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Abstract

One can create high-temperature superconductors by doping antiferromagnets with holes or
electrons. The effective theory that describes such materials in a low-energy regime is the
condensed matter analog of chiral perturbation theory in QCD. Using this theory in this work,
we study different phases of doped antiferromagnets depending on the values of the low-energy
parameters. In order to do so, we investigate the effects of different periodic background field
configurations with piecewise constant potentials and compare them to existing results for
constant background fields. It will turn out that the energetically most favorable cases are in
fact the configurations with constant background fields that were known before.
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Chapter 1

Introduction

The phenomenon of low-temperature superconductivity has been known for almost a hundred
years. The first successful quantum mechanical explanation was given by Bardeen, Cooper,
and Schrieffer in 1957 (BCS theory). In 1986, Bednorz and Miiller observed superconductivity
in a cuprate material around a critical temperature 7, of 30K. This drew a lot of attention
because superconductivity at such high temperatures is not possible in BCS theory. This so-
called high-temperature superconductivity has been a matter of intense investigations until
today and many materials were found to have this property, some of them even with a critical
temperature T, above 100K. However, until today, the high-temperature superconductivity
analog of BCS theory has not yet been found and has therefore remained one of the great
puzzles in condensed matter physics.

Superconductivity occurs in hole- or electron-doped antiferromagnetic materials. At low
temperature and low doping these materials show antiferromagnetic behavior. As the doping
is increased, still at low temperature, the materials enter the superconducting phase. Hence,
to be able to understand the superconducting phase, we first investigate the antiferromagnetic
phase of a lightly hole-doped system. However, the systematic investigation of the dynamics
of holes in an antiferromagnet is complicated due to strong correlations in these systems. Our
approach to that problem is the use of a low-energy effective field theory.

The concept of a low-energy effective field theory was originally established by Gasser and
Leutwyler in [1] for pions in QCD. Chakravarty, Halperin, and Nelson adapted this concept
in [2], describing the low-energy magnon physics by a low-energy effective field theory, the
non-linear o-model. While in QCD the spontaneous breakdown of the chiral symmetry gives
rise to the pseudo-Goldstone bosons called pions, in the low-energy physics of cuprates the
spontaneous breakdown of the global spin symmetry gives rise to two massless Goldstone
bosons, the magnons. However, in the case of the effective field theory for doped antiferro-
magnets, massive fermions have to be taken into account as well. Therefore, the correct analog
in QCD is the baryon chiral perturbation theory, which describes the physics of pions and
massive nucleons. Angle resolved photoemission spectroscopy (ARPES) experiments show
that in cuprates holes are located inside pockets centered at lattice momenta (+45, £25) [3].
Inspired by baryon chiral perturbation theory, in [4,5] the pure magnon effective field theory
of [6-9] has been extended to a low-energy effective theory for magnons and holes located

inside pockets centered at lattice momenta (:I:%, :I:%)
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The small doping of antiferromagnetic materials causes several experimentally testable
effects, such as spirals in the staggered antiferromagnetic magnetization and inhomogeneities
in the density of the doping. Well-known inhomogeneous doping configurations are stripes
with high and low densities and the so-called checkerboard pattern. The appearance of spirals
in the staggered magnetization has also been theoretically predicted in [10-12]. However, it
is not known which mechanism causes these effects. For example, we do not know whether
long-range Coulomb interactions are necessary for stripe formation. Also, it is controversial
whether stripes play a role in the mechanism of high-temperature superconductivity.

Among others, the application of this low-energy effective theory has produced the fol-
lowing results: In [5], the investigation of an antiferromagnet containing two holes in an
otherwise undoped system led to bound states with d-wave characteristics. In [13], the focus
of the investigations lay on the spatial structure of the staggered magnetization. Using a vari-
ational calculation it was found that, depending on the values of the low-energy parameters,
spirals in the staggered magnetization indeed occur. They are the zero-degree spiral and the
45° spiral. For another configuration of low-energy parameters, a homogeneous phase of the
staggered magnetization was also found. Hence, the question of stability of the spirals against
the formation of inhomogeneities arises. In this thesis, we investigate this problem with a
generalized variational ansatz, giving the system the freedom to form an inhomogeneous spi-
ral, i.e. stripes, in the staggered magnetization.

This diploma thesis is organized as follows. In chapter 2, we briefly review the microscopic
models for antiferromagnets and their symmetries. We then repeat the construction of the low-
energy effective field theory for magnons and holes. In chapter 3, we review the appearance of
spirals in the staggered magnetization when a constant background field is applied. The case
of two filled hole pockets and the case of four filled hole pockets are then discussed explicitly.
In chapter 4, we investigate the effect of a periodic background potential with two and three
constant sections which will eventually lead us towards a periodic potential with an arbitrarily
large number of sections. The calculations are performed for the two-pocket case first and
then repeated for the four-pocket case. We will find that in both cases the system prefers a
constant background field and hence either a homogeneous phase or a uniform spiral, but no
stripes. Finally, chapter 5 contains the conclusions and an outlook.



Chapter 2

Low-Energy Effective Field Theory
for Magnons and Holes

In this chapter we review the construction of the low-energy effective field theory according
to [5]. In order to do so, the most commonly used models to describe antiferromagnets are
introduced first. Their symmetries are of great importance for the further construction of the
low-energy effective theories. The symmetries include a general SU(2)s spin symmetry, the
displacement symmetry by one lattice spacing D;, the 90 degrees rotation O of the quadratic
lattice, and the spatial reflection R at the xi-axis.

The construction of the theory itself is analogous to chiral perturbation in QCD. In QCD
the spontaneous breakdown of the SU(2);, ® SU(2)g chiral symmetry to a SU(2);—g group
gives rise to the pseudo Goldstone bosons called pions. Analogously, in low-energy physics of
cuprates the spontaneous breakdown of the global SU(2), symmetry down to a local U(1),
symmetry creates two massless Goldstone bosons, the magnons.

2.1 Microscopic Models for Antiferromagnets and Their Sym-
metries

The most commonly used microscopic models to describe antiferromagnets are the Hubbard

model and the t-J model. To review these models, we first introduce fermion creation and

annihilation operators c;s and cjcs respectively. They obey the standard anticommutation
relations

{C;iy C:rjs/} = 5ij583/7 {CJ:,'& C:vjs’} = {C;[gigy Cl].s/} =0. (21)

For convenience, we express the operators in spinor notation

C
= (), = ( o1 ) . (2.2

Cx|

Moreover, we introduce the total spin operator S , which generates the SU(2)s symmetry

—

§=3"5 :chgcm, (2.3)

3
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denoting the Pauli matrices with ¢. In addition to that, we also introduce the charge

operator )
Q= ZQz—Z fee = 1) = (chiear + by — 1), (24)

T T

It is now possible to write down the second quantized Hamiltonian of the Hubbard model

_ f v
H= —tZ(cLCHE + cx+gcx) + B) Z( cx — 1)? ,uz chey —1). (2.5)
0

T

In this notation, = denotes the 2-dimensional lattice grid, while 7 denotes a vector of length a,
pointing in a lattice direction of a lattice with spacing a. The spins are not fixed at their sites
but they are allowed to hop to nearest neighbor sites, if not forbidden by the Pauli principle.
Each hop costs a certain amount of energy according to the hopping parameter t. We also
have the parameter for the Coulomb repulsion U, U > 0, and the chemical potential u for a
fermion-doped lattice relative to a half-filled lattice.

The other important model to describe an antiferromagnet is the ¢-J model. In our
notation the Hamiltonian of that model reads

H=P —tz (chepz+e ) +TY S8, —MZQJC P. (2.6)

$’l

In the t-J model, t represents the hopping parameter and J the exchange coupling constant.
For an antiferromagnet, J > 0 which favors anti-parallel spin alignment. Due to the projec-
tion operator P, the ¢-J model can only be doped by one spin per site at most.

At this point, it is useful to introduce the following matrix-valued operator, containing

the fermion fields B
- 1)*
o=@ © )Ml . (2.7)
) —(=1)%cy,

In the following, we shall deal with the relevant transformations of C,. Under combined
transformations g € SU(2)s and Q € SU(2)g the fermion operator transforms as

Ac, = g0,07 . (2.8)
The displacement operator D;, shifting the fields one lattice spacing in i-direction, acts as

Di r — :1:+%O-3' (29)

Furthermore, we need to consider a 90 degrees rotation of the lattice under which the fermion
operator transforms as

0C, = Cou, (2.10)

where O transforms a spatial point x = (z1,22) into Ox = (—z2,21). In addition to that,
we consider spatial reflection R at the xj-axis, which turns a spatial point x = (z1, z2) into
x = (x1, —x2). For this symmetry, we get

RC, = Cpe. (2.11)
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2.2 Nonlinear Realization of the SU(2); Symmetry

The staggered magnetization of an antiferromagnet is described by a unit-vector field in
spherical coordinates

é(x) = (sinf(z) cos p(z),sin f(x) sin (), cos O(x)) (2.12)

with = (x1,x92,t) denoting a point in (2 + 1)-dimensional space-time. This vector field
lives in the coset space SU(2),/U(1); = S%. An equivalent C P(1) representation uses 2 x 2
Hermitean projection matrices that obey

1

P@) = ;

(1+é() 5), P)=Pk), T[P)=1 P)?=Px) (2.13)

The symmetries of the underlying microscopic models are realized as follows:

SU(2)s : P(z) = gP(x)g",
D; : Pip(z) =1 - P(z),
O : OP(z) = P(Ox), Oz = (—x2,21,1),
R: Rp(x) = P(Rx), Rz = (z1, —x9,1t),
T: Tp(z)=1- P(Tz), Tz = (x1, 29, —t). (2.14)

In addition to the former transformations, time reversal T is considered here, too.

To construct the nonlinear realization of the SU(2), symmetry, one proceeds as follows:
First, the magnon field is diagonalized by a unitary transformation u(z) € SU(2):

10

u(z)P(x)u(z) = %(]1 +0%) = < 0 0

) s U1l Z 0. (2.15)

One obtains (1 ) (1 ) »
- cos (56(z) sin (16(x)) et
u($) - < —sin (%9($)) ele(T) oS (%9(:6)) . (2.16)
Since the diagonalizing field u(z) transforms under a global transformation g € SU(2), as

u(z) = h(z)u(z)g', uip >0, (2.17)

the nonlinear symmetry transformation h(x) is defined implicitly as

eia(:v) 0

e

Under the displacement symmetry D;, the local staggered magnetization changes sign. There-
fore, one obtains

. 0 —efi@(m)

D; — —

u(z) = r(2)u(z),  (x) = ( o g ) - (2.19)
In order to couple holes to the magnons, the anti-Hermitean traceless field v, is introduced

v,(2) = u(x)d,u(z)l (2.20)
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G H E F
C D A B
E F G H

Figure 2.1: Layout and arrangement of the eight sublattices A, B, ..., H

The field v, () obeys the following transformation rules

SU(2)s : vu(@) = h(z)[vu(z) + 8u]h(55)fa
D; : Dl”ﬂ(m) = 7()[v, + 8M]T(x)T7
O: Ovi(z) = €;;0;(0x), vy = v(Ox),
R: Bui(z) = v1(Rx), fog(z) = —va(Rx), Fug(x) = vy(Rx),
T: Tj(x) = Pivj(Tx), Tv(z) = —Pivy(Tx). (2.21)
Writing
vu(x) = vy, (7)o, vi(m) = v;(x) F ivi(m), (2.22)

the field v,(z) decomposes into an Abelian gauge field vf’L(:ﬂ) and two charged vector fields

vff, which transform as

v3(z) = vz(x) — Opa(x), vi () = vi(x)eﬂm(x) (2.23)

under SU(2)s.

