.The recent experimental advances in manipulating ultra-cold atoms
make it feasible to study coherent transport of Bose-Einstein conden-
sates (BEC) through various mesoscopic structures. In this work the
quasi-stationary propagation of BEC matter waves through two di-
mensional cavities is investigated using numerical simulations within
the mean-field approach of the Gross-Pitaevskii equation.

The focus is on the interplay between interference effects and the
interaction term in the non-linear wave equation. One sees that the
transport properties show a complicated behaviour with multi-stabi-
lity, hysteresis and dynamical instabilities for non-vanishing interac-
tion. Furthermore, the prominent weak localization effect, which is a
robust interference effect emerging after taking a configuration ave-
rage, is reduced and partially inverted for non-vanishing interaction.”

Timo Hartmann

Transport of Bose-Einstein
condensates through two
dimensional cavities

Dissertationsreihe Physik - Band 44

Universitatsverlag Regensburg Universitatsverlag Regensburg

he
Physi

Timo Hartmann

ionsrel

r Universitat
Regensburg eV.

ISBN 978-3-86845-119-1
gefordert von:
Alumni der
A¢ physikalischen
Fakultat
838681451191 [

@

Universitat Regensburg

il
()
il
p &
(<))
7))
I
@]




Timo Hartmann

Transport of Bose-Einstein
condensates through two
dimensional cavities



Transport of Bose-Einstein condensates through two dimensional
cavities

Dissertation zur Erlangung des Doktorgrades der Naturwissenschaften (Dr. rer. nat.)
der Fakultat far Physik der Universitat Regensburg

vorgelegt von

Timo Hartmann
aus Eschwege
im Juni 2014

Die Arbeit wurde von Prof. Dr. Klaus Richter angeleitet.

Das Promotionsgesuch wurde am 16.01.2012 eingereicht.

Das Promotionskolloquium fand am 05.11.2014 statt.

Prifungsausschuss: Vorsitzender:  Prof. Dr. Christian Schuller
1. Gutachter:  Prof. Dr. Klaus Richter
2. Gutachter:  Prof. Dr. Thomas Niehaus
weiterer Prifer: Prof. Dr. Andreas Schafer

Dissertationsreihe der Fakultat fiir Physik der Universitat Regensburg,
Band 44

Herausgegeben vom Prasidium des Alumnivereins der Physikalischen Fakultat:
Klaus Richter, Andreas Schafer, Werner Wegscheider, Dieter Weiss



Timo Hartmann

Transport of Bose-Einstein
condensates through two
dimensional cavities

Universitatsverlag Regensburg




Bibliografische Informationen der Deutschen Bibliothek.

Die Deutsche Bibliothek verzeichnet diese Publikation

in der Deutschen Nationalbibliografie. Detailierte bibliografische Daten
sind im Internet Uber http://dnb.ddb.de abrufbar.

1. Auflage 2015
© 2015 Universitatsverlag, Regensburg
LeibnizstraBBe 13, 93055 Regensburg

Konzeption: Thomas Geiger

Umschlaggestaltung: Franz Stadler, Designcooperative Nittenau eG

Layout: Timo Hartmann

Druck: Docupoint, Magdeburg

ISBN: 978-3-86845-119-1

Alle Rechte vorbehalten. Ohne ausdriickliche Genehmigung des Verlags ist es
nicht gestattet, dieses Buch oder Teile daraus auf fototechnischem oder
elektronischem Weg zu vervielfaltigen.

Weitere Informationen zum Verlagsprogramm erhalten Sie unter:
www.univerlag-regensburg.de



Contents

1 Introduction 1
2 The Bose-Einstein condensate 7
2.1 The mean-field equation for condensates . . . . . . . . ... .. .. ....... 7
2.1.1 Energy minimization using the Hartree ansatz . . . . . . . ... ... .. 7

2.1.2 Thesecond quantization . . . . . . . . .. . ... .. 9

2.1.3 Particle-particle interaction . . . . . . . ... ... 11

2.2 External potentials for Bose-Einstein condensates . . . . . . . ... .. .. ... 12
2.2.1 Optical potentials . . . . . . . . ... ... ... 12

2.2.2  External potentials induced by magnetic fields . . . . .. .. ... ... 13

2.2.3 Restriction to two dimensions . . . . . . ... ... L. 14

2.3 Gauge potentials for Bose-Einstein condensates . . . . . . .. .. ... ... .. 15
24 Summary ... ..o e e e e e e 17
3 Stationary scattering states of the Schrodinger equation 19
3.1 Introduction . . . . . . . .. 19
3.2 Theretarded Green function . . . . . . ... ... ... .. ... 20
3.3 Thetightbindingmodel . . . . . . ... ... ... ..o 21
3.4 The tight binding model for a constant potential . . . . . . ... ... ... ... 22
3.4.1 Eigenfunctions for a constant potential . . . . . .. .. ... .. ..... 22

3.4.2 A source on an infinite lattice . . . .. . ... ... oL 23

34.3 Calculationofthecurrent. . . . . . .. ... .. ... ... ... 25

344 Asourceinansemi-infinite strip . . . . . ... ... 26

3.5 The Green function in the tight binding model . . . . . .. ... ... ...... 28
3.5.1 Handlingoftheleftlead . . . . . ... ... ... ... ... ...... 29

3.5.2 Calculation of the selfenergy . . . . ... ... ... ... ....... 30

3.5.3 Handling of therightlead . . . .. ... ... ... .. ......... 32

3.6 Generalization to two dimensions . . . . . . . ... ... oL 33
3.6.1 Thetwodimensionalleads . . . . ... .. ... ... ... ...... 34

3.6.2 Current measurement in two dimensions . . . . . . . .. ... ... ... 36

3.6.3 Magnetic gaugefield . . . . ... ... ... L Lo 36

3.6.4 Selectionofthe gaugefield. . . . . ... ... ... ... .. ..., 37

3.7 Exterior complex scaling boundary conditions . . . . . ... .. ... ... ... 38
3.7.1 Accuracy of the exterior complex scaling boundary conditions . . . . . . 42

37.2 Resonances . . . . . . ... 43

3.8 Scattering systems of “billiard” type . . . . . . . . . ... ... 47



vi Contents
3.8.1 B;: An almost-closed example system . . . . . . . ... ... ... 48

3.9 Computational complexity . . . . . . .. ... ... 50
3.10 Summary, outlook andopenends . . . . . . .. ... ... ... ... ... 52
4 Simulation of the time dependent Gross-Pitaevskii equation 53
4.1 Introduction . . . . . . . . .. L 53
4.2 Crank-Nicholson . . . . . . . ... . . . 54
4.3 Incorporating the interactionterm . . . . . . . . . .. .. ..o 56
4.4 The Taylor seriesmethod . . . . . . .. ... ... ... ... .. ........ 57
4.5 The Split operator method . . . . . . . . ... ... 59
4.6 Accuracy of the exterior complex scaling boundary conditions . . . . .. . . .. 61
4.7 Non-adiabatic switching of the source . . . . . .. ... ... ... .. ..... 62
5 Stationary scattering states of the Gross-Pitaevskii equation 67
5.1 Introduction . . . . . . .. oL e 67
5.1.1  Scaling behavior of the Gross-Pitaevskii equation . . . . . . .. ... .. 68

5.1.2 The position dependent interaction strength . . . . . . . ... ... ... 69

5.2 Numerical solution of the non-linear system of equations . . . . . ... ... .. 71
5.2.1 Calculation of the derivative . . . . . . . ... .. .. ... .. ..... 72

5.2.2 Selectionof the startvector . . . . . . . . ... .. Lo 73

5.3 The curve tracking algorithm . . . . . . . . .. ... ... ... oL, 76
5.3.1 Calculation of the tangent vector . . . . . . . . .. .. .. ... ..... 77

532 Critical points . . . . . . . . ... 78

5.3.3 Adaptive stepsizecontrol . . . . . ... oL Lo 81

5.3.4 Artificialhomotopy . . . . . . .. ... 82

5.4 Time dependent simulations . . . . . .. ... ... ... ... 83
5.4.1 Time dependent population of the scattering system . . . . . . ... ... 83

5.4.2 Time dependent variationof ¢4 . . . . . ... ... 85

5.4.3 Time dependent variationof gand 7, . . . . . . ... ..o 86

5.5 Curve tracking for various parameters . . . . . . . . . . . .. .. ... ... 88
5.6 Perturbationtheory . . . . .. .. ... ... 92
5.6.1 Perturbation theory for the wave function . . . . ... ... ... .... 92

5.6.2 Perturbation theory fortheenergy . . . . . ... ... ... ... .... 94

5.7 Dynamical stability . . . . . . .. ... . 100
5.8 Other geometries . . . . . . . . . . . e e e e e 105
5.8.1  By: A nearly closed system without horizontal mirror symmetry . . . . . 105

5.8.2  Bs: A nearly closed system without any symmetry . . . . ... ... .. 108

5.8.3  Bj: Another nearly closed full symmetric system . . . .. ... ... .. 108

5.8.4 B;: A wide open system with classical chaotic dynamics . . . . . . . .. 113

5.9 One dimensional systems with non-trivial topology . . . . ... ... ... ... 118
5.9.1 Bg: Aring with vanishing potential . . . . . . ... .. ... .. ..., 119

5.9.2  B;: Aring with a weak disorder potential . . . . . ... ... ... 122

5.9.3 Bg: Aring with a strong disorder potential . . . . . . .. ... ... 122

5.10 Summary . . . .. e e e 122



Contents vii
6 Scattering states in chaotic billiards 125
6.1 Weak localization . . . . . . . . . . . . . ... 126
6.1.1 Weak localization in the linear regime . . . . . . . ... ... ... ... 126

6.1.2 Weak localization in the non-linear regime . . . . . .. ... ... ... 132

6.1.3  Analysis of the classical dynamics . . . . . ... ... ... ....... 136

6.1.4 Comparison with numerical results . . . . .. .. ... ... ... ... 141

6.1.5 Direct evaluation of the semiclassical sum . . . . . ... ... ...... 147

6.2 Intensity distribution . . . . . . ... 150
6.2.1 Theoretical analysis . . . . . . ... ... ... 150

6.2.2 Comparison with numerical results . . . . . . ... ... ... ..... 154

6.3 Other geometries . . . . . . . . . . . .t e e e 157
6.3.1 Bgy: Theclippedtriangle . . . . . ... ... ... .. .. ........ 157

6.3.2 Bjp: The stomach billiard . . . .. ... .. ... ... ......... 157

6.3.3 Bj;: The half circle (narrow leads) . . . . . . . .. ... .. ... .... 158

6.3.4 Bjy: The half circle (wideleads) . . . . . . . . .. ... ... ...... 158

6.3.5 Bijs: The limacon (narrow leads) . . . . . . ... ... ... ....... 158

6.3.6 By The limacon (wideleads) . . . . . . ... ... ... ........ 158

6.4 Related effects in mesoscopic systems . . . . . . . . ... 172
6.4.1 Coherent backscattering in disordered potentials . . . . . .. ... ... 172

6.4.2 Time-reversal mirrors in chaotic cavities . . . . . . . .. ... ... ... 173

6.4.3 Half-period Aharonov-Bohm oscillations in disordered rings . . . . . . . 174

6.5 Summary andoutlook . . . . . .. ..o Lo 175
Appendix 177
A The Newton method 177
B The Onsager relations 180
B.1 Symmetries of the scattering matrix . . . . . .. .. ... .. ... ... ..., 180
B.2 The Onsagerrelations . . . . . . . . . . . . . ... 183
B.3 The breakdown of the Onsager relations in the interacting case . . . . .. .. .. 184
B.4 The generalized continuity equation . . . . . . . . .. ... ... ... ... 185

C Transparent boundary conditions 187
D Block GauBl matrix inversion 191
E The Dyson equation 192
F Derivation of the Peierls phase 194
G The stability amplitude in Birkhoff coordinates 197
H A smooth switching function 199
References 204



List of publications

T. Hartmann, F. Keck, H. J. Korsch and S. Mossmann. Dynamics of Bloch oscillations.
New Journal of Physics 6, p. 2 (2004).

H.J. Korsch, H.-J. Jodl and T. Hartmann. Chaos-A Programm Collection for the PC. (Springer,
2008), third edition.

T. Hartmann, J. Michl, C. Petitjean, T. Wellens, J.-D. Urbina, K. Richter and P. Schlagheck.
Weak localization with nonlinear bosonic matter waves. Annals of Physics 327, p. 1998-
2049 (2012)

T. Hartmann, J.-D. Urbina, K. Richter and P. Schlagheck. Intensity distribution of non-
linear scattering states. AIP Conference Proceedings, Volume 1468 - “Let’s Face Chaos

through Nonlinear Dynamics” 8th International Summer School/Conference , p. 193 (2012),
arXiv:1205.3067



Chapter 1

Introduction

The microscopic world at the level of individual atoms behaves fundamentally different than
the macroscopic world which dominates the physics we encounter in everyday life. The first is
wholly described by quantum mechanics discovered in the 20th century while the latter is wholly
described by classical mechanics which was already fully developed in the 19th century. In the
classical world we use the Lagrange/Hamilton point particle mechanics while in the quantum
world particles are described by the Schrodinger equation. The latter is essentially a classical
wave equation. Albeit wave equations are ubiquitous in classical physics, the whole interpretation
and conceptual foundation of the Schrodinger equation sets it apart.

While the Schrodinger wave equation has parallels in classical physics we come now to some-
thing which is unknown to the classical world. A fundamentally dictum of quantum mechanics
is that several particles of the same kind should be indistinguishable. The consequence of that
dictum is that the description of a system consisting of many quantum particles differs drastically
depending on whether one investigates several particles of the same kind or particles of several
different kinds. This behavior has no counterpart in classical mechanics and underlies many
interesting physical phenomena.

Another intrinsic feature of quantum particles is their spin which also lacks a classical counter-
part'. The famous spin-statistic theorem [73, 162, 166] due to Fierz and Pauli relates the behavior
of several indistinguishable particles to their spin. The many-particle wavefunction of several
indistinguishable particles with half-integer spin (called fermions) changes the sign after an inter-
change of two particle. In contrast to that the wavefunction of particles with integer spin (called
bosons) remains unchanged after any permutation of particles.

Quantum effects are very susceptible to perturbations from outside which induce decoherence
destroying any quantum feature. This usually means well isolated (from the environment) systems
at low temperatures’ are required to observe these effects. Furthermore, at low enough temper-
atures one can safely assume that the observed system is near its ground state. For a system of
identical bosonic particles this ground state is particularly interesting. It is called a Bose-Einstein
condensate (BEC). In contrast to fermionic systems (keyword Fermi surface), the particles in

! The closest analogy is an intrinsic angular momentum. But the spin has several features which an intrinsic
angular momentum cannot take account of.
2 Low in comparison to typical excitation energies of the system.
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the ground state of a many-particle bosonic system approximatively occupy all the same single
particle state. For interacting particles, this results in a non-linear potential term in the effective
mean field equation of motion. The influence of this non-linearity on the transport properties of a
condensate will form the main topic of this thesis.

First predicted by Bose and Einstein in 1924 [25, 60, 61], it took many years to successfully
create a Bose-Einstein condensate with atoms in an experiment®. The main difficulties which
had to be overcome were due to the very low temperatures in the region of 107K ... 107K
which are necessary to create a condensate. New techniques as trapping potentials for neutral
atoms, laser cooling and evaporative cooling had to be developed. After the first success in 1995
[7, 31, 51], many other experiments with various elements have been conducted. Bose-Einstein
condensates are one of the few quantum objects which can reach macroscopic dimensions and
are (in principle) visible with the naked eye. In microgravity, a condensate can reach dimensions
of up to several millimeters [204]. This makes them particularly interesting.

Due to the very low temperatures, the velocity of individual atoms in the condensate is quite
low. Therefore the de Broglie wavelength of the atoms is very large. Additionally, measurements
give very good information about the quantum state because many coherent atoms are detected
simultaneously. This makes Bose-Einstein condensates an ideal system to study matter waves.
Furthermore, Bose-Einstein condensates in dilute atom gases offer a high degree of control over
most experimental parameters such as external potential, particle-particle interaction and gauge
potential. Therefore, condensates allow one to study many quantum effects which were originally
predicted for solid state systems but are difficult to observe there due to the lack of experimental
control. Examples for such effects are Bloch oscillations* [22, 68, 95], Mott insulator transition
[86, 115], Anderson localization [8, 20, 111, 115, 122, 178], weak localization in diffusive sys-
tems [112] and many more. Furthermore the exceptionally good experimental control allows one
to use Bose-FEinstein condensates (and ultra-cold atoms in general) as model system to simulate
and investigate a variety of other quantum phenomena which may be inaccessible in their native
environment.

The above mentioned characteristics of Bose-Einstein condensates in dilute cold atoms make
interferometry experiments with them highly sensitive to measurements of inertial forces and
accelerations. This opens the road to many interesting future technical applications such as high
accuracy measurements of the gravitational field for prospecting, inertial navigational systems
for submerged submarines or planes (as backup for satellite navigation systems such as GPS)
[55, 56]° various experimental tests of general relativity® and many more.

Anderson localization, also called strong localization, is the effect that transport (and diffu-
sion) in an arbitrarily weak’ disorder potential is totally suppressed by destructive interference

3 Some other effects like superfluid helium [137] or superconductivity can be considered to be due to a BEC. But
these effects are somewhat “dirty” as only a tiny fraction of atoms are in the ground state [167] or quasi-particles are
used. In this context fit also exciton BECs [117, 188]. There exists also a BEC made of photons [119] where the
particle number is not conserved. We only consider here “real” BECs in dilute atom gases where a high fraction of
particles occupy the ground state.

4 The observation of Bloch oscillations in solid state systems without any “tricks” such as semiconductor super-
lattices has been realized only recently as very sophisticated experimental tools are necessary [185].

3> Not all experiments to detect inertial forces use Bose-Einstein condensates. Many experiments use just cold
uncondensed atoms [37, 41, 57, 80, 90].

® Such as measurement of the Lense-Thirring (also called frame-dragging) effect in earthbound table-top experi-
ments, precision tests of the weak equivalence principle, detection of gravitational waves and many more [155, 204].

"The disorder strength does not matter in one and two dimensions. Of course the length scale on which the



effects. In contrast to this, the weak localization effect only causes a relatively small correction
to the transport properties. It can be thought as the precursor of Anderson localization. All these
localization effects are import objects of study because they are robust interference effects which
are visible even after an ensemble average. They are not exclusive to quantum matter waves, but
happen also for classical waves in optics and acoustics [4, 5, 115, 200]. But it is important to
check if localization also happens for quantum matter waves.

Conducting systems with a random disorder potential are called diffusive. In diffusive systems,
a prominent weak localization effect is coherent backscattering [3, 190]. It is the enhancement of
reflection in the incident direction in comparison to other directions when a wave hits a disorder
potential. In ballistic systems the disorder potential is replaced by confining the wave to a cavity
with flat potential and hard wall boundaries. The shape of the cavity is chosen such that the
classical motion inside the cavity is chaotic. The chaotic multiple reflection at the boundaries
in ballistic system takes the role of the disorder potential in diffusive systems. In these ballistic
systems, the weak localization effect is the gauge (magnetic) field dependent enhancement of
reflection of matter waves for the time reversal symmetric case in comparison to broken time
reversal symmetry.

In all experimental verifications of Anderson localization [20, 111, 178] and weak localization
in diffusive systems [112] using BEC matter waves, the effect of particle-particle interaction
is completely neglected® °. Obviously it is of interest how well this approximation is justified.
While the localization effects depend on the linear superposition of interfering waves, the particle-
particle interaction introduces a non-linearity. The crucial question is now how the non-linearity
affects the interference phenomena of localization. Previous studies [98, 99] have investigated
this topic for weak localization in diffusive systems or for strong localization in one-dimensional
systems [159—-161]. This thesis now studies the influence of the non-linearity on weak localization
in two dimensional ballistic billiard systems numerically. To this end, a novel computational
method to calculate stationary scattering states for non-linear wave equations will be used. The
numerical results are compared to a prediction based on a semiclassical perturbation theory. The
final result is that the characteristic weak localization peak shape (the reflection as function of
gauge field) already known for vanishing interaction is transformed into a characteristic double
peak structure for non-vanishing interaction strength [96]. Similar results are obtained for the
intensity distribution of the wave function.

Experiments with Bose-Einstein condensates tend to be very complicated and take a long time
to properly set them up. Both facts makes them quite expensive. Therefore a theoretical study
of the possible experimental outcomes it advisable. The systems studied here are mesoscopic'®
two dimensional systems. Therefore all analytic techniques'! known in one dimension to study
BECs are not applicable. Neither are analytic techniques applicable which make simplifications
based on the system size. The only working analytical technique is the semiclassical analysis as
developed in [96]. This method is an intermediate between quantum and classical physics. The

localization happens depends on the disorder strength. In three dimensions the disorder strength has to reach a
certain threshold to cause localization; this is the so-called Anderson transition.

8Either by diluting the atomic gas or by using Feshbach resonances (Sec. 2.1.3) to make the interaction strength
negligible.

%Also in other technical applications (such as inertial force measurements) the non-linear interaction is often
regarded as an unwanted effect which disturbs and obstructs the desired results.

10Neither very small nor very large

' These are mostly based on the solution of an ordinary second order differential equation.
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quantum wave propagation is studied as perturbation (in /) around the classical point particle
dynamics while keeping the important interference effects but discarding most others. But the
semiclassical analysis makes use of many universal assumptions whose validity in actual systems
varies to some degree. Also many approximation are made whose error term is only qualitatively
known. Therefore the semiclassical analysis has to be checked with numerical simulations'2. This
thesis fulfills the role of checking the semiclassical prediction for the weak localization effect and
shows possible outcomes of future experiments.

Successful experiments with degenerate quantum gases have studied the Anderson localization
in one [20, 178] and three dimensions [111, 122]'3, the Bloch oscillation [68], the Mott insulator
transition [86], and many other basic quantum effects. Also weak localization in diffusive systems
(manifest as coherent backscattering in momentum space) has been observed for a quasi two
dimensional Bose-Einstein condensate in a disordered potential [112]. But no experiment has
studied the effect of interaction on localization thus far. But the steady progress in experimental
sophistication leads to hope that experiments to study the effect of atom-atom interaction on
localization (of course from perspective of this work especially on weak localization in ballistic
systems) will be possible in the near future. Examples of the necessary experimental repertoire are
a guided atom laser [45, 88] (a source for “monochromatic” atoms with a well defined incoming
velocity), almost arbitrarily shaped potentials for cold atoms [28, 78, 101, 105, 116, 148] and
artificial gauge fields [49, 136]. The building blocks for successful experimental tests of the
results of this thesis do exist; all it remains is to put them together.

Outline

The first three chapters (Chap. 2-4) provide the (more or less) well known technical foundations
to simulate Bose-Einstein condensates on the basis of the mean-field description. These chapters
can be skipped by readers not interested in known technical details. In the last two chapters
(Chap. 5-6) a novel way to calculate stationary scattering of the Gross-Pitaevskii equation is used
to investigate how the weak localization effect in ballistic billiard systems is modified by the non-
linear particle-particle interaction. Readers interested in technical details should focus on Chap. 5
while Chap. 6 contains the “real physics”.

Chap. 2 provides a short overview of the mean field description of Bose-Einstein condensates
and discusses how to generate artificial external and gauge potentials for neutral atoms. The final
result of this chapter is the two-dimensional Gross-Pitaevskii equation (2.17) which is used in the
rest of this work.

Chap. 3 is a technical introduction to the tight binding model for the linear Schrédinger equa-
tion. This model allows one to calculate stationary scattering states of a two dimensional cavity
with several infinite leads attached. This is done by solving linear systems of equations and
forms the foundation to investigate scattering states of the non-linear Gross-Pitaevskii equation
in Chap. 5. In the tight binding model leads are incorporated using self energies. Alternative
boundary conditions in the form of exterior complex scaling are also developed. These are useful
to handle the leads in time dependent simulations and for the dynamical stability analysis.

Chap. 4 is a technical discussion of several methods to simulate the time propagation of the
Gross-Pitaevskii equation. Each method has its advantages and disadvantages.

12 Actually, the numerical data was available before the semiclassical analysis was completed. This data was used
to determine several terms appearing in the semiclassical results.
13 1122] uses an ultracold Fermi gas instead of a BEC.



Chap. 5 introduces a novel way to calculate stationary scattering states of the two dimensional
Gross-Pitaevskii equation. The non-linearity of this equation makes this a non-trivial and hard
task but also provides interesting effects (like multi-stability, hysteresis and instabilities) not exist-
ing in linear systems. Technically the scattering states are calculated by solving a non-linear sys-
tem of equations. The dynamical stability of such found stationary states is investigated using the
Bogoliubov-de Gennes equation. The time-independent ansatz is compared with time-dependent
simulations and a perturbative ansatz.

Chap. 6 focuses on universal transport behavior in the form of the weak localization effect
which does not depend on the details of the investigated system as long as it belongs to a specific
universality class. The methods discussed in the previous chapters are used to analyze how the
weak localization effect in ballistic systems is modified by the particle-particle interaction. The
numerical results are compared to a semiclassical theory. Furthermore the intensity distribution
of the wave function is studied in a similar way. Related effects in other systems are also briefly
discussed.

The appendix supplements the previous chapters with various technical details. App. A gives a
short introduction into the Newton method to solve non-linear equations. App. B derives the On-
sager relations which seem to be common knowledge but whose derivation is hardly found in the
literature. App. C describes the “perfect” transparent boundary conditions for time simulations.
App. D and App. E emphasize the technical details for the self energy calculation in the tight-
binding model. App. F provides a more systematic approach to the Peierls phase which is usually
introduced in some ad hoc manner. App. G calculates the semiclassical stability amplitude for
ballistic two dimensional billiard systems. App. H analyzes a switching function.






Chapter 2

The Bose-Einstein condensate

This chapter provides a short overview of the mathematical description of Bose-Einstein con-
densates and of the possibilities to manipulate these condensates experimentally. The theory
presented here is based on the assumption that we want to describe bosonic atoms in dilute gases.
For experimental investigations of Bose-Einstein condensates, the alkali metals are of particular
interest because of the multitude of strong spectral lines they provide which allow for manipu-
lation (cooling and trapping) of these atoms by lasers. But other elements are possible to use,
too. Successful Bose-Einstein condensation has been demonstrated using the atoms 'H,”Li,2Na,
K MK 52Cr,8Rb, 8 Rb,123Cs,170Y Db, 174Yb,*He*,'58Er and a few others.

2.1 The mean-field equation for condensates

In this section we derive the mean-field description of Bose-Einstein condensates at zero temper-
ature. The resulting equation of motion is called the Gross-Pitaevskii equation. There are many
methods leading to this result and two of them are described here. The material covered here can
be found in many standard references [48, 129, 167, 169].

2.1.1 Energy minimization using the Hartree ansatz

In conventional quantum mechanics a system of /V identical bosonic particles is described by
a wave function ¥(rq,...,7 ) which is symmetric under any permutation of particles. The
corresponding Hamilton operator can be written as [167]:

N 2
H = Z l_QhTTLAj + V(T])] + Z U(’I‘j - ’I'k) . (21)
j=1

1<j<k<N

It acts on the space of all square integrable functions R*N — C which are invariant under permu-
tations of arbitrary coordinates.

Here V(r) is an external potential which for example can be produced by the methods of
Sec. 2.2. U(r; — ry,) is the two-body interaction potential which will be explained in more detail
in Sec. 2.1.3. We are working in a dilute gas regime where the probability that three or more
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particles collide is negligible; therefore three and more body interactions are neglected. They are
unwanted anyway because they lead to the loss of particles from the condensate [167, 206].
The ground state of [/ can be found by minimizing the total energy

N
E[\IJ] = /\IJ(rl,rg,. .. 7I'N)*H\Ij(r17r27 s ,I'N) H dr]
7j=1

under the normalization constraint [ |¥(ry, s, ..., x| [, drj = 1.

The Hilbert space of total symmetric functions in N variables is extremely large. Therefore
we must restrict ourselves to a small portion of it. Particularly we construct the many body wave
function as a simple product state of identical single particle states. This is called a Hartree ansatz:

N
U(ry,ry,...,rn) = [ o(r;) - (2.2)
7j=1

Here ¢(r) € £(RR?) is a normalized single particle wave function ([ |4(r)|* dr = 1).
Inserting the Hartree ansatz into the energy functional gives

N
E[(Zﬂ :/\Il<r1,r2,. .. ,I'N>*H\Ij(r17r27' .. 7rN) Hdr]
7=1

- [;}n Vo)l + V() |¢<r>|2]

N(N -1
+ MY it ) o) o) e’
It is more convenient to choose another normalization. The replacement 1(r) = v/ N¢(r) allows
us to move the particle number N out of the energy functional into the normalization condition
[ [¥(r)]*dr = N by using =1 ~ 1 valid for large N.

Bl = | [2’; Vo) + V() w(r)\?] by [UE =) WO ) e’ 23

The approximate ground state of the many particle Hamiltonian Eq. (2.2) can now be found
using a variational principle. We demand that ¢)(r) minimizes the energy functional Eq. (2.3)
under the normalization constraint that the particle number is fixed. Using a Lagrange multiplier
1 to handle the constraint we arrive at

§E — 6N =0 (2.4)

This equation for the variation has to be fulfilled with respect to the independent variation of (r)
and its complex conjugate 1*(r). Finally the Euler-Lagrange equation for Eq. (2.4) gives us the
(generalized) Gross-Pitaevskii equation [159, 167]

2

jble) = =g Vi) + [ Ul =) o) ot 25)

which is a mean-field equation describing approximatively the many particle physics. In this
context 4 is called the chemical potential. It describes the energy necessary to add one more
particle to the system. ¢ (r) is called the condensate wave function.
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The (approximative) time evolution of the many particle system Eq. (2.1) can also be derived
using a variational approach [48, 169]:

5 l—z’h / w*(r,t);w(r,t)drdt—ir / E [i] dt] ~0. 2.6)

In this ansatz we have introduced a time dependence into . The Euler-Lagrange equations for
Eq. (2.6) gives us the time dependent (generalized) Gross-Pitaevskii equation:

0Y(r,t)

i
o

_ [—FLQA V() +/U(r 1) |¢(r’,t)]2] b(r, 1) . 2.7)

2m

The mathematical rigorous results

In order to find the true ground state of the Hamiltonian Eq. (2.1) the minimization has to be done
with respect to the whole set of symmetrical many particle wave functions which is much larger
then the set of simple product states of the form Eq. (2.2). There exists rigorous mathematical
proofs [132—134] that for a d-interaction U(r) = ad(r) (see Sec. 2.1.3) in the limit N — oo
and ap = Na = fixed, the ground state many-particle wave function and the ground state energy
converge in some well defined sense to the solution of the stationary Gross-Pitaevskii equation in
the form of Eq. (2.5). The time dependent variant Eq. (2.7) can also be recovered [64, 168].

2.1.2 The second quantization

While in Sec. 2.1.1 we used conventional quantum mechanics to derive a mean-field approxima-
tion of the many particle dynamics there is another approach which uses the framework of second
quantization [154, 156, 186]. This framework provides a better connection to quantum statistical
mechanics which allows some insight into the process of condensation. Furthermore one can go
beyond the mean-field approximation.

The Hamilton operator in second quantization can be written as:

A

jzg / dr Ui (r) <—;;A + V(r)> B(r) s

e e T o T

This is a generalization of Eq. (2.1). Here the W'(r) and ¥(r) are the bosonic creation and
annihilation operators in the position basis which in this representation are traditionally called
field operators. Their physical interpretation is that \fﬁ(r) creates a particle at position r and that
U (r) annihilates a particle at the same position.

