 eLk 10) s
The Hamiltonian (Eq. is represented as

=1 Z Z ( 41,0 S, a€T€]+1 + S;’OS]'+1,06;[»+16]') . (4.16)
j=lo=l1

In order to diagonalize this Hamiltonian, we proceed in a way similar to solving the N =1
case. We begin by building states invariant in a circular permutation @,

ra—1

\/% mZ::O Q™ [{h}, {o}), (4.17)

where r, is the periodicity of the spin configuration {c} (labeled by «), and

[{h} {0}, q) =

q=—n, n=0,-,rq — L. (4.18)
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Again, we need to apply the Hamiltonian to the |{h},{c},¢) in order to express it in that
basis. Let

[{1'}) = el iej 1 {R}) - (4.19)
Applying one of the Hamiltonian’s j-terms to state [{h},{o},q) gives

> SioSineet e l{h} Ao} a), (4.20)

without changing the spin configuration, because a spin is exchanged with a hole, rather than
exchanged with another spin. The Hamiltonian does, however, change the positions of the
holes to {h’} and moves the spin on site j + 1 to site j, implying subtracting 1 to one of the
bj,if j # L. If j = L, we need to add L — 1 to one of the b; and a phase ¢:

S slosimdaeltil eha = { e (fi] (0 S327 62

The application of Hamiltonian .16 can only induce circular permutations of the spin config-
uration and therefore does not change the actual cyclic relative positions of the spins. This
means we can discard the terms containing spin operators keeping only the hole operators,
and write the Hamiltonian as

L
H, = th (€}€j+1 + e;Hej) , (4.22)
j=1
where t]#L = —t” and tr, = —tHei(q_WL).

We apply a gauge transformation like the one in the previous section, thus distributing
the phase ¢ — 7L among all L sites, so that

Ifj = —tHei(q_ﬂL)/L = tHeiq/L, (4.23)

and the Hamiltonian becomes translationally invariant,
L
H, =t Z <e’Q/Le}+lej + eflq/Le}ejH) , (4.24)
j=1

reflecting the fact that, because the spin sequence remains unchanged, the system can be
regarded as a set of Ny, independent spinless fermions on a lattice with L sites. The eigenvalues
are

Np
E(kl,”- ,th) :2t||ZCOS (kj - %) 5 (4.25)
J=1

with
by = 2, nj=0,,L—1. (4.26)

The eigenvalues depend only on L, N and r,. It is important to note that this implies
that all eigenstates with the same spin configuration periodicity are associated to the same
eigenvalues, leading to high degeneracy. This degeneracy is lifted when the ¢, term of the
Hamiltonian is considered.
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4.3 Counting the ¢ states

An approach to the problem of counting the number of eigenstates of the U — oo Hubbard
chain which have a given momentum ¢ has already been made by Mielke [14]. Here, we present
a faster method for counting how many spin configurations have a certain periodicity, which
consequently shortens the time needed for solving the initial problem involving q. The results
given by the new method are verified through comparison with Mielke’s. Note that in this
section, we will replace the n in the definition of the momentum ¢q of the eigenstates by j, as
explained in the next subsection.

4.3.1 Mielke’s approach

This approach involves the Mobius function (defined in the appendix), used to invert a
formula in Mielke’s calculations. Let us consider a chain of N spins, IV| of which are down
spins. The number of possible configurations is the number of /N|-combinations of a set of N

N N!
< N, > T NJ(N - N (4.27)

Out of all those possible configurations, in the general case, there are combinations with
different periodicities, which are the numbers we obtain by dividing N by the common divisors
of N and N|. For example, with N = 6 spins and N| = 4 down spins, the period of the
configurations can be 6 (6/1) or 3 (6/2).

Let f(N/d, N /d) be the number of configurations of N/d spins with N| /d down spins and
period N/d. Then, f must satisfy the condition

elements,

S F(N/d, N Jd) = < ]Qi ) (4.28)

d|N,N,

Using the Mé&bius inversion formula, we obtain

sy = 3w (). (429)

d|N,N,

Now that the function f is well defined, we can write the number of eigenstates of the Hamil-
tonian with IV spins and N| down spins which have a given momentum

2T

_ T 4.
4= 570 (4.30)

Zf(N/]il/j/;Vi/d)’ (4.31)

where d is a divisor of N, N| and j.
4.3.2 A simpler approach

Let us consider a chain of N spins. The periodicity of that chain may range from 1 to N.
Not all values are possible, though, only those that divide N. In order to better understand
this concept, we may think of a spin chain with N spins and periodicity n, as a set of N/n
equal parts with periodicity n. For example, a chain of length N = 12 could be

AT - (4.32)
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Figure 4.1: Plot of the P(n) function for n € [1,10]. For each n, P(n) gives the number of
spin configurations which have period n.