2.3 Sublattice Fermion Fields

At this point, the new lattice operators WX are introduced. They still live on discrete sites of
the lattice, relating the transformation rules of the effective fields to those of the microscopic
fermion operator matrix C,, introduced in eq.(2.7). Since in the cuprates the hole pockets
reside in the Brillouin zone at lattice momenta (44, 45;), it is necessary to work with eight
sublattices A, B, ..., H, which are arranged according to figure 2.1. The lattice operators are
constructed as follows

ALt ()0, r€{ADB,.. H}. (2.24)
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They inherit the transformation properties from the operators of the Hubbard model

SU(2), : UX' = h(2)UX,
D, : Di\lff =7(x+ %)\1155(03,
0: X —ugy,
R: RgX — ghX

(2.25)

In the low-energy effective theory a path integral description is used. The electron and hole
fields now live in the continuum and are represented by independent Grassmann numbers
wi’B""’H(x) and wﬁ’B""’HT(x). For convenience, they are combined in the following matrix
form

8

<
g
&
I
VR

I =+

Xt
o ng) ) X € {A,C,F, H},

< €

8

-+ ~ —~
\_/é/ ~— ~—

|

<

|

X T
X () = ( Zj% ’ ﬁﬁ(ﬂf)) ) X € {B,D,E,G},
X Xt
= (G Y ) xetarn
xigy_ (0@ @)
Xt () <—1Z(m) o) ) X € {B,D,E,G). (2.26)

First, it should be noticed that the even sublattices with X € {A,C, F, H} are treated differ-
ently than the odd sublattices with X € {B, D, E,G}. Furthermore, it has to be pointed

A,B,... . H
(z)

out that the matrices ¥XT consisting of the same Grassmann numbers Vi and

wﬁ’B""’HT(m) as ¥X(z), do not refer to the conjugate transposed matrices of the accord-
ing X (z). We now define to have the same transformation rules for the matrices ¥ (x) and
UXT(x) with the fields living in the continuum as for the previous discrete lattice operators
UX. In contrast to the lattice operators, however, in the continuum we cannot distinguish
between points z and = + 1 anymore. Therefore, the transformation rules take the following
form

SU(2)s : X () = h(x)TX(z),
D;: DigX(z) = 7(z) WP,
O : 09X (z) = ¥9%(0x),
R: RyX(z) = v (Ry),
T: TwX(2) = 7(Tx) (io) [¥XT (T2) o3,
ToXt (1) = —o3[UX (Tx)T ) (i02) 7 (Tx)T. (2.27)

As we will need the components of the matrices ¥¥ (2) and W3 ' (z) for the further construction
of the theory, we also review the transformation properties of the Grassmann numbers 3 (x)
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D2

b1

|
N |>1T

Figure 2.2: The reciprocal lattice with the according momenta and their periodic copies. The
black dots represent the momenta (i%, +4.), identifying the location of the center of the
hole pockets in the cuprates.

and wfr(x)

SU(2)s Ui (x) = ey (x),
D, Diwi((x) _ :Feqiigo(x)wgi)(7
oF O () = v2*(Ow),
R: Ty () = I (Ra),
T: T¢i( (z) = e:Fi‘p(Tx)i/)i(T(Tx),
Tyit(@) = —eF Ty (Ta). (2.28)

2.4 Fermion Fields in Momentum Space Pockets

The eight sublattices A, B, ..., H are dual to eight momenta on the reciprocal lattice shown
in figure 2.2. In the cuprates the holes reside in momentum space pockets centered at lattice
momenta (45, 45-). Labelling the momentum space indices

k= (klka) S {(070)7 (27 2)7 (270)7 (0, 2)7 (iz_T;vina)} ) (2'29)

and using the Grassmann numbers 3 (z), the following new fields are constructed

k _ b ikz, | X
vi(z) = ﬂ;e Vi (@)
= v + e Ba) + e Phegg () + D)

V3
e [ (@) e Rep (@) + e MG (@) + e el (@) 230)
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They transform as

SU(2)s : b (z) = ek (a)
Di . D”ﬁi(x) — :Feikiaeﬂpp(x)wk (m)
oF Oyl () = v2*(Ox)
R: ok () = i (Ra)
T: Tk (z) = XTIy M (T)
Tyl (z) = e Ty k(Ta). (2.31)

2.5 Hole Field Identification

Until here, the theory contains both hole and electron fields. From now on, only holes but
not electrons shall be considered as charge carriers. Therefore, the electron fields have to be
eliminated from the theory.

Through a mass term a field /% with lattice momentum & can only mix with fields having
the same lattice momentum % or one specific different momentum %’. Therefore, the eight
lattice momenta can be divided into four pairs. In cuprates, the holes are centered at the
following lattice momenta

™ T / /
-—) Ko = —kP. (2.32)

kS = (_’_)’ o :_ka, kﬁ:(_’ )
2a 2a 2a° 2a

Due to the transformation rules of eq.(2.31) the following invariant mass terms can be con-
structed

! m il ! m = ]if
> [ (o 2 () s () (5]

f=a,B +

(2.33)
The different masses m and M are due to different terms of which the ones proportional to
the mass M are invariant under SU(2)q transformations while the terms proportional to m
are invariant only under U(1)g transformations. By diagonalizing the mass matrices, it is
possible to identify particle and hole fields. The eigenvalues of the matrix are m + M. The
particles correspond to states with eigenvalue m + M and holes correspond to states with the

lower eigenvalue m — M. For the hole fields, we identify the according eigenvectors as
1

s s

vl =2 [ - @], ve= % o (@) - o ()] (2.34)
Under the various symmetries the hole fields 1}, f € {a, 8}, transform as
SU(2)s : Yl () = eyl (a)
D; : Pipl () = Feitl T @yL ()
0: Oyl (z) = FpL(0x),  yi(x) = FY§(Ox),
R: Byt (z) = ¢ (Re),  Fol(z) = v (Ra),
T Tl (z) = £eT Tyl (Ta)
Tyll(z) = Tyl (Tx). (2.35)
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The effective action of the theory must then be invariant under these transformations.

2.6 Effective Action

The low-energy effective action of magnons and holes is constructed as a derivative expansion.
At low energies, terms with a small number of derivatives dominate. In the case of heavy
non-relativistic fermions, one time-derivative counts like two spatial derivatives. Each term
must be consistent with the symmetries listed in eq.(2.35). In a general form, the effective
action is written as

AR = /d% Aty Ly, (2.36)
Ny
In this notation, n, denotes the necessarily even number of fermion fields that the various
terms contain. The leading terms in the pure magnon sector are

1

with the spin stiffness p; and the spinwave velocity c¢. The leading order terms with two
fermion fields containing at most one temporal or two spatial derivatives read

L= |Myftel + vt Dl
f=a,8 1 1
=0 s Dl D]+ op s (Dl Dyu! + Dyvl D] )
+ A (wffoiul, +oppltosy?,)

F N foguul o Ny (vffofoy ol +ultogerel) |

(2.38)

Here, M denotes the rest mass of a hole, while M’ and M” are kinetic mass parameters, A
is a hole-one-magnon, and Ny and Ny are hole-two-magnon couplings. All these parameters
take real values. The parameter oy takes the value o0, = +1 for f = a and og = —1 for
f = B. The covariant derivative D,, reads

Dyl (z) = 9l (@) + iviy (x)oL. (2.39)

The Lagrangian with four fermion fields £4 can be found in [5]. We will neither treat four-
fermion couplings nor higher order terms in this work.



Chapter 3

Spirals in the Staggered
Magnetization

In this chapter we first review the reason for the possible appearance of spirals in the staggered
magnetization. Moreover, we review the concept of how to construct the total energy density
of a doped antiferromagnet. We then derive from that the configuration of the staggered
magnetization in the cases of either two or four filled hole pockets.

3.1 Spirals with Uniform Composite Vector Fields

Henceforth, we will show how spirals in the staggered magnetization arise. In this discussion,
only time-independent configurations of the background field with v;(x) = 0 shall be consid-
ered.

The holes couple to the composite vector field v;(x) in a gauge covariant way. We assume
vi(x) to be constant up to a gauge transformation. We thus have

7

vi@) = v} (2) - dia() = &,
vE(z) = v ()@ = F (3.1)

with cg’ and cli being constant. By an appropriate gauge transformation, one can always

achieve
i =c¢ =q ¢i € R. (3.2)

7

Using the definition of the unit-vector field in eq.(2.12), the equations (3.1) can be expressed
in dependence of 6(x) and (),

v?(:n)/ = sin? —9(;) dip(z) — da(z) = ¢,
v (z) = % [sin 0(2)d;0(z) + i9;0(x)] eFiP@722(@) = (£ (3.3)
Considering the following class of configurations

0(x) = o, p(z) = kizi, (3.4)

11
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and a gauge transformation

a(z) = Skiz;, (3.5)
one indeed obtains constant fields ¢; and ¢}
O 1 k;
vix) = ki (sin2 EO — 5) _EZ cosy = ¢,
v (z) = sinfy = ¢,

(3.6)

This set of background fields corresponds to different configurations for the vector field &(x),
depending on the low-energy parameters that govern the filling of the hole pockets.

e > > > > — > > — > — > — > — > — — — >
A T Y Y Y NN

(O R TR T T T T T T SR TR T R TR T R R IR T

FA A A A A A A A A A A
VAV 4V 4V Y 4 4 QY 4 4 4 4 4V 4V 4V 4V 4V 4V 4V 4V 4V 4
R N N N N R NN
T T S S

A S A A A A A A A A A A A A A A A A
AAAA AN AN AN AN AN AN AN AN

e > > — — — — — > — — > —> — —
R T Y Y Y NN Y NN

LR TR T T T T T T T T TR T T T TR TR T R T

P N
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P B Ny
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e > > > > — > > — > — > — > — > — — > —

Figure 3.1: Example of a spiral in the staggered magnetization. The example is a homogeneous
zero degree spiral along the xo-axis as it may occur in the case of two filled hole pockets. The
corresponding calculations are shown in subsection 3.3.1.

3.2 The Energy Density of a Doped Antiferromagnet

The energy density of an undoped antiferromagnet is €. In a doped antiferromagnet, however,
the energy density is modified by a magnonic part €, and a fermionic part €;,. The total energy
density in a doped antiferromagnet then reads

€=€y+ €m + €p- (3.7)
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The following two subsections deal with the construction of the magnonic and the fermionic
contribution of the energy density.

3.2.1 Magnonic Contribution to the Energy

The leading terms of the energy density in the pure magnon sector correspond to the first
term of the Lagrangian £y introduced in eq.(2.37)

em = psTr [0;PO;P] = %&é’(m) - 9;8(x).