Working in the Heisenberg picture we get the following equation of motion for the field oper-
ator:

2 ) ) R (2.9)
_ [_zmA +V(r)+ / dr" U (', )U (v — t) U (x',8) | U(r,t) .
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The field operators are now rewritten in an orthonormal basis {u; (r)}?io of the single particle
Hilbert space:

[e.9]
U(r) = ug(r)ao + Y u;(r)a; . (2.10)
j=1
Here the creation and annihilation &}, a; operators operate on Fock space in the usual way

al , = ./n; ,
cALj|n0,n1,...,n],...>— nj+1 |ng,ni,...,n;+1,...) @10
a; |n0,n1,...,nj,...> = /1Ny \no,nl,...,nj—l,...>

and obey the usual bosonic commutation relations

i, ab] = 41, lal,al] =0 i8] =0 (2.12)

J 1) g

In a Bose-Einstein condensate the ground state wu(r) is assumed to be macroscopically occupied
while the number of particles in the higher states is assumed to be negligible.
Comparing the expectation value of the particle number in the ground state

N = (afao)

with the expectation value of the commutation relation

1= ([l

we see that the latter is suppressed by a factor of ﬁ Because NV is assumed to be macroscopically

large we can make the approximation {do, &H ~ (0 and treat the creation and annihilation operator
for the ground state like c-numbers [48]. This is analogous to the transition from quantum to

classical mechanics. Using the replacement g = &8 = v/N we can write the field operator as!

U(r) = vV Nuy(r) + i u;(r)a; = vV Nug(r) + 00(r) .

Here (5@(1") is a field operator acting only on the higher modes whose occupation is negligible

compared to the ground mode: <5\if(r)> ~ 0.
Adding a time dependence gives the Bogoliubov ansatz [71, 72] where one defines a (c-
number) wave function ¢ describing the condensate as the expectation value of the field operator

U(r,t) = (¥(r, 1))
and decomposes the field operator according to
U(r,t) = (r,t) + 6 (r, 1) .

Neglecting the term 9 \i!(r, t) which describes the non-condensed atoms and inserting this Bogo-
liubov ansatz into the Heisenberg equations of motion Eq. (2.9) we arrive at the usual (general-
ized) Gross-Pitaevskii equation (2.7)

o(r,t) [ B

S = [ A V) + [ Ul =) [ OF | 6 0)

th

'A complex phase of @ can be absorbed into the definition of .
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A crucial point concerning the Bogoliubov ansatz is that the system is not allowed to be in a pure
number state like in Sec. 2.1.1. Otherwise the expectation value of ¥ would be zero. Therefore
one works with a grand canonical ensemble and introduces an infinitely small artificial term which
breaks the conservation of the particle number in order to get a non-vanishing expectation value
for the field operator [211]. This is similar to the scenario of a spontaneously broken symmetry.
A closely related ansatz is the assumption that the condensate is described by a coherent state
[9, 16, 43, 210]. For a rigorous mathematical analysis why it is allowed to replace a, and dg with
c-numbers and why the Bogoliubov ansatz works see the references [81, 133].

On the other hand, the fact that nature realizes a superselection rule forbidding superpositions
of states with different atom numbers casts some doubt on the Bogoliubov ansatz [128]. There
are some proposals to avoid the explicit symmetry breaking [39]. But in the end all approaches
should give the same result in the thermodynamic limit.

The second quantization allows one to go beyond the mean-field approximation. To this end we
take the expectation value of Eq. (2.9). The mean-field theory arises by replacing the expectation
value of the product of field operators by a product of expectation values:

(U, )W, 1)U (r 1))~ (U 1) (B, 4)) (U(r, 1))

Using cumulants one can systematically improve this approximation and go beyond the mean-
field theory to describe the condensate [87, 120]. In this framework one can for example investi-
gate the depletion of the condensate [67] and investigate the validity of the mean-field equation.

2.1.3 Particle-particle interaction

The scattering of two particles with the interaction potential U(r; — rj;) can be analyzed using
a partial wave ansatz [154, 187, 198]. At very low energies one can show that s-wave scattering
alone is sufficient to describe the scattering process [129, 167]. The p-wave scattering is for-
bidden because of the bosonic symmetry while higher angular momentum terms are kinetically
suppressed. Therefore it is justified to approximate the interaction by a simple contact potential:

Arh2a

Ulrj —ry) = -

d(r; —ry) . (2.13)

Here the scattering length a is a parameter which depends on the type of atoms we are using.

The scattering length as can be changed by Feshbach resonances [44, 121, 167]. The inter-
atomic potential depends on the electronic spin configuration. In a Feshbach scenario the scatter-
ing energy F.,uer Of the normal configuration gets in resonance with the energy FEyoung 0f a bound
state in another configuration. See Fig. 2.1 for an illustration. Second order perturbation theory
gives us [167]:

2
47Th2as _ 47Th2as,0 + |<¢bound|Hcoupling|¢scatter>|
m m Escatter - Ebound .

If the magnetic moments of the two states are different the value of Fyuqer — Epouna depends on
the external magnetic field. This way we can control the scattering length as and even set a to
zero by carefully tuning the magnetic field.
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AE

Figure 2.1: The situation in a Feshbach resonance
scenario. The black potential arises in one electronic
spin configuration, the blue potential arises from an-
other electronic spin configuration. The blue po-

— tential curve allows several bound states colored in

E ﬁ/ red. The energy difference between the two poten-

scatter )r tials can be controlled by applying an external mag-
netic field.

Ebound

Inserting the approximation Eq. (2.13) into Eq. (2.5) and Eq. (2.7) we get the following sta-
tionary and time dependent (three-dimensional) Gross-Pitaevskii equation

() = |50 8+ V) + ol 0

wmw:lm

(2.14)
(e, _%ﬁ+vw+%wmmﬂww>

th

with Uy = 47h%a,/m. These equations are only valid in the dilute gas regime where the condition
na® < 1 (here n is the particle density) is satisfied [48].

2.2 External potentials for Bose-Einstein condensates

There are basically three ways to create external potentials for neutral atoms: One can use grav-
itational®, electrical or magnetical fields. Here we discuss the latter two. The external potential
based on electrical fields uses the AC Stark effect at optical frequencies. The external potential
based on magnetic fields makes use of the Zeeman effect. The presentation given here is based
on [48, 129, 167, 169].

2.2.1 Optical potentials

An electrical field E induces an electrical dipole moment p = «F in a neutral atom. Here « is the
polarizability. This dipole moment interacts with the electrical field; the value of the interaction
energy is Voo, = — J¥p - dE = —3a|E|?. That is the quadratic Stark effect. The DC Stark
effect is related to static electric fields while the AC Stark effect is related to electrical fields of
electromagnetic waves.

The AC Stark effect is a nice way to generate external potentials for neutral atoms. One uses
electromagnetic waves (generated by lasers) with frequency w in the vicinity of an atomic transi-
tion between two states, say ground state |g) and excited state |e). The polarizability « can then
be calculated in second order perturbation theory as [167]

2
g ltcld- BBl
E.— E, — hw — ihl',/2

The gravitational field of the earth is not always wanted in experiments; hence there exists Bose Einstein con-
densate experiments which use microgravity in falltowers [204].
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* * * * Figure 2.2: Magnetic moments * which are an-
Vy~ +(B] tiparallel to an applied magnetic field B are at-
tracted to regions where B = |B]| is minimal.
Parallel aligned magnetic moments are attracted
to regions where B is larger.

Here d is the electrical dipole operator and ', ! is the lifetime of the excited state |e). The external
potential for the neutral atoms is then

VPOt = _; a <’E’2>time averaged

The sign of the interaction energy V. depends on the detuning of the frequency w with respect
to the transition frequency. Furthermore the magnitude of the interaction energy V},,; depends on
the intensity of the electromagnetic wave. It follows that blue detuned lasers generate a repulsive
potential ejecting atoms from high intensity regions. Red detuned lasers generate an attractive
potential capturing atoms inside high intensity regions. The latter effect is also used in optical
tweezers (operating not on atoms but on (literally) microscopical particles).

A position dependent external potential V,,(7) can be created by varying the intensity of
the laser beam with the position 7. This provides many ways to craft almost arbitrary external
potentials for neutral atoms. The simplest example is that the beam of a red detuned (hence
attractive) laser itself is used as a quasi-onedimensional waveguide [45, 88] which may be called a
“guided atom laser”. As the ultracold atoms move very slowly a fast moving laser beam (deflected
by acousto-optic modulators) can be used to inscribe potential landscapes on the condensate [78,
101, 105, 116, 148]. Spatial light modulators [28] can be used, too. Disordered potentials can be
created using speckle patterns [3, 182].

Two counterpropagating laser beams create standing wave whose intensity varies on the scale
of half a wavelength. If one uses red detuned lasers this allows one to confine a condensate to a
two dimensional plane. This will be discussed in more detail in Sec. 2.2.3. Various other lattice
potentials can also be created using standing waves with (two or more) laser beams in many
different configurations [182].

2.2.2 External potentials induced by magnetic fields

The energy level of an atom with non-vanishing total angular momentum F' split into 2F" + 1
hyperfine states mp = —F, —F + 1,...,+F by applying a magnetic field B. This is called the
Zeeman effect. For small magnetic fields B the energy shift for each of the hyperfine states is
given by [93, 167]

Voot = —grppBmp .

Here gp is the Landé factor and yp is the Bohr magneton. The sign of g can be both positive or
negative.
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In an inhomogeneous magnetic field, magnetic dipoles experience a force. Atoms whose mag-
netic moment gpmp points in the same direction as the magnetic field B (i.e. gpmp>0) are
attracted to regions where B = | B} is large. These atoms are called high field seekers. Atoms
whose magnetic moment gpmp points in the opposite direction as the magnetic field B (i.e.
grmp<0) are attracted to regions where B = |B)| is small. These atoms are called low field
seekers. See Fig. 2.2 for an illustration. A position dependent modulus of the magnetic field
can thus be used to create external potentials for neutral atoms with a non-vanishing magnetic
moment mg.

While a local maximum of B = | B| cannot exist in a current free region, a local minimum? can
be created. The minimum of B should not be zero because then the atoms loose their orientation.
Typical experimental realizations as the Ioffe-Pritchard trap [167] use two or more superimposed
magnetic fields to create such minima. Advanced designs for magnetic traps are so small that
they fit on microelectronic chips [21, 35, 108].

2.2.3 Restriction to two dimensions

In this work we want to investigate the quantum transport properties of two-dimensional Bose
Einstein condensates. To this end the motion in one dimension, say the z-direction, has to be
restricted. Experimentally this can be done for example with a standing wave created by two
counterpropagating red detuned lasers as described in Sec. 2.2.1. The following discussion is
based on [98].

To investigate the restriction to two dimensions theoretically we assume a harmonic confine-
ment V) (z) = %mwizQ in z-direction. The confinement has to be strong enough that the differ-
ence between ground state and first excited state in z-direction exceeds all other relevant energy
scales (for example the kinetic energy in x, y-direction and the interaction energy) of the system.
Furthermore we assume that the potential in z, y-direction varies on a much larger scale than in
z-direction. Under these conditions the condensate is always in the ground state in z-direction.
This justifies a separation ansatz

U(z,y, 2,t) = (x,y,t)¢(2)

where ¢(z) is a function which depends predominately on z and only weakly on z,y,t (i.e.
a‘z’NO,gZ’NO,gﬁ’NO). The normalization [ |¢(z)|*dz=1 is chosen. This ansatz inserted into the
three dimensional Gross-Pitaevskii equation (2.14) gives

o) in? 50 )| o (7 ) + Ve e

ot ox?  Oy?
2 92 (2.15)
F0G00.) =g 4 V) + Gl PG 062
The (non-linear) equation for the ground state in 2 direction reads
nid(2) = | =555 + Vi(z) + Uolv (e, g, )Plo(z)1 | o(2)

3 This has to be contrasted with the maximum principle [77] for the individual components of B which are
disallowed to have either local minima or maxima in current free regions.



2.3. Gauge potentials for Bose-Einstein condensates 15

For small interaction strengths U, this equation can be solved perturbatively using the non-
interacting ground state wave function [154]

do(2) = (VmaL) 2 e/ 2al)

with the harmonic oscillator length a; = y/A/(mw, ). This gives

h? Qs
pi = zhwi + Uolo(w, y, 1) <¢0“¢0|2’¢0> = Jhw, + E\/S_WZW(L y,1))?

where we have used Uy = 4mh?a,/m. Inserting this result into Eq. (2.14) gives the two dimen-
sional Gross-Pitaevskii equation

Jop(z,yt) [ R0 0? h? )
n 2t [—Qm ( ) FV () + g (g, O e,

022 T o

with g = V8 a,/a; and V(z,y) = V(z,y) + thw,.

The theoretical discussion remains valid if we introduce an adiabatically slow position depen-
dence (in z, y-direction) of the harmonic confinement potential in z-direction. This makes a
depend on x, y and thus leads to a position dependent interaction strength g(z, ).

In summary one can say that the restriction to two dimensions leads to a renormalization of the
interaction strength but does not change the form of the Gross-Pitaevskii equation.

2.3 Gauge potentials for Bose-Einstein condensates

In experiments one usually uses uncharged particles whose center-of-mass motion is not affected
by magnetic gauge fields* to create Bose Einstein condensates. Consequently there is no gauge
potential in the mean field time evolution equation (2.14). But using internal states one can
simulate magnetic fields by creating artificial gauge potentials. This section describes how this is
done. The presentation is based on [49].

Let |a),|c1),|ca), ..., |cn) be a position-dependent orthonormal basis for the N + 1 internal
states. It is assumed that the basis changes adiabatically slowly with respect to the position. In this
case one can assume that the particles stay in one internal state, say |a), for all relevant positions
and times. The contribution from all other internal states |c;), ..., |cy) can be neglected. The
total wave function |¥) = 1 |a) + {terms with ¢} can therefore be approximated by |¥) = v |a).

We must now transform the time evolution equation for |¥) in one for ¢). For sake of simplicity
we neglect the atom-atom interactions and external potentials. The time evolution for |U') is then

given by
ihgt W) = i[—mvf ) . (2.16)

2m
The action of V2 on |¥) is given by

VIV) = (Vy)la) +¢[Va)
V2 0) = (AY) |a) +2(VY) - | Va) + ¢ |Aa) .

4 Of course magnetic fields can be used to create external potentials as described in Sec. 2.2.2 or to manipulate
internal states of the atoms.
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Figure 2.3: This figure shows a A-configuration as used
<\ Lo3 - in STIRAP. Three internal states |1),|2),|3) are coupled
’ 2> by two laser beams L3, Lo3 with a finite detuning.

Projecting Eq. (2.16) onto |a) and using ¢ = (a| V) we arrive at

0 h?
zha Y= ™ [A+2(a|Va) -V + (a|Aa)] ¥ .
Comparing this with
2 2
L i —gAP = A a2 M ga M ay
2m 2m 2m 2m m

we see that the artificial gauge potential A (with the artificial charge ¢) must be given by
h
A =i—{(a|Va) .
q
Furthermore it follows that the time evolution equation for ¢

L0 1 . 2

must contain a further potential term W (7) given by

2m
= W = — (alAa) + (a|Va) - (a|Va) + V - (a|Va)
= (a|Va) - (a|Va) + (Va-|Va) .
The term W (r) can be rewritten by using orthonormality and completeness 1 = |a) (a| +

SN |en) {cn| of the internal basis states as

with (also note (a|Va) = — (Vala))
C., = (a|Vc,) = —(Va|e,) C' = (Vecyla) = —(c,|Va) .

A possible physical realization[49, 114] of this scheme to create artificial gauge potentials uses
a A-type internal level structure (see Fig. 2.3) as is used in STIRAP (stimulated Raman adiabatic
passage)[17]. Two laser beams L3, Log couple the three internal states |1),]2),|3) into three
dressed states: a dark state |D) and two bright states | B, ), |B_). The dark state |D) does not
contain the excited state |3) and is therefore longlived. This would correspond to our |a). The
coupling depends on the amplitude (this means modulus and phase) of the electric field of the laser
beams and on the detuning. Therefore the creation of artificial gauge potentials works best if the
photons of one of the lasers have orbital angular momentum [114] as then the phase of the electric
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Figure 2.4: A trap containing a reservoir of
atoms in a Bose-Einstein condensate is cou-
pled to a waveguide. Inside the waveguide
the atoms propagate as a plane wave. The
(source) Scatterlng reglon waveguide itself is connected to a scatter-

BEC reservoir

@;@wavegmde ing region. As we are interested in trans-
port properties, we measure reflection and
4_5 LZ%%T{.’;% transmission =3 transmission through the scattering region.

field is strongly position dependent. Other experimental realizations [49, 135, 136] use a spatial
modulation of the intensity and/or detuning of the lasers. Using variations of these approaches
allows one to simulate other kind of gauge potentials as for example spin-orbit interaction.

In summary one can say that artificial gauge potentials can be created as some kind of Berry
phase. Consequently A = ik (a|Va) /q is called a Berry-Mead connection. The potential W (r)
has to be combined with the potentials created by the methods of Sec. 2.2 to create the final
potential V(7).

2.4 Summary

In the rest of this work we use the inhomogeneous two-dimensional Gross-Pitaevskii equation

2
ihg\lf(r,t) = HV(r, 1) +g(7°)h—|\lf(r,t)|2\11(r,t) + S(r)e—zpt/h
N 1 m (2.17)
with  H = _— [—ihV — qA(r)]" + V(r)
m

with position r=(z,y), time independent Hamilton operator H, gauge potential A(r) (with
charge ¢), external potential /() and (dimensionless) position dependent interaction strength
g(r). This equation of motion is obtained by combining Sec. 2.1, Sec. 2.2 and Sec. 2.3 and
describes a Bose-Einstein condensate restricted to two dimensions.

The interaction strength g(r) can be controlled by using Feshbach resonances (see Sec. 2.1.3),
by changing the transversal confinement (see Sec. 2.2.3) or by modifying the overall particle
density (see Sec. 5.1.1). The gauge potential A(7) corresponds to a simulated® magnetic field
B(r) =V x A(r).

So far, the only term unaccounted for is the inhomogeneous source term S(r)e~**", This
source term models a particle reservoir which injects particles into our system as illustrated in
Sec. 3.4.2 and Sec. 4.7. The physical picture is that one couples a trap containing a Bose-Einstein
condensate (with chemical potential ) to a waveguide (see Fig. 2.4). Inside the waveguide the
atoms propagate as plane waves. The waveguide (and scattering potential) is modelled by H
while the effect of the coupled condensate in the trap is described by the source term. A possible
realization could be a condensate in a magnetic trap with a red detuned (i.e. attractive) laser beam
as a waveguide. The coupling would be accomplished by using microwave radiation to change
the magnetic moment of the atoms to zero. Then the atoms are not affected by the trapping
potential anymore and propagate inside the waveguide. This setup is called a guided atom laser
[45, 67, 88].

3 Not to be confused with the real magnetic field trapping potentials used in Sec. 2.2.2.
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In this work we are studying open scattering systems. The Hamiltonian ' describes two semi-
infinite leads connected by a scattering region. The reflection and transmission through the scat-
tering region are measured (see Fig. 2.4).

Non-linear Schrodinger equations such as Eq. (2.17) (without gauge potential) also arise in
other contexts such as non-linear optics [27] and water waves in shallow waters [212].



Chapter 3

Stationary scattering states of the
Schrodinger equation

3.1 Introduction

The topic of this chapter is the development of a method to numerically calculate stationary
scattering states of the inhomogeneous, time-dependent Schrodinger equation

ihg\ll(r,t) = HU(r,t) + S(r)e /"
ot . (3.1)
with H = _—[~ihV — qA(r)? +V(r).
m

where H is the time-independent Hamilton operator and S describes the spatial component of the
source which is technically an element of the Hilbert space on which H acts.
Inserting the ansatz

U(r,t) = U(r)e Ht/h

into Eq. (3.1) gives us
1~ H]W(r) = S(r). (3.2)

We see that as S(r) is given we “only” have to solve a linear equation system to calculate the
stationary scattering state W (7).
Therefore we will address the following issues in this chapter:

1. In Eq. (3.2) the continuous variable r has to be discretized in order to simulate it on a
computer. This will be done using the finite difference method (also known as tight binding
model) introduced in Sec. 3.3.

2. As it stands, Eq. (3.2) is not well-posed because appropriate boundary conditions are miss-
ing. These are necessary as we are studying open scattering systems. We will introduce two
different kinds of boundary conditions: the self energy boundary conditions (Eq. (3.36))
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and the exterior complex scaling boundary conditions (Eq. (3.63)). Both boundary condi-
tions can be used to describe semi-infinite leads attached to the scattering region. Both self-
energy and complex scaling approaches are suitable to Green function calculation while
the complex scaling approach has further uses for resonance calculations, time dependent
propagation and stability analysis.

3. We have to look into many details and technical issues to make sense of Eq. (3.2).

The material related to the tight binding model presented here follows roughly [50, 70].

3.2 The retarded Green function

In this work p will always be located in the continuous part of the spectrum of H to excite
propagating modes. Therefore Eq. (3.2) is not well posed because [ — H] is not invertible. This
problem is inherently related to the issue of finding the right boundary conditions of W(r) for
|r| — oo.
To remedy the situation we now use the following form of the the inhomogeneous Schrodinger
equation’:
mim@ — HU() + SF() . (33)
Here f(t) describes an arbitrary time behavior of the source. We regard this equation now as
an initial value problem where we start at some time ¢, with the given wave function ¥(¢,) and
propagate the wave function to another time ¢. The inhomogeneous linear ordinary differential

equation (3.3) can now be solved with the method of the variation of constants (see [26, 75]):

. ) t i /
W(t) = e~ /g (1)) — % / RIS F()dt! (3.4)
to
The physical situation we want to describe now is that we start at t, = —oo with W(¢y) = 0, then
adiabatically slowly switch the source term on and propagate the system to ¢ = 0. The source
should oscillate with the (real) energy u.
Mathematically this can be realized with the following switching function:

f(t) = e~ iutiat/n (WeR, ecR and €>0).
Here € is a small positive constant which switches the source on and renders the integral in
Eq. (3.5) well defined. Using Eq. (3.4) we can calculate
'i 0 i : ’
V()= —— [ e it gy
hJ-oo (3.5)
= (u+ie— H)'S.

The adiabatically slow switching can be realized by taking the limit? ¢ — 0:

T . -1
W(O)—lg%(u+ze H)™S.

e>0

! The position variable r will from now on be dropped when appropriate.

2 A word of warning is justified here: As y is usually located in the continuous part of the spectrum of H one
cannot simply put e = 0 here because [ — H] is not invertible. In Sec. 3.7.2 the behavior of the Green function
[a—H ]71 as a function of the complex parameter [ is investigated in more detail.
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The operator occurring here is called the retarded Green function (see for example [50, 70, 146]):

G = lim(p +ie — H)™* . (3.6)
e—0

e>0

In the following a stationary scattering state is always understood as the result of applying the
retarded Green function onto a source term:

v =Gns (3.7)

which is the right way to interpret Eq. (3.2). As we will see in Sec. 3.4.2 the choice of the retarded
Green function G'") gives us the correct behavior of (7, t) as a function of » for |r| — oo. The
wave function should consist only of outgoing plane waves there®. This is the necessary boundary
condition to render Eq. (3.2) well defined.

The retarded Green function (3.6) is always well-behaved except when p exactly equals a
bound state energy. This can for example be shown by examining the behavior of the Green
function [z — H ]_1 as a function of the complex variable ji as it is done in Sec. 3.7.2 using
complex scaling.

To avoid problems with embedded bound states in the continuous part of the spectrum we
therefore postulate that the overlap of S(r) with any bound state vanishes or is at least negligible
small. As we will see in Sec. 4.7 this requirement can be met by placing the source sufficient far
away from the scattering region.

3.3 The tight binding model

The main part of this work is about numerical simulations of the Gross-Pitaevskii equation (2.17).
The aim of this section is to introduce a framework in which this simulations are carried out.

We first consider here the (linear) one dimensional Schrodinger equation with the following
Hamilton operator:

n* 92
HY(z) = ———V(x)+ V(z)¥(z) . 3.8
() = = 555 W(@) + V(@)W (a) (3.8)

In order to carry out numerical simulations of this equation we have to use some form of dis-
cretization. In this work we choose the finite difference approximations for the first (needed later)
and second derivative [1] , which are correct up to order (Az)?:

aax\l’(x) A M)ng(x —2) | o) (3.9)
D2 _ Y(z+Az) + V(z — Az) — 2U(z) 2 '
5 v() = (Ar)? +0O((Ax)7) .

3 This is to be contrasted with the advanced Green function

(@) — i — e — H) !
G\ = ll_I}(l](/L ie — H)
e>0

which generates incoming plane waves at |r| — oo.
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In order to use this approximation, the continuous system is reduced to a lattice with regular
spacing Az. From now on we therefore use the following notation:

lattice points Tn =nAx withn € Z
wave function U, =¥(z, =VY(nAzx)
potential Vo =V(z,) =V(nAzx)

For convenience we further define a lattice parameter

h2

«

Using the finite difference approximation (3.9) the discretized form of the Hamilton operator (3.8)
reads now
(HV), = 2a+ V)V, —aW, 1 —aW¥,,, . (3.11)

This discretized Hamiltonian / can also be written as the tridiagonal matrix

200 + Vj_l —Q
H= —« 200 +V; -« (3.12)
—x 200+ Vi

acting on the vector of lattice points.

The discretized Hamiltonian 1 as shown in Eq. (3.11) and Eq. (3.12) is also called a tight bind-
ing Hamiltonian and correspondingly the approximation is called a tight binding approximation
(see [50, 70)).

In all the following numerical simulations we will use such a tight binding approximation. The
lattice spacing Az will be chosen small enough that the approximation error* (which scales as
O((Az)?)) becomes negligible which is the case for roughly 30 lattice points per wavelength.

3.4 The tight binding model for a constant potential

In this section we study the tight binding Hamiltonian (3.12) for a constant potential V,, = V.
Of special interest will be the energy dispersion relations and the behavior of a source term in
Green function calculations. This information will be needed at various points, for example in
the calculation of the self-energies of the leads as done in Sec. 3.5 and for proper normalization
of the source term.

3.4.1 Eigenfunctions for a constant potential

Our first aim is to find eigenenergies 1 and eigenfunctions W of the tight binding Hamiltonian A
given by Eq. (3.11) for a constant potential V:

HU = 1 . (3.13)

4also called discretization error
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In components this formula looks as follows:
= Qa+ V)V, +a(¥,—1 +¥,11)=0. (3.14)

This is a linear three term recursion formula with constant coefficients. So there are two indepen-
dent solutions to this problem [124].
We first assume that ;1 > V' and make the ansatz

- 61' knAx
n = .
Inserting this ansatz into the recursion formula (3.14) results in

(u— (2a+V))+2acos(kAz) =0

which leads to the following dispersion relation:

1 _
n= V + 206(1 — COS(]{]ALIZ’)) k = E arccos (1 — M2av>
EAz) 2 9 v (3.15)
=V +4a | sin = — arcsin a .
Az 4oy

The two eigenfunctions of the eigenvalue problem (3.13) for the eigenenergy p are now given by
\I}—l—,n — O+€+iknAm \Ij—,n — C_e—iknAx

where k is calculated from the dispersion relation (3.15). C', and C'_ are normalization constants.
The two eigenfunctions W, and W _ are right and left moving plane waves.
For the case ;1 < V' one can make the similar ansatz

- ek’nAJ;
giving the dispersion relations
1 -V
u="V +2a(l — cosh(kAz)) k= Ao acosh (1 - Mga )
KAz 2 V- 10
=V -4« (Sinh 2) = E asinh 1o a
and the eigenfunctions
\Il—i-,n — C+6—knA:v q]—,n — O_e—i-knAx

which are exponential decaying or rising functions.

3.4.2 A source on an infinite lattice

We study now the effect of the source term S(7) which was introduced in Eq. (3.1). This will
allow us to select a source emitting a predefined current of particles as described in Sec. 3.4.3.
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source
! Figure 3.1: This figure illustrates Eq. (3.18). A

_. . . . . P> point source is located at n = 0 which emits
0 1 2

outgoing plane waves to the left and to the

<\/\/\/\/ﬂf\/\/\m> right.

To this end we have to explicitly calculate the effect of the retarded Green function Eq. (3.6) on a
delta source:
] zli_r)%(u%—ie—H)_lS. (3.17)
>0
Here H is the tight binding Hamiltonian (3.11) for a constant potential V' and the source term S

is given by
1 for n=0
Sn = { 0 for n#0.

The use of the retarded Green function enforces outgoing boundary conditions onto the wave
function ¥ as illustrated in Fig. 3.1. The solution of the Green function problem Eq. (3.17) is
equal to the solution of

(u—H)¥ =5 (3.18)

where we have included the infinitely small imaginary +ie into the energy u for the sake of
simplicity. In components this equation reads

(,u— (20&+V))\I]0+Oé(\1/_1+\1/+1) =1 for n=20 (3 19)
(b= QRa+ V)V, +a(¥, 1 +V,1)=0 for n#£0. '
In order to solve this equation set we now make the ansatz
U, = Cetkarint, (3.20)

We immediately realize that this ansatz fulfills Eq. (3.19) in the region n # 0 provided that k is
given by the dispersion relation (3.15).
Inserting the ansatz (3.20) and the dispersion relation (3.15) into the equation (3.19) forn = 0
we can conclude:
C (1 — 20+ V)) +2aCei*Ae =1

—2a cos(kAx)

-~ —Ca (€+¢mx 4+ eikAz _ 2€+ikAw) —1

- Ca (e—i-ikAa: _ e—ikm) —1
= 2iCasin(kAx)
giving us ’
i
C=——F—F———.
2asin(kAx)

So we get as solution to Eq. (3.17):

i ‘
U, =—— kel 3.21
2 sin(kA$)e 321
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The final step is to set the imaginary part of 1 to zero which corresponds to take the limit e — 0
(with € > 0) in Eq. (3.17). This can be done without problem so in the end % in Eq. (3.21) is a
real quantity. The interpretation of this term is that the source S emits outgoing plane waves to
the left and to the right as seen in Fig. 3.1.

It only remains to check if the outgoing boundary conditions are fulfilled, which means to
check if (3.21) is a solution of the retarded Green function (3.17). In practice this means we have
to ensure that the proper sign of k& is chosen in the ansatz (3.20)°.

To this end we look at the infinitesimal small positive imaginary part of ;z which will introduce
an infinitesimal small imaginary part in £ whose sign will tell us if we have found a proper
solution of Eq. (3.17) or not. Taking the derivative of the dispersion relation (3.15) with respect

to k we see that
O _ 2aAzx sin(kAx)
ok

holds. We always stay in the first Brilloin zone because we are only interested in the continuum
limit Ax — 0. So we have 0 < KAz < 7 and therefore g—g > () and simultaneously % > 0.

Therefore a small positive imaginary part in 1 induces a small positive imaginary part in k. In
this case the ansatz ¥,, = Cetkaelnl given in (3.20) vanishes for n — +o00, so ¥, is an element
of the Hilbert space L?(Z) and therefore a solution to the retarded Green function problem (3.17).

The alternative ansatz U2 = Ce~ k221"l with the negative sign for k gives an exponential
growth for n — 400, so Wi is not an element of the Hilbert space L?(Z) and therefore is not a
solution to Eq. (3.17).

3.4.3 Calculation of the current

In Green function calculations one has to normalize the source term in such a way that a plane
wave of given current is emitted to the left and to the right.
From the definition of the probability current [187] (see also Eq. (B.21))

h

(o) = i (o)

0

(%\If(x)] (3.22)

one can see that a plane wave Ce’** carries a current of j = %|C’ |2. Looking at Eq. (3.21) we

can now conclude that a source term S with

Jofp2iasin(kAx)  for n=0
Sy = (3.23)
0 for n#0

generates a plane wave carrying a current j, running to the left and to the right after applying the
Green function (3.17) onto it. This gives us the desired normalization of the source term S.