Its periodicity is n = 3 and it is composed of 12/3 = 4 parts
i, (4.33)

with periodicity 3. Thus, the problem of calculating the number of possible spin configurations
of a chain with N spins and periodicity n is reduced to that of calculating the number of spin
configurations of a chain with only n spins and periodicity n.

For example, calculating the number of spin configurations that have periodicity 3 for a
chain with 90 spins is equivalent to calculating the ways in which 3 spins can be arranged to
form a chain with periodicity 3. Those ways are

THRRNE SIS
W, M (4:34)

where t11 and ||} are not included because their periodicity is 1. In the general case, the
number of spin configurations with periodicity n is 0 if n does not divide N, and

P(n)=2" - P(d), (4.35)
d

if n divides N. The sum involves all divisors d of n, except for n itself. The plot of this
function for the first 10 values of n is shown in Fig. [4.1] For large n, the function approaches
2" so that if the y axis had a logarithmic scale, we would see the line y = log(2)x.

We can also represent, for each N, how many spin configurations exist for each possible
periodicity (Fig. . Because the number of configurations increases very quickly with n,
the logarithmic scale was used for the y axis.

In the specific case of IV prime, spin configurations can only have periodicity 1 or N. The
ones with periodicity 1 are t1 --- and || ---; all the remaining 2V — 2 configurations have
periodicity N.

Now that we know how many configurations exist for each periodicity, it becomes easier
to calculate the number of eigenstates for each momentum ¢. The definition of ¢ is, again,

2
g=2"; G=0,1, 1o —1. (4.36)

Ta
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Figure 4.2: Plots of the number of possible spin configurations with periodicity n, for N = 10
(top left), N = 20 (top right), N = 32 (bottom left) and N = 60 (bottom right). For each N,
it is only possible to find a spin configuration with period n if n is a divisor of N.
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Let us assume, for instance, that we have N = 6 spins and we want to know how many
eigenstates have the momentum

- 2" .4 4.37
7= (4.37)

The immediate answer would be "the number of eigenstates with momentum 27/6-4 is the
number of configurations with periodicity 6, divided by 6" (we need to divide by 6 because
each eigenstate is the superposition of 6 configurations that are circular permutations of each
other, implying that there are less eigenstates than configurations), i. e., the answer would be

P(6)
. 4.38
6 ( )
However, since we have
27 2
—224=2".9 4.39
q 6 3 % ( )

there are P(3)/3 eigenstates made up of configurations with periodicity 3 which can also have
this momentum value. Therefore, in the general case, if the number of spins is IV, the number

of eigenstates with momentum
2

=5 (4.40)

q
18

Zg: PE\JZV/QQ), (4.41)

where the possible values of g are the common divisors of N and j. If we add the result of
expression for all Ny =0,1,---, N, we obtain the result given by 4.41], as long as

Y f(N,N,) = P(N). (4.42)
Ny

We can verify this equality by plotting
> f(N,N)
Ny

" (4.43)

for some values of N. Fig. shows the resulting plot, providing a confirmation that Mielke’s
approach gives the same result as ours.

4.3.3 Results

Fig. shows the number of eigenstates for each value of ¢ (recall ¢ = 27 /(N) - j, with
j=0,---,N—1), for different lengths of the spin chain. In some plots, the scale of the vertical
axis shows the same value for all points. This is a precision issue, due to the fact that, for N
greater than 20, the difference between the maximum and minimum number of eigenstates is
tens of orders of magnitude lower than the number of eigenstates itself (of the order of 2%V).
Nevertheless, it can still be easily seen that the values of ¢ with the most eigenstates are those
whose respective j is a multiple of some divisor of V.

Fig. shows the difference between the number of eigenstates for each value of ¢ and the
minimum value, for 4 different N. The values of IV used here were 40, 60, 80, 100, in order
to simulate the thermodynamic limit. The plots show that, as N increases, the difference
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Figure 4.3: Plot of the quotient between the number of states with periodicity NV given by
Mielke’s formula and our formula. The results obtained using Mielke’s formula were computed
in 8.2 seconds, while ours took only 0.1 seconds.

between the maximum and minimum values for the number of states increases at a high rate.
Prime numbers also follow this pattern, but their respective plots are all similar to that of
N = 23.
From all of the plots presented, one realizes that, as we approach the thermodynamic limit,
the plotted function, N
No(N,q) =) PW/g) 27 (4.44)

. N/g N

which is an expression that does not depend on ¢, justifying the numerical difficulty of repre-
senting this function.
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Figure 4.4: Representation of the number of eigenstates of [f.24] as a function of j, that is,
of ¢N/(2m), for N = 15 (top left), N = 23 (top right), N = 25 (bottom left) and N = 27
(bottom right).
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Figure 4.5: Representation of the difference between the number of eigenstates of [f.24] and its
minimum value, as a function of j, that is, of ¢ = 27 /(N) - j, for N = 40 (top left), N = 60
(top right), N = 80 (bottom left) and N = 100 (bottom right). The minimum value has been
subtracted on each plot, lest the program assume all values are identical.
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4.4 Thermodynamics

Using the results from the last subsections, one easily calculates thermodynamic functions
of the helicoidal Hubbard model in the strong-coupling limit with t; = 0. We begin by
defining the partition function Z as

7 Z e~ Er/(kpT) (4.45)

where r labels all possible states of the system.