With a gauge transformation as suggested in eq.(3.1), such that cj =c¢; = ¢;, the magnonic
contribution to the energy density €, can be determined as

en = L0ie() - () = 2p,(c} + ). (3.8)

3.2.2 Fermionic Contribution to the Energy

The fermionic contribution is calculated as follows: The parameters c? and cii are fixed.
In addition to that, the hole-two-magnon vertices proportional to N; and Ny are neglected
because they involve two spatial derivatives and are thus of higher order than the hole-one-
magnon vertex proportional to A. The Hamiltonian derived from eq.(2.38) then reads

1
H:/d% 3 [qung§+WDiqf§TDifo§
f=a.3

=t 4 op e (D0 DyW! 4 Dyw!TD W) (3.9)

2MI/
S AT ZE A A NI

with the covariant derivative
DV (z) = 0,0 () + ivd (2) WL (). (3.10)

In this Hamiltonian, '(z) and ¥{(z) are creation and annihilation operators (and no longer
Grassman numbers) for fermions of flavor f = «, § and spin s = 4, —. In this case, the indices
plus and minus refer to spins aligned parallel or anti-parallel to the local staggered magnetiza-
tion, respectively. The operators obey standard canonical anti-commutation relations. After
a gauge transformation according to eq.(3.1), the fermions experience a constant composite
vector field. Switching to momentum space and considering that the flavors a and 8 do not
mix, the Hamiltonian can be written as

.32 3\(po 3

oy (M B o) Aler +oyc) 3.11

(p) = (pitc3)? (p1+c3) (pa+c3) (3.11)
A(Cl +O-f62) M+ oM’ +Uf M7

A mathematical derivation of this Hamiltonian can be found in appendix A. The diagonal-
ization of the Hamiltonian leads to the energy-momentum dispersion relation
p; +(c})’ pips + cic3

ST A VT

pics pid+ e\ )
+ W +O'fT +A (Cl +O’f02) . (312)

Elp) = M+
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It needs to be pointed out that in this notation the indices plus and minus no longer refer to
the spin orientation, but to a higher energy level Ei and a lower energy level Ei . Indeed,
the eigenvectors corresponding to Ei are linear combinations of both spin orientations. The
minimum of the energy is located at p = 0. In that case, the dispersion relation reads

(c})?

ELO) =M+ 15+

ﬂ:A‘Cl +O’f02‘. (313)

Due to eq.(3.8), the parameters cg’ do not affect the magnonic contribution to the energy
density. We therefore fix them by minimizing the energy Ef (0) with respect to ¢$ and ¢3. Tt
turns out that ¢ = ¢3 = 0 and in this case the dispersion relation eq.(3.12) is reduced to

2
p; P1D2
BL(p) = M + 515 + o5 £ Al + ogeal. (3.14)
Thus, the filled hole pockets Pi are ellipses
p; pip2
4o =T (3.15)

IM! fM// =

with the kinetic energy Ti of the hole pocket Pi at the Fermi surface. The area of the
occupied hole pocket determines the fermion density. The fermion density is thus identified
as

fo 2 ey gt 3.16
ny (QW)Q/PiP o heff s (3.16)
with the effective mass Mg
MIMII
Mg =———-—. (3.17)
A /M//2 _ M/2
The kinetic energy density of a filled pocket is given by
1 1 2
f 2, pf f
ty, = d“p T = — MegTy . 3.18
i(QW)g/IDiPi4ﬂeﬁi ( )
The total fermion density for fermions of all flavors is then calculated as
n:ni—kn‘f—i—ni—kng: Z ni. (3.19)
f=a,8
s=+,—
The above results are now used to calculate the total energy density of the holes
ehzei—l—eg—i—eﬁ—i—eg: Z el (3.20)
f=a,B
S=+,—
with the energy density ei of one hole
F— (M +A fogf
Ei ( + ‘Cl +0'f02’)ni +ti (321)

The filling of the pockets is determined by the kinetic energy and thus by the parameters
Ti . They must be varied in order to minimize the total energy density. In addition to that,
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the total density of the holes n is fixed. Hence, we hence have a variational problem with
constraints and therefore introduce the Lagrange multiplier u to fix the density n

S =e€p — pn. (3.22)

The variation demands

oS 0

LA
oTy oTy
9 !
= —F (M £ Aley +opea|)n + Z th — un
0T f=ap
s=+,—
8 1 f2
— —F % eﬁr(M:l:A|Cl—|-0'f62| Z T:|:+ Meff Z
oTy m— P
+ s=+,—
1
= % eﬁr(M:I:A|01—|—0f02|—|—Ti—u)
= 0. (3.23)

3.3 Phases of the Staggered Magnetization

It is now possible to populate various hole pockets with holes. For each case, one varies the
parameters Ti in order to minimize the energy of the fermions. To minimize the total energy
density, one then minimizes the parameters ¢; of the magnon field. Depending on how many
pockets are filled, different configurations of the staggered magnetization are then established.
Careful investigations on that subject have been carried out in [13]. They show that for three
populated pockets as well as for one populated pocket there are always energetically more
favorable cases. They are, depending on the low-energy parameters, either the four-pocket
case which produces a homogeneous configuration of the staggered magnetization, or the two-
pocket case causing a field configuration with a homogeneous zero degree spiral. In chapter
4, the influence of a piecewise constant potential on the staggered magnetization for both
two and four filled pockets is investigated. Therefore, in this section these configurations are
reviewed in detail in the case of a constant potential ¢; in both the x7 and the zo-direction.

3.3.1 Two Populated Hole Pockets

If two pockets are filled with holes, necessarily only the pockets with lower energies are
populated and we therefore need to consider the pockets with energies F* and EP. We thus
have a hole density
1
n=n"+n" = —Mg (T‘_)‘—l—TE) (3.24)
27
and a fermionic energy density
eh=e" +é. (3.25)
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The variation according to eq.(3.23) then yields

A
w = M+ J\ZZH — §(|01 + co| + |1 — e2)),
A
Tf = §(|Cl + CQ| — O'f|Cl — 02|). (326)

In that case, the total energy density reads

€ = €+ €ntep
9 9 A n?
= e +2ps(c1t)+ | M—S(lat+e|+la—cl))nt
2 Mg
1 A?
Mg — ~ e — ea])?. 2
o et (ler + e2f = ler — e2) (3.27)

This configuration is stable for 2mps > %MeffAQ. The energy density is then bounded from
below with its minimum at

A
4ps

le1| = —n, |ea] =0, or ler] =0, |eo| = —n. (3.28)

4ps
Comparing this result with eq.(3.6), we find the following vector field configuration: Since
the parameters cg’ have been set to zero earlier, cosfp = 0. Hence 6y = 5 and every vector
of the unit-vector field é(z) points to the equator of the unit sphere. Furthermore, according
to the two solutions in eq.(3.28), it is obvious that either k; = 0 or ko = 0. Therefore, the
direction of the unit-vector field is either independent of x1 or x5 and spirals along either axes
x9 or xp arise, respectively. They are called zero-degree spirals and we have already seen an
example in figure 3.1.

3.3.2 Four Populated Hole Pockets

If four pockets are filled with holes, however, we need to consider hole pockets filled with
holes of both flavors a and 3 as well as both energies Ei and EX. The according hole density
is thus

1
n=n%+ng+nl+nf = — ar (T2 + T2+ 70+ 17), (3.29)
and the fermionic energy density is
en, =€ +€§ + &+ ei. (3.30)

According to eq.(3.23), the variation yields

™n
- M
K oMy
™
T = 2M63¢A|c1+af02|, (3.31)

and the total energy density is identified as

€ = €+ €ntey

2
™ 1
Ty ;MGHAQ (F+c3). (3.32)

= e+2(f+c3)+Mn+
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For 27p, > Mg A? the energy density has its minimum at
¢ = 0. (3.33)

We again compare this result with eq.(3.6), the parameters c‘g’ still set to zero. Therefore, we
still have cosfp = 0 and 6y = £%. Thus, each vector of the unit vector field €(x) points to
the equator of the unit sphere, analogously to the two pocket-case. Moreover, ¢; = 0 implies
immediately that k; = 0. Hence, unlike in the two pocket-case, in the four pocket-case no
spiralization of the staggered magnetization occurs. This configuration is called homogeneous
phase.

> > > > > > > — > — > — > — — — > —
— > > > > > > — > — > — > — > — — > —
> > > > > — — — — — > — > — > — — — >
> > > > > > — > — > — > — — —
—— > > > > — — — — — > — > — > — — — > — >
> > — > — — > — > — > — — > —
> > > >~ > — > — > — > — > — — — >
> > > > > > > — > — > — — — — >
> > > > > > — > — > — > — > — > — — > —
> > > > > > — — > — > — > — — > —
> > > > > > > — > — > — > — — — > —
> > > > — > — > — > — — —
> > > > > — > — > — > — > — — —
> > > > P > > — > — > — > — — — > — >
> > — > — — > — > — > — — > —
> > > > > > — > — > — > — — —
> > > > > > > — > — > — — — — >
> > > > > — > — — > — > — > — — > —
> > > > P > — > — — > — > — > — — > —
> > > > > > — > — > — — — —
> > > >~ > — > — > — — — —

Figure 3.2: The homogeneous phase with a constant staggered magnetization.






Chapter 4

Investigation of a Piecewise
Constant Potential

The calculations in section 3.3 were performed under the assumption of a constant potential
c1 in the xq-direction, a constant potential ¢o in the xo-direction, and of time-independent
background fields such that v; = 0. In both the two- and the four-pocket cases, at least one
of the potentials ¢; turned out to be zero. One may therefore wonder what happens if, on the
one hand, the potential in one direction is set to zero beforehand, e.g. ¢o = 0, but on the other
hand the system is given more degrees of freedom in the other direction z; by assuming the
potential ¢; to have a periodic form consisting of several piecewise constant potentials where
the lengths and the highs of the particular section adjust themselves. In the following chapter
this idea is investigated more thoroughly by starting with the two pocket-case. We start with
the two-pocket case because we have seen that, due to eq.(3.28), for two constant background
potentials ¢; a homogeneous spiral occurs in the staggered magnetization. Therefore, it is
very likely that for this configuration the system makes use of the added degrees of freedom
and adjusts itself in an interesting way. For the two-pocket case, we first consider a potential
with two constant sections. The same principle is then applied to the two-pocket case with
a potential consisting of three constant sections, which then allows us to extrapolate the
obtained results for a case with k constant sections. In the second part of this chapter, we
turn to the four-pocket case to find by means of analogous calculations the configuration
chosen by the system in this case.

4.1 Two Filled Hole Pockets

In this section we deal with calculations of two pockets filled with holes. For that purpose,
we obviously consider the pockets with the two lower energies £¢ and E®. In addition to
that, we still restrict ourselves to time independent background field configurations, v; = 0.

4.1.1 Two Sections

In our first investigation, the periodic potential is assumed to be split up in two constant
parts c1, and cqp with the lengths L, and Ly, respectively. The periodicity condition for such
a potential reads

c1(Lg + Ly + ) = c1(x). (4.1)

19
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¢ n(La-+Ly) (n+1)(La+Ls)  (n+2)(La+Ls)

Cla

C1b

La Ly

Figure 4.1: Periodic potential with two sections a and b. Each section j € {a, b} itself provides
a constant potential c¢i; with an corresponding length L;.