The Green function calculation gives us a scattering state W corresponding to a fixed energy
1. A non-vanishing non-constant scattering potential may generate a back reflected plane wave
which we want to calculate now given W. To this end we look at the wave function W in the
region between the source and the scattering potential. In this region the potential should still be

3 The ansatz would also work with k replaced by —k (neglecting the boundary conditions).
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constant and of the same value as at the point of the source. Therefore in this region WV, is given
by
an — Ae—i—znkAa: + Be—znkAx (324)

where A and B are the amplitudes of the right and left moving plane waves respectively. This
wave function carries the current

j= Zk 1A - |B]P] . (3.25)

The goal is to calculate A and B given V,,. To this end we write Eq. (3.24) as

where M is following matrix:

1 1 eJriknAx 0
M = [e+ikAm eikAm] [ 0 efiknA:v .
Therefore we can calculate A and B as follows:

gl

\Dn+l

Of course this way of calculating the back reflected part of the wave function only works at a fixed
energy [, i.e. it only works when applied to scattering states. In time dependent calculations as
done in Chap. 4 the wave function will be a superposition of many different energy components
in general. To calculate the current in this case we have to use a finite difference version of
Eq. (3.22):

h [\D;;H FUE U, — T,

j(nAx + ;Al‘) = Elm 5 AL ] +O((Ax)?) . (3.27)

If we calculate this discrete current for the wave function (3.24) we get

= hosin(kAx)

e, 1A - |B]P] . (3.28)

There is a difference of order O((Ax)?) between this result and the continuous version (3.25).
But in our calculations Az is usually so small that this difference is negligible.

A disadvantage of Eq. (3.28) is that is not possible to individually calculate the amplitude of
the back reflected part as it is possible with Eq. (3.26). All we can do is to calculate the back-
reflected current as we know the incident current (from the normalization of the source) and the
discrete current j.

3.4.4 A source in an semi-infinite strip

In Sec. 3.4.2 we studied the effect of a source term situated on a infinite lattice. But for the
calculation of the self energy in Sec. 3.5.2 we will need the effect of a source term situated on a
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Figure 3.2: This figure illustrates Eq. (3.29).

source A point source is located at n = 1. Hard wall
hard wall I @ Dirichlet boundary conditions are applied for

—6—6—9 @ @ €@ — » < 0 while outgoing boundary conditions are
-1 0 1 2 3 4 applied for n — 400 by use of the retarded
Green function.

semi infinite lattice. This means hard wall Dirichlet boundary conditions are applied for n < 0
which implicates that ¥,, = 0 for n < 0.
Again we have to calculate ¥ using the retarded Green function as in Sec. 3.4.2

U = lim (p + ie — H)™'S (3.29)
0
where the source S'is given by

g _ 1 for n=1
" 10  for n#1

and H is the tight binding Hamiltonian (3.11) for a constant potential V. The boundary condition
U, = 0 is enforced on the left side. The whole situation is illustrated in Fig. 3.2. In components
Eq. (3.29) reads:

(L= 2a+V)U; +a¥, =1 for n=1

3.30
(= RLa+ V)V, +a(V,—1+¥,11)=0 for n>1. 5-50)

Let us first assume that ;o > V. In this case we try following ansatz:
- Cei kAzxzn
e .

For n > 1 we can argue as in Sec. 3.4.2 that k£ must obey the dispersion relation (3.15). The
reasoning that this ansatz fulfills the outgoing boundary conditions is also the same.
So we only have to look at n = 1 in Eq. (3.30):

(1 —2(a+V)) Ce*dr 4 qCe?kte =1

—2a cos(kAx)
= Caeik:Aa:(_e—ikAx _ €+ik’Aa: + e—i-ikAx) =1
= _CaeikAxefikAm =1
= C=-1.
[0
This gives us the solution to Eq. (3.29):
\Ijn — _leikAzn .
@
In the case ;© < V' a similar ansatz results in
1
\Ijn — — e kAzn
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where k is given by the dispersion relation (3.16).
The calculation done in this section is so useful because the result of Eq. 3.29 gives us the
(1, 1)-entry of the retarded Green function which we will need in Sec. 3.5.2:

—Leikdz for >V

. - —1 o 7")_ Q
}fl;r%l)[(u—i_% H) L,l—GLl—{_iekﬁm foer<V.

(3.31)

Here £ is given by (3.15) for 4 > V and by (3.16) for u < V.

The terms ¢**® and e~ will often be used for the self energy calculations of Sec. 3.5.2.
Therefore we will give here expressions involving directly 1 and V. These are obtained using the
dispersion relations (3.15) and (3.16):

wse 20— =V Hifp-V)da—(-V) .

2a (3.32)
wae 20— (1= V) = (V= p)(da — (= V)
2a

e for p<V.

The case ;1 < V' is of course a (properly chosen) analytic continuation of the case ;> V. For
the sake of simplicity we will therefore only make reference to the case ;+ > V' in subsequent
sections.

3.5 The Green function in the tight binding model

The major focus of this work are stationary scattering states. These can be calculated using the
retarded Green function introduced in Sec. 3.2:

G" = lim(pu +ie — H)™' . (3.33)
e—0

>0

Here H is a Hamiltonian discretized in a finite difference scheme (3.11).
The system we consider here is a one-dimensional setup with the following form (see Fig. 3.3):

e Below some position z, the potential is constant, so V' (z) = V; for x < xy. This we call
the (semi-infinite) left lead.

e In the middle between zy and z; we have a possible non-constant potential. This we call
the scattering region.

e Above some position z; the potential is constant. So V() = V; for x > z;. This we call
the (semi-infinite) right lead.

The system extends from x = —o0 to x = +00. Because of its infinite size the system cannot
directly be simulated on a computer. But in the end we are only interested in the restriction
of the Green function (3.33) onto the scattering region. In order to calculate this restriction we
handle the leads in a way which allows us to incorporate them into a modified finite (discrete)
Hamiltonian for the scattering region.
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0, 0

g I ——

left lead scattering region  right lead
V=const V(x) V=const
4/\J\/\ .
cut

Figure 3.3: This figure shows a schematic description of our setup. In the middle we have a
scattering region where the potential can be non-constant. To the left and to the right the potential
is constant. These regions are called the left lead and the right lead which extend towards —oo or
+o00 respectively. In order to handle the left lead we cut the system into two regions called I and
I1. Region I consists of the left lead and region II consists of the scattering region and the right
lead.

3.5.1 Handling of the left lead

We exemplary show here how to handle the left lead. The first step is to split the system into two
regions (see Fig. 3.3):

e Region I consists of the left lead.
e Region II consists of the scattering region and the right lead.

There exist two projection operators F; and P onto these two regions I and II:

)1 for x < xg ] 0 for z < xg
Fi(z) = { 0 for x> x Pu(z) = { 1 for x>z (3.34)
P=R=H Pi = Py = B} Pi+Pi=1.

Using these one can split the Hamiltonian / into four parts:
H=1H1=(R+ P)H(R+ P1) = BRHR+ PuHR + RHPy + PuH Py

We call Hy = R HR the restriction of A onto region I. Similar Hy = FH Py is called the
restriction of [ onto region II. The operator V' = R H Py is called the coupling operator. It
mediates the coupling between region I and II. The adjoint operator is VT = P H P,.
This splitting can be more clearly seen if we write / in matrix form:
H VvV
H= [ ‘/Jr HH ‘|

The numeration of the grid points is done in such a way that the points in region I come before
the points in region I1° .

® A word of caution is warrantable here: Strictly speaking Hy = P;H P, is a matrix of the same format as H. But
from now on whenever H is considered as a part of a matrix it is understood as the restriction of P H P, as a matrix
onto region I. The same convention applies to the other matrices Hy,V and V1.
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The ultimate goal is to calculate the retarded Green function (3.33) so the second step is to
invert the matrix (u — H). For the sake of simplicity from now on we include the small positive
imaginary part € of Eq. (3.33) into u:

. [L—Hl -V -

P -1 —
(n—H) Vo, (3.35)
We now use the formulas of App. D. Defining Schur’s complement S' (see [85, 179]) as
S = (u—Hu) = Vi(u— H)™'V
we can write the inverse of the matrix (3.35) as:
(n— Hy)™! ~1y76-1
— Hy)—VS
- H) = | = BV VI | T
—T
STV — Hy)™! ‘ [M—HII—VT(M—HI)_lv}
So we finally can calculate the projection of G(") onto region II:
-1
GY) = PGPy = [p— Hy — Vi — H)'V
I 11 il {N II E/li 1) } (3.36)
=[p—Hy— %] .
This projection will be called Gf{ ) from now on.
Here we have introduced the so called self energy >
S =Vip—H) 'V, (3.37)

This is a finite matrix which encapsulates the whole effect of the semi-infinite left lead onto region
II.

The fixation onto the retarded Green function, i.e. using an infinitely small positive part of 4 as
in Eq. (3.33), happens during the calculation of (44— H;) ™! which is used in the self energy (3.37).
Therefore the energy 1 in Eq. (3.36) can be chosen as a purely real number.

The derivation of Eq. (3.36) can be also accomplished using a Dyson equation as is shown in
App. E.

3.5.2 Calculation of the self energy

In order to calculate the self energy we now make use of the tridiagonal structure of the matrix
(3.12). Especially the matrix V' has only one non-zero entry in the lower left as illustrated in
following formula:
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VT HH _&T

This simplifies the calculation of the self-energy (3.37) considerably.

j g
1 ml n
1
i (Hy)yj —Q0imdg1
(Hl)ij (V)ig
H= = 77
t H
(V )fj ( H)fg f _@T(;fl(;jm (Hu) s,
n

We label the indices of the four parts of the matrix ¢+ — H as shown in above formula. The indices
¢ and j run from 1...m and similar the indices f and g run from 1...n. Here J,;, denotes the
Kronecker delta symbol which is 0 for @ # b and 1 for a = b.

We now use Eq. (3.37) (and apply the Einstein summation convention)

(05 = [VT],, [0 = H)™] Vi
= ozT5f15jm |:<,U, — HI>_1:|ji oz&-mégl

=a {(,u — HI)_I}mma 0p10g1 -
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O O

left lead scattering region  right lead
V=const V(x) V=const
/\V/\V/\ .

Figure 3.4: The complete system can be split into a scattering region and two attached leads
which extend to # — 400 and x — —oo respectively. Inside the leads the potential is assumed
to be constant.

This means that the self-energy matrix has only one non-zero entry in the upper left corner:

(ED)1

We can go further and calculate (¥)q; explicitly using Eq. (3.31) (for © > V}) and the fact that
the lattice parameter « introduced in Eq. (3.10) is real:

1 . .
(El)ll _ OKQGS;Zn _ _a2aezk[Ax _ _aezklAaz )

Therefore we have now an explicit expression for the self energy:
(81 = —aekdr (3.38)

Here k; satisfies the dispersion relation (3.15) where the potential V' = 1] is the value of V' (x)
in region 1. Furthermore only the case ;¢ > V; is shown. In the case ;# < V} one has to use the
appropriate term in Eq. (3.31).

Of special note is here that the whole effect of the left lead can be encapsulated into the self
energy > which is essentially just a single complex number.

3.5.3 Handling of the right lead

The complete system can also be split into a scattering region, a left lead and a right lead as
shown in Fig. 3.4. The same procedure which was applied to the left lead in Sec. 3.5.3 can now
be applied to the right lead, too. The result is that the effect of the leads can be encapsulated into
the two self energies >; and Xy respectively. Using these two self energies we can now calculate
the restriction of the Green function onto the scattering region:

GI(IT) = PuG" Py = [ — Hy — 5 — EIH]_l .
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Using now the explicit form of the one dimensional tight binding Hamiltonian (3.12) and the
explicit form of the self energies (3.38) one arrives at following traditional matrix”:

_‘/1 + aeiklAm a
a —Va
-1
G0 =(—201+ . . (339)
—Vn—-1 «
o —Vp + aethmAz

Here the self energies are colored in blue. The most important thing to note is that in order to
take the effect of the leads into account we only have to modify the first and the last entry on the
diagonal of the matrix. The whole effect of the leads can be encapsulated in just two complex
numbers. We get k; from dispersion relation (3.15) with the value of the potential V' = V] in the
left lead. kpy results from the same equation with the value of potential V' = Vi in the right lead.

3.6 Generalization to two dimensions

In Sec. 3.3 we described how to simulate the one dimensional Schrodinger equation. Here we
apply the same principles to the two dimensional Schrodinger equation with following Hamilton
operator:

H\Ij(xvy) - =

Rle o
|

oxr " oy
The finite difference approximation (3.9) is applied once in the z-direction and once in the y-
direction:

] U(z,y)+ V(r,y)¥(x,y) . (3.40)

0?2 9? _ V(z+ Azx,y) + V(r — Az,y) — 2¥(x,y)
L‘?m? + 83/2] U(z,y) = (Az)?2
N U(z,y + Ax) + @((20;2— Ax) —2U(z,y) L O(Ar)?)

Using this approximation we reduce the continuous system to a two dimensional rectangular
lattice with the lattice spacing Ax. The discretized Hamilton operator (3.40) reads now

(H) (= (404 Viey)) Yoy = @ [Waiig) + Yoo1y) + Yoy + Vayon| - (B4D)

Here (z,y) is an integer pair describing the point on the lattice and « is the lattice parame-
ter (3.10). This tight binding Hamilton operator is illustrated in Fig. 3.5.

Hard wall Dirichlet boundary conditions may enforce that the wave function V¥ is zero in one
or more given regions of the two dimensional plane. Therefore only lattice points where the wave
function ¥ does not necessary vanish have to be taken into account in the tight binding Hamilton
operator (3.39). Accordingly the lattice used in (3.39) may be of irregular shape.

As in Sec. 3.5.3 we can divide the system into a scattering region and an arbitrary number
of attached leads. Again we will be only interested in projection of the Green function onto the
scattering region. Therefore the leads will be again incorporated though self-energies as described
in Sec. 3.6.1.

"Here n denotes the number of grid points inside the scattering region.
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3.6.1 The two dimensional leads

In a two-dimensional system a lead is characterized by a semi-infinite propagating direction in
which the transversal potential profile is constant. Therefore a separation ansatz will allow us to
treat the two-dimensional lead as a superposition of one-dimensional leads.

In the framework of the tight binding Hamiltonian (3.41) there are only two natural choices
for the extending direction, namely a direction parallel to the = axis or parallel to the 7 axis®. As
an example in this section we look at a lead extending in the direction x — +oc0. The lead is
represented by a regular rectangular lattice having a finite size n in y direction and an infinite size
towards z — +o0 as shown in Fig. 3.6.

We now divide the lead into vertical slabs. Each vertical slab ‘H, (labeled by its horizontal
position z) has a one-dimensional tight binding Hamiltonian given by Eq. (3.12) in y-direction
attached to it:

[ 20+ V., -
— 2004+ V0
H, = . (3.42)
2004+ Va1 —«
-« 200+ Vi |

Here = denotes the horizontal position of the slab and n denotes the number of lattice points
in y-direction. Inside the lead the matrices H, do not depend on the index x as the vertical
potential profile is assumed to be independent on z. The total two-dimensional tight binding

8See the notes in Sec. 3.10 for leads attached at arbitrary angles

Figure 3.5: This figure illustrates the tight bind-
ing Hamilton operator (3.39). The circles repre-
sent the lattice points while the edges connecting
neighboring lattice points represent non zero en-
tries in the matrix of the Hamiltonian (3.39). The
lattice may be of irregular shape due to hard wall
Dirichlet boundary conditions. The red circles
highlight the places where semi-infinite leads
are attached using self-energies as described in
Sec. 3.6.1.

Figure 3.6: This figure illustrates a two dimensional
y lead extending towards x — +o0 It is represented
.o eee Dby a regular rectangular two dimensional lattice.
The lead is divided into vertical slabs; one such slab

> is shown here in red.
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Hamiltonian (3.41) can now be build from such vertical slabs:

201 +H, 4 —al
H = —al 20l + H, —al ) (3.43)
—al 201 + Hm+l

Each entry consists of a n x n matrix. The resulting matrix is block tridiagonal. Of course the
form of this matrix depends on the scheme used to number the points in the regular grid. The
system used here is to assign a point (z,y) the number zn + y which first counts the position
inside a vertical slab and then counts the position of the slab itself.

We now follow the reasoning of Sec. 3.5.1 only that now the matrix entries itself are square
matrices instead of complex numbers. Attention must be paid to the non-commutativity of ma-
trices, but this poses no problem. We can therefore calculate the projection of the retarded Green
function onto the scattering region II as in Eq. (3.36):

G’ = [ — Hy — %"
Sp=Vi(u—H) 'V .

As in Sec. 3.5.2 the self-energy >; has only one non-zero entry, only that now the entry itself is a
n X n-matrix:

(Z)n = o [(M - HI)_I}

In > the index 1 denotes the vertical slab in the scattering region neighboring the lead and in H;
the index 1 denotes the vertical slab in the lead neighboring the scattering region.

It remains to explicitly calculate (1 — Hy)~'],,. To this end we use a separation ansatz for the
wave function in the leads:

11 -

U(z,y) = anx(y)e™™ae . (3.44)
j=1

Here = and y are integer numbers labeling the horizontal and vertical position in the lead. The
X;(y) are the eigenvectors of a vertical slab 7{ and the £ are the corresponding eigenenergies:

Hx;(y) = Eix;(y) -

The matrix H given by Eq. (3.42) is a real symmetric n X n matrix, therefore we get n real
energies £; and n corresponding real orthonormal eigenvectors x,,(y). The normalization of the
eigenvectors is chosen such that 3-7_, |x;(y)|* = 1 is satisfied.

The separation ansatz (3.44) splits the two dimensional lead into n one dimensional leads onto
which the considerations of Sec. 3.4.4 and Sec. 3.5.2 can be applied separately. This gives us as
a generalization of Eq. (3.38):

[(E0)1lgy = —a D" x5(a)x; (b)e™ 5. (3.45)
j=1

We get k; from dispersion relations (3.15) using 1 — FE; instead of &t — Vieaq.
This self-energy matrix (3.45) has to be applied to the slab in the scattering region directly
neighboring the lead, analogous to the considerations of Sec. 3.5.3.
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3.6.2 Current measurement in two dimensions

The wave function in a region where the vertical potential profile ' (y) does not depend on x can
be separated into vertical eigenmodes as in Eq. (3.44):

W(w,1) = S (). (3.46)

For Green function calculations where the energy 4 is well defined each &;(x) is a superposition
of a left moving (e~***) and right moving (e*%*) plane wave. Therefore the two dimensional
problem splits into several one dimensional ones. Onto each eigenmode the considerations con-
cerning the source normalization and the current measurement described in Sec. 3.4.3 can be
applied separately. But we have to adjust the prefactors because in two dimensions the relevant
quantity is the total current j in x direction:

(o) = [yt W00 ()|

Therefore a source S sitting located x = x exciting the eigenmode [ to carry the current j, would
read (compare to Eq. (3.23))

_ o i
Si(x,y) = x1(¥) 0z 20 Az 2icvsin(k; Ax) (3.47)

using the normalization >}, |x;(y)|> = 1. Similarly, the current measurement has to be adjusted.
The calculation of a wave function using a source term exciting the lead mode m and the
subsequent measurement of the scattering amplitude in mode n can be summarized as the Fisher-

Lee relations [50, 127] (see also Eq. (B.1))

. S
Sum = =G + i/t [ A [ dyaG ([y ] , [y ] ,u> XU Xnlyn) — (3.48)
here written in the continuum limit Az — 0 using v = hk/m and [dy|x(y)|* = 1 and the
retarded Green function GG" in the position basis. These relations describe how to calculate the
scattering matrix S from the Green function G". An in-depth discussion of the properties of the
scattering matrix can be found in App. B.

3.6.3 Magnetic gauge field

In this section we will show how to describe the magnetic gauge field A(r) in the framework of
the tight binding model. In the two-dimensional continuous Schrédinger operator
1
H=—[—ihV —qA]’ +V , (3.49)
2m
this gauge field occurs through the minimal coupling replacement [186] p — p — ¢A as the
relation p = —iA'V holds. To apply this replacement to the tight-binding model we note that p is
the generator of the translation operator:

U(r +€) =exp {+;e : p] U(r).
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Therefore in one dimension we can rewrite the tight binding form of the Schrodinger equa-
tion (3.11) in the following way (here p, and A, denote the xz-component of p and A respec-
tively):

o [pa? () = 0 [2U(x) — W(a + Ax) — U(x — Ax)] + O((A)?)
~exp [—ZAxpmH U(z) + O((A)?) .

=« [2 — exp [—l—ZAxpm -

h

Assuming for a moment that A, is independent of x we can now apply the minimal coupling
replacement giving us

[pe — qA) U () = 200 (x) — aexp [—;Aajq/lx} exp P—;Aa:px U(z)

1
2m ‘ ‘
— aexp [+;quA4 exp [—;Axpx] U(x) + O((Az)?) .

Some corrections to this formula are necessary because A, may depend on x. The details are
worked out in App. F.

Applying the same considerations to the y direction we get the tight binding discretization of
the continuous two dimensional Schrédinger equation (3.49) with a magnetic gauge field [50]:

(H\P)(%y) - (4a + V(r,y)) Vizy)
‘q/(w) A(r)dr| @ 'q/(x’y) A(r)dr | W
— xex 1— T)ar T — o ex 1 r)ar r—
PUR sy (=+Ly) PV St (@—1) (3.50)

(z,y)

(zy)
— aexp [z%/( A(r)dr] Wy yt1) — QEXP lzg/( A(r)dr] Uipy—1) -

z,y+1) z,y—1)

This is the most natural generalization of the tight binding Hamiltonian (3.41) to include a mag-
netic gauge field. Here (x,y) is a integer pair describing the point on the lattice. The integral
J; A(r)dr is taken along the edge connecting the two neighboring lattice points a and b.

In Eq. (3.50) the gauge field only affects the phase of the coupling matrix elements while their
modulus remains the same. This phase factor exp {z% I A(r)d'r} of the coupling matrix element
(a,b) is called a Peierls phase [163].

One should mention that for a non-vanishing gauge field A the definition of the probability
current density (3.22) has to be modified (see also Eq. (B.21)) [50]:

i(r) = Zlm (W (r)"V(r)] - %A(’P)I‘I’(T)I2 : 3.51)

3.6.4 Selection of the gauge field

In three dimensions the well known relation B = V x A holds which gives the magnetic field in
terms of the gauge field. This relation can be reduced to two dimensions. It now relates the two
dimensional gauge field

Alz,y) = ti:;g zﬂ (3.52)
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to the out of plane magnetic field

0A

Normally the magnetic field is given and one has to calculate a corresponding gauge field. This
gauge field is not uniquely determined because one can add the gradient of an arbitrary function
to the gauge field (3.52) without alternating the corresponding magnetic field (3.53). But there
are two natural ways to choose a gauge field:

Al y) = l— I B(gs,y’)dy’]

0
Aley) = L i B<x',y>dx'] '

The integrals occurring here are understood as line integrals parallel to the corresponding axes.

The self energy (3.45) cannot be used to describe a lead with a magnetic field inside it. While
it is possible to derive improved self energies describing a lead with a magnetic field we have
chosen not to use these improved self energies for the reasons explained in Sec. 3.10. Therefore
we always switch off the magnetic field adiabatically inside the leads allowing us to use the
normal self energies (3.45). This is no strong approximation as we will be always using weak
magnetic fields whose influence onto the wave function in the leads is negligible because of their
big cyclotron radii compared to the width of the leads.

Most systems considered in this work are orientated along the x axis. For these systems we use
following functional dependence of the magnetic field:

B(z,y) = BE(x) .

Here B is a real number giving the strength of the magnetic field and £(z) is the characteristic
function of the scattering region constructed using the method described in App. H. £(z) is one
inside the scattering region and zero in the leads for v — £o00. The switching from zero to one is
done over a few wavelengths of a typical wave function. This gives us two standard choices for a
gauge field:

1
A(z,y) = ~By&(a) M (3.54)
v / / O
Az, y) = B/ £(a')da H . (3.55)
0
While for the most part of this work we use the gauge field (3.54) the gauge field (3.55) has its
use for the split operator time propagation scheme presented in Sec. 4.5.
3.7 Exterior complex scaling boundary conditions
The self-energy boundary conditions discussed in Sec. 3.5.1 work only for a given fixed energy
(. If one changes the energy 1 one must change the self energy > (given by Eq.(3.38)) describing
the infinite leads, too. A more powerful tool will be the boundary conditions discussed in this

section. These new boundary conditions will be able to handle a wide interval of energies at once
without need to change them when varying the energy p. That way one can also use them as
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absorbing boundary conditions for time dependent simulation of the Gross-Pitaevskii equation as
we will discuss in Chap. 4. Furthermore using this boundary conditions it is possible to calculate
complex resonance energies for the linear scattering problem as discussed in Sec. 3.7.2. Last but
not least they are essential to determine if a non-linear scattering state is dynamically stable or
unstable as discussed in Sec. 5.7.
In order to develop the new boundary conditions we note that after separation of the lead
eigenmodes the leads themselves are described by the one-dimensional free particle Hamiltonian
R 9?
H = 57 922 (3.56)
Solutions of the time independent Schrodinger equation using this Hamiltonian for a fixed energy
i (1 € Rand p > 0) are given by a superposition of in- and outgoing plane waves:

h2k?
HVY = pV =
2m

) (with k£ > 0)
U(x) = Ae™™ 4 Be ™ = AW () + By, (z) .

(3.57)

We assume here that the lead extends towards the direction z — oo.

The leads are characterized by the condition that only outgoing plane waves are allowed as
solutions. Therefore one seeks for boundary conditions enforcing B = (0. As in Sec. 3.4.2 the
crucial idea is to transform the outgoing plane waves to decaying exponentials (for z — oo) and
the ingoing plane waves to rising exponentials. While in Sec. 3.4.2 this was accomplished by
making the energy 1 complex we use here the method of complex scaling [2, 14] which rotates
the x coordinate into the complex plane. More precisely, the complex scaling method replaces x
by ez where 6 is a real parameter in the range 0 < 0 < 5. This rotation transforms the plane
waves from Eq. (3.57) into the functions

\pout(eiex) —_ e+ikei0$ and ‘I]in<€i9x> _ efikewx

which have the desired form because the condition Im (ke?) > 0 is fulfilled. While the now
exponential decaying outgoing solutions W, are elements of the Hilbert space L?(IR) the expo-
nential rising (for x — o0) ingoing solutions ¥;, are no elements of this Hilbert space (they are
not even bounded) and therefore have to be excluded which enforces B = 0.

Except in special cases the scattering potential cannot be evaluated at complex coordinates.
Therefore we want to restrict the rotation of the = coordinate to the leads while keeping the usual
x coordinate inside the scattering region. To this end we introduce a coordinate transformation
from the old variable = to a new variable z (with z € R)

x=F(2)
where F'(z) is a given function with the behavior:

F(z) —eée?z for z— o0

F(z) ==z for z inside the scattering region . (3.58)

This is called the method of (smooth) exterior complex scaling [150] which is illustrated in
Fig. 3.7. In this work the coordinate transformation F'(z) is chosen as
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F(z) = / T f()de (3.59)
with  f(z) =1+ (¢ = 1) u(2) (3.60)

Here u(z) is a switching function (as explained in App. H) smoothly rising from zero in the
scattering region to one in the leads over a given distance A L.

The Hamiltonian (3.56) is now transformed to the variable z. Introducing the derivative of F'
as

oF  Ox
f(z) = 92 02

one can transform the derivative operator % to the new coordinate z:

0 _020 _ 1 0
or  0x0z f(2)0z

The second derivative aa—; can be transformed analogously:

o2 1 a<1 a)_ 1 0 f(2) 0
; _

(2)0z) ~ fer o f(z)P 0z

9x2  f(2) 0z

This gives us the Hamiltonian (3.56) expressed in the new coordinate z:

B hQ[ 1 o f’(z)c?]‘

— 9 (3.61)

FGPo (=702

After applying this transformation we truncate the lead to a finite length L by using the hard
wall Dirichlet boundary conditions W(F'(L)) = 0. This leads to some reflection as follows from

W(F(L)=0=Ae"™®) 4 Bem#F (1) — B — AW — Aexp |2ike”L] . (3.62)

Therefore the truncated leads do not enforce B = 0 but nevertheless one can make the reflected
part arbitrary small by increasing the length L. Thus the unwanted incoming solutions W;, can

~<*1 Complex
'€ | Scaling
. - Figure 3.7: This figure illustrates the method of com-
Exterior plex scaling. The usual complex scaling method (here
Co m.plex shown in blue) simply rotates the whole x coordinate
Scaling into the complex plane. The exterior complex scal-
\ > ing method (shown in red) keeps the x coordinate
Re(x) unchanged inside the scattering region while inside
the leads the x coordinate is rotated into the complex
plane, too.

left scattering right
lead region lead
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be exponentially suppressed. As 0 < 6 < 7 this reasoning also works in the case ;1 < 0 where

we have the complex wave vector k = 7,/ —QTT’? 1. But the method ceases to be efficient for small
values of the modulus of y because the length L necessary to archive a given suppression scales
as ﬁ This behavior is investigated in more detail in Sec. 3.7.1.

o

This Hamiltonian (3.61) is now discretized using the finite difference approximation for the
first and second derivative as given in Eq. (3.9):

h? 1
b =8 gy Ve~ et = P e
h? "(nA ’
dmAz j:(iznmjz’ -1 = Fnn] + O((82))

Inside the scattering region this is the normal tight binding approximation of the free particle
Hamiltonian as given in Eq. (3.11) while inside the lead the kinetic energy term is modified in
such a way that it damps outgoing plane waves and suppresses incoming plane waves and thus
is able to describe the effect of the lead using only a region of finite length L. This Hamilto-
nian (3.63) will be henceforth denoted as the exterior complex scaling boundary conditions (abbr.
“ECSBC” henceforth). This boundary conditions do not depend on the energy p and therefore
work simultaneously for a wide range of energies. But this flexibility comes at a price as one has
to extend the lattice grid representing the system by the length L in comparison to a calculation
using the self energy boundary conditions (3.36) (abbr. “SEBC”). Furthermore the SEBC work
perfectly (in the framework of the tight binding model) for a fixed energy p while the ECSBC
work only approximatively (but this over a wide energy interval). The accuracy of the ECSBC
will be investigated in more detail in Sec. 3.7.1.

In a two-dimensional system the ECSBC (3.63) is only used in the coordinate giving the direc-
tion of the lead while the transversal coordinate axes still uses the usual discretized form of the
Hamiltonian as in Eq. (3.11). In such a system one can illustrate the usefulness of a boundary con-
dition working for more than one energy at once. For example if one calculates the Green function
(u — H)™! the boundary conditions have to work simultaneously for all energies ;1 — F,, where
the F,, are the energies of the lead eigenmodes as one sees after a separation of the wave function
in longitudinal and transversal components. But as we already have the perfectly working® self
energy boundary condition (3.36) for Green function calculations, the main use of the ECSBC are
resonance calculations (Sec. 3.7.2), time dependent simulations (Chap. 4) and stability analysis
(Sec. 5.7)'°.

The Hamiltonian given in Eq. (3.63) is an asymmetric tridiagonal matrix

aq b2
Co Q9 bg
H = s as ) (3.64)

For certain applications (e.g. the complex symmetric Lanczos algorithm [46]) a complex sym-

%In the framework of the tight-binding model.
10The main points against usage of the ECSBC for the Green function are: They increase the lattice and thus
calculation time and they are only approximatively correct.
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metric form of this matrix is preferable'!. In this cases one defines the transformation

)

Q) = diag(w,wo, ws, ... ) = diag(1, %, ngQ, ..
by = b3

and uses Q-2 HQ*2 instead of H. This transformation only affects the grid points inside the lead.

3.7.1 Accuracy of the exterior complex scaling boundary conditions

The accuracy of the exterior complex scaling boundary conditions is now tested using a model
system. One uses a one dimensional lattice of length L, and lattice spacing Ax representing the
discretized Schrodinger equation (3.11) with a flat potential V' (x) = 0. While on the left side of
the system hard wall Dirichlet boundary conditions are imposed, one attaches a lead to the right
side. A source vector S is introduced which is zero on all lattice point except the leftmost point
on the lattice. This is the same system as used in Sec. 3.4.4 and shown in Fig. 3.2.