We know that no more than one hole can occupy each k state. This implies that each of
the Np, holes can have any value of k£ as long as no other hole has it. Therefore, the number of
eigenstates the holes can occupy is obtained by counting the number of combinations of Nj
values that can be extracted from the list of L possible values of k, that is, ( 1\%)

For the N = L — Ny, spins, we know from the previous subsection that the number of
states with spin momentum ¢ is given by the function Ns(N,q).

The partition function can be numerically calculated for fixed L and Nj, using the expres-

sion
7 = ZZNS(N> q)e_E({k})/(kBT)7 (4.46)
(kY a

where:
e the first summation is taken over all the different combinations of N}, values of k;

e the second summation is taken over ¢ = 27/N - j with j = 0,--- , N — 1 (the counting
of the spin periodicities that are divisors of N is included in Ns(N,q));

Ny,
e the energy eigenvalues are E({k}) =2t Y cos (ki — £).
i=1

The partition function was used to calculate the thermodynamic energy,

_(9an

(E) = o5 (4.47)
the heat capacity,
Cy= 8{;?, (4.48)
and the entropy of the system,
S = 8% (kpTInZ), (4.49)

as a function of kgT.
Energy

Figure [£.6] shows a few plots of the energy as a function of kgT, each corresponding to
Np =1,--- 5, and fixed L = 10. It can be seen that, as the number of holes increases, the
energy decreases. Additionally, we see that for high T', the energy goes to 0, which is explained
by the fact that holes and particles have the same probability of occupying a state. There are
as many positive eigenvalues as there are negative ones, thus their average is zero.
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Figure 4.6: Average energy (E) (left) and heat capacity C, (right) of the strong-coupling
helicoidal Hubbard model in the ¢; = 0 limit, with L = 10. The plots for N, and for L — Nj
are identical, due to particle-hole symmetry of Hamiltonian [4.24]

Heat capacity

Figure.6|contains plots of the heat capacity as a function of kT, for L = 10 and different
values of Nj, ranging from 1 to 5. Both on the C, and (FE) plots, particle-hole symmetry is
present (the Hamiltonian has particle-hole symmetry), so that the functions C,(T') or
(E)(T) for have the same expression for Ny, and L — Nj,.

Entropy

The entropy S(7T') (Fig. is the thermodynamic function whose analysis is the most
interesting one. The symmetry present in the previous two functions is not valid anymore. In
fact, as S is a measure of the number of available states, it changes when a spin is replaced
by a (spinless) hole.

For T' — oo, all states are equally probable, and we can calculate the entropy analytically
in this limit. The number of states accessible to the IV}, holes is ( J\%) and the number of states

accessible to the spins is 2%, therefore

S(T kp =1 L gw 4.50
which is a result confirmed by the plots in figure Another effect that can be seen from the
plots is the fact that, for low T', more holes mean lower entropy. The holes occupy the k states
which lead to lowest energies. However, for high T, the system with the highest Ny is no
longer the one with the highest entropy. This occurs because S (/Ny) has a maximum, which
can be calculated analytically, using Stirling’s approximation In N! =~ NIn N — N, allowing
the approximation of

dSoo(Nh) o d L' L—Ny,
T <Nh!(L AT ’ (451)

to

1 dSoo(NVg) N d _
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Figure 4.7: Entropy S of the strong-coupling helicoidal Hubbard model in the t; = 0 limit,
with L = 10. For high T, the maximum entropy occurs for N = L/3 rounded to the nearest
integer which, in this case, is 3.

dSoo (Np)

the equation == N,

= 0 has only one solution,

This is the solution for continuous Nj. For our discrete case, the maximum will occur for L/3
rounded to the nearest integer. For L = 10 (Fig. , that integer is 3, providing the reason
why the plot of S for Nj = 3 has the highest value when T" — oco.