Magnonic Contribution to the Energy

First, we consider the magnonic contribution to the energy density €,, for this case. Generally,
the magnonic energy is calculated as follows

E, = /d% % 0,8 ;@

= /dQZC 205 viv; (4.2)
The energy density for the magnonic contribution on condition that v, = 0,
vy =vy =cy =0, and vj =v] = ¢ is thus calculated as
1 La, La,
= d dxa 2psv;tv;
€m L$1L$2/0 1‘1/0 i) ps?}Z ?)Z
1 N(La+Ly) ,
= — dzx1 2psc
N(La+Lb)/0 L P

1 La ) La+Ly, ) N(La+Ls) )
20s——— / dri ¢ —i—/ dry ¢y + ... —i—/ dry ¢
"N(Lq+ L) \ Jo L, 0 (N—1)(La+Ly)+La "

2 2

= 2
Ps Lo+ Ly s

(4.3)

with L, and L,, denoting the lengths of a 2-dimensional box in the z;- and the x»-direction,
respectively.
Fermionic Contribution to the Energy

The calculation of the fermionic contribution requires more effort and is shown in the following
subsection. Under the premise of a periodic potential according to eq.(4.1), the displacement
operator D acts on a field ¢i (z) as follows

Dl () = vl (Lo + Ly + ) = elFatloagp] (o), (4.4)
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where ¢ denotes the Bloch momentum. The above operator D should not be confused with
the operator D; introduced earlier, which shifts one lattice space. According to eq.(3.14), the
dispersion relation of the theory reads

Plpz
El(p) =M+ QM, + oy £ Al — eal, (4.5)
which, in the case of ¢, = 0 is reduced to
p?
pP1p2
El(p) =M+ 2M, +opo Fhe, a0 (4.6)

The corresponding eigenvectors are the following ones, respectively

N (4.7)

Yi(z) = AeP1e1 gip2x2 (
V2

Sl
~

Let us now consider an ansatz for each interval x € [n(L, + L), (n + 1)(Lq + Lp)] separately.
For notational convenience, we omit the flavor index f in the following considerations. In
fact, for both flavors a and (3, the calculation is the same. Thus, the flavor index will only
reappear when the different flavors need to be taken into account as well. We also introduce
two different momenta pfj to denote the forward momentum in the xj-direction and the
backward momentum in the —z-direction. If z € [(n — 1)(Ly + Lp), (n — 1)(Lg + Lp) + La),
then

1 o a
Yot (z) = z‘lneipltl”[”le“”w2 ( i\q ) + B,,e"P1a"1 272 ( ‘i ) , (4.8)
V2 \/_
and for x € [(n — 1)(Lg + Lp) + La,n(Lg + Ly)]
L X o L
U () = CpePip™1 P22 ( :t\/i ) + D, P11 ¢P272 < :l:\/i > . (4.9)
V2 V2

Since the potential ¢i(z) is periodic, the Hamilton operator H commutes with the displace-
ment operator D, and the eigenvectors of H can be chosen as the eigenvectors of D. There-
fore, we end up with a standard quantum mechanical problem similar to the Kroenig-Penney
model. First, consider ¢,y (x). By definition, we have for x € [n(L, + Lp), (n + 1)(Lg + Lp)]

1
Yax(z) = An elpla(xl n(La+Lp)) gip22 < i\/i )
V2
1
+By, etPra(@1—n(La+Ly)) zp2x2< \/; )’ (4.10)
T

while for @ € [(n + 1)(Lq + L), (n + 2)(La + Ly)]
1
Yat (CU) = An+16ip;ra($1_("+1)(La+Lb))eip2x2 < )

+
+Bn+16ip1_a(r1*(nJrl)(LaJrLb))eipzm ( Vi ) ) (4‘11)
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Performing a shift, we get

1
Yot (T + Lo+ Lp) = An+1eipfa(a:1+La+Lb (n+1)(La+Ly)) gipaza ( i\/i )
V2
1
+B, +1elp1a(m1+La+Lb (n+1)(La+Lp)) gip2w2 ( i\/i )
V2
L
\[
o ' 1
+ By 1ePra(@ Lot ly)) gipaze ( el ) : (4.12)
f
Considering eq.(4.4), this immediately leads to the conclusion that
Apyy = Apeilbatlo)a B — B eillatlo)a, (4.13)
The same operations hold for ¢4 () and yield
Cpiq = CpetlFatlola —p = D, eillatlo)a, (4.14)

The conditions the hole field needs to fulfill are the continuity of ¢ (z) and the continuity
of its first derivative ¢/(x) at the junction of the potentials ¢j, and ¢1,. This leads to the
following system of equations

Yot ((n+1)(La + Lp)) Yax((n +1)(La + Ly)),
Ibai(n( +Lb)+L ) = wbi( ( +Lb)+L ),
i (04 1)(La + Lp)) o ((n 4+ 1)(Lq + Ly)),

Vor (M(Lo + Lp) + La) = wbi( (La + Lp) + La). (4.15)
The resulting system of linear equations can be expressed in matrix form as
UV =0, (4.16)
with
¢iLa+L)g ci(La+Lb)g — ety (LatLy) —eiPrp(LatLy) A
n
U ePiala eiPrala et La _ePyLla 7 B,
= piraei(LmLLb)q o ei(La+Ly)g _p;rb i1y (La+Ly) —pp, cirnLatly) |77 T | O,
p} eiPlala pp,ePiake —p, ePhLa —ppePivke D,
(4.17)

We find non-trivial solutions of the system if we identify the roots of the determinant,
det(U) = 0. The determinant reads
det(U) — Z(Lb(p1b+q)+La(p1a+p1b+p1b+q))(p pla)(pl_a _ p?—b)

_ei(Lb(pberq)JrLa(p1a+pfb+p1b+q))(plb —p1) (@, — pf)

—ei Doy ) La ittt Pl) (p — i Y (pr — pif)
— +\ (1 +
Pra — P1a)(P1y, — P1p)
: + + 4t _ _
—el(Lb(ple)+La(p1a+p1b+p1b+q»(pia _ plb)(p;rb _ pla)

; + — =t _ _
— e/ Lo Py )+ La(Prg 4Py 21, +0)) () py) (0 — i) (4.18)

_|_ei(La (pfb+pr)+2(La +Ly)q) (



4.1 Two Filled Hole Pockets 23

Since we are interested in finding a relation between the Bloch momentum ¢ and the en-
ergy Ei(q), we need to express the above determinant det(U) as a function of Ei For
the purpose of finding the lowest energy, we replace the different momenta plij accord-

ing to their dependence on the energy, considering only the lower energy term E’. For
x € [n(Lq + Ly),n(Ly + Lp) + L], we have the dispersion relation

2 2
f _ D1, + D3 P1aP2

EZ(prasp2) = M + =055 + 05— — Acia. (4.19)

The above equation, solved for p1,, leads to the momenta p{at and p{a:

—poa M — 1! —poo M + 1]
pf_ — p2 f la— pf+ — p2 f la— (420)
la— M// ? la— M// ) .
where we use

rl,_= \/pg (M2 — M"Y 4 2M'M"2(EL — M + Acy;),  j € {a,b}. (4.21)

Note that the plus and minus sign in the upper index denotes the forward and backward
momentum, while the minus sign in the lower index refers to the lower energy EL.

Of course, if we consider = € [n(Lq + Lp) + Lo, (n + 1)(Lg + Lp)], we get analogously the
same results, this time with the relevant potential cqy

- —paogM' — T{bf f+ _pQUfMI"‘T{bf
Py = M ’ P = M :

(4.22)

Plugging the above eqns.(4.20) and (4.22) in eq.(4.18), we get the following form for the
determinant det(U)

_ (8La+Ly)poop’

1 i|(La+L —r
det(U) = W{Se {( b)q M }

! f La""{a, Lbr{b, (La + Lb) (M”q + M/pQO'f)
2ria—T1p— | CO8 iV CoS G — Cos VG

a?"f Lyr!
—sin (L M) sin ( 3/’) (0l 2+ 0f,0?) ] } (4:23)

Since we are interested in the roots of det(U), we simplify this equation by omitting the
non-relevant factors and writing it in the following form

L f L'rf L L) (M M’
0 = 2(:os< arla_>cos< b 1b—>_2008<( at+ L) (M"q + p20f)>

M/l

(4.24)
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We call this truncated function ff ( 1 .q,p2)

L Tf L’I"f L L M/I MI
ff(Ef,q,pz) = 2cos< ‘ 1a_>cos< b 1b_>—200$<( ot Ly) (Mg + p20f)>

M M M"
. LQT{G_ i LbT{b_ f 2 f 2
S11 M s M7 (’rla—) + (lef)
_ . (4.25)
7n{a—r{bf

At this point, we still want to find an explicit expression for EL. However, the relation
B q.p2) =0 (4.26)

is still not analytically solvable for EL . 1f we dope the material with a small density of holes,

we are allowed to expand f 7 (Ef ,q,p2) around the lowest energy residing at ¢ = 0 and po =0
up to O(p?),

LB gp) = fL(EL0,0)+ —ﬁff(Ef,O 0)g*
82
+——ff(Ef 0,0)p3 + =——— 5a ——— 1 (EL,0,0)qps. (4.27)
Note that there are no first order terms in this expansion. The surface of the function f T for
a fixed energy E’ thus describes an ellipse, just as expected due to the hole pockets, which
are indeed elliptically shaped. For further simplification, we linearize the energy E' (q,p2) as
well, expanding it around its minimum at ¢ = 0 and py = 0 up to order O(SEL) ~ O(p?)

EY (q,p2) = ET(0,0) + 6EY (¢, p2). (4.28)

Denoting EY (0,0) = E° (comparing with eq.(4.6), we find that E*(0,0) = E”(0,0) = E°),
we linearize

(ET,0,0) = f1(E®,0,0) + a% #1(E°,0,0) 6E (¢, p2), (4.29)

and get the final form of the expansion which reads

0
LB qp) = a—fff(EO 0,0) 6E7 (q,p2) + —ﬁff(EO 0,0)¢”
1 02
+§£ff(E97070)p% + T(EY,0,0)qpo. (4.30)

Consider now a Fermi surface with E(q,p2) = E° 4+ §E(q, p2) = const and denote the kinetic
energy T/ as

T! = §E' (q,p2) = EY (¢, p2) — E°. (4.31)
Using eq.(4.26) and eq.(4.30), we identify

8ff>_1<162ff2 1orf! , oy )

(4.32)

T/ = sE! =—\|—=F B
i * (g, p2) <6Ef 2 dg> 75 dq3 P2t aqapquz
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The fermion density n' is calculated according to eq.(3.16). We find

1 1
F = dpy dg = —F!T/ 4.33
- (2m)? /Pf P2 44 A =7 ( )

aft
; ’ (a?)
Bl (4.34)

i 2l (024! 2l \?
dq? ap3 |\ 9q Op2

The kinetic energy density t/ of an occupied hole-pocket is calculated according to eq.(3.18).
Adapting this calculation to our case, we find

where we denote

1 1 2
= e /P dp2 dg T = gFf TI". (4.35)

The total energy density of one hole is given by
e = E'nf +1f, (4.36)
which gives us the total energy density ¢, of the two holes
eh=e +é. (4.37)
The filling of the two hole-pockets depends on the parameters T’ f , which we vary to minimize
the energy. We proceed exactly as suggested in section 3.2.2. To solve the variational problem,

we again introduce eq.(3.22) with a Lagrange multiplier u allowing us to keep the hole density
n fixed.