The lead is either attached using the SEBC (3.36) or one extends the lattice by the length L
and applies the ECSBC (3.63) in this region. One now compares the two wave functions Vg
and W gcgpe calculated as the Green function ¥ = (u — H)™'S using the two different boundary
conditions. In the framework of the tight binding model the SEBC are exact. Therefore one
introduces ¢ as a measure for the error of the ECSBC

|\IJSE7n - \IJECSBC,n|

€ = max (3.65)
n |\I/SE,n|
Here n numerates the lattice points situated in the region of length L.
For small values of x the truncation error calculated in (3.62) dominates
e = 672iImF(L) ~ 672kLsin9 (366)

as shown in Fig. 3.8a and Fig. 3.9a. This means that the ECSBC breaks down if the wavelength
A= Qf becomes comparable to the size L of the exterior complex scaling region.

For large values of y the discretization error introduced in Eq. (3.63) which is of order O((Az)?)
dominates ¢ as seen in Fig. 3.8b and Fig. 3.9b.

The discretization error O((Ax)?) is also the reason that the error ¢ depends for large values of
(1 on the length of the switching region AL as shown in Fig. 3.9d. The switching should be done
over a region consisting of at least 30 lattice points to get good results. In connection with this
one notes that for large values of p the error shows a wrong dependence on 6 as seen in Fig. 3.9¢c.
This is also due to the discretization error because the larger 6 is the larger is the change in x over
the switching region AL. In numerical calculations one regards the error as a function of ;. and
optimizes the parameters ¢,L and AL such that the exterior complex scaling boundary conditions
work satisfactory over the desired energy range. This is shown in Fig. 3.9.

Special attention has to be paid that in the actual calculations the possible values of the modulus
of 1 do not become too small because then the ECSBC break down as follows from Eq. (3.66).
Therefore in two dimensional systems the studied energies ; must have a certain minimal distance
to the energies of the lead eigenmodes.

' Complex symmetry is defined by H,, ,, = H,, . This is to be contrasted with complex hermitian symmetry
which is given by H,, ., = Hy, ,,
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Figure 3.8: These figures show the error € (defined in Eq. (3.65)) as a function of the wave vector
k and of the lattice spacing Az in (a) and (b) respectively. For small values of k the error ¢
behaves like the exponential function in £ given by Eq. (3.66) and shown in (a) as a red and
green dashed curve. The simple formula ¢ ~ e~2¢Lsin% does not take the switching length AL
into account and therefore the agreement is inferior to the other formula. For larger values of k
the error ¢ is dominated by the discretization error which scales as (Ax)2 (see Eq. (3.63)). Both
figures use the dimensionless unit system 7 = m = 1. In these units the parameters for (a) are
L =24,AL = 3,0 = 0.8 and Az = 0.002. The parameters for (b) are L = 12,AL = 3,0 = 0.8
and 4 = 1. Of course one might need to transform these values into a different unit system.

On the other hand the error ¢ introduced in Eq. (3.65) is a relative measure which compares the
error of the wave function with the wave function itself. If one introduces instead the alternative

€rror measure
mﬁlXN’SE,n - ‘I’ECSBC,n|

(3.67)

°T max |5, |
which compares the error of the wavefunction with the source term it is shown in Fig. 3.9a that
¢ stays bounded even when || becomes pretty small. Therefore one should not worry too much
about the case = 0.
The results obtained for the model system used in this section are representative for all scat-
tering systems because in the end the only thing that matters is what fraction of a plain wave is
reflected back by the exterior complex scaling boundary conditions.

3.7.2 Resonances

Transmission spectra can be best understood in terms of “resonances”. In this section we will
explain what resonances are and they can be calculated. We will give here only a rough summary
of the main results. See [150, 173, 198] for more details and proofs of the statements given here.

As the spectrum of the selfadjoint Hamilton operator / given by Eq. (3.1) (acting in the usual
way on L(R™); no complex rotation is performed at this stage) is purely real the Green function

G(u) = [p—H]™

is a holomorphic function of 4 in the upper complex half plane Ht = {z € C|Imz > 0}. The
continuous spectrum of H consists of 0. = {x € R|x > 0} (and zero which is excluded here for
technical reasons) assuming the condition lim, ., V(r) = 0 is fulfilled. We can now perform
an analytic continuation of G(1) coming from H™ over the semi-infinite line given by o, into the
lower half plane H™ = {z € C|Imz < 0}. This continuation will be called G°(1) henceforth.
This G¢ does not coincide with GG evaluated at u € H™, so . represents a branch cut of the holo-
morphic function G (). Of course G¢ evaluated at i € o, gives the retarded Green function G”.
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Figure 3.9: These figures show the error ¢ (defined in Eq. (3.65)) as a function of p for different
parameter sets. One uses here the same unit system as in Fig. 3.8. The base parameter set is
L =12,AL = 3,0 = 0.8 and Az = 0.14. This set works well for 0.1 < p < 2 where the error ¢
is always below 0.003. In each subfigure one of this parameters is varied. The inlet in (a) shows &
(defined in Eq. (3.67)) as a function of x. One sees that € is always below 0.02 for this parameter
set.

So one must regard G(p) as a holomorphic function on a Riemann surface. In more complicated
systems where several continua open at different thresholds the Green function G (x) has multiple
branch cuts.

The analytic continuation G() can have poles in H~. We now define the resonances (some-
times also called Siegert resonances [192]) as the location of these poles. The method of complex
scaling introduced in Sec. 3.7 can now be used to calculate these resonances. Let £ = % b
such a resonance with the complex wave vector K and the asymptotic behavior Ug(z) — €@

for z — oo. K can be written as K = |K|e™* with the angle ¥ (0 < ¢ < %) which implies
&= %e*%ﬁ. If we now rotate the x-coordinate into the complex plane using the complex scal-
ing © — ¢z the asymptotic behavior of the resonance becomes We(x) — exp [iei("*ﬁ)vﬂx}.
Therefore if the condition § > 9 is fulfilled the resonance becomes a bound state which can be
calculated as the eigenvalue of the complex scaled Hamiltonian Hy. If § < ¢ the resonance is not
visible and cannot be calculated. The continuous spectra of the complex scaled Hamiltonian Hy
corresponds to scattering states which stay bounded for x — oo but do not decay which implies

that the complex wave vector K of these continuum states has a phase of e=%,

Therefore we have the situation depicted in Fig. 3.10. The continuous spectra of Hy is rotated
by the angle 26 into the lower half of the complex plane (i.e. ™) by the complex scaling x —
ez. Only the resonances which are situated in the wedge between the rotated continuum and the
real axis o, are visible and can be calculated as bound states of the complex scaled Hamiltonian
Hy. While the resonance energies do not depend on # once they are visible, the continuum
state energies vary with 6, enabling us to distinguish between resonances and continuum states.
Furthermore the modulus of a resonance wavefunction is big inside the cavity and decays inside
the leads; for the continuum states it is the other way round, giving us a further tool to distinguish
them.
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In order to calculate the resonances numerically we have to use iterative eigenvalue methods
because the involved matrices are too big for direct methods to calculate the eigenvalues. For
the biggest system studied here the matrices are of dimension 150000 x 150000. Here we use
a shift-invert method in combination with the implicit restarted Arnoldi method as realized in
the software library ARPACK [130, 194]. This means we select a target energy E and apply the
Arnoldi method to (E — Hy)~'. This gives us all eigenvalues of Hy in the vicinity of E. An
alternative to the Arnoldi method is the complex symmetric Lanczos method [46] which is not
used here because of its inferior numerical stability.

Exterior complex scaling has been used before to calculate resonances of billiard type systems
[109, 165]. But in these works they use a finite element method in combination with sharp exte-
rior complex scaling while we use the finite difference method in combination with the smooth
exterior complex scaling (3.63).

The normal complex scaling method has been also used before in in the context of Bose-
Einstein condensates [183, 184, 207]. But the normal complex scaling method is not well suited
for the Gross-Pitaevskii equation (2.17) because the interaction term g(r) |¥(r)|” ¥ (r) uses the
complex conjugate wavefunction W(r)*. The effect of the complex rotation onto W(r)* is hard
to calculate and furthermore the procedure is numerically unstable. On the other side the exterior
complex scaling method does not suffer from this problems because the complex rotation is done
in the leads where the interaction strength g(r) is switched off (see Sec. 5.1.2). Inside the scat-
tering region where ¢(7) is nonzero the wavefunction V() is not altered. Therefore the exterior
complex scaling method is better suited for the Gross-Pitaevskii equation.

The main usefulness of the resonances stems from the fact that we can perform an eigenvector
decomposition of Hy [118]:

Hy = 3 €0 (W) (Wl + [ Aoty | We,) (¥,

Here the &, are the bound and resonance energies and the & are the continuum energies. The
vectors |¥,,) and |Ug,) are the corresponding resonance wavefunctions. Because Hy is only

@ A Figure 3.10: This figure illustrates the spectrum of
c the complex scaled Hamiltonian Hy. The bound
Bound ~ |Resonances state energies are not affected by the complex scal-
ing whereas the continuous part of the spectrum is
States rotated by an angle of 26 into the complex plane. The
resonances are located in the lower right half of the
complex plane {z € C|Rez > 0andImz < 0}. Only
the resonances inside wedge between the rotated con-
/ ® tinua and the positive real axes are visible and have to
° be taken into account. Once these resonance energies

are visible they do not depend on 6.

Re(E)
T >

Continuum States
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complex symmetric'? instead of selfadjoint we have to use the indefinite inner product

(W) = [ dro(rx(r)

which has a few unpleasant mathematical properties (i.e. existence of non-zero vectors of pseudo-
norm zero) but otherwise can be used similar to the usual (definite) hermitian scalar product.
Similarly the (retarded) Green function can be written as

= H" =Y

(We,) (We,

1
R
As the complex scaling method can be used as boundary conditions for Green function calcu-
lations as described in Sec. 3.7 we can write the solution of the retarded Green function (see
Sec. 3.2)

U = lim(u +ie — H)™'S
=0

as
_ (T,]9) (Ve,[5)
xp_gn:\xpn)ﬂ_gn +/dgc|\pgc) ol

Using the Fisher-Lee relations (3.48) this allows us to approximatively rewrite the transmission

as
2

T(p) =

A, _
ZM—E +/d591459 [/L—gg] !

where the amplitudes A,, are determined by the overlap between the lead eigenfunctions and the
resonance wave functions ¥,,. The amplitudes A¢, for the continuum are determined similarly
but they are very small because the corresponding wave functions decay inside the cavity. Fur-
thermore the weight factor [ — 59}71 is very small because usually the most continuum states
have a big distance to p. So the continuum can be normally neglected.

In case of a single well separated resonance we get the famous Breit-Wigner formula for a
resonance peak [32, 198]

|An?

(1 — Re&,)? + (ImE,)?

T(p) = (3.68)
which is a Lorentzian function in p.

While in principle it is possible to calculate A,, as described above, the exact values are of no
direct interest in this work. Therefore if we want to examine if the transmission spectrum 7'(11)
calculated by the normal Green function method described in Sec. 3.5 is well described by the
explicitly calculated resonances we use a different approach. We select an energy range i . . . (41
in which we want to check the spectrum and determine all resonances &,, . . . £,, whose real part
lies inside this range. Then we define the function

2

ng An M m
P A2, A B b = | L 2 4 X B (=0 1) | .69

n=ni m=0

12at least for vanishing magnetic field
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and minimize the function

F({EN}ZQZM >{An}22:n1 a{ﬁm}i\n/lzo)

f1 2 3.70
= [ [T~ Fln B A A8 b 570
with respect to the (complex) parameters F,,,, ..., Fn,,An,, ..., An, and By, . .., Bas. The param-
eters [y, ..., Oy are used to describe a background consisting of resonances outside the energy
interval ... p, and of the continuum states. One of the phases of the complex amplitudes
Apnyy ..., Ap, has to be fixed because otherwise the problem would be ill-defined. This minimiza-
tion is in principle a high dimensional curve fit. After we have minimized /' we can compare
the resulting values of F,,, ..., F,, with the actual resonance energies &,, ...&,, to evaluate
the quality of the fit. Furthermore we can compare f(u) with 7'(1). An example of this fitting
procedure is discussed in Sec. 3.8.1.

As explained in App. A the problem to minimize a function with respect to its parameters is
closely related to the problem to find the zeros of a function of several variables (see [157] for
more details), and so the Newton iteration in the form of Powell’s dog leg method can be applied
successfully to such minimization problems. The actual minimization is performed using the

software library MINPACK [151].

3.8 Scattering systems of “billiard” type

In this work we will deal mainly with two dimensional systems of billiard type. Such a system
consist of a bounded region of R? where in the inside the potential V' is assumed to be zero while
at the boundary we impose Dirichlet hard wall boundary conditions which correspond to V' = oo
outside the region. This region is called a “cavity” from now on. Besides its shape, the only
relevant parameter of the cavity is its area {2 from which we can construct the Heisenberg time

mS2

which is a measure of the mean density of states 7 /(27h) inside the billiard"®. Given this
Heisenberg time one can define an energy scale Fy = h/7y and measure all relevant energies
with respect to this scale. But as usually the interesting processes happen at energies much bigger
than the energy £y this energy scale is quite inconvenient. Therefore for each billiard we define

a typical energy scale Iy and measure all relevant energies with respect to £y which itself can be
R2k2
2m

given as a multiple of F'y. Another way to fix Fj is to relate it to a wavevector kg using Fy =

and give kg as a multiple of Oz,
Using Ej, we can define an energy scale, a time scale i/ E, and a length scale k;'. Using the
area ) we can furthermore define a scale B, for the magnetic field:

2mh

By ="
0 qQ)

also called the flux quantum. All quantities in this work will be expressed in the units Fj, kg and
By.

3This fact is called Weyl’s theorem [91].
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source
=3 incoming
- reflection

transmission =

Figure 3.11: This figure illustrates the first example system B; studied in this work. It consists
of a circular cavity with a lead attached to the left and to the right. All corners are rounded.
The white region corresponds to V' = oo which is enforced by hard wall Dirichlet boundary
conditions. The blue region corresponds to V' = 0. Inside the leads we inserted a small potential
barrier here colored in red. The lattice used to simulate the system only takes points inside the

colored region into account. In transmission calculations a source (green dashed) is placed in the
left lead.

The billiard geometry as described above is closed. If we attach one or more rectangular regions
which extend towards infinity to this cavity we get an open system in which we can investigate
scattering processes. This will be main topic of this work. The rectangular regions are called
“leads” whose widths can be measured in multiples of 7k; * corresponding to the number of open
channels inside the leads at the relevant energy scale.

3.8.1 B;: An almost-closed example system

The first system studied will be an almost-closed cavity of circular shape where the leads are
attached in a smooth way such that no sharp edges are created as shown in Fig. 3.11. This billiard
is mirror symmetric with respect to the x axis and the y axis. The relevant energy scale to which
henceforth all energies are measured is £y = 336.3;- " which can also be written kox/ﬁ = 25.9
as explained in Sec. 3.8. The leads have a width W of Wky = 2.25m. The first channel inside
the lead opens at 0.19F), and the second channel opens at 0.78 £,. We will mostly measure in the
region where only one channel is open.

Inside the leads a small potential barrier of height V; = 0.9F, and width oy = 1.41k;"
inserted in order to get a “nice” resonance structure of the transmission spectrum in which typical
scattering processes can be analyzed most cleanly. This barrier potential makes the system almost
closed. Instead of using a barrier potential, a similar effect could be created using a constriction
of the leads at position where they touch the cavity.

The lattice spacing is chosen as Az = \/30 with the wavelength \g=27 k;'. The lattice
dimension is n = 21991. For the time propagations described in Chap. 4 we use a stepsize of
7 = 0.025 h/Ey and either the Crank-Nicholson method (Sec. 4.2) or the Taylor series method
(Sec. 4.4). Alength of z, = 5.4 wk, ' is used to switch on the interaction strength g(z) inside the
leads (see Sec. 5.1.2 for a detailed discussion). The parameters used are summarized in Fig. 3.12.

We now first calculate the transmission spectrum through this billiard as shown in Fig. 3.13.
To this end we place a source term as given in Eq. (3.47) to the left side of the cavity, calculate
the scattering state W using the retarded Green function Eq. (3.6) and measure the current on the
right hand side as described in Sec. 3.6.2.

Next we calculate the resonances of the system using exterior complex scaling as described in
Sec. 3.7.2. The resonances are also shown in Fig. 3.13. In the energy range investigated, most
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parameter value description
VQ 8.25 ko ! (2 is the area of the cavity
W 2.25 kgt width of the leads
r 4.57ky ! “radius” of the cavity
0.19 £y, 0.78 Ejy energies of the lead eigenmodes
Vo 0.9 Ey height of the barrier potential
ol 0.45 ko ! width of the barrier potential
Az + kg ! lattice spacing
n 21991 lattice dimension
T 0.025 hEy* time step
T 5.4mky? switching length for g(x)

Figure 3.12: This tabular summarizes the parameters used for the system B; shown in Fig. 3.11.

resonances are well separated, i.e. they can be well described by Breit-Wigner peaks (3.68). The
criterion to decide if two resonances &£, and &, are well separated is

Re [E, — &) > [Im&,| + [Im&,|

so that their Lorentzian curves do not overlap because their spacing exceeds their width. The
overlapping resonances will show interesting behavior later in Chap. 5 (see especially Sec. 5.6.2).

The system is mirror-symmetric with respect to the reflection y — —y. The consequence
is that the resonances can be classified according to their parity with respect to this reflection.
As the ground state lead-eigenmode has positive parity we can now conclude that in the energy
interval where only one channel in the leads is open the resonances with negative parity cannot
couple to the leads and thus are actually bound states embedded inside the continuous spectrum
corresponding to the ground state lead-eigenmode. Such negative-parity bound states will play a
role in the stability analysis discussed in Sec. 5.7. In an experiment, the symmetry will be always
broken by some imperfections. In such case these bound states will manifest themselves as very
sharp resonances.

The mirror symmetry x — —x causes the resonances to have parity +1 or —1 with respect to
this reflection. The consequence is that almost all resonance peaks in the transmission spectrum
rise up to unity as seen in Fig. 3.13.

Finally we can check if the transmission spectrum is compatible with the calculated resonance
structure by the minimization of Eq. (3.70). The minimization is done over the whole energy in-
terval shown in Fig. 3.13 using an additional polynomial of degree M = 3 to take the background
into account. The result is that the fitted transmission (3.69) reproduces the actual transmission
with a maximal error of 2 - 10~ and the fitted resonances agree with the actual resonances within
an error range of 10™° except for the two resonances near u = 0.61 where the error rises to
5 - 10~%. These two resonances are exceptional because they have nearly equal resonance energy
while belonging to different mirror symmetry classes with respect to the y axis. Therefore they
nearly annihilate each other in the transmission spectrum and can for this reason not be calculated
well by curve fitting. We conclude that the resonances indeed describe the transmission spectrum
well.

This system will be the primary example system studied in Chap. 5.
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3.9 Computational complexity

In the computation of stationary scattering states (and in the computation of resonance states) the
major computational task is to solve the linear system of equations

w—H|V=S5.

Here H is the discretized Hamiltonian in the form of Eq. (3.11) (1D) or Eq. (3.50) (2D with
gauge field) supplemented by suitable boundary conditions. The operator n — H is a matrix of

1 v Vv VA% a4
T | T

—3 10 °

3
™

LY

(1=0.30890—3.91-10~%  ;;=0.3184—1.48-103  ;=0.3625—9.26-10"%  ;=0.4009—1.07-10~3i

Q0
Sl
Q0

1=0.4136—3.13-10"3i  1=0.4844—9.04-10~%  p=0.5007—1.91-10"3;  ;=0.5291—4.93-10~3

11=0.6101—2.68-103i £1=0.682—9.18-10~4;

o

Figure 3.13: In (a) the transmission spectrum 7'(y) (black curve) of the billiard BB; depicted in
Fig. 3.11 is shown. Furthermore the red dots mark the position of the resonances £ whose real part
uses the same axis as p. The cyan triangles above the spectrum indicate the position of the bound
states (negative parity y——vy). In (a) the corresponding resonance wavefunctions are shown.
The green arrows mark the resonances which will be investigated in more detail in Fig. 5.3. All
energies are measured as multiples of the relevant energy scale F of the billiard.
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dimension n X n where n is the number of grid points. For the biggest systems investigated in
this work n is roughly as big as 150000. Any direct matrix inversion methods are not feasible for
systems of this size.

But if one looks at the aforementioned discretized Hamiltonians one sees that they are very
sparse (i.e. the overwhelming part of the matrix entries are zeros) as each grid point is only
connected to its two (1D) or four (2D) neighbors'*. Therefore an obvious idea is to take advantage
of the sparsity pattern by using algorithms directly designed for sparse matrices.

In this work we will calculate the matrix inverse in form of a LU decomposition [172] using
the sparse matrix computer library UMFPACK [52]:

[w— H] = LU = Uv=U'L"'S.

Here L and U are lower and upper triangular respectively. This LU decomposition is an efficient
way to handle the matrix inverse because both U ! and L~! can be effectively applied to a vector
without the need to explicitly calculate them. Furthermore L and U do only suffer moderately
from the so-called “fill-in” (i.e. that entries which are zero in H become non-zero).

It is important to know the “computational cost” of calculating the the LU decomposition of
the matrix [ — H| and of the related matrices later used for solving the scattering problem for
interacting systems. This “computational cost” has to take into account the running time of the
algorithm (also known as computational complexity) and the amount of memory used during the
calculation. Both can be estimated by following considerations.

We first look at a regular grid of size n in y direction and m in x direction as shown in Fig. 3.6.
The corresponding matrix (3.39) is a block tridiagonal matrix consisting of 7 matrix blocks each
of size n. The computational complexity to invert a single block is O(n?) [172]. Albeit each
single block is itself a sparse matrix the inverse of a block is a full matrix whose memory usage
is n%. Therefore the complexity to calculate the LU decomposition of Eq. (3.43) using a block
block GauB algorithm is O(mn?) giving a result occupying O(mn?) memory.

In the general case of an irregular grid as shown in Fig. 3.5 and its corresponding matrix (3.41)
one has to interpret n as the bandwidth of the sparse matrix which is a measure of the width of the
system. Furthermore we introduce N as the total number of points on the grid (of course N = mn
holds in an regular grid). Then the “computational cost” of calculating the LU decomposition of
the sparse matrix (3.41) is given by:

running time ~ O(N n?)
(3.72)
memory usage ~ O(N n)

If we keep the geometry fixed and introduce a length scale L then the running time scales as
O(L*) and the memory usage as O(L3?).

From Eq. (3.72) we see that the “computational cost” scales unfavorably with the width of the
system. This is the main factor limiting the size of the systems which can be simulated using the
methods of this work. Therefore it would be highly desirable to have an algorithm to solve linear
equation systems with a better computational complexity. In principle such algorithms should
exist because the matrix (3.41) has only O(N) non zero entries. Indeed iterative algorithms for
the solution of sparse linear systems [145, 179] can archive better running times while using less

14 The only exceptions are the grid point directly adjacent to the leads which might be connected to more points if
one uses the self energy boundary conditions (3.36).
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memory than the LU decomposition algorithm. But their performance is very problem dependent
and they are very fragile while the LU decomposition algorithm is quite robust. Furthermore the
matrices of type Eq. (3.41)!® which are used extensively in this work are especially hard to handle
using iterative algorithms [66]. Therefore we only use the LU decomposition in this work.

3.10 Summary, outlook and open ends

In this section we have introduced the tight binding model to numerical simulate the Schrodinger
equation. Magnetic fields are incorporated using a Peierls phase into this model. Special attention
has been paid how to describe semi-infinite leads attached to the scattering region. To this end
the self energy and exterior complex scaling boundary conditions have been introduced. Both
methods will be used in later chapters. The exterior complex scaling method allows us to study
resonances,too.

The self energies introduced in Eq. (3.37) and Eq. (3.38) are used in similar form in the recur-
sive Green function method [50, 70, 126, 138, 139] which is a block Gau3 matrix inversion algo-
rithm (similar to App. D) to invert the matrix (3.39) and its two dimensional generalization (3.43).
In this work we will only use the self energy component of the recursive Green function method
and calculate the matrix inverse in form of a LU decomposition of the involved sparse matrices
using the sparse matrix computer library UMFPACK [52]. This LU decomposition is an computa-
tional efficient way to handle the inverse of a sparse matrix and can be generalized to non-square
matrices. The main reason for doing this will become obvious when we deal with interacting
systems as described in Chap. 5 (see especially Sec. 5.3.1). Then we have to deal with modifica-
tions of Eq. (3.39) involving non-square matrices which do not fit well into the framework of the
recursive Green function method.

Furthermore the recursive Green function method can only deal with block tridiagonal matrices
and therefore any irregular grid has to be transformed (i.e. by suitable renumbering of grid points)
to this form [208]. This complication does not arise in our case, because UMFPACK is designed
to handle matrices of any sparsity pattern.

In [208] improved expressions for the self energy (3.37) generalizing Eq. (3.38) and Eq. (3.45)
were developed. Using this improved self energies it is possible to describe a (constant) magnetic
field inside the leads or (using some tricks) leads attached at an (almost) arbitrary angle. But
these improved self energies have a non trivial dependence on the energy p and the magnetic
field B making the task of calculating the derivative of the self energies with respect to i and B
very challenging. These derivatives will be needed in Sec. 5.3.1. Therefore we do not use the
improved self energies in this work.

In this work we use exclusively the finite difference method introduced in Eq. (3.9) to discretize
the Schrodinger equation (3.1). Another discretization scheme is the finite element method (short
the FEM) [106]. This we tried out and it works quite fine for the linear Schrodinger equation.
Indeed a FEM with higher order triangle elements (4th or higher) outperforms the finite difference
method both with respect to accuracy as with respect to running time. But in the non-linear case
the interaction term in the Gross-Pitaevskii equation (2.17) ruins this advantage because for higher
triangle elements this term is cumbersome and very slow to evaluate.

15 The linear systems of equations corresponding to this matrices are known as “indefinite Helmholtz equations”
in the literature.



Chapter 4

Simulation of the time dependent
Gross-Pitaevskii equation

4.1 Introduction

While in Chap. 3 we described how to calculate stationary scattering states of the Schrodinger
equation, we now show how to do a simulation of the time dependent inhomogeneous Gross-
Pitaevskii equation:

2
m;\p(r, t) = HU(r,t) + Q(T)ZW(T’ O (r,t) + S(r,1) . (4.1)

The linear Hamilton operator
1
H = [~ihV — gA(r)]” + V(r) (4.2)

is here always understood as its discretized version in position space. This means that / is a tight
binding Hamiltonian of type Eq. (3.11), Eq. (3.41) or Eq. (3.50).

The basic step to simulate Eq. (4.1) is to understand how to simulate the time-dependent inho-
mogeneous Schrodinger equation:

0
zhallf(t) = HU(t)+ S(t) . 4.3)
The interaction term g('r)%hﬂ(r, t)|*U(r,t) in Eq. (4.1) can be built into the simulation after-
wards as shown in Sec. 4.3. As in Chap. 3 we have to take care that the leads are handled
appropriately.
We can integrate the time evolution (4.3) exactly:

U(7) = e FT0(0) - % / e TG () dr (4.4)
0

Therefore the main step is to calculate an approximation to the exponential of the linear Hamilton
operator H given by Eq. (4.2). This can be done in several ways resulting in different time
propagation algorithms each having special advantages and disadvantages.
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The leads can be incorporated into the simulation using either transparent boundary conditions
(TBC,see App. C) or exterior complex scaling boundary conditions (ECSBC,see Sec. 3.7).
For convenience we here present a short overview over the different time propagation methods:

method advantages disadvantages
Crank-Nicholson TBC possible, unconditional sta- | slow for wide systems
ble
Taylor series widely applicable
split operator very fast only rectangular grids, potentially
unstable, periodic boundary con-
ditions

4.2 Crank-Nicholson

We first present here the Crank-Nicholson method [82, 106, 125] which replaces the exponential
function by its (1,1)-Padé approximation [47, 102];

142
1 —

e* =

+O(2%) .

2
2

In order to apply this approximation to the solution (4.4) of the Schrodinger equation we choose
a small timestep 7:

. 1—4i«ZH
—iTtH/h — 2h O 3 ) 4.5
€ 1 "‘ZﬁH + (T ) ( )

This is the defining equation for the Crank-Nicholson method for simulation of the (homoge-
neous) Schrodinger equation. This right hand side of Eq. (4.5) is also called the Cayley transfor-
mation of H [82].

If we want to use Eq. (4.5) to propagate the (homogeneous) Schrodinger equation from the
time ¢ to the time ¢; we have to divide the interval ¢y .. .¢; into n (n € N) subintervals of size
T = % and repeatedly use Eq. (4.5) on each subinterval:

1—itH "

—%(tl—to)H _ —2
e [Hi H] O 4.6)

Here n (or equivalently 7) determines the quality of the approximation. A higher n gives a better
approximation to the exponential but the simulation takes longer.

In order to incorporate the inhomogeneous source term S(r, t) of the Schrodinger equation (4.3)
into the simulations we now derive Eq. (4.5) in a slightly different way. We start by rewriting
Eq. (4.4):

e~ HHY(0) = e iFH W (7) h/ et G=HG (" dt |

The exponential functions in this equation are now approximated using e = 14 x + %:C2 +O(x3)
while the integral is approximated using the midpoint rule fJ f(7)dr" = 7f(3) 4+ O(7*). This
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gives us

(1= i )W) = (1+ i )W) + 578(0) + 5 (53] 70 = $(0)] + O()

1 (iH
2h 2h h

2\2n
Using the relation 1/(7) — 1(0) = O(7) we can therefore deduce

U(r) = [1 + 22%}[} o {(1 - z;iH> T(0) — ;7’5(;)} + O . 4.7)

This is the defining equation of the Crank-Nicholson method for the inhomogeneous Schrodinger
equation (4.3). As in Eq. (4.6) we have to repeatedly use use Eq. (4.7) in order to do a time
propagation over a larger time interval.

The advantage of the Crank-Nicholson method is that for hermitian operators / the approx-
imation e 71 ~ ;z%g
behaved numerical simulation. Moreover for hermitian tight binding Hamiltonians like the ones
that we are using in this work (see Eqgs. (3.11), (3.41) and (3.50)) the Crank-Nicholson method
is unconditionally stable [106, 125]. This means no matter how big 7 gets there are no modes
which grow exponentially.

is unitary just like the exact expression e *#%. This leads to a well

The leads can be incorporated into the Crank-Nicholson method in a natural way using trans-
parent boundary conditions [11] as shown in App. C. That means we can restrict the simulation
to the scattering region (as shown in Fig. 3.4) almost without introducing any error. Alternatively
one can use the exterior complex scaling boundary conditions introduced in Sec. 3.7 which are
also needed for the split-operator and Taylor series time-propagation methods later on. These
boundary conditions are not as good as the transparent boundary conditions but they can be used
more flexibly as they are applicable for all time propagation methods presented here and for the
dynamical stability analysis in Sec. 5.7. The accuracy of both boundary conditions is studied in
Sec. 4.6.

In comparison to other methods, for example with the Chebyshev propagation method [197],
the Crank-Nicholson method given in Eq. (4.5) works only well for a comparably small stepsize
7. But this is of no concern in this work because the source term and the interaction term are time
dependent forbidding big stepsizes anyway.