Let us now study what happens to the entropy when we only allow ferromagnetic states
(ro = 1). The lattice is now made of N, holes and L — N}, equal spins, which implies particle-
hole symmetry is present once again, because the spin chain is only allowed two states (111 - - -
and |J] ---), independently of the number of spins. Figure shows the entropy S(7T') for
lattices with 9 (top) and 10 (bottom) sites. In the T'— oo limit, the entropy goes to

Seoc = kpln(number of spin states x number of hole states)

(L)

L!
= kplh |[2———F—— 4.54
B n[ Nh!(L—Nh)J (4.54)
independently of the parity of L and Nj,.
However, in the T" — 0 limit, the spins will still have only 2 allowed states, while the holes
may have 1 or 2 ground k states. Let us recall the definition of the momentum of the holes,

P
k:%n n=0,---,L—1. (4.55)

Regarding this definition,
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Figure 4.8: Entropy of the ferromagnetic strong-coupling helicoidal Hubbard model in the
t; = 0 limit, for L odd (9, left) and even (10, odd). In this limit, entropy shares the particle-
hole symmetry with the average energy and the heat capacity, because only two states are
allowed to the spin chain, independently of its length.
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Figure 4.9: Representation of the hole energy band for a lattice with an arbitrary even number
of sites, considering the strong-coupling helicoidal Hubbard model in the t; = 0 limit. In such
a lattice, all k states except k = 7 are degenerate, and that degeneracy is relevant when the
number of holes if even (4, in this plot).
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e the ground state k = 7 is only allowed for L even. If the number of holes is odd, one of
them will occupy the bottom of the band, and the rest will fill it in pairs, symmetrically,
meaning the ground state of the holes is unique. If the number of holes is even, one hole
will remain after symmetrically filing up the states; this hole can either occupy the "left"
or the "right" lowest free state in the band (figure [£.9), leading to a doubly degenerate
global ground state;

e for an odd L, holes can no longer occupy the k = 7 state. Consequently, there are two
band states with the lowest energy. Unlike what happens for L even, an even number
of holes can only occupy one global ground state, while an odd number of holes has two
possibilities for its global ground state.

These results for the ferromagnetic configuration are summarized in the following table (where
S is in kp units):

S(T=0) ST — )

N}, even In4 In(2 x (]éh))

L even

Npodd | W2  In(2x (y))

Nj, even In2 In(2 x (]\%h))

L odd

Npodd | 4 In2x (7))

For example, the entropy of the ferromagnetic strong-coupling helicoidal Hubbard model
with an even number of sites (L) and an odd number of holes (N,) at T =0 is In 2.



Chapter 5

The quantum spin queue model

In this chapter, the effect of a finite ¢ , such that U > ¢ >, > tﬁ/U, will be considered
(in first order perturbation). The effect of this term is to partially 1ift the spin degeneracy. We
first diagonalize the ¢, term of the Hamiltonian of the helicoidal model with one hole and one
different spin in order to introduce the A-permutation operator. This operator leads to spin
queue whose dynamics gives the solution of the tight-binding helicoidal Hubbard Hamiltonian
in this limit.
5.1 The t, # 0 limit with one hole and one up spin

In the Hamiltonian of the helicoidal Hubbard model in the strong coupling limit,

H= —t) (1= njg)e) ,¢ie10(1 = nji1) + hec
7 i (5.1)
—t1 3(1 = njs)ej Citac(l —njiags) +he,
j,o

t) induces a permutation in the spin configuration if the hole does a full loop along the helix,
while one single hop across helix pitches due to ¢, is enough to induce such a permutation.
In the strong coupling limit, these permutations are easier to be treated if we consider all of
the spins have the same orientation except for one, so that the spin configuration states can
be labeled using only one number: the position of the different spin.

5.1.1 The A-permutation operator

Let us consider an invariant state [j, {c},q) = |¢) as defined in Considering the one-
site translation operator @) defined earlier, one obtains, for an arbitrary operator A; acting
upon site 1,

(al Ailg) = (g Q'QAQ™Qlq) . (5.2)
Since A
(g @' = e {ql,
Qlg) =e™1q), (5.3)
QAQ™ = A,
we conclude that A )
(ql Aila) = (q] Ais1]q) - (5.4)

It immediately follows that

. 1 XL
(al Ailg) = (al Y Aila). (5.5)
=1
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Figure 5.1: When the hole jumps from site ¢ to site i + A, it induces a circular permutation
of the spins between sites i + 1 and 7 + A.
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Figure 5.2: A ring or helix with one hole and particles with spin can be regarded as the
tensorial product of a ring with one free hole and a ring with spins only.