S =ep—pn (4.38)
The variational problem demands
oS
= (4.39)
oT’

Since we have

orf = 77 (B2t i el —p(n2 o)
1
N f 0 f
= o (E_ M+T,>
Lo (4.40)

we identify the relevant parameters
47

po= ——n+E°,
Fo+ F”
4
v = T (4.41)
Fo 4 FP

Considering this derivation of the fermionic contribution ¢; as well the previously discussed
magnonic contribution €, as derived in eq.(4.3), the total energy density consequently reads

Lac%a + Lbc%b L EOp s 2 9

p— 2 .
€ =€+ 2ps Lo+ Ly Ff+an

(4.42)
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Calculation of the Background Field Configuration

To calculate the above total energy density, we still lack 2. Comparing with eq.(3.28), we
recognize the linearity of the potentials ¢; in n. Since we are still working with small hole
densities n, we are allowed to expand the potentials ci; in n as well

cij =yn+0m?),  je{abl, ;R (4.43)

We thus rewrite the implicit equation eq.(4.24) for E° as a first order approximation of the
potentials ¢1; in n

—1 + cos ((La + Ly)\/2M' (E° — M)) —

M’ (Lgvia + Lyy1p) Asin <(La + Ly)\/2M'(E° — M)) (4.44)
n.

2M'(E° — M)

This equation is still not analytically solvable for E. However, according to eq.(4.6), E? is
linear in c¢;. Therefore, we also linearize E® = M + An with a yet unknown correction An.
Eq.(4.44) can then be rewritten as

M’ (La"y1a + Lyy1p) Asin ((La + Lb)\/2M’An>
— 1+ cos <(La + Ly)V 2M’An> = n. (4.45)
V2M'An
The total energy density € is calculated up to O(n?). Since the energy E° appears in the
linear term of the energy density already, we only need to consider the correction An to be

of order n. A short calculation yields the approximation up to order O ((\/ An)Q) ~ O(n),

(LaY1a + Lyyin) A
An = — n. 4.46
La + Lb ( )

Thus, the energy E° written in first order approximation reads

(Lavia + Lyyin) A

EY =M — n, 4.47
I L, (4.47)
which gives us the energy density up to order O(n?)
2ps(Lavia + Loviy) = AMLavia + Loyy) | ) 2
€=¢y+ Mn+ “ + n”. 4.48
0 ( Lo+ Ly 2 Mg (4.48)

We are now interested in how this particular system adjusts itself by minimizing the energy
density €. Therefore, € needs to be varied with respect to both potentials v1; as well as with
respect to both lengths L;, such that

Oe Oe

— = =0. 4.49
aLj 871]' ( )
Solving this system of equations yields the result
A
Ya = V16 = ) (450)

4ps
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Cc1 n(La+Lp+Lc) (n+1)(La+Lp+Le) (n+2)(La+Lp+Le)

Cla

Cle [T77
C1p Jp—

Lo | Ly Le

Figure 4.2: Periodic potential with three sections a, b and c¢. Each section i € {a,b,c} itself
provides a constant potential c¢;; with a corresponding length L;.

and thus
A

n.
4ps

(4.51)

Cla = C1b =

The case for two potentials therefore reproduces the result for a single constant potential ¢,
causing a homogeneous zero degree spiral as previously seen in section (3.28).

4.1.2 Three Sections

The two potential case as discussed in section 4.1.1 did not lead to a new background field
configuration with an inhomogeneous spiralization of the staggered magnetization. We there-
fore ask ourselves what happens if the system is given more freedom. Again, the potential
in the zi-direction is assumed to have a periodic form. Only this time, we add one more
division ¢ to the periodic configuration. In this case, we have a periodic background field
with three constant parts ciq4, c1p, and ci. with the lengths L,, Ly, and L., respectively. For
the calculation, we proceed as we did for the case of two potentials. To keep the notation
as simple as possible, we omit the use of indices referring to the three-potential case in this
section. Therefore, if not specified otherwise, variables used before now are linked to the three
potential case. The periodicity condition for the potential ¢;(z) reads

c1(Lg + Ly + Le + x) = c1(x). (4.52)

Magnonic Contribution to the Energy

The magnonic contribution to the energy is calculated analogously to subsection 4.1.1. In the
three-potential case, we identify the energy density ¢, as

Loc2, + Lyc?, + Lec?
_ a 1b T LcCle 4.53
T L Y Ly + L. (4.53)

Since we apply the same concept as in the case of two potentials, this calculation is still based
on the assumption that v; = 0, v; =1v, =cp =0, and vf =v; = 1.
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Fermionic Contribution to the Energy

The fermionic contribution in the three-potential case is derived analogously to the two-
potential case as well. However, some adjustments have to be made. The displacement
operator D acts on a field ¢ (z) as

Pyl (@) = L(La + Ly + Lo+ 7) = et hotbodigl (g), (4.54)

with g denoting the Bloch momentum. The dispersion relation for a hole of flavor f, still
under the premise that ¢ = 0, remains the same as for the two potential case (see eq.(4.6)).
Therefore, we also have the eigenvectors according to eq.(4.7). For notational convenience,
we again omit the flavor index f in the following calculation. It will reappear when it is
necessary to do so.

For the hole field v (z)+, we again make an ansatz for each section separately. If
x€[n—1)(Ly+ Ly + L), (n —1)(Lg + Ly + L¢) + L], then

1 B A 1
Yot (x) = ApeiPlat gip2e2 ( i\/ﬁl ) + B e'Pra®letP2r2 ( V2 ) . (4.55)
V2 f

For x € [(n —1)(Lg + Ly + L¢) + Lo, (n — 1)(Lg + Ly + L¢) + Ly + L),

1 1
wbi(x) _ Cneipfbmeimm ( i\/§1 ) + Dneip;b:meimm < :l:\/il > ’ (4.56)
V2 V2
and finally if x € [(n — 1)(Lq + Ly + L¢) + Lo + Ly, n(Lq + Ly + L¢)],
1 1
Yer(x) = Enei”;rc““"le“’mﬁ2 ( iﬁl ) + FeP1ct1¢ip2ee < i‘/§1 ) ) (4.57)
V2 V2
Due to the properties of the displacement operator D, the coefficients of the hole field are
related as
Apy1 = Anei(La'f'Lb'i‘Lc)q, Bpi1 = Bnei(La-i—Lb—i—Lc)q’
Crpr = Cnei(La+Lb+Lc)q’ Dy = Dnei(La‘f'Lb‘f'Lc)q’
Epi1 = Epelbatbotlo)a Fpiq = Fpeitbatlotle)a, (4.58)

We consider the continuity of the hole field ¥(x) and its first derivative ¢’(z) and modify the
set of equations we established in eq.(4.15) in order to describe the three potential case.

VYar (W +1)(Lg+ Ly + Le)) = tex((n+1)(La + Ly + L)),
Yyt (n(Lg + Ly + Le) + Lo+ Ly) = ther(n(Lg + Ly + Le) + Lo + L),
¢a:|:(n( +Lb+L ) = wbi n( +Lb+Lc) +La)7

Yot (04 1)(La + Ly + L)
Tzz)llyj:(n(La + Lb + L ) + La + Lb
Yoa(n(Lo 4+ Ly + Le) +

¢ (n+1)(La+Lb+Lc))a
(Lo + Ly + Le) + Lo + L),
(La

+ Ly + L) + Ly). (4.59)

n

)
)
La)
)
)
La)

AAAAAA

= %i

n
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The system of linear equations expressed in matrix form reads

S
UV =0, (4.60)
with
U pu—
eiLat+LytLe)d  gi(La+Ly+Le)q 0 0 P (LatLy+Le)  _ipT (LatLy+Le)
eZPTaLa e'P1gaLa ,eZPIbLa 7eZP1bLa 0 0
0 0 e P (LatLy)  ipg,(La+Ly) _eipT.(La+Lp) eiPie(La+tLy)
.+ .- .+ .+
p ePlala pp,ePrala —phePile  _preiPila 0 0
pikaei(La+Lb+Lc)q p;aei(La+Lb+Lc)q 0 0 7pikceipl+c(La+Lb+LC) 7plfceip17c(La+Lb+Lc)
. 4 = : .+ =
0 0 p;rbewlb(La‘FLb)plbell’lb(La+Lb) ,pircewlc(La-FLb) ,plcewlc(La-FLb)
(4.61)
and
.
T
V = (AN7B7L7Cn7Dn7EnaFn)- (462)

Again, we look for the non-trivial solutions of this system by finding the roots of the deter-
minant det(U) = 0. After substituting the momenta p{]i according to the dispersion relation

for the lower energy E' in eq.(4.6)

m —poofM' £ r{j_
py;— = M )

j €{a,b,c}, (4.63)
and omitting the non-relevant factors, the equation det(U) = 0 is replaced by the equation

where

(B q,p2) =

f
2 cos <<La t+ Lo+ Le) (M"q + M/pQUf)> — 2cos (Lar{a> cos (Lbr1b> cos <LCT{C>
M// M// M// M//

f Lord f
sin <L(l]‘z1,‘7> sin < 325?) cos (Lc]\;1/7> <(T{a—)2 + (T{b—)2>

_l’_
T{a—T{b
a { LbT{b . cl'y f 2 f 2
sin Mﬂi 08 M”7 Sin M’fi <(T1a—) + (Tlc—) )
_l’_
Mo e
f f f
cos (5= ) sin (= ) sin (= ) (rhr? + 0,7
_l’_
r{bfr{c—

(4.65)

We then expand the function ff (E{ ,q,p2) around the lowest energy residing at ¢ = 0 and
p2 = 0 according to eq.(4.27) up to O(p?). The coefficients of the expansion are listed in
the appendix. Proceeding exactly as in the two-potential case shown in subsection 4.1.1, the
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total energy density up to O(n?) is identified in the three-potential case in a straightforward
manner as
Lac%a + Lbc%b + Lcc%c

2
—n”. 4.66
La + Lb + Lc ( )

€= ¢+ 2ps

Calculation of the Background Field Configuration

To calculate the energy density for three potentials, eq.(4.66), we again proceed analogously
to the two-potential case shown in subsection 4.1.1. We expand the potentials c;; according
to eq.(4.43)

c1j = y1;n + O(n?), j € {a,b,c}, 7; € R. (4.67)

In addition, we also linearize the minimal energy E° = M + An. Plugging these two approx-
imations into eq.(4.64), the correction An for the energy up to order O((v/An)?) yields

(Laryla + Lyyip + Lc'ch) A
An = — n 4.68
La + Lb + Lc ( )

and thus
Lovia + Loy + Levic) An

B =
B Lo+ Ly + Le

(4.69)

The energy density for the three-potential case up to @(n?) then reads

= ot Mnt <2ps(Lﬂfa + Loy + Levie) = AMLavia+ Loy + Leyie) |« > 2

Lo+ Ly+ L. 2Megr

(4.70)

The variation of the energy density according to eq.(4.49) gives

A
= = = 4.71
Yla = Y16 = Y1c 4p, s ( )
and thus
A

Clg = Clp = Cle = 4—psn (4.72)

Obviously, the three-potential case again reproduces the result we have obtained previously
for a single constant potential ¢; in eq.(3.28) and for two potentials ¢1, and ¢yp in eq.(4.51),
causing again a homogeneous zero-degree spiral.