The matrix inverse (1 + i3z H ) needed in Eq. (4.6) can be calculated before the actual com-
putation and stored as a LU factorization which will be then used at each time step. As seen in
Eq. (3.72), the number of non zero entries in the LU factorization scales as O(/Nn). From this we
can deduce that the computational complexity of each time step is O(Nn). Here N is the number
of points of the system and 7 is the width of the system. Therefore we see that the computational
complexity of the Crank-Nicholson method scales unfavorably with the system width. While in
one dimension it is competitive with the Taylor series method presented in Sec. 4.4 in two dimen-
sions it becomes intolerable slow as the width of the system increases. Therefore we will mainly
use the Crank-Nicholson method for one dimensional and narrow two dimensional systems. For
those systems it is superior to the Taylor series method introduced in Sec. 4.4. Furthermore we
will need the Crank-Nicholson method as a building block for the split operator method presented
in Sec. 4.5.
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4.3 Incorporating the interaction term

The interaction term g%z\\lf(r, t)|*¥(r,t) in the Gross-Pitaevskii equation (4.1) in principle has
the same effect as a time dependent potential. Therefore we look first at the Schrodinger equation
with a time dependent potential V' ():

zhgtqf(t) = (H+V(®)w(@).

The solution of this equation can be given as

where we have introduced the time evolution operator[ 187](7 is the time ordering symbol):
i T ’ Y
U(r) =T exp {—/ dr (H—i— V(T))]
h Jo
L /T ar' (H+ V(7)) (4.8)
h Jo
1 T ! ™ " VA T 3
_ﬁ/o dT/O dr (H+V(T)) (H—I—V(T ))+O(T ).

We now apply the integration rules [ f(7')dr’ = 7f(%) + O(7*) and f(]% f(r")dr" = Zf(%) +
O(7?) on Eq. (4.8):

UG) =t —i7 (B4 7)) ~ r (H+ VD)) [Far (H 4+ V() + O)
=1- z% (H +V (;)) - 2722 H+ V(;))2 +O(7%)
= exp —i% (H + f/(;)) +0(7)
T 1/~ -
—exp [-i (45 (V0) + V() )| + 0()

The interpretation of these results is that on can replace the time dependent potential V' by its
average over the interval 0...7 while only introducing an error of order O(73). So the final
result is:

U(7) = exp [—z; (H + ; (V(0) + f/(r))ﬂ U(0) + O() . 4.9)

To simulate the Gross-Pitaevskii equation (4.1) one has to use:

V(0 =g U 0P V) = glr) e )

The problem now is that Eq. (4.9) has become an implicit equation for W(r, 7). This implicit

equation is now approximatively solved through a kind of fix point iteration. From the given
wavefunction ¥ (0) one can calculate a first guess for ¥(0):

Uy (r) = exp [—z; (5 + V(O))] w(0) .
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Using this guess one can successively generate better estimates { W (7)},;~, of ¥(0) using fol-
lowing recursion':

Wi () = exp |7 (# + (70 + i) )| v

Here we have introduced Vi (7, 7) = g(r)%hllk('r, 7)|?. Repeating this recursion infinitely often
we get limg_, o, Wi (7) = W(7). In practical calculations W5 (7) is a sufficient good approximation
to W(7) so we abort the recursion after k£ = 2. The bottom line of this is that for each “non-linear”
time step one has to perform two “linear” time steps, each with a slightly different potential.

The method presented here was originally proposed by [40] and was used with great success
in the one dimensional case in [159-161].

For the Crank-Nicholson method (4.5) literally calculating exp [—z% (H + W)} (here W =

~ ~ -1
S(V(0) + V(7)) in Eq. (4.9)) would force us to recalculate [1 + gy (H + W)] at every step
which is prohibitively computational expensive in two dimensions. Therefore we use the Trotter-

Suzuki formula (4.13) in this case:

eTIRUHIW) = omigiW o—ifH o=igiW 4 O(£3) |

4.4 The Taylor series method

The Taylor series method replaces the exponential function by its truncated power series:

m M-1 _.m | ’M
m

- > T x ) x -
e:Z—,:;mﬂ with |5]<W6H. (4.10)

m=0

In order to apply this approximation we have to choose a time step 7 and the order M of the
method :

izH—Mil[—'T }m+0( M) (4.11)
(& —mzom! Zh T . .

Asin Eq. (4.6) we have to repeatedly use this formula to propagate the wave function over a larger
time interval.

Given a time step 7 the order M follows from following considerations. According to the
dispersion relations (3.15) the maximal modulus of the eigenvalue of H can be estimated as

EID = 4 in one dimension and as F?° = 8« in two dimensions. We now demand that the
error term ¢ in Eq. (4.10) has to be always below some predefined value €,,,x. This gives us the
relation
()"
7 Hmax Emax /i
SO < e

from which we can deduce M as the minimal integer number fulfilling this inequality. While
of course M should be as small as possible, one has to note that it is not wise to choose a very
small time step 7 and then set M = 2 because then one would obtain the Euler method for time
propagation [82] which has very bad numerical properties. In order to obtain numerical stability

! In principle we take here the average of the squared modulus of the wave functions. One could also use here
the squared modulus of the average of the wave functions without altering the order O(73) of the error term.
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one has to ensure that the spectrum of —i; H (which was estimated above) is mapped inside the
unit disk {z € C, |z| < 1} by the truncated power series (4.10) so that no exponential growing
modes can develop. A good rule of thumb is to choose such a time step 7 that the deduced value
of M is bigger than 10. In actual computations we have chosen e, = 107° and M = 15 which
proofed to be sufficient.

In order to incorporate the inhomogeneous source term S(t) into the time propagation scheme
we apply the integration rule [ f(7")dr" = 7 [f(0) + f(7)]+O(7?) onto the integral in Eq. (4.4):

U(r) = e i) — 5 [ e BOTNS () dr
— e~ #THY(0) — z;—h [e7#7H5(0) + S()] + O(7%) *.12)
— i [W(0) ~ i $(0)] ~ i5(7) + O(*)

As in Eq. (4.11) the exponential function is now replaced by its truncated power series.
While we are allowed to choose the time step 7 as big as we want to propagate the homogeneous
Schrodinger equation (with a time independent potential) i/ % D—H U (t) we are not allowed to

(
do so in the case of the inhomogeneous Gross-Pitaevskii equgiion (4.1) because the source term
S(t) and the interaction term g(r)f’njhll(r, t)|*¥ (7, t) both are time dependent. The error terms
in Eq. (4.9) and Eq. (4.12) limit our choice of 7.

The computational complexity to apply the Taylor series method (4.11) is O(N) (here N is
the number of points of the lattice) and thus grows linearly with the system size. Therefore this
method is much faster than the Crank-Nicholson method (4.5) for wide two dimensional systems.

The Taylor series method belongs to a more general class of time propagation methods which
all replace the exponential function by some polynomial approximation. Let G be a simply con-
nected open region in C. Then these methods make the replacement e* = Py, (z) + ¢ where
Py (x) is a polynomial of degree M which is chosen in such a way that the error term ¢ is in
some sense “‘optimal” over the whole region G. Such polynomials can be either derived from a
Faber polynomial expansion [103, 107] or from Newton interpolation polynomials at Leja points
[12].

For closed systems the spectrum of / is real and bounded. Therefore for this systems a Cheby-
shev propagation method [197] would be more efficient because this method is derived from a
Faber polynomial expansion where the region G is an ellipse in the complex plane whose longer
axis includes the spectrum of —i+ H.

But in our case we want to simulate open systems including leads which are incorporated
using the exterior complex boundary conditions as described in Sec. 3.7. Therefore a part of the
spectrum of H is rotated into the lower half of the complex plane as described in Sec. 3.7.2. The
optimal region G to describe the system would therefore be a semi-circle (or a circle arc) in the
lower half of C with radius FE,,,x. Time propagation methods for such an optimal region G can
be developed [12, 107] but we stick here with the much simpler and more robust Taylor series
method which corresponds to Faber polynomials where G is the unit disk {z € C, |z| < 1}. The
Taylor series method with approximatively M/ = 15 lies in the middle between the low order
Euler method (M = 2) and a high order Faber polynomial expansion where one usually chooses
M 21000 with correspondingly big time steps 7.

One has to stress out here that the exterior complex scaling boundary conditions used to de-
scribe the leads only work here because they can absorb more than one energy at once. This is
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necessary as in two dimension even at a given fixed global energy p each lead eigenmode (whose
energy is IJ;) carries a plane wave of energy 1 — F, and all these plane waves have to be absorbed
simultaneously. The performance of the boundary conditions is studied in more detail in Sec. 4.6.

4.5 The Split operator method

While the Taylor series method method presented in Sec. 4.4 is actually quite fast we here present
a split operator method which is even faster but on the other side has several severe disadvantages.

The split operator method is developed from the Trotter-Suzuki formula [54, 196] which is
presented for completeness here. Let in the following z € C be a small complex number and let
A and B be some possibly non-commuting operators. Then following relation holds:

e UTB) — e34e2Be3A L O(|2)?) . (4.13)

In order to apply this formula to the Schrodinger equation we split the tight binding Hamilton
operator / = T'+ V into a kinetic and a potential term. Choosing a small time step 7 this results
in:

e = Y HT e EY 4 0|7

The operator e~*2:V can be evaluated easily and fast as it is diagonal in the position basis. In order
to evaluate the operator e~*#” also in a fast way we have to decompose the wave function into the
eigenmodes of the kinetic energy 7'. For a regular rectangular lattice with periodic boundary con-
ditions these eigenmodes are plane waves similar to the considerations in Sec. 3.4.1 and therefore
the eigenmode decomposition can be done by a fast Fourier transformation / [172]. This is the
main idea of the split operator method as described in [69].

But in our systems we are not allowed to use periodic boundary conditions in x direction
because we want to attach leads for x — F-oo. Therefore we split the kinetic energy 7' = T, + T,
into a horizontal and a vertical term. Applying Eq. (4.13) again we obtain:

e—iTH/h _ 6—iTV/(2ﬁ)e—iTTy/(Zh)e—iTTm/ﬁ,e—iTTy/(2ﬁ,)e—iTV/(2ﬁ) + O<|T|3) ]

The kinetic energy term in y direction is evaluated as in the usual split operator method but for
the kinetic energy in z direction we use the Crank-Nicholson method (4.5). The leads can now
be incorporated into the simulation by applying the exterior complex scaling boundary condi-
tions (3.63) onto 7. Here one has to stress the fact that the kinetic energy term 7, does not
depend on y and therefore is quasi one dimensional and can thus be evaluated in a fast way for
each horizontal slice y. Furthermore the evaluation can be done in the eigenmode space of T}, as
T, commutes with 7T;,. As in Sec. 4.4 it is important that the exterior complex scaling boundary
conditions work for more than one energy at once because we have to absorb one plane wave in
x direction for each Fourier mode in y direction, and each plane wave has a different energy.
The complete split operator method can now be written as:

. . . 71 . .

e—ZTH/ﬁ _ 6—2TV/(2h)F?J—16—ZTTy/(2h) 1+ Z;;,iTx:| |:1 . Z;}iTx] e—zTTy/(Qﬁ)fye—zTV/(Zh)+O(|7_|3) .
(4.14)

The fast Fourier transformation ., in y direction is for the sake of clarity explicitly written down

here. In this Fourier basis 7, is diagonal and thus fast to evaluate. In our calculations we use the
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computer library FFTW [79] to evaluate F,,. The Kinetic energy term 77, in x direction is essential
one-dimensional and therefore also fast to evaluate. A source term can be incorporated into the
Crank-Nicholson step as shown in Eq. (4.7).

A magnetic field can be incorporated into this formalism if one uses the gauge field (3.55).
Then the eigendecomposition of the kinetic energy in y direction reads (see Eq. (F.6)):

T,e™¥a* = E(x)e™™  with E(z) = 2a [1 — cos Kk - %A(l’)> Az

Therefore the eigenvectors are unchanged by the gauge field and we can still use F,, to perform
an eigendecomposition of 7;. But the eigenenergies £(x) of T, now depend on z. It is worth
mentioning here that £ is actually discretized here because of the periodic boundary conditions
in y direction. For reasons of numerical stability we want to preserve the periodicity in k& space;
therefore we use the tight binding dispersion relations instead of their continuous counterpart.

The computational complexity to evaluate Eq. (4.14) is O(N logn) where N is the number
of points on the lattice and n is the width of the lattice in y direction. Here the factor logn
comes from the fast Fourier transformation. This complexity is actually a bit worse then the
complexity of the Taylor series method. But the constants omitted in the Landau-O-notation are
actually smaller for the split operator method (4.14) than for the Taylor series method (4.11). The
regular structure of the split operator method improves also the memory access times and the
administration overhead in comparison to the Taylor series method.

So in actual computations the split operator method is faster. But this speed comes at a price:

e The split operator method works only on a regular lattice as shown in Fig. 3.6 while the
Crank-Nicholson method and the Taylor series method both work on irregular lattices as
shown in Fig. 3.5.

e The split operator method becomes unstable if V' has discontinuities. Therefore all potential
steps V' have to be smeared out over a few (roughly 10) lattice constants. Furthermore
it becomes necessary to use very small time steps 7 if at some points V' (r) is large in
magnitude.

e Hard wall Dirichlet boundary conditions in y-direction are more involved to implement
because the Fourier transformation imposes periodic boundary condition and thus the sim-
ulated system has automatically a cylinder topology. One remedy is to use a discrete sine
transformation [172] instead of a Fourier transformation. Or one could use the Crank-
Nicholson method for the y-direction, too. If for sake of simplicity one wants to adhere
to the Fourier transformation, one has to approximate the hard walls by a finite potential
barrier in y-direction which is high compared to typical energy scales of the wave function.
This way we can regain the topology of a two dimensional stripe.

These disadvantages make the split operator method less suited for the simulation of cavity ge-
ometries as introduced in Sec. 3.8 than the Crank-Nicholson method and the Taylor series method.
Nevertheless we performed some simulations using the split operator method because of its speed
and because it was developed first.
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4.6 Accuracy of the exterior complex scaling boundary condi-
tions

In Sec. 3.7.1 we have verified that the exterior complex scaling boundary conditions (3.63) (abbr.
ECSBC) work well for Green function calculations in the energy domain. The task is now to
verify that these boundary conditions work for wave packet propagation in the time domain, too.
This is to be expected as one can switch between the energy domain and the time domain by a
Fourier transformation.

To this end we study the same model system as in Sec. 3.7.1, i.e. a one dimensional lattice
of length L with a flat potential V' = 0, a hard wall boundary to the left, a lead attached to the
right and a source on the first point as shown in Fig. 3.2. We simulate now the inhomogeneous
Schrodinger equation for this system:

m;\p(r, t) = HU(r,t) + S(r)e o/hs(t) . (4.15)
The source term emits particles of energy 14 and is adiabatically ramped from s(¢) = 0 for ¢ < 0
to s(t) = 1 for t > AT over a time interval AT as explained in Sec. 4.7. A good choice is to set
AT > 1057,

The simulation is now carried out two times. One time we are using the Crank-Nicholson
method (4.5) with transparent boundary conditions (C.7) (abbr. TBC) and the other time we are
using the Taylor series method (4.11) with ECSBC. The wave functions obtained with these two
simulations can now be directly compared as shown in Fig. 4.1. We see that both simulations
give nearly identical results. From this we can draw two conclusions. Firstly we see that the error
terms for both methods given in Eq. (4.5) and Eq. (4.11) are very small because both methods
use completely different approximations to the exponential function and give nevertheless nearly
identical results. Secondly we can conclude that the ECSBC are indeed working very well because
they give nearly identical results as the TBC which are (almost) perfect in the framework of the
Crank-Nicholson method.

In order to check if the ECSBC work well simultaneously for multiple energies ;. we repeat
the calculations shown in Fig. 4.1 for energies p in the range % o < 1 < 2 while keeping all
other simulation parameters fixed. Then we look for the total maximal relative error

B max, |Vek(z,t) — Yrs(z, t)|
€ = max
tu max, |Vek(z,t)|

We have found that the error € is always below 0.005 over the whole energy range for our con-
figuration, so a single realization of ECSBC indeed work for well for multiple energies. As in
Sec. 3.7.1 the error begins to rise for yu < % 4o, sO low energies are a problem and have to be
avoided by restricting the energy range used in simulations.

Another good test to check the performance of the boundary conditions is to emit a strongly
dispersive Gaussian wave packet

_ 10 6_( 203) ezkzx
Ti\/o
onto the boundary and look if anything is reflected back. In our calculations we use ko = % SO

the wave packet is quite broad in k space and thus is a superposition of many different energy com-

ponents. Under time evolution with the homogeneous Schrodinger equation iha\gf) = HU(t) the

W(z)
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wave packet remains Gaussian [187] but with a time dependent position x(t) = x¢(0) + %t and
a time dependent width o(t)? = ¢(0)* + (%)2 and a phase factor for we do not care because
in the following we will only look at |W(x,t)|. Therefore we can compare the results of the
simulations with an analytical result as shown in Fig. 4.2. As the agreement between the two
simulations and the analytical result is quite good we can conclude that the time propagation and
the boundary conditions work well.

Similar calculations as shown in Fig. 4.1 and Fig. 4.2 can be done comparing the Crank-
Nicholson method using 7BC with the Crank-Nicholson method using ECSBC as used in Sec. 4.5.
We find that the ECSBC work equally well in connection with the Crank-Nicholson method.

Exterior complex scaling boundary conditions have been used before for time propagation
before [100, 142—-144, 213] but only in connection with a finite element discretization using sharp
exterior complex scaling in position space and a Crank-Nicholson method in time space. In this
work we use the smooth exterior complex scaling tight binding approach given by Eq. (3.63) in
combination with the Taylor series method (4.11).

4.7 Non-adiabatic switching of the source

While in Sec. 3.2 we switched the source S(¢) adiabatically on in this section we want to investi-
gate the effect of non-adiabatic switching. To this end we study the inhomogeneous Schrédinger

0.3

0.2

W ()|

0.1

0.0

Figure 4.1: This figure illustrates the solution of the inhomogeneous Schrodinger equation
Eq. (4.15) by displaying the modulus of the wave function at increasing times ¢;. Here the

coordinate x is measured in units of the wave length A = 27h (2m,u0)_%. The simulation is
done two times. The wave functions obtained from the Taylor series method with ECSBC are
plotted here as solid lines. On top of these results we plot the wave function obtained from the
Crank-Nicholson method with TBC as dashed lines (labeled as CK). Furthermore we plot the sta-
tionary solution obtained from the Green function method (labeled as GR). The simulation region
ends where the gray vertical line is shown. The Crank-Nicholson method and the Green function
method simply stop there while the Taylor series method attaches the ECSBC beyond this line.
The wave function in this region is rotated into the complex plane and therefore decaying. Due
to the way we include the source term into the Taylor series method (see Eq. (4.12)) the wave
functions obtained from this method have a small discontinuity at the point of the source. But
this does not affect the rest of the scattering region.
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equation

ih;qf(t) = HU(t) + S(t) (4.16)

with following time-dependence of the source term:
S(t) = Spe~ M/ hs(t 4 tg) (4.17)

Here 1 is the energy of the source,S) is a vector describing the spatial component of the source
(e.g. Eq. (3.47)) and ty > 0 denotes the period of time which passed by since we started switching
the source on. The smooth function s : R — R defines the non-adiabatic switching of the source.
It should have following properties:

o s(t) = 1fort > D. Here D > 0 is a constant which defines the time it takes to fully
switch the source on. We will keep D constant in this section so no adiabatic switching is
performed.

o s(t)=0fort <0.
o s(t) rises smoothly from zero to one between 0 and D.

Such a function can be built with the methods of App. H.
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Figure 4.2: These figures illustrate what happens if we emit a strongly dispersive Gaussian wave
packet onto the boundary which is presented here by a gray line. See the text in Fig. 4.1 for an
explanation what happens to the right of this line. We plot the modulus |V (z,t)| of the wave
function at increasing times ¢; where x is measured in units of the wave length A = 2{ The
simulation is again done two times. The results obtained from the Taylor series method using
ECSBC are shown as solid lines in (a)-(d). In (a) and (b) we compare these results with results
obtained using the Crank-Nicholson method with TBC shown here as dashed lines (labeled as
CK). In (c) and (d) the results from the Taylor series method are compared with results from the
exact analytical formula for the modulus of |W(x,t)| shown here as dashed lines (labeled as EX).
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We want now to study how the wave function W(¢) at ¢ = 0 behaves as a function of ¢,. To this
end we propagate the inhomogeneous Schrodinger equation 4.16 from ¢t = —oo to ¢t = 0 with the
initial condition W(—oco) = 0. This gives us (see Eq. (3.4))

i 0 i /
\I/(O) = _ﬁ €_E(u_H)t SoS(t, + to)dt,

and after applying a partial integration (we assume ty, > D)

0 /
v(0) = el [e A Sos(t —i—to)} o G(T)/ e~ 7 (u—H)t S aS(ta;/_tO)dt
_to-i-D 7.’ , aS(t/ 4t )
= G my g O T %) 4
/ So o dt’.

Here we have used the retarded Green function G(™ = lim,_,o+ (i + i€ — H) ™! to get the correct
behavior of W(r,t) for || — oo, i.e. the wavefunction should be a superposition of outgoing
plane waves there. One could have introduced a small positive imaginary part into p from the
very start and then have taken the limit € — 07 to get the same result.

We now rewrite the integral

—to+D 8s(t’+t0) i D 85( )
H)t _ H—p)t H)t
/_to e~ r(n—H) Sy 5 At = e~ il u)o/o e E(u— So o dt'

and define

g 95t) 1
¢= / S

which gives us
U(0) = GGy — G rH-miocr

We are interested what happens in the limit £, — oo, i.e. what happens if we switch the source
on and then wait some time.

As we only want to excite scattering states in the continuous part of the spectrum the overlap
between Sy and any bound state should be zero or at least negligible small. This can be achieved
by putting the source sufficient far into the leads because any bound state decays exponentially
inside the leads. Using the ideas of Sec. 3.7.2 we can therefore decompose C' into resonance
states now:

C= Z cn Ve, with HVUg =&, Ve, and Imé&, <0.

This gives us _
U(0) = GMSy — G emnlEnmmboe, we

We are now able to take the limit ¢, — 400 because Re [—i&,,] < 0

lim ¥(0) = GMSy = lim (u+ ie — H)™ S, .
to——0o0 e—0t
The interpretation of this result is that we can regain the result of the adiabatic switching of the
source (i.e. the retarded Green function (3.6)) by a nonadiabatically switching of the source if we
wait long enough. The timescale on which this happens is determined by the distribution of the
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imaginary parts of the resonance energies &,. What actually happens is that the unwanted vector
C decays into the leads under time evolution in a similar way a wavepacket in free space decays
to zero at every fixed position under time evolution.

Thus far we only studied non-interacting systems described by the (inhomogeneous) Schro-
dinger equation where the convergence of the time propagation to a stationary scattering solution
can be guaranteed because this is a linear equation. For interacting systems we have to use the
(inhomogeneous) Gross-Pitaevskii equation

e _ h’ 2 —iut/h

zh&\lf(nt) =HU(r,t)+ gE|\D(T,t)| U(r,t)+ S(r)s(t)e ™" (4.18)
which is for g # 0 a non-linear equation where in general nothing can be said about the con-
vergence properties of the time evolution process. The convergence behavior is strongly system
and parameter dependent. A necessary condition for convergence is that a dynamically stable sta-
tionary scattering solution (see Sec. 5.7 for more details) does exist which is not always the case.
If that condition fails to hold the wave function W(¢) may slowly oscillate around the (unstable)
stationary scattering solution or even turbulent behavior can be observed. This is illustrated in
Fig. 4.3.

We now look at several selected case studies in more detail. To this end we propagate the
(inhomogeneous) Gross-Pitaevskii equation (4.18) using the source term (4.17) starting at t = 0
with the initial condition ¥(0)=0. We now keep ¢, = 0 fixed and vary t.

For ¢ = 0 such a system was already used in Sec. 4.6. As Fig. 4.1 shows the source emits a
plane wave whose wavefront travels with the velocity v:fn—k through the system. After the wave
front has traversed the system quickly a stationary solution evolves.

For the billiard system 55 described in Sec. 5.8.4 the situation is similar. A plane wave is
injected from the left lead (where the source is located) into the billiard. The wave front travels
through the cavity until a boundary is hit and after a few reflections slowly a stationary scattering
state evolves for g = 0 as shown in Fig. 4.4.

The filling of the billiard described in Sec. 3.8.1 is not shown here because it is dominated by
tunneling of the wavefunction through the potential barriers which is quite slow as it happens on
the timescale 1/ (Im £)~1000%/ E,y. Nothing interesting happens there.

The switch time D is chosen here much larger then strictly necessary for this linear case. The
reason is that by varying the source strength s(t) we effectively change the interaction strength
g as explained in Sec. 5.1.1 (i.e. geg~s(t)). Therefore by slowly ramping s(¢) up we mimic
an adiabatic increase in geg. If that ramping is done slowly enough the wave function W(t) can
follow the stationary scattering solutions corresponding to the momentary value of g. After the
source is fully switched on we thus get a stationary scattering solution under suitable conditions
as shown in Fig. 4.4. Of course it is also possible that the wave function becomes time dependent.

We therefore establish that the population of the scattering system happens in two steps for the
interacting case g#0: For ¢ small and thus geg~s(t)~0 firstly the linear scattering state evolves.
This is then adiabatically slowly transformed into the scattering state for the non-linear case g#0.
In Sec. 5.4.3 numerical simulations confirming this view will be carried out.

In practical implementations the switch time D in which s(t) rises from 0 to 1 should be made
so large that the transmission 7" as function of the time ¢ shows no pronounced oscillations. But
for g # 0 this principally can not always be achieved, i.e. when no dynamically stable stationary
solution exists (see Fig. 4.3,Fig. 5.24 and Fig. 5.39.) or if there are several branches of stationary
solutions W as a function of g (see Fig. 5.9).
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Figure 4.3: This figure displays the transmission 7" as a function of the time ¢ (measured in
units of 27h/Ey) for different parameter sets using the annular stadium billiard B; described
in Sec. 5.8.4. The yellow curve shows for © = 0.935Ey,,B = —0.524B, and ¢ = 0.04 how
a stationary solution evolves. The blue (©1 = 0.935FE),B = —0.4198; and ¢ = 0.06) and
green (u = 0.9550FEy),B = —0.3678y and g = 0.06) curves show how the wave function
slowly oscillates around a dynamically unstable stationary scattering solution. The red curve
(n = 0.935Ey,B = —0.524B and g = 0.14) shows a turbulent flow.
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Figure 4.4: This figure illustrates how a stationary scattering solution evolves under time evo-
lution in the annular stadium billiard Bs described in Sec. 5.8.4 for the choice of parameters
w = 0.93Ey,B = —0.5248, and g = 0. Here Fj is the typical energy of the billiard and By is
the typical magnetical field. The cavity is slowly filled by a source in the left lead. Fig. (a) shows
the transmission 7’ (i.e. the current inside the right lead) as a function of the time ¢ (yellow curve)
which is measured in units of % Fig. (b) illustrates W(r,t) for the increasing times t,, which
are marked in (a) as red dots. A stationary solution has evolved for ¢ > 400.



Chapter 5

Stationary scattering states of the
Gross-Pitaevskii equation

5.1 Introduction

While in Chap. 4 we studied the time dependent inhomogeneous Gross-Pitaevskii equation (4.1)
the aim of this chapter is to investigate stationary solutions of this time dependent equation when
the source term oscillates with the fixed energy pu:

2
z’hgt‘lf('r,t) = H¥(r,t) + g(r)z]@(r,t)yQQ;(r’t) + S(r)e it/
m

1 (5.1
ith H=—[-ihV — qA(r)]? .
wit 5 [—ihV — qA(r)]" + V(r)
To this end we insert the ansatz
U(r,t) = U(r)e tr/h
into Eq. (5.1) which gives us
h? 9
p—H—g(r) —[¥(r)]"| ¥(r) = S(r). (5.2)

This is the defining equation for stationary scattering states of the Gross-Pitaevskii equation. In
the following we will show how to numerically calculate stationary scattering states as solutions
of this equation.

In Chap. 3 we described a procedure to calculate stationary scattering states of the linear Schro-
dinger equation (which here corresponds to g(7) = 0) using the retarded Green function as shown
in Eq. (3.7). The recipe for this essentially was:

e discretize the system on a lattice
e represent the particle reservoir through a source term
e select some finite scattering region

e incorporate the infinite leads through self energies
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e solve the resulting linear system of equations

We now have to modify this recipe to apply it to the Gross-Pitaevskii equation.

The most important change is that Eq. (5.2) is a non-linear multi-dimensional system of equa-
tions which complicates matters considerably. In Sec. 5.2 and Sec. 5.3 we will show how to solve
this non-linear system of equations. We will see that in some cases there exists more than one
stationary scattering state for a chemical potential x. The interpretation of these findings will be
given in Sec. 5.4. Furthermore not all solutions are dynamically stable as shown in Sec. 5.7.

The complications arising from the self energy and the source term will be addressed in
Sec. 5.1.2.

In the first part all calculation use the system B; described in Sec. 3.8.1.

5.1.1 Scaling behavior of the Gross-Pitaevskii equation

In this section we investigate the question how the strength of the incoming current jj;, affects the
stationary scattering states. To this end we multiply Eq. (5.2) by the parameter 7 € R*. This
results in

g(r) h?

o2 ) () = )

s

As S(r) ~ /|j| according to Eq. (3.23), we can deduce that Eq. (5.2) is left invariant under the
simultaneous replacement

g 9

Jin JinT]
w(r) | 7 () (5-3)
sl Ls(r)n

In particular we have the relation
g Jin = const.

from which we can see that we have basically two equivalent options to study stationary scattering
states in the non-linear case:

e We can keep g fixed and vary j;,. This is probably the preferred experimental realization
because j;, depends on the coupling of the reservoir to the leads which is easier to change
than g. Some time dependent simulations using this option will be done in Sec. 5.4.3.

e We can keep j;, fixed and vary g. This will be the preferred option to numerically study
stationary scattering states in this chapter. It is possible to do this in an experiment by the
methods described in Sec. 2.4 (Feshbach resonance,transversal confinement) but this will
be harder because either the confinement potential or the (real) magnetic field has to be
changed globally.

Two stationary scattering states W, and ¥, (corresponding to (gq, jin,) and (gs, jin,)) generated
using these two options can be transformed into each other using Eq. (5.3) as long as ¢, jin, =
b Jinp-

From now on we always use the following normalization of the incoming current j;, (and so of
S(r)) for stationary scattering state calculations:

Eo

jinzfa
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where Ej is the characteristic energy scale of the system as explained in Sec. 3.8.

5.1.2 The position dependent interaction strength

In this section we will explain why we use in our simulations a position dependent interaction
strength g(7) and why this does not significantly affect our results.

The first thing to note is that the self energies (3.37) describing the infinite leads only work in
the linear case with vanishing interaction. Therefore we have to switch the non-linearity g(r) off
inside the leads. The source term S(7) also has to be placed in a region where g(r)=0 because
we want to avoid the unwanted artificial non-linear feedback between the back-scattered wave
and the source. Last but not least a region with g(7)=0 allows us to separate the incoming and
the reflected part of the wavefunction in the region between the source and the scattering region
using the superposition principle (see Sec. 3.4.3,Eq. (3.26)).

For this reasons we assume that the interaction strength g(r) is smoothly and adiabatically
switched from a constant value inside the scattering region to zero inside the leads. This situation
is schematically depicted in Fig. 5.1. Such a choice of g(r) has been used successfully in a large
number of works [98, 99, 159, 160]. The function describing the switching is constructed using
the methods of App. H.

In the following we will often decompose g(r)=g go(7) where g€R is a scalar and go(r) is a
function which is 1 inside the scattering region (i.e. the cavity) and zero inside the leads.

There are two reasons why this switching of g(r) does hardly affect our results.

The first reason is the adiabatic principle. If we make the transition adiabatically enough the
wave function V() inside the leads looks locally like a stationary eigenmode of the non-linear
Schrodinger equation with a constant interaction strength which takes the local value g(7). In
this way unwanted scattering at the effective potential g(r)f’%\\ll(rﬂ? is avoided in the region
where we switch on g(r) [159, 160]. The wave function inside the scattering region will hardly
be affected by the switching of ¢g(r) in this adiabatic regime.