Let us introduce the A-permutation operator @Q;;+a [15] whose action upon the spin config-
uration is equivalent to the hopping of the hole from site i to site ¢ + A. For example, if the
hole hops from site 1 to site 5, we can write the action of the permutation operator as

Q15|01,02,03,04,05,06,07) = |04,01,02,03,05,06,07) , (5.6)

Therefore, assuming A; is the A-permutation operator @Q; 1, the average value

<j7 {0}7 q‘ Qi,i-‘y—A ‘j7 {0}7 Q> (57)
is the same for any ¢ and
1 N
<j7 {U}a Q| QL’H-A ’]7 {0}7 q> = N <,]7 {0}7 q‘ Z Qi,i+A ‘]7 {0}7 Q> ) (58)
=1

where N is the number of spins.
5.1.2 The effect of ¢ in the spin configurations

The ¢, term of the Hamiltonian has two effects upon the states: it changes both the
position of the hole and the spin configuration of the helix. This is illustrated in Fig. 5.1}
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Thus, we can rewrite (1 — njyg,)c;f} oCi+A,0(1 =144 5) when acting on a state |7, {o}, q) as (see

Fig.

N
1
(1 — nj75)C;r»7JCj+A7U(1 - nj+A’5-) — €;+Aej (%9 N Z Qj,j+A' (59)
j=1

The position of the hole is changed by applying e} +a€; and the spin configuration is changed by

the permutation operator @; ;4. Solving both these terms gives the solution of the helicoidal
Hubbard model in the limit defined above. In the following subsections, the solution with one
hole and one different spin is presented.

5.1.3 The hole hopping term

In the previous subsection, we separated the ¢ terms of the Hamiltonian in a product of
two: Hp, the term with one hole and empty sites, and Hy, the term with spins and no hole.
The first of those terms (considering only the hole hopping to the right, for example) reads

L
Hy=t1) el \e; (5.10)
j=1

where L is the number of sites on the helix and e;r. is the creation operator of the hole on site
j. Clearly, this Hamiltonian is a simple tight-binding one, with hopping range A instead of
the usual nearest neighbor range. The eigenstates of ¢ are also eigenstates of this term. In
the case of one hole,

L
1 o
kn) = —= > ™ j), (5.11)
VL&
with 5
kh:% n:0,~~,L—1, (512)
and the eigenvalues are '
tye hnd, (5.13)

In this explanation, we have not included the phases due to the gauge transformation of section
4.2. These will be considered in the following sections.

5.1.4 The spin exchange term
The second Hamiltonian term associated with the previous one, from the splitting in
is N
Hy =) Qjjia, (5.14)
j=1
where N = L — 1 is the number spins and again, only the hole hopping "to the right"
(j — j+ A) is being considered. In order to solve this part of the Hamiltonian, we shall

forget about the hole and consider only the spin configuration. The states |7) will be labeled
according to the position j of the different spin (1) in the chain. For example, for N = 6:

) =15 =3). (5.15)

Applying the operator (46 to this state will change the spin configuration in the same way
as if there was a hole on site 4, and that hole hopped to site 6. The operator Q46 was chosen
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so that its application to the state mentioned does not change it, because the 1 spin will still
be in position 3. If we applied ()53 instead, we would be simulating the hopping of the hole
from site 5 to site 3, so that the 1 spin will now be in position j = 4:

Q5,3

j=3)=7=4). (5.16)

When the Hamiltonian acts upon a state |j), it simulates all possible hoppings of the hole.
One of them involves the hole exchanging with the 1 spin, so that the resulting state is

j—A+1). (5.17)

When the jump of the hole makes a | spin go from the right to the left of the 1 spin, we
obtain

J+1). (5.18)

The number of ) operators that make the hole perform such a jump is A — 1. If the hole hops
in any other way, the state is not changed.
To sum up, applying H to a state |j) gives

Hlj) =i =A+DH+A-D[j+1)+ N -A4)[5). (5.19)

The eigenstates of Hy in this subspace with one inverted spin are given by a superposition of
the basis states |j),

N
= — e ), 5.20
@) = 7% ; 15) (5.20)
and the eigenvalues are found by applying the Hamiltonian to these states:

Hilg) = =2V [j—A+1)+(A=1)]j+1)+ (N —A)[5)]

v 2 ‘ (5.21)
= [e¥(A=D 4+ (A —1)e™™ + N — A] |q),

which, recalling ¢ = 27mn/r, = 2mn/N, because we have only one up spin, gives the eigenvalues

2m™n

exp (i(A - 1)N> +(A—1)exp <—12]7\r;1> +N-A (5.22)

Combining the results and [5.22] we obtain
Epg=t1 (e—ikhA (eiq(A—U F(A-1e 4 N — A) + h.c.) (5.23)

5.2 The t; # 0 limit with N}, holes

Having solved the t; = 0 limit with N, holes allows a few immediate simplifications of
the t| term. The energy correction due to this term lifts the degeneracy of the eigenvalues in
[4.26

The t| term of the Hamiltonian is

Hy=—t1) (1-njs)cl cjrno(l —njras) +he., (5.24)
j7U
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which, using slave-fermion notation, is written as

H =t Z €_i(q/L_7r)AS]T+A7USj7ge}L-€j+A +h.c. (5.25)
7,0
where the gauge transformation which distributes the ¢ — 7L phase among all sites has been
considered, so that (¢/L — m)A is the phase loss when an electron jumps from site j to site
Jj+A.
Let us consider the helix configuration

TLOTOLT O, (5.26)

where 0 represents an empty site. If A = 4, the jump of the spin on site 2 to site 6 on this
helix configuration corresponds to the jump of spin 2 to site 4 on the spin configuration (called
the squeezed spin chain). The difference (6-4) is due to the hole that spin 2 had to jump over.