4.1.3 Extrapolation for k£ Sections

The explicit execution for the two-section case and the three-section case raises the question
of a general form for the problem. At this point, we lack a mathematical proof for the k-
section case. Nonetheless, due to locality considerations of the problem, there is little doubt
that each added potential ¢; and the according length L; will enter in a totally symmetric
way into the problem. The general form for the energy density € is hence expected to read

2ps zj Lj'Y%j - Az]' Ljm; n n n2
Zj L; 2 Mgt

e:eo+Mn—i—< (4.73)
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For an arbitrarily large number of sections the variation of the energy according to eq.(4.49)
then yields

= =..= = A (4 74)
Ya = V16 = --- = V1k = 4/)5’ .
and thus A
Cla = C1b Cik 4psn ( )

Hence, even for an arbitrarily large number of sections the system establishes a constant
background potential causing a zero-degree spiral. Since we can approximate any continuous
periodic background potential with this model, we conclude that for small doping the constant
background potential remains the energetically most favorable configuration and within the
range of 1 <A eff < 2, the system always establishes a zero-degree spiral.

4.2 Four Filled Hole Pockets

In this section, we perform the same calculations as we did for the two-pocket case, only this
time slightly modified for four filled hole pockets. We thus take into account all energies Ei
and, as we have done throughout this work, we only consider time-independent background

fields vy = 0.

4.2.1 Two Sections

We again start by considering the background potential with two constant sections introduced
in subsection 4.1.1 with the periodicity condition eq.(4.1) leading to a background field as
shown in figure 4.1.1. The calculation for the four-pocket case is then performed analogously
to the two-pocket case with some minor adjustments.

Magnonic Contribution to the Energy

The magnonic contribution to the energy density does not depend on the number of filled
hole pockets. In the two-section calculation for four filled hole pockets, we therefore have the
magnonic energy density as calculated in eq.(4.3)

2 2

4.
La + Lb ( 76)

€Em = 205

Fermionic Contribution to the Energy

The calculation of the fermionic contribution to the energy can also be performed analogously
to section 4.1.1. However, this time we need to consider the dispersion relation for both the
upper and the lower energy level

pi;+p P
E:{(plj,pz) =M + ;M' + 0o szl + Aclj. (477)
This equation, solved for each section individually, leads to the forward momentum pf T and
the backward momentum p{ i+ s
M+ —psopM' + T{ji - —psop M’ — T{jj: 478
plji M ’ pl]i - M ’ ( . )
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where we use again

T{jﬂ: _ \/p%(M’Q _ M//Z) + 2M’M”2(Ei - MF AClj), j € {a,b}. (4.79)

Note again that a plus- or minus-sign in the upper index refers to the forward or backward
momentum, while a plus- or minus-sign in the lower index refers to the higher or the lower
energy level, respectively.

Since we deal with the two section potential, we still need the hole field to fulfill the
conditions proposed in eq.(4.15). The procedure to solve that problem is analogous to the

two-pocket case which leads to the function fi(Ei, q,p2)

Lar! Lyr! Lo+ Ly) (M"q + M'pyo
fi(Ei’q’p2) = 2COS< C]Lwl:i>cos< ]wllf/)i> _2COS<( a )(M// f)>
. Lar{ai : Lbr{bi f 2 foy2
sin | —pr | sin | —77 ((Tlai) + (T1ps) )
_ . (4.80)
T{aiT{bi

Considering a Fermi surface with Ei(q,pg) = EY + 5Ei(q,p2) = const and denoting the
kinetic energy Ti as

L =5BL(q,p2) = FL(a.p2) — EL, (4.81)
we find the fermion density ni analogously to eq.(4.33)
ni - / dps dq = iFiTi (4.82)
(2m)? Jps 47 ’
where we denote
f
f oE]
Fl = (4.83)

2L\ (o1 orf 2
0q? ap |\ Oq Op2

The kinetic energy density ti of an occupied hole pocket is calculated as proposed in eq.(4.35)

f 1 f_ 1 g2
t, = — dpy dq T = —FyTy . 4.84
:I:(27T)2/Pip2(J:l:8ﬂ_:l::l: ( )
The total energy density of one hole is given by

ek = EOnl + 1, (4.85)
which is then used to calculate the total energy density € of the four holes

en, = €2 +€§ + ¢’ + ei. (4.86)

Fixing the hole density n by introducing a Lagrange multiplier x4 according to eq.(4.38) such
that
S =ep—pn (4.87)
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and solving the variational problem

oS

— =0 4.88
ol (4.89)

leads to the parameters

drn + E° <FE‘ + Ff) +EY (Ff +Ff)

po= :
Fe+ Fy + FP+ FY

. Am-E (Fo+F2) + B (P + F7)

o= o o BB ’
Fo 4+ Fo 4+ F° 4+ FY

dmn + E° <Ff + Ff) — B (Ff + Ff)

i = . 4.89
Fo+ Fe+ PP+ F) (4.89)

Together with eq.(4.76), we can thus express the total energy density

2 B B
128, + Ly, 1 (B2 = BY) (4 F7) (P + )

€ = € +2
0T T Lot Ly, B Fo+ Fe+ F° 4 F7
B (Fe+ F%) + BY (Fg + FY) o
+ — 3 BnZ. (4.90)
Fe 4+ Fy + FP 4 F} Fe 4+ Fy + FP 4 F}

Calculation of the Background Field Configuration

To calculate the energy density, we again lack the energies E® and ES)F. By linearizing the
potentials ¢1; as proposed in eq.(4.43), we use the result found in eq.(4.47) for E° and with
the same linearization procedure of the energy ES)r we obtain the correction for the upper
energy. These considerations yield

(La'Yla + Lbr)/lb) A

E° = M- n,
La + Lb
Lavia + Lyyin) A
EY = M+ (Lo n, 4.91
+ La + Lb ( )
which gives us the energy density for four filled hole pockets up to O(n?)
20s(LaVia + Lvvs,)  MegA?(Lavia + Lyvin)? T ) 9

€e=¢€y+ Mn+ a — n-. 4.92
0 < L, + Ly 7m(Lg + Ly)? 4 Mg ( )

According to eq.(4.49), the variation of € with respect to both potentials v1; and both lengths
L; leads to

Ma = Y16 = 0, (4.93)
and thus
Cla — C1p — 0. (494)

Therefore, the case for two sections and four filled hole pockets also reproduces the result for
a single potential ¢; leading to the homogeneous phase as previously seen in section 3.3.2.
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4.2.2 Three Sections

In this subsection we follow the calculations performed in subsection 4.1.2. We also consider
a periodic potential consisting of three constant sections under the condition eq.(4.52) shown
in figure 4.1.2.

Magnonic Contribution to the Energy
Again, as the magnonic contribution to the energy density does not depend on the number
of filled hole pockets, we have the magnonic energy density calculated in eq.(4.53)
Lac%a + Lbc%b + Lcc%c

Lo+ Ly + Le '

(4.95)

€m = 4Ps

Fermionic Contribution to the Energy

The fermionic contribution to the energy is then calculated analogously to the one in subsec-
tion 4.1.2. The minor adjustments to be made again concern the involvement of all four hole
pockets and hence both energies Ei for each flavor.

The hole field still needs to satisfy the conditions established in eq.(4.59). The procedure
to solve that problem is again analogous to the two pocket-case and leads to the function

fi(E;{a Q7p2)
f:{(Eia q7p2) ==

(Lo + Ly + L) (M"q + M'paoy) Lar{,s ] Lbr{bi . Ler] s
2 cos — 2cos Cos Cos

M/I M/I MI/ MI/

f f f
. Larigt \ . Lyripy Leryoy VERY. I 2
Sm( | s —pr | cos | —ppm (T1ax)” + (r1ps)

fo.f
MatT 10+

o Lar{s Loy \ o Lo I o2 I o2
Sm< ar ) Cos (| g | sin | g (T1ax)” + (Mes)

V.
MatT1e+

Lar{,i \ . Lorfy \ Lerf oy JRY f N2
COS< | S\ g ) S| T <(7°1b¢) +(7"1ci)>

fo.f
"o+ 1ct

_l’_

_|_

_|_

(4.96)

Again, expanding the function fi (Ei, q,p2) around the lowest energy according to eq.(4.27)
up to O(p?) and proceeding as in subsection 4.2.1, we identify the total energy density up to
O(n?) in a straightforward manner as

0 02 8 8
b6t e, (B2 B (2 P ()
Lo+ Ly + Le 8 Fo+ Fe 4+ FP 4 FY
0 « g 0 a &)
E° <F_ + F,) + B9 (F+ +F+) o ;
— —n”. (4.97)
Fe+Fe + FP+ F} Fe+ F¢ + FP + F)

¢ = +2ps

_l’_
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Calculation of the Background Field Configuration

The linearization of the potentials c¢; according to eq.(4.43) and the identification of the
energies E{ according to (4.91) then gives us the energy density

= ot Mnt <2P8(La7fa + Loy + Levty)  MeaA®(Lavia + Lovis + Leie)® | ) 2

L,+Ly+ L, 7m(Lg + Ly + L¢)? AMog
(4.98)
The variation of the energy density according to (4.49) yields
Yia =716 = V1e = 0, (4.99)
and thus
Clg = C1p = C1c = 0. (4.100)

It is not a big surprise that the three-potential case with four filled hole pockets also reproduces
the previously seen result for a single potential ¢; in eq.(3.33) and for two potentials ¢; and
¢ in €q.(4.94) and thus a homogeneous phase is established.

4.2.3 Extrapolation for k£ Sections

The above calculations for four filled hole pockets in the case of a two-section potential and
a three-section potential again raises the question of a general form for the problem. In this
case, we also lack a mathematical proof for the k-section case. Nonetheless, due to the same
locality considerations as before, there is little doubt that in this case too each added potential
c1; and the according length L; will enter into the problem in a total symmetric way. The
general form for the energy density up to O(n?) in the four-pocket case is hence expected to

read
20, Lin2  Mugh2(Y . Liyi;)?
€=¢o +M’I’L—|— ( Ps Z] nylj . eff (Z] jfylj) T ) n2.

4.101
>, L (S L2 A .
For an arbitrarily large number of sections the variation of the energy according to eq.(4.49)
then yields

Yla = Y16 = -+ = Y1k = 0, (4102)

and thus
Clg = C1p = ... = C1 = 0. (4103)

For an arbitrarily large number of sections, in the four-pocket case the system establishes
a constant zero background potential causing a homogeneous phase. Since in this case we
can approximate any continuous periodic background potential with this model as well, we

conclude that for small doping the zero background remains the energetically most favorable
Mg A2
2mps

configuration and for < 1, the system always establishes the homogeneous phase.