The adiabatic conditions are well fulfilled if we change g(7) over the range of a few wave-
lengths of the wavefunction. This is illustrated in Fig. 5.2 where we show stationary scattering
solutions (calculated with the methods of Sec. 5.2 and Sec. 5.3) of the one dimensional Gross-

BEC reservoir

Lead chem. pot. u Lead
self energy self energy
\ scattering region / >
; \ /
coupllng@g® . . o X
(source) adiabatic switching of g(x) 9=0
z 'rg%%?t'i';% transmission =3

Figure 5.1: While g(7) is assumed to be constant inside the scattering region it is adiabatically
switched down to zero to the left and to the right so that it is zero inside the leads which then can
be described by self energies. The source term describing a BEC reservoir coupled to the wave
guide is also placed in a region where the interaction vanishes.
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1.75 ‘\Ij| 1.95

Figure 5.2: This figure illustrates solutions of the Gross-Pitaevskii equation (5.4) for different
values of the length x; over which the interaction strength is switched from zero to its full value.
The interaction strength ¢g(z) has a constant non-zero value to the right of the depicted region and
vanishes on the left side. The source term S(z) has its support to the left side of the depicted
region. All lengths occurring here are measured in units of the wave length A\ = \/2% While for
xs = 1 strong interferences are visible indicating significant scattering of the wave function at the
non-linear potential, for z; = 8 no interferences are visible which shows that we have reached

the adiabatic regime.

Pitaevskii equation with zero potential

[u ; jnA] W(r) — gr) = i) () = S(r). (5.4

The interaction strength is chosen as g=0.4 inside the scattering region while the source is nor-
malized in such a way that a fixed incoming current of j:% is generated (see Eq. (3.23)).

The second reason why the switching of g(r) does not affect our results is that for scattering
systems of billiard type introduced in Sec. 3.8 the squared modulus of the wave function |¥(7)|?
is on average much bigger inside the cavity than inside the leads'. Furthermore the cavity has
a much bigger area then the relevant region inside the leads. Therefore the interaction potential
has the biggest effect inside the cavity and a negligible effect inside the leads. This will be
investigated in Sec. 5.6.2 in more detail. This is to be contrasted with the situation in the scenario
of coherent back-scattering (see Sec. 6.4.1) studied in [98, 99] where the distance of the region
where g(r) was switched on to the scattering region strongly influenced the results. The reason
of that effect was that the modulus squared of the wave function and therefore the interaction is
not negligible between the source and the scattering region.

Experimentally there are several ways to realize such a a position dependent interaction param-
eter g(r). The first way is a variation of the strength of the transversal confinement potential in
z-direction as explained in Sec. 2.2.3. The second way is to tune g(7) position dependently via a
Feshbach resonance as explained in Sec. 2.1.3.

IThis can for example be seen by looking at the resonances in Fig. 3.13b,Fig. 5.25,Fig. 5.30 and Fig. 5.35 or by
looking at the scattering states in Fig. 5.17, Fig. 5.18 and Fig. 5.19.
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5.2 Numerical solution of the non-linear system of equations

While in the linear case g(r)=0 one simply has to solve the linear system of equations (3.2) (more
exactly Eq. (3.7)) to calculate the stationary scattering state ¥(r), in the general case one has to
solve the non-linear system of equations (5.2). In this section we will describe how to accomplish
this.

As in the following we will need the derivative of Eq. (5.2) with respect to ¥, the non-
holomorphicity of the interaction potential g('r)% |U(7)|>T(7) in U(r) forces us to split the wave
function ¥(7) in real and imaginary parts as described in Sec. 5.2.1.

Defining a function F' : R*® — R?" (here n is the number of lattice points)

W(r) o [~ H]W(r) — glr) - [W(r) " (r) — S(r) 5:5)

we now search for a solution of F'(W) = 0 which gives us a solution to Eq. (5.2). This is done
with Newton’s method [157] which is presented in more detail in App. A. One selects a start
vector Wy (7) and constructs a sequence of vectors { Wy}~ | (here k is the iteration number) using
the iteration:

Vppr = Uy, — (DF) " F(Ty,). (5.6)

Here DF is the derivative of F' with respect to W evaluated at the point W, which is calculated in
Sec. 5.2.1. If the derivative DF' at the solution is not singular and if the start vector is suitable,
this iteration is guaranteed to converge quadratically to the solution of the non-linear equation.

In practice we iterate Eq. (5.6) until ||F'(W)]|| drops below some selected threshold. This gives
us then a solution to the non-linear system of equations (5.2). But for unsuitable choices of the
start vector this iteration may fail to converge as seen for example in Sec. 5.2.2. If this happens
one has to retry the Newton iteration using a different start vector.

The possibility that the Newton method might fail is a principal problem which sets it apart
from the method of solving the Green function problem in the linear case g=0. In that case one
has to solve a linear system of equations which is always possible (with certain restrictions) as
explained in Sec. 3.2.

Furthermore Eq. (5.2) may support more than one solution whereas in the linear case the so-
lution is always uniquely determined. This poses a problem because with a given start vector
VU, one can find at most one of these solutions. For different solutions one needs different start
vectors and it is not a priori obvious how to choose them. Also in the case of failure of the New-
ton iteration the choice of an alternative starting vector is not an easy task. These issues will be
addressed in Sec. 5.3.

The non-linear term g(r)fnj\\ll(rﬂ?\l/(r) in Eq. 5.5 is evaluated in a straightforward manner:
At each lattice point we simply subtract the numerical value of this expression which depends
only on the numerical value of wavefunction on this lattice point. This is to be contrasted with
the finite element method (FEM) mentioned in Sec. 3.10 where the evaluation of the interaction
term for a specific degree of freedom involves many other degrees of freedom. Therefore in case
of the FEM the non-linear term is much more complicated to evaluate. Its evaluation is especially
very time consuming for higher order triangle elements which show the best performance in the
linear case g = 0.

2 The alternative would be to use the Wirtinger calculus [77] which introduces both ¥(r) and ¥(r)* as indepen-
dent variables (see Eq. (5.11) and Eq. (5.31)). The derivative DF" used in Eq. (5.6) would then consist of both a%
and a%*' But this calculus is not well suited for numerical calculations.
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5.2.1 Calculation of the derivative

As F given by Eq. (5.5) is a polynomial map from R?" to R?", taking the derivative of F' with
respect to W poses no problem. This derivative is a linear mapping represented by a real (2n) X
(2n) matrix.

In order to practically calculate DF one uses following splitting of W(7) in real and imaginary
parts:

_Re ‘Ifl_
Im \Ill
il Re \112
C"3 | *| = |[Im¥y| € R™ (5.7)
Wn ReV,,
_Im \I/n_

Here W, denotes the value of W at the lattice point k. The total number of lattice points is 7.
We first look at the linear part of Eq. (5.5):

U [u— H| W

This is a linear mapping with a matrix (u— H) € Mat(C, n x n) and therefore the derivative is the
same mapping with the same matrix. But because we are using transformation (5.7) we have to
interpret the matrix in terms of real and imaginary parts. In order to do this we look at following
simple function

f:C—=C

Z = az .

Here a is a fixed complex number. We now split z and a into real and imaginary parts:

zZ =2zt 1z with zg9,21 € R (5.8)
a = ap+1aq with ag,a; € R '
and therefore get:
f : 20+ 121 — agzg — a121 + ¢ [CL(]Zl + (1120] .
Using the transformation (5.7) we arrive at
f:R* = R?
21 aq Qo 21

This example tells us how to calculate the derivative of the linear part. We take the complex n x n
matrix 4 — H and replace every complex entry by an appropriate real 2 x 2 matrix just like in
Eq. (5.9). We then arrive at a real (2n) x (2n) matrix representing p — H.

In order to calculate the derivative of the non-linear part of Eq. (5.5) we first look at following
simple function

f:C—=C

z |22
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Again we split z into real and imaginary part as in Eq. (5.8). Applying the transformation (5.7)
we arrive at:

f:R?* - R?

Z1 (Z(Q) + Z%) Z1

The derivative of this polynomial map at the position z is easily calculated:

(5.10)

Df = [32(2) +27 2207 ]

2 2
22021 25+ 327

This example tells us how to calculate the derivative of the non-linear term g('r)fn—2 U ()20 (r)
of Eq. (5.5). We simply have to take the local value W, (k being the site index) for 2z and multiply
this matrix with the local value gk’% (assuming that g(r) is real). The resulting real 2 x 2 matrices
are subtracted along the diagonal of the derivative matrix DF'.

The Wirtinger calculus [77] analogue of Eq. (5.10) is (* denotes complex conjugation):

Df:C—C, u s 2|zPu + 2Pu” (5.11)

One conveniently summarizes Eq. (5.9) and Eq. (5.10) and writes the derivative of F' (given in
Eq. (5.5)) with respect to () as follows:

OF i n* [!\P(T)P‘)If(r)] . (5.12)

bE= oV (r) —ATET g('r)m oV (r

Similar to the discussion in Sec. 3.9 one can see that the derivative DF’ is a sparse matrix
and one can therefore use the software library UMFPACK [52] to calculate the LU decomposi-
tion [172] of it. Using this LU decomposition one can calculate the action of DEF ! on a vector
as needed in the Newton iteration Eq. (5.6).

5.2.2 Selection of the start vector

In this section we calculate the stationary flow of interacting matter waves through the example
system B3; (see Sec. 3.8.1) using the numerical method presented in Sec. 5.2. This system is
almost closed so that the average distance between the resonances is bigger than their average
width. Only the two resonance peaks marked in Fig. 3.13a are studied here while the rest of
the spectrum is analyzed in Sec. 5.5. One part of the spectrum contains a single resonance well
separated from other resonances while the other part contains a resonance influenced by a nearby
other resonance.

In order to apply the Newton iteration Eq. (5.6) we need to choose a start vector. The most
natural choice is to select the solution of the linear problem for ¢ = 0 as start value of the
iteration. The other natural choice would be W = 0 but after the first iteration of the Newton
method this leads to the solution of the linear equation.

The results obtained using this choice of the start vector for variable ;. and fixed g are shown
in Fig. 5.3. For values of ;¢ which are far away from any resonance the Newton iteration Eq. (5.6)
usually converges. But in the vicinity of the resonances the iteration might fail to converge and
the success of the Newton iteration is quite random.
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Figure 5.3: In these two figures the transmission spectrum of the billiard introduced in Sec. 3.8.1
and depicted in Fig. 3.11 is shown for a fixed value of the interaction strength g. The black
curves show the transmission in the linear case g=0 as a reference while the blue curves show
the transmission calculated using a continuation method applied to p as described in Sec. 5.3
for g=0.001. The red dots describe the results of the Newton iteration Eq. (5.6) using as a start
vector the wave function of the linear case. The green diamonds indicate convergence failure of
the Newton method. (a) shows the transmission 7" in the vicinity of a well isolated resonance peak
while (b) shows 7' in the vicinity of two overlapping resonances. The energy j is measured with
respect to the system-specific typical energy scale Ey. These two energy intervals are marked in
Fig. 3.13. The yellow arrows show the energy values p used in Fig. 5.4.

The reason for this behavior is that in the vicinity of a resonance the interaction energy

2 [ go(r)*| W (r)|*dr
T T go(r )20 () 2dr

g\ =

becomes very large as we will study in more detail in Sec. 5.6.2. This implies that the effect of the
interaction term is very large and therefore the solution for the linear case g=0 is no good initial
approximation for the solution in the non-linear case. Far off from the resonances the interaction
energy is smaller and the solutions of the Gross-Pitaevskii equation (5.2) for g#0 are closer to
the solution for the linear case g=0.

As seen in Fig. 5.3 and Fig. 5.4 we note that for some values of g and p the system supports
more than one stationary solution corresponding to different branches of W as a function of p or
g. Using a single start vector we can find at most one of these solutions, so in order to find all
solutions we have to use the more advanced continuation method described in Sec. 5.3.

While in Fig. 5.3 we kept ¢ fixed and varied p we can also keep y fixed and vary g , as shown
in Fig. 5.4. We note that W as a function of g has also several branches. The Newton method
using the the linear solution as a start vector only works well on the branch directly connected to
g=0 as the wave functions on this branch are quite similar to the linear wave function. But the
linear wave function does not resemble the wave functions on the other branches and therefore
the Newton method becomes quite erratic when the first branch ends.

The obvious way to calculate (1) at those values of p for which the Newton method failed
in Fig. 5.3 is following simple branch tracking algorithm. For a given fixed g we use the Newton
method with the linear solution as a start vector at a p far left of the resonance. This iteration
usually converges and gives us V(). Then we increase p in small steps and apply at the current
step the Newton iteration with the solution at the previous step as a start vector. This iteration
usually converges, too, as long as we can stay at the same branch. But as we see in Fig. 5.5,
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Figure 5.4: These two figures show the transmission as a function of g for a fixed value of  using
the same example system as in Fig. 5.3. (a) uses p = 0.4884 and (b) p+ = 0.6864 corresponding
to Fig. 5.3 (a) and (b), respectively. The blue curves show the result obtained from a continuation
method applied to g as described in Sec. 5.3. While the red dots show the results obtained from
a Newton iteration with the wave function of the linear case as a start vector the green diamonds
indicate failure of the Newton method. The yellow arrows show the interaction strengths ¢ used
in Fig. 5.3.
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Figure 5.5: In these figures we investigate the same resonance peaks and using the same param-
eters as in Fig. 5.3. The energy p is changed in small steps. We use the solution at the previous
step of p as start vector for the Newton method at the current step of p. The thus obtained results
are shown as red dots. In (a) and (c) the calculation proceeds from smaller values of y to larger
values allowing us to access the left branch, while in (b) and (d) the calculation proceeds in the
opposite direction allowing us to access the right branch. The branch in the middle is inaccessible
with this method. The blue and black curves are identical to those in Fig. 5.3.
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W as function of y can have more then one branch and the branches may end at certain turning
points. At those turning points the Newton iteration might fail and we have restart the above
described procedure by apply again a Newton iteration with the linear solution as start vector.
This restarting is the main “Achilles heel” of this simple branch tracking algorithm. In more
complicated systems with complex resonance structure there is no guarantee that the Newton
method will converge with the linear solution as the start vector. It will usually behave quite
erratic. A common outcome is a simple failure but it can also pick one of the possible existing
many branches at random.

The above described method tracks the branches from left to right. Of course one can do the
tracking from right to left, too. This way we can calculate two of the three branches (the left
and the right) of ¥ as a function of 1 as shown in Fig. 5.5. But the third branch in the middle
cannot be calculated this way. Furthermore one has to do multiple sweeps to calculate at least
part of the solution set W at certain energies p. This is quite inconvenient. The situation becomes
worse in more complicated resonance scenarios. Therefore we will now develop a better method
to calculate all branches at once.

A similar simple branch tracking algorithm can be used for p fixed and ¢ variable. One uses
the solution at the previous step of g for the current step of g as start vector. This procedure has
basically the same shortcomings as the branch tracking algorithm for ;4 variable and g fixed.

5.3 The curve tracking algorithm

The only way to remedy the problem faced in Sec. 5.2 and Sec. 5.2.2 is a continuation method
[157, 189]. One regards one of g, B or i as an additional free parameter® . Using this parameter
we reinterpret F' (defined by Eq. (5.5)) as a function F' : R** xR — R?**. Now F~}(0) is a one di-
mensional manifold assuming the derivative DF' has full rank on all solutions of F’ (\if) = 0 (here
T is U(7) plus the additional free parameter). This manifold can conveniently be parametrized
by the arclength s as the parametric curve s — \if(s) .

Assuming one has found somehow a point ﬁ/(so) on this manifold (for example using the
simple Newton iteration 5.6), one now wants to find a new point on the manifold in the vicinity

of the old one. As an initial guess for the new point one now uses the linear approximation

OV (s)
0s

S=80

(s + 05) =~ W(sy) + 05

= \i]prediction . (5 13)

is the

Here ds is a given stepsize which is discussed in more detail in Sec. 5.3.3 and 8%—(8)
S=80

S

tangent to the manifold which is calculated in Sec. 5.3.1.

In general the right hand side of Eq. (5.13) will not lie exactly on the manifold F(¥) = 0.
Therefore one now applies a corrector step and uses a Newton iteration with Wpegicion as the
starting vector in order to get the new point W gecreq ON the manifold.

The problem now is that one can not apply the Newton iteration on F' : R** x R — R?" directly
because this function has the wrong format. Therefore one now chooses a component of W pegiction
and holds this component fixed during the iteration process. This effectively reduces the number
of unknowns from 2n + 1 to 2n and F can now be interpreted as a function R?" — R?" (albeit

3 We set g(r) = ggo(r) and A(r) = BAg(r) with go(r) and Ag(r) fixed.
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a different one than defined in Eq. (5.5)). The convenient choice for the fixed component is the
component of maximal modulus of the tangent vector M{;S) at s = sg.

This newly found point W . eceq Can again be used to find another point on the manifold and
so on. That way one can reconstruct the manifold as a sequence of points located on it. This
whole procedure is called a continuation method [157, 189] used for curve tracking (also called
curve tracing or curve following). The above described algorithm represents a predictor-corrector

algorithm (depicted in Fig. 5.6) for performing this continuation procedure.

5.3.1 Calculation of the tangent vector

o (s)

In order to calculate the tangent vector = > we take the derivative of F' (T(s)) = 0 with respect
to s (here I is interpreted as I : R?" x R — R?") :

T
pr¥) g
s
This means that the tangent % is a vector in the null space of the (2n) x (2n + 1) derivative

matrix DF' = g—g. If DF' has full rank then the unit vector in this null space is unique except
for a sign. The sign can be chosen by fixing a forward direction along the curve, for example by
the condition that the scalar product of the tangent vector at the current position and the tangent
vector at the previous position should be positive.

As in Sec. 5.2.1 (and similar to Sec. 3.9) the derivative DF’ is a sparse matrix which can be
factored into a LU decomposition [172] using the software library UMFPACK [52]*. The upper
triangular matrix U can then be used to calculate a vector in the null space of DF'. An alternative
to the LU decomposition is the QR decomposition [172] which possesses a superior numerical
stability but is more expensive to evaluate. It can be calculated using the sparse matrix library
“SuiteSparseQR” [53]. This QR decomposition is not used in this work at the moment but it is
an option should the LU decomposition ever prove itself to be insufficient.

4 In order to calculate the LU decomposition it is important that the sparse matrix software library can handle
non-square matrices. UMFPACK is one of the few which can do so. In case no such library is available one can add
as a workaround one further row (non-orthogonal to the null vector) to the matrix in order to make it square again.

Figure 5.6: This figure explains the predictor-

. corrector algorithm used to perform the curve

p red Ictor tracking. One starts with a known starting

point on the manifold (brown). Then one uses

the tangent vector as a predictor (red) to get

an initial guess (green) for a new point on the

g Uess manifold. This initial guess is corrected (blue)

using a Newton method to get a new final point

corrector (magenta) on the manifold F (‘il) = 0. During

. the Newton iteration we fix the component W),
fl Na | while correcting all other components U ;e
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It remains to actually calculate the derivative DF’ of F' with respect to ¥ for concrete choices of
the additional free parameter. If one chooses the chemical potential 1 as additional free parameter

one has
l
1
and the derivative is calculated as follows:
ppo 98 _ [ G2 |90 ] = [ H - g(r) 2w | g o2y 5 |
8@(7‘) ov(r) | op H g o (r) ou o
Here 83’(1) is calculated as in Eq. (5.12). H depends on y via the self energy Y introduced in

Eq. (3.37) describing the leads. To calculate %f one has mainly to differentiate Eq. (3.32) with
respect to . The source term .S depends on p through the normalization condition (3.23) which
has to be differentiated with respect to ;. The derivatives are calculated analytically.

For the choice of the interaction strength g as additional free parameter one has

-

% | = [ 0= H = o) T | —go() () P(r) |

and

oF SF
DF = 2%(r) = [ 50 (r)

Here we use the splitting g(r) = ggo(7) with go(7) fixed as explained in Sec. 5.1.2.
Finally the choice of the magnetic field B as additional free parameter gives us

13

55 | = [ - H — g(r) 2R | Sy |

=N

and

_oF [ oF
= a9 (1) = | av(r)
To calculate g—g we have to take the derivative (with respect to 3) of the Peierls phase describing
the magnetic gauge field in the tight binding Hamiltonian (3.50). Using the splitting A(r) =
BA(r) with Ay(r) fixed this reads

883 exp {z% /: A(r)dr} = z% [/ba Ao(r)dr] exp {22 /ba A(r)dr]

5.3.2 Critical points

The continuation method breaks down if DF' fails to have full rank. Then the tangent vector is
not uniquely defined as the null space of DF has dimension bigger than one. The points at which
this happens are called critical points. Typical examples for critical points are bifurcations and
cusps.

Luckily critical points are quite rare. This is a consequence of Sard’s theorem [141] which
says that the measure of vectors y for which F~!(y) contains critical points is zero. Therefore in
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practice one rarely encounters critical points except for special values of 1,g and B or in specially
crafted example systems.

As usually the critical points are isolated (see above), it is highly unlikely that the continuation
method exactly hits a critical point and thus the determination of a tangent vector is not possible.
More often the continuation method will simply not work satisfactory in the vicinity of such
critical points. We now investigate the behaviour of the continuation method in the vicinity of
critical points in two typical case scenarios. Instead of I we use here simpler functions R? — R
onto which the continuation method can be naturally also applied.

The first example system is the twice iterated logistic map g, (y) [123]:

92 (y) = zy(1 —y)

(5.14)
F@,y) = 92(9:(n) —y = —2®y* + 22%° — 2%y — 2*y* + 2%y —y

We are interested in the curve (x,y) with f(z,y) = 0 (see Fig. 5.7a). This curve has a critical
point at (x,y) = (3,2) as there the derivative of f vanishes: % = % = 0. The curve tells us
that at this point two branches intersect, that the tangents of these branches are not parallel and
that one of the two branches only exists for z > 3. Such a point is called a pitchfork bifurcation
[123, 189].

If we start at one of the branches the continuation method will usually pass through the critical
point without problem and trace out the whole branch it started on. The problem is that the
continuation method does not notice that it has passed a critical point and that it has missed
the other branch. This behaviour is unsatisfactory as information about bifurcation points is
important to understand the dynamics of the system [189] since they are one route to chaos [123].
Furthermore the missing branch might be of importance.

The best way [189] to detect critical points during the continuation process would be to monitor
the eigenvalues of the square matrix D, F' (which is defined the restriction of DF’ to the orthog-
onal complement of the current one-dimensional kernel) and look for sign changes as at critical
points at least one eigenvalue of this matrix is zero. But in our case this is not possible because
usually the system size is too big to calculate all the eigenvalues. There are other simpler ways
to detect critical points [189] but they only work under certain circumstances and can fail. In
this work no critical point detection algorithm has been used and information about such critical
points are only obtained indirectly as for example in Fig. 5.15. But as explained above, critical
points are quite rare, therefore this is not such a big issue. A further research direction would be to
monitor the continuation method for critical points, perhaps first for small systems (for example
the systems described in Sec. 5.9) where one can diagonalize D F' explicitly.

The second example system will be the so called cardioid (a special case of the limacon of
Pascal) [33] given by h(z,y) = 0 with h defined as

h(z,y) = (x2 +y* — :L‘)Q — (3:2 + y2> ) (5.15)

This curve has a cusp [189] at (z,y) = (0,0), i.e. a critical point % = g—z = 0 where the
tangents of the two branches become parallel. If the continuation method is applied to such a
system it will behave highly problematic at the critical point. It will approach the critical point in
smaller and smaller steps (using the stepsize control introduced in Sec. 5.3.3), until the accuracy
of the Newton method is exhausted (the iteration will be stopped when | f(x, y)| < € with a given

¢ € RT). Then it will randomly wander around the critical point until the corrector step hits by
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Figure 5.7: (a) shows a pitchfork bifurcation in the curve f(z,y) = 0 where f is given by
Eq. (5.14). Two branches (here colored red and blue) are visible. They intersect at the crit-
ical point (x,y) = (3,2). (b) shows a cusp in the curve h(z,y) = 0 where h is given by
Eq. (5.15). Again one can define two branches which touch each other tangentially at the critical
point (z,y) = (0, 0).

chance one of the two branches in the outward direction. The continuation method will now trace
out the rest of the curve. This behaviour is highly erratic and unwanted. The only option is to
monitor the diagonal entries of the U matrix and issue a warning or abort when they behave badly
(i.e. drop below some predefined threshold).

The reason why the analysis of such behaviour is important is that under certain conditions
the singular values of DF' might become small so that the whole continuation process becomes
ill-conditioned. At such points DF'is near critical and the continuation process can show similar
behaviour as at cusps. In such situations the only remedy is to improve all numerical parameters
which control the Newton method and the stepsize control and repeat the continuation process.

One further possible option to treat such near singular problems would be to use a QR de-
composition [172] of DF' instead of a LU decomposition to calculate the tangent vector. The
@R decomposition is numerically better behaved than the LU decomposition but is also more
expensive, especially for sparse matrices”.

It is proper to mention here another principal problem of the continuation method unrelated
to critical points. The one dimensional manifold F~!(¥)=0 (where F is defined as in Sec. 5.3)
might have several disconnected components. In such a case the continuation method will always
stay on the component it started on. There is no way to reach or even detect another component
with the continuation method. The only remedy in such a situation is to somehow find a point on
the other component and from there on use the continuation method to trace out this component.
There are several ways to find points on the disconnected components:

e One can repetitively use the Newton iteration Eq. (5.6) with random start vectors and look if
it converges to an interesting solution, i.e. a solution on a previously unknown component.
This only works in low dimensional systems because in higher dimensions the probability
to hit the convergence region of an interesting solution is too low.

e The continuation method fixes two of the parameters 1,9 and B and regards the third pa-
rameter as a free variable. A natural generalization is to regard all three parameters as free
variables. Thus we can interpret F' (defined by Eq. (5.5)) as a function F' : R*" xR3 — R?",

> A software library for sparse matrices is “SuiteSparseQR” [53] which is created by the same author as UMF-
PACK.
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Neglecting for the moment critical points we now can study the three dimensional mani-
fold F~1(0). The continuation applied to u,g or B traces out a specific one dimensional
section on this manifold where two of the parameters are fixed. Whereas this specific one
dimensional sections can show multiple disconnected components in all examples studied
in this work the three dimensional manifold is simple connected (i.e. it has only one com-
ponent). We can therefore reach any point on the three dimensional solution manifold using
a series of one dimensional sections on to which the continuation method can be applied.
This means that in order to reach a disconnected component we first have to use the contin-
uation method applied on one parameter and then switch to another parameter and so on.
Examples of such a situation will be encountered in Fig. 5.15 and Sec. 5.9.

e One can repetitively use the artificial homotopy described in Sec. 5.3.4 with different aux-
iliary functions until it converges to an interesting branch.

In order to apply these methods one has to make a guess where to expect other components. This
can be done by looking at the three different sections in y,g and B. If the number of different
solutions a specific parameter set do not match there have to exist undiscovered components.

An illustrative example for a manifold with multiple disconnected components is the elliptic
curve j(z,y)=0 (depicted in Fig. 5.8) where j is given by

jlr,y) =2 =3z +1 -9, (5.16)

Other elementary examples are the hyperbolas x> — y*=1 and z y=1.

5.3.3 Adaptive stepsize control

The stepsize ds is automatically adjusted to balance between good progress along the manifold
and exactness of the initial guess. The algorithm presented here is in close analogy to the adaptive
stepsize control for Runge-Kutta ordinary differential equation integrators as presented in [172].

The stepsize adjustment is controlled by two given numerical parameters €,,s and €. describ-
ing the absolute and relative tolerance of the stepsize control algorithm. Using this two parameters
one can introduce a measure ¢ for the error we made in the predictor step:

2n+1 R ST 2
1 [ \ijrediction, k — \I/corrected,k

2n + 1 k= Eabs + Erel max(’qurediction,k ) |¢Icorrected,k’)

1

One now adjusts the stepsize ds in such a way that the error ¢ is always below one while keeping
the stepsize as large as possible.

5

- Figure 5.8: This figure displays the elliptic curve
j(x,y)=0 where j is given by Eq. (5.16). This
curve has two disconnected components, here col-
ored in blue and red.
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We first notices here that the error one made with the initial guess W cdicion 1 Of order (53)2
because of the relation

oW (s)
0s

$=80

(5o 4 0s) = U(sy) + ds + O((05)?) = Vprediction + O((65)?) .

Therefore the error € roughly scales as (ds)? with the stepsize ds. This scaling behavior is now
used in the stepsize control mechanism.

If the error is smaller than or equal one (¢ < 1) we accept the predictor-corrector step and
adjust the stepsize ds as follows:

6Snew = 5801d min((\)/g, 2)

This choice has the effect that the stepsize ds,., Of the next step is as large as possible while still
keeping the error of the next step below one. Of course there is no guarantee that the next step
will be accepted with this choice of §s,,. But it works most of the time; in typical cases more
than 90% of the steps using the thus chosen new stepsize are accepted in the first try.

If the error is bigger than one (.., > 1) we repeat the predictor-corrector step with the new

stepsize 09 1
I Snew = 0So1g Max( = 10) )
One uses here the factor é instead of the factor % to be on the safe side. The predictor-corrector
step is then repeated until the error ¢ is smaller than one. If the Newton iteration for the calculation
of Weorected fails we also retry the predictor-corrector step with a reduced value of ds.
For most simulations the choice e,,s = £, = 0.001 is sufficient. But in some hard cases® the
curve tracking algorithm takes the wrong turn. If that happens we have to repeat the simulation

with a smaller error tolerance, for example €, = €1 = 0.0001.

5.3.4 Artificial homotopy

In the previous section we applied the continuation method using parameters naturally occurring
in the Gross-Pitaevskii equation, i.e. u,g and B. But there are further possibilities as described
in [152, 157]. One can introduce an artificial parameter A inducing a homotopy from an easily
solvable system of equations to the non-linear equation (5.2). This can be done as follows. Let
F : R*™ — R?" be the function defined in Eq. (5.5). Let G : R?*" — R?" be an auxiliary function
whose solution to G(¥,)=0 can be easily calculated. Then define the function H as:

H:R™ xR — R™
(U, ) = AF() + (1 = N)G(T) .

We start at A=0. Here the equation H (¥, 0)=0 is solved by ¥, with G(¥;)=0. We can now use

the curve tracking algorithm to follow the manifold H (W, A\)=0 until we reach A=1 which gives

us H (W, 1)=0. Thus we have found a stationary scattering state because now we have F'(¥;)=0.
A simple choice for the auxiliary function G is

G : Ui U —A

®This happens if the solution manifold is close to a critical point as discussed in Sec. 5.3.2.
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where A € R?" is a given fixed vector. The solution to G(W,)=0is ¥, = A and therefore this
method can be easily implemented. Sard’s theorem mentioned in Sec. 5.3.2 tells us that for almost
all choices of A the set H~1(0) will be free of critical points and thus a one dimensional manifold.
If the path emanating from A=0 is bounded, then Watson’s theorem [157] tells us that there is a
well behaved path from A=0 to A=1. But for some choices of A this path might be unbounded
and then there is no connection between A=0 and A=1. In this case the manifold H ~*(0) consists
of several disconnected components, a possibility already mentioned in Sec. 5.3.2. If this happens
one has to choose another vector A or one has to switch to a better auxiliary function G.

As Eq. (5.5) is a third degree polynomial equation system in W there exists a function (suitably
parametrized) which is guaranteed to produce all solutions of F'(¥)=0 [152]. Let A, B € R*" be
two given predefined vectors. Let ¥ € R?" be understood as a real vector. Now we can define
following auxiliary function:

G: (W e [A0 - B

Here W, denotes the sth component of the vector V. If one allows A and B to become complex
all isolated solutions of F'(¥)=0 are guaranteed to be reached by a path in H~'(0) emanating
from A=0 for suitable choices of A and B. The only problem with this approach is that such
solution might be complex, i.e. that they are elements of C*. Such solutions are of no interest
to us. If we want to stay entirely in R?" (i.e. A, B € R?"), therefore even this auxiliary function
might fail to produce all solutions of F/(¥)=0 with ¥ € R?", but it is still much better then the
simple function G : ¥ — ¥ — A.