In the general case, the jump
j—=J+A, (5.27)

on the helix configuration, corresponds to the jump
j =i+ A (5.28)

on the squeezed spin chain, where j’ depends on the number of holes to the left of site j, and
A’ is a function of the number of holes between sites j and j + A. When there are N, holes
between sites j and j + A, then A’ = A —1 — Nj,.

The condition t; = 0 turns the helix into a ring, as mentioned before, and a ring has
A = 1. In the t; = 0 limit studied in the previous chapter, all jumps had A =1 and N, = 0,
implying A’ = 0. This is another way to understand why the squeezed spin chain always
remained unchanged.

Just like what happened with one hole and one different spin, the jump

i—i+A (5.29)

makes the spins between sites i and ¢/ + A’ + 1 jump one site to the left (on the squeezed
spin chain). This is the quantum spin queue model: spins jump a certain number of sites in
a given direction, and all sping between the initial and final sites are pushed one site in the
opposite direction, inducing a circular permutation of the configuration formed by these spins
(see Fig. [.1).

This jump can therefore be written as

A-1
€ZT-€¢+A5J+A”05@U = eleira > Piira(nn)Qiisa, (5.30)

nhZO

where ny, is the number of holes between sites ¢ and ¢ + A; if there are less holes on the system
than A — 1, then the sum is taken only up to the number of holes ;. Additionally,

np A—1

Piaralnn) =Y [[]rmees;, TI (0 =nigny) | (5.31)

{b} =1 J=np+1
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is a projection operator which imposes there are ny, holes between sites ¢ and ¢+ A; the sum is
calculated over the number of nj-combinations of a set of A —1 elements, (An_hl), and n, = eZeb
is the number of holes on site b (0 or 1).

The permutation operator Qs 74/ can be written as [15]

i A

1
Qi ir4ar = H (QSj -Sjr1+ 2) : (5.32)
j=i’
Replacing in the Hamiltonian gives
) A—l L—nh 1
Hy =ty e W 0¢ej i n D7 Pijealn) D Ty Gatear hc (5.33)
j g TLhZO j’:l

In order to determine the first order energy corrections due to this term, we have to evaluate

({k} o'}, a| Ho |{k}, {0}, 0) (5.34)

where {k} is the set that includes the value of k for every hole. The terms of the sum over nj
can be factorized and we obtain

({k} Ao’} al Ho[{k} {0} q) =

Sk trei@/lmmActe; APy 5y a(nn) [{k})
nh jo (5.35)

L—Np,
ol iy X Qe [loh )] +he
Jj'=

where the summation over ny goes from nj, = 0 to np, = min(Ny, — 1, A — 1), reflecting the
fact that the total number of holes may be less than A — 1 (the maximum number of holes
that can be present between sites ¢ and i + A, as mentioned above). So we have reduced the
helicoidal Hubbard model to a Hubbard chain plus a correction (spin queue model ® hole
correlation function).

We now need to calculate the average value

nhp A—1
(eleiaPiiraln) =Y (eleia [[niv, [I (1—elyy i) (5.36)
{b} J=1 Jj=np+1

In Appendix A, we show how these averages can be calculated. We will now present the final
energy dispersion for the case of one hole.

5.2.1 The Nj, =1 case

If the system has only one hole, that hole must be on site i + A, for the jump i — i+ A to
occur, meaning there are no holes between sites ¢ and i+ A, and ny, = 0. Then, both products
in simplify to 1, and the average value simplifies to

> eleira). (5.37)
{0}
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Since we have nj, = 0, then (An_hl) =1, and

1
(eleirsnPrira(ng)) = EezkhA7 (5.38)

allowing us to write the matrix element ({k},{0’},¢q| H, |{k},{c},q) as

N

%eiA(k:h-Hr—q/L) Z <Qj’,j’+A>v (5.39)
Jj'=1

where N = L — 1 is the number of spins. Inserting the solution for one inverted spin, the

matrix elements finally become

%em%h“—q/” (eiq(A—U +(A—1)e @+ N - A) +he, (5.40)

corresponding to the eigenvalues of the Hamiltonian,

2%‘ cos [PA] (N — A) +cos [® — q] (A — 1) +cos [P + (A —1)q]}, (5.41)

where ® = kj, + 1 —q/L.