Chapter 5

Conclusion and Outlook

In this thesis, we systematically investigated the effect of a periodic potential in one lattice
direction on the background field configurations for different low-energy parameters for an
infinitesimally doped antiferromagnet, while setting the background potential in the other
lattice direction to zero. This was a legitimate simplification because, if the system is given
the opportunity to chose two arbitrary constant potentials in both directions of the lattice,
it always establishes a configuration where at least one of the potentials is set to zero. We
found that in the range of 1 > ]\gjrf;/f, where the energetically most favorable case is the
one with four filled hole pockets, for each section of the potential the system chooses a zero

potential. This causes the homogeneous phase of the staggered magnetization. In the range
Mg A?
s

of 2 > o 1, however, only two pockets are populated with holes and for each section

the system chooses a potential of |c¢;| = ﬁn, thus the background potential is again constant.

This case leads to a zero-degree spiral along one lattice axis in the staggered magnetization.

The case of Agjf;AQ > 2 has not been discussed in this thesis because the system is no longer

stable in that reéion.

Obviously, the stripes that occur in real antiferromagnets were not obtained with these
considerations. As a next task, one could try to solve the same problem for finite doping with
holes. However, this problem would no longer be solvable analytically and would therefore
need numerical investigations. Another future task could be the embedding of impurities in
the infinitesimal doping into the theory. This would describe a real antiferromagnet more
appropriately and could therefore lead to new and more exciting results. Furthermore, one
could also try to include long-range Coulomb interactions into the theory as they might be
the original cause of the stripes as well.
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Appendix A

Construction of the Hamiltonian in
Momentum Space

In this appendix, we work out in detail how one gets from the Hamiltonian H presented in
eq.(3.9) to the matrix-valued Hamiltonian H/ = H/(p) in eq.(3.11).

1
H:/d% 3 [Mmngg+WDiQ§TDZ-\If§

f=a,p
s=-+,— _|_ O'f

2M,/(D1W§TD2\1/§ + DoW/TD W) (A1)

ERUNQZALT ZAREE I ZATT3 2
UT and ¥ are creation and annihilation operators. Consider the covariant derivative D;
DV, = 0,00+ inpwl. (A.2)

To distinguish the operators in real space and momentum space the following convention is
used

ot = wlf () vl = vl (2)
vl = wlf(m) vl =l (p). (A.3)
Write
1 o~
o/t — d2p P EP St
1 2
vl = )2 /d p e PIYS (A4)

The covariant derivative acts on the operators as
Dl = 9,0l +ivdul
1 p—— 1 o
= 8i—ﬂ /d2p e_lp'xllfi + 3 /d2p e_”"xllfi
1

1 1P —ip-T
= (%)2/612]9( ipi)e " o iwf’(%)Q/cﬂpe iz \Ifi
1 . . PR,
= (2ﬂ)2/d2p (—ip; £ iv?)e PTTL. (A.5)
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The kinetic term in the Lagrangian reads

T
D, D, v} (0 £ ivf)WL| (0, + ivd) WL

= @i Fifulhoul +ivfwl)

= 9 u{lo vl +w? @l F iwdwll(9,w]) - (iv})2wfwl. (A.6)

2

Using partial integration the following terms in the Hamiltonian arise

[ @uihowh) - vl

N————
=0

= - [ wfli@pul)

- [ wliopul)

/ Lz Ovihw] = xlffxlfi(io— / &2z v (9,0])
=0
= - / a2z il (9;0). (A7)

It is then possible to rewrite eq.(A.6) as follows

DU Dl = g ula,whl 4 il (0,0 F idwll(9,0) + (v3)2eliwl
= il @pvl) 7 iwpell@wl) Fifwll(9,w]) - () wilwl
o A CET R
= /DD vl (A.8)

The Hamiltonian can therefore be written as

1

H:/d% 3 [Mmgqug—wqfﬁpipﬂg
f=a,p 1
S—JF,* —_ O'f 2M//

+ A(\I/f:rvf\IJJis + O'f\IngUS\IJ{S)] .

<\115TD1D2115 n \Ifg”TDQDlfog‘) (A.9)

If four-fermi couplings are neglected, the flavors o and 3 are independent. Hence, it is allowed
to separate the Hamiltonian into two contributions

1
H = /d% 3 [M\Ifghlfgf — 53 D]
S=+,—

~ i3 <x1f§TD1D2fo§ + xlfg‘TDQDlfog‘) (A.10)

+A <\D£Tv‘f\l’{s + Jf\IlgurvS\IJ{s) }
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Plugging the relation eq.(A.4) in the above eq.(A.10) we get

1 Lo~ N L~
f— 2 2,0 g2 2Tt —ipET
H' = (2ﬂ)4/d x/dp dpS§ {Me’p Wl (ph) e P EWL(p)
I = T N . s
— o ) i+ i) T ()
— o (P FGI () (—ipy £ i50) (—ips + isvd) e PG () (A-11)
f2M/ S P P1 1 D2 2 S p
+ VTR ) (~ipy + isvd)(—ipy E isv]) e PV (7))
+ A (P TR0} PR () + o FRLT (e e PERL (7)) ].
Since we have
[ [ @y [y e [y [ - penr?
= / d*p (2m)?, (A.12)
we can rewrite eq.(A.11) as follows
1 R
s=-+,— 1 - -
—0fsa (\I’f:r(—ipl + isv3)(—ipy % isv3) WS
M (A.13)
+ W (—ipy + isvd)(—ip £ zsv‘rf)\llf:)
+A (\Tlfva\flfs + af\TlfTvg\T/]:é,) }
Consider now the factors due to the derivative in real space
(—ipi £isv})* = —(pi F 5v})?,
(—ipy £ isvf)(—ip2 £isvy) = —(p1 F s07)(p2 F 503),
(—ipe & isv3)(—ipy £ isv}) = —(p2 F sv3)(p1 F svd). (A.14)

Using the gauge transformation suggested in eq.(3.1), we replace

and vF (T) = ¢;. (A.15)
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In this case, the factors (p; F svd)(p; F svj?), i,j,€ {1,2} commute, which makes it possible
to rewrite the Hamiltonian as

1 0 e 1~ .
# = g [0 3 [MEIL 4 gy W o)
0y 57 (V0 ¥ 5cd) (2 ) ¥

+ UL (po F 5¢3) (01 F SC‘E’){H)

+ A <€[}£T01€[}{3 + O'fCI}gTCQCI}iS> }

1 ~ e~ p-:|2503 2~
_ /d2p - [qugwg_%mgwg

; (p2 T s63)(p1 F s¢) SPAREL

to M 5 X

+ ey + opep) U IT07 | (A.16)

Consider now the sum of the integrand

~pze (D F )<~ (p2 F s63)(p1 F s¢}) = i =
> MU, PRI o ]
s=+,—

+ Al + O'fCQ)E’g‘TE’iS

_ By A _ (A.17)
_ 9l (a4 (pi c},) ) o (1 01)(,2/?2 <) B+ WA (e + o pen) T
2M M
~ 4 c})? +pe+e)\ ~r = ~
c @t (el )P Y)Y G LGN + g T
2M M
AT+ BB 1 T + ¥ DEl,
using the abbreviation
(pi — c})? (1 — ) (p2 — c3)
A = M+ 2]\4//Z tof M )
B = A(ci +o0yfc2),
(pi +c})? (p1 + ) (p2 +3)
¢ = M+ 2]\4//Z tof M )
D = Alci+ogc). (A.18)

The latter form can be written as a matrix multiplication

<xiﬁ,\iﬁ) ( é g > < % ) . (A.19)

In shorthand notation, we therefore write

H = (W|H/ (p)|¥7), (A.20)
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denoting the Hamiltonian

( M+ (PZ—A;?F _|_Uf(p1*c(i;&[(lzl)zfc§)

H(p) =
®) A1 + ofco)

which is equal to the Hamiltonian in eq.(3.11).

M +

A(01 + O'fCQ)

(pit+c)?

(p1+c3) (p2+cd)

2M

+ o

Mll

) . (A21)






Appendix B

Construction of the Reciprocal
Lattice

B.1 1-Dimensional Case

Assume a 1-dimensional periodic lattice with IV sites and with periodic boundary conditions

such that the site IV equals the site 0. Define

1 N-1

- e

N ¢4
7=0

/
n—n! .
5nn — 2t .

The 6,/ then has the standard Kronecker property

N—-1
1 6271_1'%7\’/]' o 1 n = n/
N <4 0 n#n/
Jj=0

3

and also represents the periodicity of the lattice. For n = n 4+ mN, m € Z, we have

1 N-1 n+mN—(n/+m/N) 1 Nl ! !
- 2 : 6271'@'*]’ - = 627ri”;\,” j627rim;\,m Nj
N < N
Jj=0 7=0
1 N-1
_ - eQm”;\,” J
N 4
J=0
X
| | | | | | | | | | | |
[ [ [ [ [ [ [ [ [ [ [ [
0 1 N—-1 N=0

Figure B.1: A 1-dimensional periodic lattice with lattice spacing a and N sites.
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k

|

[
27 2w ~
Na a 0

Figure B.2: The momentum lattice for a periodic real space lattice with lattice spacing a and
N sites.

Therefore, we can write

wn = E 5nn/¢n’
n/
N-—1 1 N—-1
2 = g
g JR— e N ’
>N v
n'=0 7=0
N-1 1 N-1
2mi 2L j —2mi 5
= e NJ — e N /
> emIIS v
7=0 n/=0
N-1 N-1
2milj T -1 —2min j
= NIy, Y= > e IN Iy, (B.4)
=0 n'=0

Since the lattice is discrete with spacing a between the sites, we can replace the sites n by
T = na:

N-1
b= 3 i, (B.5)
§=0
Renaming
27
ki =—7 B.6
J N@]? ( )
we can rewrite the above equation as follows
N-1
by =y ity (B.7)
j=0
or simply as a summation over the momenta

k

which is the commonly used representation of a discrete Fourier transformation. From
eq.(B.6), it follows further that a periodic lattice with spacing a and N sites generates a
reciprocal lattice in momentum space with a discrete set of N momenta k; in the interval
[0, %’T] We call k a reciprocal lattice vector. Note also that due to the periodicity of the
lattice

etk(mNa) — 1. m € 7. (B.9)
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B.2 2-Dimensional Case

The 2-dimensional case works analogously to the 1-dimensional case. For the discrete Fourier
transformation we write

Ve =Y T (B.10)

k

Denoting any linear combination of the basis vectors @; in the direct lattice by C_j,
G = mydy + mads, m; € 7, (B.11)
the equivalent relation to eq.(B.9) must hold
e G = 1. (B.12)
Let us define the reciprocal vectors k through the basis vectors of the reciprocal lattice

gi, i € {1,2}, B
k= l1§1 + l2§2, l; € 7. (B13)

It then follows, due to eq.(B.12), that the basis vectors of the direct lattice @; and the basis
vectors of the reciprocal lattice ¢; must satisfy the following set of equations

B.3 The 2-Dimensional Lattice of the Theory

We apply this concept to the sublattices of this theory. According to figure B.3, the basis
vectors of the sublattice X € {A, B, ..., H} can be chosen as follows

C?l = < 461 ), and 62 == ( ;Z ) . (B15)

Satisfying eq.(B.14), the following basis of the reciprocal lattice g; can be constructed

£71=<2>, and §2=< 2_‘?r> (B.16)
a " 2a

The resulting reciprocal lattice is shown in figure (B.4), providing momenta at

k = (£5;,*3-), where they indeed occur in cuprates.