This artificial homotopy is very useful if we cannot find a suitable starting vector to make the
Newton iteration converge and if the natural homotopies (i.e. 1,9 and ) cannot be applied, for
example if we want to go to a disconnected branch.

5.4 Time dependent simulations

5.4.1 Time dependent population of the scattering system

Already in Fig. 5.3 we have seen that for a fixed non-vanishing interaction strength g the stationary
scattering state W can have more than one branch as a function of p. Similar effects happen for
some fixed values of the chemical potential 1 if we regard W as a function of g as seen in Fig. 5.4.

The question is how to interpret these findings. To answer this question one must keep in
mind the experimental realisation. At the beginning of an experiment the scattering region will
be empty. Then it will be slowly populated by the particle reservoir. Therefore we now perform
time dependent simulations in which the source term describing this reservoir slowly populates
the scattering region as described in Sec. 4.7:

0 h? .
iha\ll(r,t) = HU(r,t) + g—|U(r, )2 T(r,t) + S(r)s(t)e "/ (5.17)
m
Here again s(t) is a switching function which rises from zero to one in the interval 0. .. D.
For fixed parameters ;o and ¢t we start at time ¢ = 0 with U = 0 and propagate Eq. (5.17)
until a time ¢; > D at which a stationary scattering state has evolved. Then the transmission
(defined as jou/Jin) is measured and compared with the results from the direct computation of the
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stationary scattering state using the non-linear equation solver. This calculation is repeated for
many different choices of i and g. The results are presented in Fig. 5.9.

One can see that the time dependent simulation always populates one of the branches calculated
with the continuation method. For parameters where the currently populated branch ends the
time dependent simulation jumps to another branch. At those points the convergence of the
time dependent simulation towards a stationary state is very slow but for the other values of the
parameters examined here we usually have fast convergence.

The crucial question is now which branch will be populated. The answer is that one must regard
W as a (multivalued) function of g. At a fixed energy u, time dependent simulations will usually
populate that value of ¥ (g) for which the arclength of the path from (¥ (0),0) to (¥(g), g) along
the manifold F/(V, g) = 0 is smallest. In order to avoid repetition we will postpone the detailed
explanation to Sec. 5.4.3.

If we only look at the transmission 7" as function of iz we have to invoke the perturbation theory
developed in Sec. 5.6.2 to answer the question which branch will be populated. Usually it is the
branch which is the least shifted by the interaction energy gA. In practice the criterion for 71" as
function of g is of more use.
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Figure 5.9: These figures compare the transmissions obtained by the curve tracking method with
the results obtained with time dependent simulations. The parameters are the same as in Fig. 5.3
and Fig. 5.4. (a) and (c) show the behaviour in the vicinity of one of the resonances. The yellow
arrow in one figure denotes the value of the parameter which was fixed in the other figure. Like-
wise (b) and (d) form one pair. The error bars of the time dependent simulation results (which are
for the most parameters invisible small) indicate if the time dependent simulation has converged
to a stationary scattering state. In these simulations we used the switch time D = 3000AE; " and
performed a time propagation until t; = 12000hE; * where Ej, is the typical energy scale. The
magnitude of D and ¢, is roughly determined by the width of the resonances.
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5.4.2 Time dependent variation of 1

In Sec. 5.4.1 we have seen that always only one of the branches will be populated. What is
the interpretation of the other branches which are not populated ? To answer this question we
note that the chemical potential pz was fixed during the simulation of Eq. (5.17). If we allow
the chemical potential x to change with time we will see that we are now able to populate other
branches. To this end we study the Gross-Pitaevskii equation with following time dependence of
the source term:

2w ) = HO(r 1)+ g |0 ) PO (1) + S(r)s(t) exp {—i /t,u(t’)dt’] (5.18)
T RARmidte ’ B Jo -

Here p(t) is the desired time dependence of the chemical potential and s(¢) is a switching func-
tion only different from 1 at the very beginning of the simulation. If ;(¢) changes adiabatically
slowly with time, at the time ¢ the source approximately oscillates with the energy j(¢) and the
wave function W(¢) will adapt itself to the stationary scattering solution corresponding to the
momentary value of x. This is shown in Fig. 5.10. We used following time dependence of the
chemical potential:

plE) = o+ (1 = o)

A
The simulation can be done by starting left of the resonance and then increasing i or by starting
right of the resonance and then decreasing . Each time the wave function ¥ follows the branch
it is currently located on until that branch ends. Then ¥ jumps to another branch and for a short
time shows strong time dependence (i.e. not only the trivial e~ #* time dependence) until it is
converged to that branch. These findings can be interpreted as a kind of hysteresis effect, i.e. the
behaviour of the system depends on its history in the regime where there are several branches. In
contrast to Sec. 5.4.1 the time propagation of Eq. (5.18) has only to be done twice, i.e. once for
each direction.

Similar results have been found in [38, 67, 159-161] for one dimensional systems.

So we have found a method to populate one of the branches which is not reached by the
population method described in Sec. 5.4.1. But there is still one branch which cannot be populated
by Eq. (5.17) and Eq. (5.18), i.e. the middle branch in Fig. 5.10a and the top branch in Fig. 5.10b.
In order to reach these “missing” branches one would need to vary an additional parameter besides
1 with time, for example g or j;,. Such simulations have not been carried out. Indeed they would
be problematic because as we will see in Sec. 5.7, the middle branch is dynamically unstable.
Therefore during a simulation the wave function W (¢) will after some time ¢,, start to deviate from
this branch. Any switching of 1 and j has to be done faster than ¢, and then the adiabaticity
condition might be violated.

Similar problems are visible in Fig. 5.29 and Fig. 5.40 in regions where no dynamically stable
stationary solution exists. The wavefunction cannot follow the stationary solution in this regions
for arbitrary long times even if the adiabaticity condition is met.

In actual experiments the change of the chemical potential ;o with time might be not so easily
carried out. But the same results can be obtained by adding a time dependent shift to the scattering
potential which is perhaps easier to realize.
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Figure 5.10: These plots compare the results obtained from the propagation of Eq. (5.18) with the
stationary scattering states. Plotted is 7'(¢) vs. pu(t) (red curve) where the transmission is defined
as T'(t) = Jou(t)/jim- As the wave function W(¢) shows strong time dependence when it jumps
from one branch to another, 7'(¢) can eventually become larger than one. The system is the same
as in Fig. 5.3. In all plots the shown energy range was passed in ¢4, = 60000 &1/ Ey with the typical
energy scale F.

5.4.3 Time dependent variation of g and j;,

In Sec. 5.4.2 we kept g fixed during the time propagation and varied p. Now we keep p fixed and
vary g:

0 h? .
iha\lf(r, t) = HU(r,t) + g(t)go(r)—|U(r, t)|*T(r,t) + S(r)s(t)e /" (5.19)
m
For the time dependence of g we use the function
gA

=92 Wt — 1) + (294 — t22) Bt — ta)
ta ta

where h is the Heaviside step function [33]. ¢ is first linearly ramped up and afterwards linearly
ramped down. This way we obtain both the behaviour of W(¢) for increasing ¢ and for decreasing
¢ in one simulation as shown in Fig. 5.11. If g(¢) changes adiabatically slowly with time, then
U(t) can follow the stationary solution for the momentary value of g. The wave function will
stay on the branch it is currently located on until that branch ends. Then it will jump to another
branch. This behaviour is equivalent to the results obtained for variation of x4 in Sec. 5.4.2.

In Sec. 5.1.1 we have seen that a change in g is effectively equivalent to a change in the incom-
ing current ji,. Therefore Eq. (5.19) is equivalent to following equation:

g(t)

2 .
ihrgt\lf('r, t)=HY(r,t)+ gfgo(r)Z]@(r,t)IQQ(r,t) + S(r)g(t)e’%“t ) (5.20)
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Figure 5.11: In these figures the stationary scattering states are compared with the results obtained
from propagation of Eq. (5.19). We plot here T'(t)=jout(t)/Jin Vs. g(t). The shown range of g
is traversed in the time t4 = 150000 i/ Ey (i.e. g4 = 0.003). The parameters are the same as in
Fig. 5.4.
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Figure 5.12: These graphs show the comparison of the the results obtained from Eq. (5.20) with
the stationary solutions. According to Eq. (5.21) we plot here T'(¢) vs. ge(t). As parameters
for the simulation we use ji,o = 1 Ey/h, go = 0.001 and t5 = 50000hE,; ! i.e. we traverse the
shown range of ¢ in the time ¢ = 150000R.E; *.
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Here S(r) is normalized to create the fixed incoming current ji, o (see Eq. (3.23) or Eq. (3.47))
while g is kept fixed with g;#0. The incoming current j;, should raise linearly with time, so we
use following time dependence of the source term:

- l . t .
5(t) =/~ = Jin(t) = - Jino
t B tB
To compare the results obtained using this equation (5.20) with the stationary scattering states we
have to plot

- Jout (1) VS. Get (1) = gfjin(t) t (5.21)

Jin(t) Jin,0 9f tp
The results are shown in Fig. 5.12. We restrict ourselves to increasing values of j;, because the
results obtained by variation of j;, are nearly identical to the results obtained by variation of g.
As mentioned in Sec. 5.1.1, a variation in j;; should be easier to realize experimentally than a
variation of g, but because of the evident equivalence it does not matter which variant we choose.

In Sec. 4.7 and Sec. 5.4.1 we described how to populate a stationary scattering state for fixed
parameters g,u and j;, by propagating Eq. 5.20 using instead of 5(¢) a switching function s(t)
rising slowly from 0O to 1. In the adiabatic regime the exact functional form of s(t) or 5(¢) does
not matter, all that is important is that the functions rise adiabatic slowly so that the wave function
can adapt itself to the momentary stationary solution. So the population of the scattering system
in the aforementioned sections happens as described above and shown in Fig. 5.11 and Fig. 5.12.
The only difference is that there we rise j;, faster than in this section and then wait some time
until all unwanted components have decayed.

This insight also answers the question raised in Sec. 5.4.1 which branch will be populated. The
population process starts at g.¢ = 0 an then follows this branch until it ends. Then it jumps to
the branch which exist for bigger g.¢ = 0 and follows that branch. So in the end that branch
will be populated where the point (¥(g), g) has the shortest arclength to the point (¥(0), 0) along
the manifold (¥, g)=0. Of course complications can arise, for example if there exists more
than one branch when the old branch ends. Also then it is likely that the branch with the shortest
arclength will be populated because this branch will probably be the most similar to the old one.
Another possible complication is that there might exist no dynamically stable branch as seen in
Sec. 5.7. Then no stationary solution will evolve during time propagation. Examples for this
behaviour can be seen in Fig. 4.3,Fig. 5.24,Fig. 5.39 and Sec. 5.9.

T(t)

5.5 Curve tracking for various parameters

In the previous sections we have only shown the behaviour of the transmission as a function of
the chemical potential x4 in the linear case and for a single fixed value of the interaction strength
g. Likewise the transmission as function of g was only shown for two values of ;. Now we study
the behaviour of the transmission a more diverse parameter choice as shown in Fig. 5.13. All
stationary solutions were calculated using the continuation method introduced in Sec. 5.3. The
billiard system used here is 31 (see Sec. 3.8.1).

In Fig. 5.13a we show the transmission as function of y for various values of the interaction
strength g. We see that the single resonance peak is tilted more and more to increasing values
of u for increasing values of the interaction strength g. For small values of g the transmission is
single valued as function of p but for larger values of g it tips over and the transmission shows
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three branches as function of y. Similar behaviour was observed in one dimension in [67, 159—
161]. The physical reason responsible for this behaviour will be given by the perturbation theory
developed in Sec. 5.6.2. In this work we focus mostly on a repulsive interaction g>0. For an
attractive interaction g<(0 the peak would be tilted to the left. Fig. 5.13c shows the transmission
as function of ¢ for various fixed values of 1. These curves reflect the tilting over of the resonance
peak in the p coordinate. Also as function of g the transmission can show multiple branches for
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Figure 5.13: (a) and (b) show the transmission as function of p for various values of g. The
system and the energy range shown are the same as in Fig. 5.3. Likewise (c) and (d) show the
transmission as function of g for various values of x. The values of the chemical potential used in
(c) are marked in (a) by the arrows above the plot. Similarly the arrows above (b) mark the values
of 1 used in (d).

The two energy intervals corresponding to (a) and (b) are marked in Fig. 5.14 by yellow arrows.



90 Chapter 5. Stationary scattering states of the Gross-Pitaevskii equation

some values of p. To understand the figures Fig. 5.13a and Fig. 5.13c one has to interpret these
figures as one dimensional sections of the two dimensional surface F'(V, i, g)=0 embedded in
R?" x R? where F is given by Eq. (5.5).

Likewise Fig. 5.13b shows how the other resonance structure winds around itself and forms
a loop structure for increasing values of g. An explanation of this behaviour will be given in
Sec. 5.6.2 using a perturbative ansatz.

Up to now we only inspected two parts of the spectrum for the interacting case g#0. Fig. 5.14
shows how the rest of the spectrum is affected by the interaction term. Most resonance structures
show similar behaviour as the one depicted in Fig. 5.13, i.e. one has either a peak which is titled
or a formation of a loop structure. The rapidity with which the tilt or the loop structure forms with
increasing g varies from resonance to resonance. Generally one can say that sharp resonances (i.e.
resonances with Im £ small) are more strongly effected by the interaction then broad resonances.
An explanation for this behaviour will be given in Sec. 5.6.2.

Yy v ¥y W v v
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Figure 5.14: These figures illustrate the transmission spectrum of the example system B; de-
scribed in Sec. 3.8.1 for various values of the interaction strength g for diverse energy ranges.
The upper figure shows the transmission spectrum for g=0 and g=0.0015 over the whole energy
range studied in this work. The dynamical stability (see Sec. 5.7) is color-encoded: black and red
denote stable and unstable respectively. As before in Fig. 3.13 the blue circles indicate the real
and imaginary parts of the resonances and the cyan triangles indicate the position of the bound
states (negative parity y——1v). The gray arrows indicate the resonances studied in Fig. 5.13 and
in the previous sections.

The lower panel features some resonance structures (marked in the upper figure by green arrows)
in more detail. The values of g used here are indicated by the color code shown above the figures.
One must multiply the numbers given in the legend by 0.0001 in order to get the corresponding
value of g (i.e. 8 means g=0.0008).
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Some resonances show a deviating behaviour, i.e they do not form loops or tilted peaks. For
example the resonance £=0.3625—9.26-107°7 is not simply tilted for large ¢ but forms a “nose
like” structure. A similar “nose like” resonance was also found in one dimension in [159, 160].
While the tilt can be explained by the perturbation theory described in Sec. 5.6.2, the “nose” goes
beyond this perturbative ansatz. The double resonance around p=0.61 shows also a deviating
behaviour which cannot be explained by the perturbation theory.

As already mentioned in Sec. 5.3.2 there might be multiple disconnected components in the
one dimensional sections F’ (@):0. Such a scenario is shown in Fig. 5.15. Here the manifold
F (W, g)=0 consists of two disconnected components for some values of p while the manifold
F (W, 1)=0 for the corresponding fixed value of g is single connected. The situation is that the
“nose like” resonance at £=0.3625—9.26-107°; overlaps with the two resonances around y =
0.4. As p increases from 0.36 to 0.40 the g sections of the “nose like” resonance first show a
normal behaviour similar to Fig. 5.13c. Then they split in two independent components. A time
dependent simulation as done in Sec. 5.4.1 reveals that only the component of F'(V, g)=0 directly
connected to g=0 is populated. The results are similar to that of Fig. 5.9. The other component is
of no physical relevance in such a scenario and can be only reached by the methods of Sec. 5.4.2,

i.e. a time dependent variation of y applied to the “nose like” resonance.

—
time dep.
population 1

n n n n n n | n n n
0.4 0.41 0 0.004 0.008 0 0.004 0.008
H g g

Figure 5.15: These figures show that the solution manifold F'(¥, g)=0 for g variable and x and
B fixed can consist of multiple disconnected components. In the middle and right figure these
two components are colored in red and blue. The left figure shows the corresponding manifold
F (W, u)=0 for p variable and g and B fixed. Here the two components are connected but we
used again the colors red and blue to distinguish them from another. The yellow and green line in
the left figure indicate the value of i used for the middle and right figure respectively. Similarly
the yellow and green line in the middle and right figure indicate the value of g used in the left
figure. The results of a time dependent population (as described in Sec. 5.4.1) are shown here as
light blue dots.



92 Chapter 5. Stationary scattering states of the Gross-Pitaevskii equation

5.6 Perturbation theory

5.6.1 Perturbation theory for the wave function

In order to explain the behaviour of the stationary scattering states of the Gross-Pitaevskii equa-
tion described in the previous section we now develop a perturbation theory in the parameter g. To
this end we rewrite the defining equation (5.2) for the stationary scattering states in the following
way (here * denotes complex conjugation):

h2
(n— H| U — ggoa\lf*\lﬂ =9. (5.22)

All dependencies on the position variable r» have been dropped here for the sake of simplicity.
Furthermore we use the notation g(r)=g go(r) where g € C is a dimensionless scalar and go(r)
is a function which takes the value 1 inside the scattering region and the value 0 inside the leads
as explained in Sec. 5.1.2.

To derive the perturbation theory we make the ansatz that W is a power series in g and ¢*:

U =Ty + g0, + g0 + O(g?) .

A priori it is necessary to introduce a term with g* because of the non-holomorphy of the term ¥*
in Eq. (5.22). The vector V¥, is independent from V;. We will see later that this term vanishes.
We now insert this ansatz into Eq. (5.22):

= H [ %o + g0y + g" ¥} + O(g?)]
h2 * Tk I 2 * X 4 2 2
— 990~ {‘1’04‘9 Ui+ gV + O(g )} [‘Po+9‘1’1+9 U+ 0(yg )} =5.
which results in
T h2 2 2
i = H Yo+ [ — H] g% + g F7] = ggo W05 = 5+ O(g°) -
The zeroth order term in g is just the scattering equation for the linear case:
u—HTy=5 — Vo= [u—H"S.

The first order term in g reads as:

* Ty * h? *
= H] g% + g W] = ggoa‘lfo‘lf% :
We now insert g=1 and g=: into this equation which leads us to:
= H] [0+ 0] = golowu
= HY |10y — ;] = i g Wy w3 .
Adding and subtracting this two equation results in:

[ — H Wy = go W53
[ — H] ¥ =0
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1

Figure 5.16: This figure illustrates the per-
formance of the perturbation theory for the
wave function. The exact transmission is dis-
played as a black curve. The transmission cal-
culated using the first order perturbation the-
ory Eq. (5.23) is shown as the dashed vio-
let line. The red curve displays the relative
error €= || Wperr — Vexact|| / [|Wexact|.  We used
here ;1 = 0.685332 and the same system as in
Fig. 5.14.
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Figure 5.17: These figures compare the exact wave function with the perturbative results. The
values of g used here are indicated in Fig. 5.16 as green, blue, gray and yellow dots respec-
tively. The upper figures display a two dimensional plot of |\I/|2 (upper row: exact, lower row:
perturbative) while the lower figures display one dimensional sections of |¥| and arg ¥ (¢g=0:
green, g0 : black, perturbative: dashed violet). = and y are measured in units of the wavelength

A=21h/\/2mpu.
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This gives us a perturbation formula for the stationary scattering states correct up to first order in
g:
U =T+ g% +O(g7)

K2 5.23
with  Uo=[p—H]'S and U, =[u—H]' [gom\lfé‘l’%] - 02

The performance of this first order perturbation theory can be studied in Fig. 5.16 (we used
T~V U=C,0, ¥+ g(Vd, ¥+ ¥,10,Vo)+O(g?) there) and Fig. 5.17. For small g, Eq. (5.23)
works well but as soon as the branch (of ¥ as a function of g) which is connected to g=0 ends,
the perturbation theory fails to work. This is a principal failure which cannot be overcome by
simply using a higher order series development in g because any theory of this kind regards W as
a (single valued) function of g and therefore cannot describe multiple branches. This is the reason
why we have not studied the effect of higher order terms in the series development for ¥ here. We
will continue this considerations in Sec. 6.1 where essentially a higher order perturbation theory
is used to develop a semiclassical theory of the weak localisation effect.

5.6.2 Perturbation theory for the energy

A better perturbative description of the transmission of interacting matter waves through tightly
confined two dimensional cavities can be developed if we assume that the interaction potential
induces an energy shift but otherwise leaves the wave function W approximatively unchanged
from the linear case g=0. This is the complementary approach to Sec. 5.6.1 where ¥ was assumed
to depend on the interaction strength g but ;. was kept fixed.
The starting point is the defining equation (5.2) for stationary scattering states of the Gross-
Pitaevskii equation:
[ — H] W — ggo™™ |W|* W = S(u) . (5.24)

We now make the approximation that the position dependent interaction potential % |\I/|2 U can
be replaced by a position independent constant potential A which acts as a simple energy shift.
This is a kind of mean field approximation for the interaction potential.

To numerically determine the energy shift A we rewrite Eq. (5.24) as follows:

1= Aggo — H]W + ggo [A — 2 0] W = S(p) . (5.25)
The parameter A is now adjusted in such a way that the term ggj [A — % |\If|2} W becomes negli-
gible small. To this end we minimize the square of the L?-norm
22 112] ol
oo A= 1] ] =
A% {(goV, go0) — QA% <90‘I’790 k45 ‘1’> + ,% <90 2T, go [T ‘I’>
with respect to the parameter A. This determines the energy shift as

B Ez<90@>go “I"zq’> 2 [go(r)? 1T ()" dr
Com (W 0W)  m [ ge(r)2 [W(r) dr

A

This quantity A is also known as inverse participation ratio [24, 83].
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This energy shift gA is (approximatively) equal to the expectation value of the interaction
potential and thus determines the fraction of the energy p which is due to the particle-particle
interaction. This can be seen by taking the scalar product of go(7) ¥ (r) with Eq. (5.24) (S(r) has
support in the leads)

(oW, W) = (g0, HV) + g (g0, go [W|* )

and making the approximation go(7)* & go(r) which is correct except for a negligible transition

region inside the leads:

<90\I[7H\II>
= W0 ) LA
a (90, go¥) g

As we have minimized the unwanted term we are now allowed to approximatively rewrite
Eq. (5.25) as follows:
[ —Aggo — HI W = S(p) - (5.26)

The function go(r) is one inside the cavity and zero inside the leads. The transition happens
adiabatical slowly so can safely assume that inside the transition region the wave function con-
tinuously adapt to the local energy ;1 — Aggy without any unwanted scattering. This allows us to
rewrite Eq. (5.26) as follows:

[—Ag—H|¥ = S(u—Ag).

This means that the stationary scattering state for energy p and interaction strength g is approx-
imatively equal to the stationary scattering state for energy (1 — Ag) and vanishing interaction.
The quality of this approximation can be seen in Fig. 5.18 and Fig. 5.19.

In the following we will always use the wave function of the non-interacting case g=0

Uoo(p) = [ — H] 7" S(p)

for the calculation of the energy shift:

R go(r)? o, )| dr

M e [y o P 20
The wave function in the interacting case g#0 is now approximated as follows:
Wg(p + gA (1)) = Wo—o(p)
and equivalently for the transmission 7} (y):
Ty(u+ gA(w) = TP (1 + gA () = Ty=o(p) - (5.28)

This gives us a perturbative expression Tg(p) for the transmission for interacting matter waves.
The quality of this approximation is shown in Fig. 5.20 and Fig. 5.22 for the example system
introduced in Sec. 3.8.1. For almost all resonance structure the qualitative agreement is very
good. Quantitatively the agreement is naturally better for smaller values of g than for larger
values g.

The perturbation theory for the energy explains finally why tilted peak and loop structures
emerge in the transmission spectrum for non-vanishing interaction strength g as shown in Fig. 5.20.
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At a single well-separated resonance peak the transmission 7'(x) has a maximum as function of
(. As depicted in Fig. 5.22, the energy shift A(x) assumes also a maximum at approximatively
the position of the resonance peak. In case of overlapping resonances this two maxima do not
need to coincide. If the maximum of A(y) is to the left of the maximum of 7'(u1), loop structures
form while otherwise tilted peak structures emerge.

The perturbation theory performs worst for very sharp resonances (for example the resonance
marked with “A” in Fig. 5.22) as at these the energy shift A(x1) becomes extremely large and thus
the interaction potential gfn—z ]\If|2 U is responsible for a significant part of the energy p. Under
these condition the simple perturbative ansatz that the wave function is not changed from the

|W(z)| for g=0 (green dots @) |W(z)| for g=0.001

4 0 1 gy +1

Figure 5.18: These figures compares the wavefunction for the linear case g=0 to the wavefunc-
tion in the interacting case g=0.001 for the same system as studied in Fig. 5.3. The upper part
shows the wavefunction at half transmission 7'=0.5 (green circles in the transmission plot) cor-
responding to ©=0.48345 (for g=0) and ©=0.48777 (for g=0.001). The lower part shows the
wavefunction at full transmission 7'=1 (red circles in the transmission plot) corresponding to
1=0.48437 (for g=0) and u=0.49268 (for g=0.001). The resonance wavefunction (for g=0) is
shown, too.
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linear case cannot be expected to hold. A variety of such sharp resonances can be seen in the
system 3, introduced in Sec. 5.8.3.

The interaction can also lift degeneracies existing in the linear case. For example the reso-
nances marked with “B” in Fig. 5.22 form a degenerate pair for ¢ = 0 because both have ap-
proximatively the same real part and overlap strongly. They have different parity with respect to
the reflection  — —x and thus they interfere destructively in the transmission spectrum forcing
a vanishing transmission. For non-vanishing interaction strength this degeneracy and destructive
interference is lifted as seen in Fig. 5.21 resulting in a non-vanishing transmission. The perturba-
tive ansatz cannot reproduce this behaviour for obvious reasons.

1 . =@ |V (z)| for g=0 (green dots @) |V (z)| for g=0.001
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Figure 5.19: These figures compares the wavefunction for the linear case g=0 to the wavefunc-
tion in the interacting case g=0.001 for the same system as studied in Fig. 5.3. The upper part
shows the wavefunction at half transmission 7'=0.5 (green circles in the transmission plot) cor-
responding to ©=0.68151 (for g=0) and =0.69303 (for g=0.001). The lower part shows the
wavefunction at full transmission 7=1 (red circles in the transmission plot) corresponding to
1=0.68227 (for g=0) and ©=0.69577 (for g=0.001). The resonance wavefunction (for g=0) is
shown, too.
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Figure 5.20: These figures show the performance of the perturbation theory for the energy using
the same resonance peaks as in Fig. 5.3. All perturbative transmission curves are marked by a
“(p)”. The upper panel shows the both the transmission (left axis) and the energy shift g - A (right
axis) for a single value of g. Loop structures forms if the maximum of the energy shift is to the
left of the maximum of the linear transmission while otherwise titled peak structures form. The
lower panel depicts the transmission for several values of g.

Figure 5.21: This figure shows the deviat-
ing behaviour of the degenerate resonance pair
marked in Fig. 5.22 by “B”. While for g = 0
the transmission is approximatively zero due
to destructive interference for g # 0 this ef-
fect is lifted and a non-zero transmission re-
sults. Time dependent population of the cavity
as done in Sec. 5.4.1 confirm this effect. The
perturbation theory for the energy can princi-
pally not reproduce this effect.

0.61 0.62
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Finally we note that the perturbation theory for the energy works exceptional well for the
system introduced in Sec. 3.8.1 because it is nearly closed and possesses the mirror symmetry
x +— —ux. For the nearly closed example system B, without this mirror symmetry studied in
Sec. 5.8.1 the perturbation theory also works satisfactory but the heights of the transmission
curves do not work out so well. For wide open systems (see for example Bs in Sec. 5.8.4) the
perturbation theory for the energy works only to some degree. Here better results can be obtained
by studying the energy-averaged transmission using a sophisticated version of the perturbation
theory for the wave function as explained in Sec. 6.1.

.3

|
0.4 0.4 0.41 0.42
p 1

Figure 5.22: Here we show the performance of the perturbation theory for the energy for the
system B, (see Sec. 3.8.1) over the whole investigated energy range. All perturbative transmission
curves are marked by a “(p)”. The upper panel depicts the energy shift A. While the middle panel
shows the transmission for a single non-zero value of g the lower panel shows the transmission
for multiple values of g for selected energy ranges which are indicated in the middle panel by red
arrows. The green annotations “A” in the middle panel marks a very sharp resonance for which
the perturbation theory does not work well. The green annotations “B” marks another structure
for which the perturbation theory fails for a different reason and which is investigated in more
detail in Fig. 5.21.
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5.7 Dynamical stability

Let us assume we have found a stationary scattering state of the Gross-Pitaevskii equation using
the methods of Sec. 5.2 and Sec. 5.3. The next logical step is to determine if it is stable under
temporal evolution, i.e. if it is dynamical stable. Dynamical stability means that small deviations
from the stationary solution do not exponentially grow during time evolution but instead are expo-
nentially suppressed. This question is now investigated by linearizing the time-dependent Gross-
Pitaevskii equation (5.1) around the stationary solution. This section follows roughly [167].

Let Uy(7) be the stationary solution (for the energy 1) whose dynamical stability we want to
determine. This means V() is a solution of Eq. (5.2):

(H 1 Wo(r) + (1) ) () + 5() = 0. (5.29

The corresponding time-dependent wave function W (r, t)=W(7) naturally fulfills the time-dependent
Gross-Pitaevskii equation (5.1):

ihaatlll(r,t) =[H — p]V(r,t)+ g(T)Z\\D(r,t)\Z\P(T,t) +S(r). (5.30)

The time dependence related to e~**/" has been split off.

We now add a small disturbance to W (7):
U(r,t) = Uo(r) + eV (r,t) + O(e?) .

Here ¢ is a small development parameter. Inserting this ansatz into Eq. (5.30) gives us in zeroth
order in € the stationary equation (5.29) and in first order following time evolution equation for
U, (7, t) (here * denotes complex conjugation):

2

L0 h *
iheg WA (1) = [H = p Wi (r, 1) + g(r) - [21Wo(r) Py (r, ) + Wo(r)* Wy (r, )] . (5.31)
This is an homogeneous R-linear first-order ordinary differential equation in W, (7, t). Therefore
its general solution is a superposition of exponential modes. To determine these modes we make

following ansatz (sometimes called Bogoliubov ansatz) for ¥, (r, t):
\Ifl(’l", t) = u('r) e—ift/h + U(’r‘)* e-l—zf*t/h ]

This ansatz is nothing else than an exponential mode whose unusual form is due to the fact that
Eq. (5.31) contains both ¥ (7, ¢) and W, (7, t)*. For the sake of clarity we will from now on drop
all dependencies on the position variable r. Inserting this ansatz into Eq. (5.31) and collecting
the summands belonging to e~%*/" and e**¢"*/" we obtain following eigenequation which the
exponential mode has to fulfill:

h2
+éu=[H — y u—i—ga {2\\110]%—1— \Ifgv}

—&v* =[H — plv —I—ga [2]\Ilo|2v —|—\I/gu} .
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This can be written more nicely by taking the complex conjugate of the second equation (assum-
ing u € R):

+1 0\ (u H — p+ 22|02 g w2 u
= m m . 5.32
f( 0 —1> (U) ( gh v H* — pu+2g%Wl? ) \v 032

This generalized eigenvalue problem is called the Bogoliubov-de Gennes equation [167]. If an
eigenmode with Im £>0 exists then the stationary solution is dynamical unstable because this
eigenmode will exponentially grow during under time evolution. If no such eigenmode exists the
stationary solution is called dynamical stable. The timescale on which the instability manifests
itself is given by 11z

In actual computations we are only record max Im ¢ and use a color encoding of the trans-
mission curve to illustrate the stability as otherwise the figures become very complicated (see
Fig. 5.23). The eigenfunctions u(r) and v(r) belonging to such unstable mode are very similar
to resonances and bound states of the billiard in the linear case g=0 as shown in Fig. 5.23 and
Fig. 5.24. We note that the spectrum contains regions where no stable stationary solution exists as
well as regions where multiple stationary solutions exists. In the latter situation the result of time
dependent simulations depend on the history of the system as shown in Sec. 5.4.2 and Sec. 5.4.3.
This is a hysteresis effect. Even in situations where no stable solution exists the wavefunction will
oscillate around the stationary solution for not to large values of g as seen for example in Fig. 4.3,
so the stationary solution have some physical significance. Furthermore the wavefunction can
stay on an instable state for times shorter than maxhlm g

Symmetries of the billiard system (for example y— — y) can induce bound states inside the
continuous spectrum as shown in Fig. 3.13 or Fig. 5.24. These bound states are invisible in the
transmission spectrum but affect the dynamical stability. Therefore one can sometimes see insta-
bilities in regions of the transmission spectrum where one would normally expect a stable state.
These complications can be avoided by using a completely asymmetric cavity as Bs (Sec. 5.8.2)
or Bs (Sec. 5.8.4).