46

The quantum spin queue model




Chapter 6

Spectral function

As an example of application of the results from the previous chapters, we can calculate
the spectral function. The spectral function is directly obtained when performing an Angle
Resolved Photoemission Spectroscopy (ARPES) experiment. This technique probes both the
momentum and energy of electrons on a material, usually a solid. Standard photoelectric
effect measures only the energy of electrons in metals, by impinging monochromatic light
upon the material, and measuring the energy of the ejected electrons. This provides us with
information on the distribution of the electrons of the metal among the allowed energy levels.
If we measure not only distribution of energies but also that of angles, we obtain information
about the electrons’” momenta. Spectral functions include all this information. In particular,
it has been an important tool to probe spin-charge separation in quasi unidimensional metals
and the pseudo-gap regime in high temperature superconductors [16].

In this chapter, known results for the U — oo Hubbard chain at half-filling are used to
generate the spectral function of the helicoidal Hubbard model with ¢; = 0 (work still in
progress).

6.1 1D Hubbard model

The spectral function of a system can be calculated from the Green’s function G(k,w) of
that system, given by

G(k,w) = (B°| el (w + By — H —i6) ey [9°), (6.1)

for the U — oo Hubbard model with one hole, where ’\I!0> is the nondegenerate ground-state
wave function of the undoped system and Ej is its respective energy. From G(k,w), the
spectral function A(k,w) is obtained simply by computing

A(k,w) = %Im G(k,w). (6.2)

Parola and Sorella [17] calculated A(k,w) for the 1D Hubbard model in the thermodynamic
strong coupling limit, and obtained

Ak,w) = (L = 1) [Z(Q+(k,w)) + Z(Q—(k,w))] N(w), (6.3)

where
Q4+ (k,w) = k + arccos(—w/2), (6.4)
Nw)= -1 (6.5)

:%\/4—w27
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Figure 6.1: Plot of the spectral function A(k,w) for the 1D Hubbard model, as a function
of the binding energy —2 — w, for several values of k: 10 values ranging from 0 to 7/2 (left)
and 50 values (right). More values of k in the [0, 7] range represent a larger system. In order
to avoid superposition of all the lines, a value proportional to k was added to each line, thus
maintaining the behavior of the lines.

and

(L-1)2(Q) —{ o+ g <lQl<n/2 (6.6)

0 <= |Q| = /2
where a = —0.393 and b = 0.835.

Figure [6.1] shows the plot of the spectral function using different amounts of values of k,
from 0 to w/2. In 1D, the spectral function of any model has a double peak structure (see, for
example, [I8]). One of the peaks is determined by the spin velocity Ej = kvs and the other is
determined by the charge velocity v,. In the strong coupling limit, the spin velocity vanishes,
since vy is proportional to 2 /U, thus explaining why one peak is always at Ej, = 0.

Clearly, these graphics can be joined in a density plot on the (k, E) plane, as shown in
figure 6.2

6.2 Helicoidal Hubbard model

As discussed in the previous chapters, the helicoidal Hubbard model with ¢ = 0 is equiv-
alent to the Hubbard chain. However, the momentum in the helicoidal Hubbard model keeps
its "meaning" when transformed according to relation [2.12]

For the representation of the spectral function in the case of the helicoidal Hubbard model,
we use expression , so that we can map the 2D twisted wave vector (k:”, k1) into a 1D one
and continue to use Parola’s expression:

Q+(k,w) < Qu(ky/A+ k., w) (6.7)

The result is shown in Fig. [6.3] The intervals chosen are
[7,0] — [m, 7] (6.8)

as written on the plot.
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Figure 6.2: Density plot of the spectral function of the 1D Hubbard model, on the (k, E)
plane.
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Figure 6.3: Spectral function for the helicoidal Hubbard model, as a function of the binding
energy —2 — w, for several values of k = (k:”, k), as shown on the plot.
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Chapter 7

Conclusions

The helicoidal Hubbard model was studied numerically and analytically in the U > ¢ >
tL > tﬁ/U limit.

A mean field approach allowed the numerical calculation of the magnetic phase diagram of
the helicoidal Hubbard model. The phase diagrams of the 2D model and the helicoidal model
with ¢ = ¢, are very similar. For instance, the antiferromagnetic phase is strictly confined to
n = 0, and, at half filling, a transition from a paramagnetic phase to a ferromagnetic phase
occurs at around U = 12t in both models. The prediction of a spiral phase for low filling is in
agreement with reference [13]. In order to achieve a better agreement between our results and
those in the literature, future studies will include an increase of over an order of magnitude
in the number of sites of the lattices used.