50 Appendiz B Construction of the Reciprocal Lattice

Z2

ay Ty
: -0~
2a 4a

Figure B.3: The sublattice for each field configuration X (z), X € {A, B,..., H}, with the
according basis vectors d;, ¢ € {1,2}, in real space. The lattice spacing of the complete lattice
consisting of all the different sublattices X, is a. For the complete lattice see also figure (2.1).

P2, .
la
° °
A
o J1 °
p1
g s
92 P
° °

Figure B.4: The reciprocal lattice for lattice X in real space with the according momenta and
their periodic copies and the basis vectors g;, i € {1,2}.



Appendix C

D, H| =0 for a Periodic Potential
Vi(z)

In the derivation of the two-potential problem in chapter 4, the fact that the Hamiltonian H
with a periodic potential and the displacement operator D have the same eigenvectors has
been used. The statement that H and D do have the same eigenvectors is equivalent to the
statement that both operators commute. This is exactly what is shown in this appendix.

The potential V' (z) is periodic, hence
V(z)=V(xz+1). (C.1)
The displacement operator D acts on a wave function as follows
Dip() = (o + 1) (C2)

Therefore, the operators H and D commute

D (H(z)y(z)) — H(z)Py(z)
_ D <_ﬁ¢”(x) + V(m)w($)> — H(z)Y(x +1)

(D, H ()] (x)

1 "
= —%w (x+1)+V(z+ Dz +1)

_ <_%¢~<x + 1)+ V(@) + l)>

B (C.3)

Hence, it is justified to choose the eigenvectors for H and for D to be the same ones.
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Appendix D

Derivatives of f:ft(E:{, q, )

Considering eq.(4.6), which implies that E$(0,0) = E7(0,0) = EY, and defining

Rije = \/2M/(BS — M F Acyj). j € {a,b,c}.

we write down the derivatives of the function fi (Ei, q,p2).

D.1 Two Sections

82 9 M/2
a—pgfi(EE)bO?O) = (La+Lb) W

4 ]\4/2 La COS (Llebi) sin (LaRla:I:)
2Me2ﬂ‘ Rla:l:

Ly cos (LaRla:I:) sin (Llebi)
+
Ryps
| 2sin (LaRiqs) sin (LpRips)
Ryt Rips
Lysin (LgRyps ) sin (Lo Rigs) (RY, . + R3,.)
+ R R2
lattl1p4
. Lq cos (LoRig+) sin (LyRyps) (R4 + RS,y )
Rt R,y
N M’ sin (LqRiq+) sin (LyRip+) (RT3 + RY,4)

3
Rla:l: Rlbi

N M'sin (LaRiqx) sin (LyRips) (R34 + R3,.) }

Ry R} .

iff(EO 0,0) =
dq Opg ' = TE

(Lo + Ly)* Moy
M/I ?
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82
5 HEL0.0) = (La+Ly)*,

9 f (0 /
—_— EY,0,0) = M —
8E£fi( + ) {

Ly cos (LyRyp+) sin (LgR1q+)
Riq+
Ly cos (LgRya+) sin (LyRypt)
B Ryps
sin (LqR1q+)sin (LyRypt)
B Rygt+ Ryps
Ly cos (LyRyp+) sin (LgRiax) (R3 1 + RY,y)
a RlaiR%bi
. L cos (LgRigx) sin (LyRups) (RY,. + R%,.)
R+ R%, |
M'sin (LqRiq+) sin (LyRyps) (R34 + R2,.)
Ry R, e
. M'sin (LqRig+) sin (LyRupt ) (Rioq + B3yt }
Ry R, e

(D.2)

D.2 Three Sections

0 f (0
apzf:t(Ei7070) - =
2

2(La + Lb + LC)QM,Q
M//2
M"? { 2L cos(LpRyps ) cos(LeRyct ) sin(LgRig+)
M

Ryt
N 2Ly cos(LgRig+) cos(LeRycyt ) sin(LyRyp )
Ryps
N 2L, cos(LgRiq+) cos(LyRypt) sin(LeRycs)
Rics
N 4cos(LeRyct)sin(LgRyq+ ) sin(LyRypt)
RygxRips
N 4 cos(LpRyp+ ) sin(LgRyqy ) sin(LeRyct)
Rigt Rict
N 4cos(LgRyg+)sin(LyRyps) sin(LeRyct)
Ript Ricx
N LoM'(R3, . + R%,.) cos(LgRigx) cos(LeRicy ) sin(LyRipa.)
RY, i Rips
N LoM'(R?, . + R?_.) cos(LgRiax) cos(LpRyipt ) sin(LeRycs)
R%aiRlc:I:
N LyM'(R2 , + R%bi) cos(LpRips ) cos(LeRict) sin(LgRia+)
R3,  Rig+
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95

N LyM'(R%,, + R%..)cos(LaRiqx) cos(LyRips) sin(LeRies)

2
RlbiRlc:I:

N L.M'(R2, . + R2..)cos(LyRipt) cos(LeRyex) sin(Ly Rig+)

R%c:l: Rla:l:

N LM'(R3, . + R2..) cos(LaRigt) cos(LeRics ) sin(LpRips)

62
dq Op

FL(EL,0,0)

0 f (0
a—qui(E:I:’Oa 0)

9

1 (EY,0,0
aE:{ E:l:( + )

R? . Rips
M'M"™(R? ., + R%,,) cos(LcRicx ) sin(Lo R,y ) sin(LyR3, )

R,y Ripe
M'M"(R3,, + R}..)cos(LyRipt ) sin(LqRia+ ) sin(LeRyc+)
R?aiRlci
M'M"™(R2,, + R%,,)cos(L.Rict) sin(LgRiax ) sin(LyRips )
R?biRlai
M'M"™(R?, . + R%.,)cos(LqRiq+)sin(LyRyps ) sin(LeRyct)
R, Rict
M'M"(R3,, + R}..)cos(LyRipt ) sin(LqRia+ ) sin(LeRyc+t)
R%CiRlai
M'M"™(R2, . + R2.,) cos(LqRiqy)sin(LyRips ) sin(LeRycs)
R%CiRlb:I:
LoM'(R3,, + R?,_,)sin(LqRiq+)sin(LplbE) sin(LeRyes)
Rig+ Rip+ Ryc+
LyM'(R? . + R?_.)sin(LyRiq+)sin(Lylb+t) sin(LeRyc+)
R+ Ript Ricx
LM'(R2,, + R?,.)sin(LaRiq+)sin(Lylbt)sin(LeRict) }
Rig+ Rip+ Ric+ 7

2(Lg + Ly + L) Mo ¢
M" )

_2(La + Lb + LC)Q?

2L, M cos(LyRyp+) cos(LeRict ) sin(Lg Ria+)
Rla:l:

N 2Ly M’ cos(LgR1a+) c0o8(LeRyct ) sin(LyRypy)

Ript

N 2L .M' cos(LgqRyq+) cos(LyRyp+ ) sin(Le.Ryct)

Rlc:l:

i 4MI COS(Lchci) Sin(LaRlai) sin(Llebi)

Rig+ Rip+

+4M’ cos(LpRyp+ ) sin(LgRygy ) sin(LeRycet)

RlaiRlci
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+ 4MI COS(LaRlc:t) sin(Llebi) sin(Lchci)

Ryp+ Rip+
LoM"™ (R}, + R?, ) cos(LqRiq+) cos(LeRict ) sin(LyRyps)
i Ri,s Rips
LoM"™ (R}, + R3..)cos(LyRiq+) cos(LyRyps) sin(LeRyct)
- R, Rt
LyM"™(R3,, + R%, ) cos(LyRip+ ) cos(LeRyc ) sin(Lg Riqs)
* R%biRlai
+LbM'2(R§b L+ R2.,)cos(LaRigy) cos(LyRips ) sin(LeRycs)
R%bﬂ:Rlci
+LCM/2 (R%bjE + R?,.) cos(LyRipt) cos(LeRest ) sin(Lg Ryg+)
R%C:I:Rlai
L.M" (R%bjE + R?,.) cos(LaRygx) cos(LeRyet ) sin(LyRyps)
" R Rips
_ MPM"™(RE.p + BYy,) cos(LeRicr) sin(LoRiax ) sin(LoRipt)
RY s Raps
_ MPM"™(Ri,y + Ri.y) cos(LyRips ) sin(LoRiaxt) sin(LeRicst)
Rzl)’atiRlci
B M"?M" (R, + R2,.) cos(LcRycy) sin(LoRigy ) sin(LyRip )
Ri’biRlai
B M"?M"(R2, . + R3..)cos(LqRigs) sin(LyRipt ) sin(LeRyct)
R?biRlci
_ MPM"™(Ri,y + RE.y) cos(LyRips ) sin(LoRiax) sin(LeRics)
Rzl)’ciRlai
B M"?M"(R3 . + R2,.) cos(LqRiqy)sin(LyRips ) sin(LeRycs)
R} Rips
B LoM"™(R3, . + R3.,)sin(LqRiqs ) sin(LplbE) sin(LeRycy)
Rig+ Ript Ricx
_ LyM?(RE,q + Riy)sin(LoRiat) sin(Lylbt) sin(LeRics)
Rig+ Ript Ryt

LCM/2 (R%a:t + R%b:l:) Sin(LaRla:I:) Sln(Lblbi) Sin(Lchc:I:)

. D.3
Rig+Rip+ Ric+ (D-3)




Appendix E

Principal Axis Transformation

Here we show a principle axis transformation of a second order curve with the general form
ax?® + 2bxy + cy® + 2dx + 2ey + f = 0. (E.1)

Since in our theory we have elliptically shaped hole pockets, we can restrict ourselves to the
case of an ellipsis. Defining

a b d 0 b
A=det| b ¢ e |, Bzdet( ), (E.2)
b ¢
d e f
we then obtain the normal form of an ellipse
A
di? +dy?* + = =0, (E.3)
B
with
o= eV Ty ares VoD AR (B.4)

In order to calculate the fermion density ni and the kinetic energy density ti of one specific

hole pocket Pi, it is necessary to rotate the ellipse of the pocket according to the directions
above. In the expansion according to eq.(4.30), the ellipse is described by

—1
off 12 , 104, Pl /
_ 2 - —T1{=0 ES5
<6Ei 20 T 20 T g, ™) T 55
Thus, we have
al. bl 0 o o
Al=det| oL L 0 |, Bl=det| 7 F ). (E-6)
o o ff = G
With
-1
go_ 1ol forl
* 2 9¢> \orL)

o7
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g 1ol (orl\™
T 20¢0py \opl)
—1
g 1o (o
* 2 02 \opl)
= -l (E.7)

This gives us the coefficients of the ellipse after the principal axis transformation

AL of
—= = -7
B:I:
-1 2
i _ 1o i F N i T F A N
* 4\ oE] o " Op} o3 9 dq Ops
-1 2
BT (0 S W (S (G E S N ) e
* 4\ 9E{ d¢®>  Op3 3 0g? dq Ops '
Hence, the normalized transformed ellipse of a hole pocket Pi reads
1f 1f
a c
=+ =1 (E.9)
Ti Ti

This is the form we used to calculate the fermion density ni and the kinetic energy density
ti of a hole pocket Pi.
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