The thermodynamics of the tight-binding Hubbard model was also studied, using the exact
diagonalization of the tight-binding 1D model with N}, holes as a first approach to the strong-
coupling helicoidal Hubbard model with t; = 0. While the difficulty lied in the computation
time required, for example, to count the number of states with each momentum, we were able
to reduce that time by a factor of around 80 using a simpler method. Obtaining faster results
meant we managed a more detailed study of the thermodynamic functions considered, whose
results agreed with our expectations.

In order to study the t; ## 0 limit of the helicoidal Hubbard model, the quantum spin
queue model was introduced. Our calculations led to the exact diagonalization of the strong-
coupling helicoidal Hubbard model in the U > ¢ > t; > tﬁ /U limit, whose results agreed
with numerical ones. The particular case of one hole (N, = 1) and one different spin was
studied, due to the simplicity of the eigenvalues of the Hamiltonian for this case. Future work
regarding these results may shed some light upon the study of the 2D Hubbard model and
consequently, high temperature superconductivity.

Finally, we numerically calculated the spectral function of strong-coupling helicoidal Hub-
bard model using some results from its exact diagonalization when ¢; = 0 and at half-filling,
where the spin dynamics is determined by the Heisenberg Hamiltonian. Since spectral func-
tions can be obtained from ARPES experiments, these calculations may be used to experi-
mentally confirm the analytical results used.
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Appendix A

Correlation functions for spinless fermions

In this section, a way to calculate correlation functions such as (eI+AeZ-> (ez is the creation
operator of a spinless fermion on site i) is presented. For application in this work, we shall
treat the spinless fermions as holes. We begin by considering the usual definition of the wave

number 5
k=2"n n=0,---,L—1. (A1)
L
Applying Fourier transforms to <e;.r L ACi) gives
< T+Aez _ Lze (kxipn— kxl) 6 ek/ —_ LZeZkA e ek (A2)
ke k!

The summation can be calculated in terms of n,
1 214
(el nei) = ZE s (A.3)

If we assume the occupied states are the ones with lowest energy, with the relation dispersion
in figure the non-vanishing terms are the ones that correspond to occupied states, that

is, the occupied states are those with n =n1,n1 +1,--- ,n9 and
€. e;) = — e L = —e¢ ' L —_—, .
+ATT L = L sin 7rLA

where M = ny —ny + 1 is the number of holes. For the dispersion relation in figure [A.T], since
we have M states which are occupied with spinless fermions and those states are centered in
terms of the values of k, we have

L M L M
—z_ 2 — -4 A
M= Ty n2 =gt (A-5)

Replacing these in the previous result, and denoting the hole concentration by m = M/L,

1 i asin(mrAm)
AP\ ET)

T oe) == : A6
{eiraci) L sin (T2) 40
In the thermodynamic limit (L — o0), the expression simplifies to
t _ imasin(mAm)
(ejn€i) =€ — A (A.7)
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Figure A.1: Graphical representation of the relation dispersion for the 1D Hubbard model.
The occupied states are the ones that correspond to values of n between nq and no.

Wick’s theorem

Let us illustrate Wick’s theorem by calculating a correlation function which requires its
usage:

A=((1—el ein)(1 —elen) = 1= (el i) = (eles) + (el einaelen), (A.8)

T

where (e]e;) is the average number of holes per site (m), which simplifies the above to

A=1-2m+ <ez+1ei+1ejei>. (A.9)
The last term in this equation can be calculated using Wick’s theorem, which states that
(eheseles) = (ehes)(eles) + (eley) (esel). (A.10)
In our case, Wick’s theorem transforms into
A=1-2m+ (el eip)(efes) — (el e lefes), (A.11)
which, denoting the concentration of particles by n = 1 — m, finally becomes

(1 = el — ) =t - 2 (A1)
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The Mobius inversion formula

The Mébius function p(d) can only take 3 distinct values:

u(d) =1 =d=1
p(d) = (—1)¥ <= d is the product of k distinct prime numbers (B.1)
wu(d) =0 < d is divisible by a square number greater than 1

This function is used in the Mébius inversion formula, which is the following proposition:
Let f(n) and g(n) be functions or a natural number n. Then,

fn) =2 g(d), (B.2)
din

where d|n denotes "d divides n", if and only if

g(n) =Y u(d)f(n/d). (B.3)
din

Likewise, for functions f and g of m natural numbers ny,--- ,n.,, it can be shown that

f(nlv'” 7nm) = Z g(nl/d7"' 7nm/d) (B'4)

din - nm

is equivalent to

gy, nm) = Y p(d) f(m/d,-- nm/d). (B.5)

dni, - ;nm
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