We will now rewrite this equation (5.32) in a form better suited to numerical calculations. To
this end we introduce following shorthand notations:

S +1 0 J— 0o -1 w— U
57lo -1 “\+1 0 —\w
H — i+ 297 W 9o
T= 12 k2 " h2 2
9 Vo H* — p+2g75 ol

This allows us to rewrite the Bogoliubov-de Gennes equation (5.32) compactly as
Tw = Eosw . (5.33)
We now apply a unitary transformation
1
7=t *
V2 \—1 +i

corresponding to the splitting in real and imaginary parts onto Eq. (5.33):

ZTZ7 Y = 2052 10 .
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Figure 5.23: These figures illustrate the stability max Im & (shown in blue) for the resonance
structures studied in Fig. 5.3 and Fig. 5.4. In all four plots the rightmost branch of the stability
was shifted down to enhance visibility. The stability would be O there otherwise. Furthermore
the stability is color-encoded in the transmission curves (shown in black/red). Black means that
the stationary solution is stable (maxIm¢ < 0) and red means that the stationary solution is
unstable (maxIm¢ > 0). The eigenfunction u(r) corresponding to the unstable max Im ¢ for
the indicated values of g and p is shown, too. They are closely related to the resonances (for
g=0) belonging to the transmission peaks. The dynamical stability over the whole energy range
is shown in Fig. 5.14.

corresponding reso-
nance (g = 0)
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The unstable mode u(r) cor-
responding to the stationary
state indicated by the green
arrow in (a).

The bound state (g=0)
indicated in (a) by a
cyan triangle.

Figure 5.24: (a) shows a region in the spectrum of the example system 3; (see Sec. 3.8.1) where
no stable solution exists. (b) shows a time dependent population of the cavity as done in Sec. 5.4.1
and Sec. 4.7 for the value of y indicated in (a) by a green arrow for g=0.004. As the unstable
eigenmode has parity —1 (see (d)) with respect to the reflection y— — vy it cannot be excited by
the lowest lead eigenmode and thus a small symmetry breaking magnetic field is necessary to
reveal the instability. The wavefunction starts to oscillate after some time (¢ is measured in units
of 2rh/ Ey). In experiments this symmetry breaking would be unnecessary as some imperfection
will be always present. The unstable eigenmode shown in (d) is caused by the bound state shown
in (c).

Here we have set & = Zw. Using Zo3Z "' = —iJ and defining T = ZT'Z~" we can now rewrite
Eq. (5.33) as: .
Tw = —iJw . (5.34)

The main improvement over (5.32) is now that T contains only real entries:

7 <+ReH —ImH)_(M 0) 712<3(Re\110)2+(1m\110)2 2(Re Wo)(Im W) )

" \+ImH +ReH 0 u m \ 2Re¥)(Im¥y)  (ReWy)? + 3(Im ¥y)?

Furthermore an inspection of Eq. (5.9) and Eq. (5.10) reveals that 7" is nothing else than the
derivative of the function

F:R¥™ — R¥ U(r) — [H - p] U(r) + g(r)ZIW(T)Izw(T)

with respect to () at the position Wy (7). This is to be expected as one can rewrite Eq. (5.30) as
follows:

0
zhallf('r,t) = F(U(r,t))+S(r) .

A linearization of this equation around the stationary solution W () and a subsequent exponential
mode ansatz directly leads to Eq.(5.34) after splitting everything in real and imaginary parts as
done in Sec. 5.2.1.

In the notation of Eq. (5.12) we can conveniently write

T=DF=H—p+ g(r)Z,L 0 ”\Pg(;z‘(f)}()(r)]

(5.35)



104 Chapter 5. Stationary scattering states of the Gross-Pitaevskii equation

and use the same methods already developed in Sec. 5.2.1 to calculate 7.
To numerically solve the generalized eigenvalue problem Eq. (5.34) we first transform it into
an ordinary eigenvalue problem:
J\Tw = —iw . (5.36)

Any dynamical unstable mode fulfills Re(—i&) > 0. Therefore we now use the Cayley transfor-
mation (with the parameter 5 € R™)

z 4
z=p

which maps the half-plane {z € C,Rez > 0} onto the complement of the unit-circle
{z € C,|z| > 1}. That means that all eigenvalues of .J~'T" with Re(—i¢) > 0 are transformed in
eigenvalues of fo(J -7 ) with magnitude larger than one. Hence we can now apply the implicit
restarted Arnoldi method [193, 194] as realized in the software library ARPACK [130] onto the
linear mapping

fo(z) =

eI Ty = [17T =] [77 T+ 8] = [T - pJ] " [T+ 5J] (5.37)

to finally solve the eigenvalue problem Eq. (5.36) and therefore also the eigenvalue problems
Eq. (5.33) and Eq. (5.32). Eq. (5.37) is some kind of twisted form of the Crank-Nicholson method
Eq. (4.6).

Up to now we have completely neglected the topic of boundary conditions. For the calcula-
tion of stationary scattering solutions by Eq. (5.29) we used the self-energy boundary conditions’
introduced in Eq. (3.36). But because the stability analysis is based on the time dependent Gross-
Pitaevskii equation (5.30) we have to use the exterior complex scaling boundary conditions® de-
fined by Eq. (3.63) in the Bogoliubov-de Gennes equation (5.32), especially in Eq. (5.35). These
boundary conditions are applicable for the stability analysis because

e they work for the time propagation as explained in Sec. 4.6.

o they are able to absorb more than one energy component at once as explained in in Sec. 3.7
and Sec. 4.6.

e they are simply an (energy independent) modification of the Hamiltonian /.

For the stability analysis in practical calculations the lattice is enlarged and exterior complex scal-
ing boundary conditions are applied in the prolongated leads. The wavefunction Wy(7) can be
transferred from the original lattice to the extended lattice without problems because the prolon-
gated part does not contribute to 7T as g(r) is zero in the extended leads.

The stability analysis here works on the level of the Gross-Pitaevskii equation. But this equa-
tion is only a mean field approximation of the true many body dynamics. The next logical step is
to ask under which circumstances this mean field approximation itself breaks down. This question

7 Technically we could also use the exterior complex scaling boundary conditions for the stationary scattering
solutions as they can also be used for calculation of the retarded Green function as explained in Sec. 3.7. But for
different reasons (ECSBC requires more grid points and has problems with long wavelengths) this is not the way how
it is implemented.

8 One can use any working boundary conditions for simulation of Eq. (5.30) but for the stability analysis one has
to use exterior complex scaling boundary conditions.
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can be answered using the Hartree-Fock-Bogoliubov theory [67, 120] which uses higher order cu-
mulants’. But this approach is prohibitive computational expensive for two dimensional systems
as it requires four dimensional simulations even if one goes only one step beyond the mean field
approach.

5.8 Other geometries

We now apply the numerical methods of the previous section to other billiard geometries. Overall
the findings for almost closed billiard systems are similar to the observations made using the
example geometry B; introduced in Sec. 3.8.1. But systems strongly coupled to the leads show a
different behaviour which will be investigated more closely in Chap. 6.

5.8.1 DB;: A nearly closed system without horizontal mirror symmetry

The first billiard system studied here is a slight variation of the billiard ;. While that system was
mirror symmetric with respect to the z- and the y-axis, we now break the symmetry x — —x. To
this end we use the limacon of Pascal [33] as boundary of our system. In polar coordinates this
curve is given by

r(¢) =10 (1 +egcos) . (5.38)

Otherwise the setup is analogous to I3;. Two potential barriers of height V{, and width o ensure
that the system is almost closed. An illustration of the billiard is shown in Fig. 5.25 and the
parameters used can be found in Fig. 5.27.

Due to the broken symmetry the resonances (also shown in Fig. 5.25) do not couple equally into
the left and right lead. The consequence is that most resonance peaks in the transmission spectrum
(shown in Fig. 5.26) do not reach 7" = 1. This is in contrast to the symmetric billiard B; whose
resonance peaks reach T' = 1 except when overlapping resonances prevent perfect transmission '°
(see Fig. 3.13). Moreover in the interacting case g # 0 the resonance peaks vary in high in contrast
to the symmetric case shown in Fig. 5.13 and Fig. 5.14 where the height of most peaks remains at
T = 1 even in the interacting case. This is a consequence of the fact that the interaction potential
g('r)'fn—2 |U(7))* ¥(r) is now an asymmetric function which effectively changes the coupling into
the leads. The perturbation theory for the energy p introduced in Sec. 5.6.2 is by design unable
to predict this change in height of the deformed resonance structures for g # 0. Apart from
this defect it works quite nicely as seen in Fig. 5.28. Of course very sharp resonances remain a
problem for the perturbation method.

In Fig. 5.26 shows also resonance structures which do not fall in neither of the categories
“titled peak” or “loop” introduced in Sec. 5.5 for g # 0. This happens in the case of overlapping
resonances which show a complicated behaviour in the non-linear case.

The results of time dependent simulations and of a dynamical stability analysis for the limagon
billiard are shown in Fig. 5.29. Both methods work in the same way as for the symmetric billiard
Bl.

® The wavefunction described by the Gross-Pitaevskii equation can be defined as ¥(r,t) = <\il(r,t)>

using the many-particle field operator \i/(r,t). A second order cumulant is then defined as ®(ry,7rq,t) =

<@(r1,t)¢/(r2,t)> — <¢z(r1,t)> <\i/(r2,t)>.

19 Different resonances can interfere destructively when they overlap.
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p#=0.3593—6.34-10"%  ©=0.4988—1.37-10"%  ©=0.5904—1.02:103;  p=0.6753—1.63-10"3;

Figure 5.25: The left figure depicts the billiard B,
whose boundary is given by the limacon curve (5.38).
The upper panel shows a few selected resonances.
The parameters used are shown in Fig. 5.27.

Figure 5.26: The upper panel shows the transmission spectrum for g=0 and ¢g=0.004 for the
limagon billiard B,. The dynamical stability is color-encoded. The blue dots show the real
(horizontal axis) and imaginary part (right axis) of the resonance energies. The blue triangles
on top indicate the position of bound states which cannot couple into the leads because they do
not have the right parity with respect to the symmetry y— — y. The yellow triangle indicate
resonances (coupling into the leads) which have the same parity as the aforementioned bound
states but which are not excited because the source mode is orthogonal to them. The lower panel
shows the transmission spectrum for various values of g for selected ranges of ;v indicated in the
upper panel through green arrows. All energies are measured as multiples of the characteristic
energy .
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parameter value description

VQ 8.9mky* (2 is the area of the cavity

174 2.25 Tk ! width of the leads

To 4.5 k! “radius” of the limagon

€o 0.7 parameter of the limacon
0.19 £y, 0.78 Ey energies of the lead eigenmodes

Vo 1 Ey height of the barrier potential

ol 0.45 ko ! width of the barrier potential

Az + kg lattice spacing

n 24702 lattice dimension

T 0.025 hEy* time step

T 5.4mky? switching length for g(x)

Figure 5.27: This table shows the parameters used for the billiard B, depicted in Fig. 5.25.
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Figure 5.28: These figures illustrate how the perturbation theory for the energy ;. developed in
Sec. 5.6.2 works for the billiard B, shown in Fig. 5.25. The upper panel shows the transmis-
sion spectrum in the linear case along with the energy shift A given by Eq. (5.27). The middle
panel compares the numerical obtained transmission spectrum for g=0.004 with the perturbation
theory Eq. (5.28) (marked by “(p)”). The lower panel does the same for selected energy ranges
(illustrated in the middle panel by green arrows) and various values of g.
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0.5 T - . 0.2 == linear
| oo time dependent st. sol. g=0.004
i population — t.p., increasing u
_ | -- t.p., decreasing u
» stationary
H i _ solution,
| stability color-
encoded
0 “"L\“'.'.'__’;‘“ - ‘i_’ —— 0 .
0.84 L4 0.86 0.85 . 0.87

(a) (b)

Figure 5.29: These two figures show a part of the transmission spectrum for g=0.004 for the
billiard B; depicted in Fig. 5.25. In Fig. (a) the stability £ introduced in Sec. 5.7 is color-encoded
into the transmission spectrum (black is stable, red is unstable). Furthermore Fig. (a) shows the
results obtained through a time dependent population of the cavity as described in Sec. 5.4.1
(switch time t,=500AFE; ! halt time tp=6000hE, D). In Fig. (b) we show the transmission ob-
tained through a time-dependent adiabatic variation of j as described in Sec. 5.4.2 (adiabatic
passage t,=20000hE; ).

5.8.2 Bs: A nearly closed system without any symmetry

In order to break the remaining symmetry of billiard B, we now rotate the limacon Eq. (5.38)
by an angle ¢,. Furthermore we use here a constriction inside the leads instead of a confinement
potential to make the system almost closed. The resulting shape is shown in Fig. 5.30

The effects of the non-linearity on the transmission for this billiard B3 shown in Fig. 5.31 are
similar to the findings obtained using B,: The transmission does not always reach 7" = 1 and the
interaction can change the height of the peaks. The perturbation theory works satisfactory except
for very sharp resonances.

The major difference between B; and the other systems is that B; does not have bound states
embedded inside the continuous spectrum as all resonances couple more or less to the leads.
No symmetry is preventing this. For the transmission these bound states are irrelevant but the
bound states affect the dynamical stability. In the systems with embedded bound states (due to
symmetry) the stationary scattering states might become dynamically unstable in regions of the
spectrum where it is not expected. This instability arises because of such bound states. This can
be seen in Fig. 5.24, Fig. 5.29 and Fig. 5.34.

5.8.3 B4: Another nearly closed full symmetric system

In this section we investigate a billiard whose boundary is not given by a hard wall but instead
is defined by a smooth potential barrier of height V; = 3 E. Basically the shape of the cavity
is a circle (radius ry) with a tiny barrier at the openings of the leads. Numerical the potential
has been calculated by convoluting a step potential (V' = 0 inside the circle and in the leads and
V' =V, outside) with a Gaussian curve of width oy. The grid is rectangular. The reason for this
choice of setup is that the very first numerical method developed by me was an inferior version
of the split operator method introduced in Sec. 4.5. And the split operator method only works
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parameter value description
VQ 757 ko ! (2 is the area of the cavity
W 1.35 kg ! width of the leads
To 3.6mky? “radius” of the limagon
€0, Po 0.9,1 parameters of the limagon
0.46 Ey, 1.85 Ey energies of the lead eigenmodes
Ax 1—15 kgt lattice spacing
n 17756 lattice dimension
T 5.4mky? switching length for g(x)

(1=0.7589—4.44-10%; 11=0.8848—6.73-10%;

p©=0.7241-6.28-10"%;

Figure 5.30: These pictures show a few selected resonances of the billiard B; whose parameters

are displayed in the upper tabular.
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Figure 5.31: These figure shows the transmission properties of billiard Bs. The lower panel
shows the resonances and the linear transmission. The two panels in the middle show the dy-
namical stability £ (color encoded in black(stable) and red(unstable)) and the performance of the
perturbation theory for p (see Sec. 5.6.2,marked by (p)) for ¢ = 0.001. The upper panel shows
the transmission for various values of the interaction strength g.
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parameter value description

VQ 15.98 Tk * (2 is the area of the cavity

W 1.62 mky ! width of the leads

T 97ky! radius of the cavity

Vo 3 Ey confinement potential

o 0.45 kg " width of the Gaussian
0.46 Ey, 1.39 Ey energies of the lead eigenmodes

Az = kgt lattice spacing

n 141600 lattice dimension

T 0.025 AE; time step

T 4.5 mhy* switching length for g(x)

Source Figure 5.32: The left figure illustrates the po-

tential used for 4. Blue denotes V' = 0 and
brown denotes V' = V{. The potential is a
step function smoothed by a Gaussian curve of
width 0. The upper tabular shows the param-
eters used for the simulation. The lower panel
depicts a few selected resonances.
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on rectangular grids with a finite and smoothed potential. The split operator method is naturally
the most efficient time propagation method for this billiard while the performance of the Crank-
Nicholson and Taylor-series methods is worse (both have roughly the same performance).

This billiard 3, has the same symmetries as the billiard 3; (namely x — —x and y — —y) and
therefore the transmission shows for most energies p a very similar behaviour as seen in Fig. 5.34.

The major difference is that there exists some very sharp resonances'! (i.e. the imaginary part
of £ is very small) which are strongly deformed in the non-linear case g # 0 as seen in Fig. 5.33.
The reason is that the interaction energy A defined by Eq. (5.27) becomes extremely large for such
resonances as seen in Fig. 5.33. Therefore the non-linear interaction potential has a dominant
effect on those resonances. The deformed branches of those resonances cannot be populated
by time propagation methods with a fixed energy p as described in Sec. 5.4.1. Only by adiabatic
variation of y as described in Sec. 5.4.2 one is able to populate a small part of those branches using
time propagation simulations. But the overwhelming part of those strongly deformed branches

"Such resonances couple only very weakly to the leads.
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Figure 5.33: These figures show the transmission spectrum for the billiard B,. The upper panel
shows the resonances (red dots) along with the linear spectrum (¢g=0). Blue triangles indicate
bound states which cannot couple intro the leads because of the wrong parity. The middle panel
shows the interaction energy A (defined by Eq. (5.27)) which can reach enormous values for some
sharp resonances.

The lower panel shows the transmission spectrum for g=0.001. For better presentation the curve
is split into several parts shown in different colors. The black part behaves regular for g0, i.e.
it is not so strongly deformed and the perturbation theory for the energy developed in Sec. 5.6.2
works just fine. The colored parts correspond to single sharp resonances where the interaction
potential strongly deforms the transmission curve. Here the perturbation theory does not work.
These parts are mostly highly dynamical unstable and therefore of no practical physical impor-
tance.
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Figure 5.34: In the upper figures a selected energy range of the spectrum of billiard 5, is closer
examined. The upper panel depicts the transmission for various values of the interaction strength
g. One can see tilted peak and loop structures similar to Sec. 5.5. The middle panel shows
the good performance of the perturbation theory for ;4 developed in Sec. 5.6.2 for this part of
the spectrum. The lower panel shows the result of time dependent populations as described in
Sec. 5.4.1. The dynamical stability £ is color encoded into the transmission curve. Bound states
with the wrong parity (blue triangles) lead to positive values of £ in regions where the time
dependent population works just fine. The reason is that the symmetric (y— — y) source term
does not excite those bound states. The lower figures analyze a different energy range in the same
way. The perturbation theory is marked there by (p).
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is highly dynamical unstable and thus cannot be populated in any way. Therefore these branches
are of no practical physical importance.

5.8.4 DB;: A wide open system with classical chaotic dynamics

After having studied only almost closed systems we now investigate a wide open system depicted
in Fig. 5.35. This is a completely desymmetrized stadium billiard with a hole in the middle. No
kind of barrier potential is applied, so we have a vanishing potential V' = 0 except for the hard
wall boundaries (V' = 00).

The hole is there for two reasons. The first reason is that it prevents direct classical paths
from one lead to the other which leads to a better performance of the diagrammatic semiclassical
perturbation theory developed in Sec. 6.1. The second reason is that one can move the hole
around (in some limits) and calculate the transmission properties for different geometries. In this
way one can calculate a geometry average of the transmission which will provide better results in
Sec. 6.1.4.

In this work we studied the energy range © € 0.84 Ej...1.21 ... Ey where five modes in each
lead are open. This is the range where the effect of the interaction on the weak localization is
seen most clearly as explained in Sec. 6.1.4. The resonances can couple well into these wide
open leads which results in broad resonances.

The major difference between the wide open billiard 35 and the systems studied in the previous
sections is that the resonances of B; are not well separated anymore but are overlapping heavily
as their width exceeds their spacing (see Fig. 5.36). Therefore the spectrum does not consists of
simple well separated resonance peaks but instead shows a widely fluctuating behaviour known
as Ericson fluctuations [65, 146] (see Sec. 6.1.3).

The effect of the interaction g on this fluctuating spectrum is highly irregular and much more
complicated than in the case of an almost closed system as seen in Fig. 5.38. Especially one
cannot categorize the resonance structures into “tilted peaks” or “loops”. The perturbation theory
for the energy 1 developed in Sec. 5.6.2 works only rudimentary as seen in Fig. 5.36. While the
energy shift gA fits relatively well the height of the transmission curve varies wildly. In order
to describe this variation of the height the more sophisticated semiclassical perturbation theory
presented in Sec. 6.1 has to be employed.

The transmission 7" as function of g follows also no observable pattern as seen in Fig. 5.39.
Time-dependent population in the spirit of Sec. 5.4.1 of the billiard always populates the first
encountered branch as explained in Sec. 5.4.3. This fact will be used in Sec. 6.1.4 to select states
for the calculation of the weak localization effect. Time dependent variation of g works also
nicely as seen in Fig. 5.40. The wavefunction stays always on the branch it is currently located
on and jumps to another branch as soon as the current branch ends. For large values of g there
exists no stable solution. This can be seen from the dynamical stability analysis (Fig. 5.39) as
well as from the fact that time dependent methods reach no stationary solution (Fig. 4.3,Fig. 5.39
and Fig. 5.40).

Another important observation can be made by studying the averaged total transmission 75, ;
of the annular stadium billiard Bs. This is defined as the transmission from lead no. 1 (left) to
lead no. 2 (right) averaged over all incoming channels (see also Eq. (B.13))

1
Ty = ﬁ Z |7‘2%1,(m,n)‘2 (539)

1 mn
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parameter value description
VQ 25.84 mky* (2 is the area of the cavity
5 number of open channels in the leads
W 5.47ky? width of the leads
0.84 Ey, 1.21 E energies of the lead eigenmodes no. 5 and 6
Az 0.081 7ky* lattice spacing
n 121202 lattice dimension
T 0.025 hEy* time step
T 5.47ky switching length for g(x)
™ 240.8 ji;l:O.797'D,u classical dwell time
By, 0.22B,
25 no. of geom. conf.
50 in | energy average
(0.93,1.18) Ey
transmission =
Figure 5.35: The left figure
shows the annular stadium
billiard Bs. The hatched area
is used in Sec. 6.1.4 to calcu-
late the wave function inten-
sity distribution. The upper
source

el

left

=3 incoming

lead & reflection

el

O'ol‘l..o‘.\‘

tabular shows the parameters
used for this billiard. The
lower figures show some se-
lected resonances.
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Figure 5.36: These figures illustrate the transmission properties of the annular stadium billiard
Bs. The upper panel shows the transmission 7' (summed over all channels of the right lead) using
a source term exciting mode no. 1 (the ground mode) in the left lead and a vanishing magnetic
field B = 0 and a vanishing interaction strength ¢ = 0. The red dots mark the position of the
resonances. The middle panel displays the energy shift A given by Eq. (5.27). The lower panel
shows the transmission for ¢ = 0.04 along with the predictions from the perturbation theory
Eq. (5.28) (marked by “(p)”).

Figure 5.37: This figure shows the averaged total transmission 75, ; defined by Eq. (5.39) as
function of the magnetic field B for various values of the interaction strength g for the annular
stadium billiard B5 using i = 1.08306 Ejy. For vanishing interaction g=0 the total transmission
i1s a symmetric function of B. This fact is called the Onsager relation [70] (see App. B). For
g#0 this symmetry is broken and the asymmetry increases with g. For better comparison with
Sec. 6.1.4 we measure the magnetic field B in units of B,, (see Eq. (6.16)); numerically we have
B, =0.22 B,.
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for a fixed energy p and a fixed magnetic field B. Here 751 () is the corresponding transmis-
sion amplitude, i.e. the entry of the scattering matrix S, where m denotes the outgoing mode in
lead no. 2 and n denotes the incoming mode in lead no. 1.

For vanishing interaction g=0 the total transmission 75, ; is a symmetric function of the mag-
netic field B. This fact is called the Onsager relation [70] (see App. B,especially Eq. (B.16)). For
a non-vanishing interaction strengths g this Onsager relation is broken as seen in Fig. 5.37. The
reason for this breaking of the symmetry (explained in detail in App. B) is that the interaction de-
stroys the unitarity of the scattering “matrix”'> S on which the derivation of the Onsager relation
is based. Similar findings have been reported before in electronic transport through mesoscopic
structures for strong bias voltages leading to non-linear effects [89, 180, 181].

One should note that after taking the energy and configuration average the Onsager relations
are restored to some extend as seen in Fig. 6.9. This is because in a cavity with chaotic classical

12 S is in this case a non-linear mapping and not a linear mapping representable by a matrix.

—9=0.000 — g=0.020 — g=0.040| 4
~ 9=0010 - 9=0.030 _§=0.050

1 12 1.16

Figure 5.38: These figures show the transmission 7' (summed over all modes of the right lead) and
the reflection R; into mode no. 1 of the left lead for the annular stadium billiard B5 for various
values of the interaction strength g. The source term excites mode no. 1 (the ground mode) in the
left lead.
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dynamics there is (usually) no preferred direction and therefore the magnetic fields B and —B
are expected to have the same effect.

0.8

0.6

0.4

02 1 1 1 I 1 1 1 1 I 1 1 1 1
0.00 0.05 g 0.10 0.15

Figure 5.39: This figure shows the transmission 7" as a function of ¢ using u = 0.935 Ej,
B = —0.524 By and the incoming lead mode no. 1 (the ground mode) for the billiard B;. The dy-
namical stability ¢ is color encoded into the transmission curve: black is stable and red is unstable.
The blue dots show the transmission calculated by populating the billiard using time propagation
as described in Sec. 5.4.1. The error bars of the blue dots indicate that the wave function does
not reach a stationary state during time propagation. Some corresponding transmission curves as
function of time can be seen in Fig. 4.3. The gray line illustrates how the states are selected for
the investigation of the weak localization effect in Sec. 6.1.4. In this case we would select the
upper black dot.

time-dep. variation i time-dep. variation
of g, increasing “-curve tracking — of o decreasing

-- curve tracking —

0.8— 0.8 —————
0.6, 0.6
&~ &~

0.00 0.05 g 0.10 0.15 0.00 0.05 g 0.10 0.15
Figure 5.40: This two figures show the transmission 7" calculated using a time propagation with
an adiabatic variation of the interaction strength g as explained in Sec. 5.4.3. The parameters used

here are the same as in Fig. 5.39. Hysteresis effects are visible nicely.
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- Figure 5.41: This figure illustrates the tight-
Ve binding model for ring systems. Two leads are
l connected by a ring though which a (dimension-
less) magnetic flux B flows. The non-linear
T interaction g, is restricted to the ring. A con-

finement potential V, is applied to the first grid

right . . .
lead points outside the ring.

source

g

5.9 One dimensional systems with non-trivial topology

The main focus of this work are two-dimensional systems. But of course the techniques developed
here can also be applied to one dimensional systems. These systems (with trivial topology) have
already been extensively analyzed'? in [159-161].

In this section we are now applying our methods to one-dimensional systems with non-trivial
topology. These systems consist of several one-dimensional chains connected in a non-trivial
manner. The tight-binding model of such systems is a generalization of Eq. (3.50) and Eq. (5.1):

0 12 .
=W, = (HU), + go— W, [* W, + Spe /"
tha Vo = (HY)n + go—|Val Vs + Spe

with  (HV), = [a ( > 1) +V,

m neighbor

v, —« Z e BAnmy -

m neighbor

The summation is performed over all neighbors m of n. The (dimensionless) phase BA,,, (a
kind of “gauge potential”) allows us to study the response of the system to a magnetic flux. The
condition A,,,, = —A,,, ensures that the Hamiltonian H is hermitian. The source .S,, populates
the system with particles.

The simplest examples are ring systems as depicted in Fig. 5.41. Two one-dimensional leads
are connected by a ring. The source S, is located inside the left lead; the transmission is measured
to the right lead. The (dimensionless) phase A,,, is chosen inside the ring as +27/N (— for
clockwise connection,+ for anticlockwise connection) where N is the number of grid points
forming the ring. Outside the ring A,,,,, vanishes. This choice makes the transmission a periodic
function'* of the (dimensionless) “magnetic field” B with period one: T'(B) = T'(B + 1). This
periodicity is called the Aharonov-Bohm effect [50]. The interaction g,, is only non-vanishing on
points forming the ring and vanishes outside the ring.

The potential V,, vanishes inside the leads. In order to increase the time a particle spends
inside the ring, a confinement potential V, can be applied to the first grid points outside the ring
which then becomes a kind of Sagnac/Fabry-Perot interferometer. Inside the ring we choose the
potential to be either zero (Bg) or to be a disorder potential (B7,55).

All energies are measured in multiplies of F. With our choice of the tight-binding Hamiltonian
the magnetic field B is dimensionless.

13 In one-dimensional systems (with trivial topology) the non-linear stationary scattering states can be simply
calculated by solving a differential equation.
14 The replacement B — B + 1 corresponds to the gauge change ¥,, — e2™"/N W, |
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5.9.1 DBg: A ring with vanishing potential

The first ring system studied here is a ring with flat potential V=0 of following dimensions:

parameter value description

Lo 1.87ky ' | circumference of the ring

N 400 number of grid points forming the ring
Ax Lo/N spacing between grid points

VC —5E, confinement potential

As shown in Fig. 5.42, we see for small B two resonances in our spectral range in the non-
interacting case ¢ = (0. The narrow resonance at ;4 = 1.23 is just a standing wave whose
wavelength matches the ring circumference (Re ¥,, ~ sin 27n/N). For zero magnetic field this
becomes a bound state due to symmetry. The width of this resonance depends on the magnetic
field. The broad resonance at ¢+ = 1.77 is a mixture of a ring-bound state and a state trapped at
the confinement potential (Re U,, ~ | sin 27rn/N| except for gridpoints near the leads).

If we regard the transmission as a function of y the narrow resonance is transformed into a
loop structure for finite value of the interaction g (see Fig. 5.42) similar to the scenario presented
in Sec. 5.5. The only complication present here is that the width of the resonance (and hence
the size of the loop) depends on the magnetic field. The broad resonance is hardly affected by
the interaction g. The seemingly complicated behaviour of the transmission as function of B for
fixed ;1 and g can be understood in terms of resonances whose widths vary with the magnetic
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Figure 5.43: The figures on the previous page show the transmission properties of Bg (Sec. 5.9.1).
(a)-(c) use p = 1.3 while (e)-(h) use o = 1.8. In (b)-(d) we study the parameter set
n=1.3, B=0.014, g=0.01. In each plot two variables are fixed and one is free. The green ar-
row marks the value of the free variable in the other plots. The inlets show magnifications. Time
propagation simulations (as done in Sec. 5.4.1) show which branches can be populated. The ex-
istence of another branch might slow the convergence of the time propagation to the stationary
solution. Dynamical stability is color-encoded. (a) shows how the transmission as function of B
undergoes a bifurcation for increasing values of the interaction strength g. (e) shows how com-
plicated (loops,disconnected components) the transmission as function of B might become for
non-vanishing interaction strengths. (f) shows that both disconnected branches can be populated
by time-dependent simulations (as done in Sec. 5.4.1). In (g)-(h) we study the parameter set
n=1.8, B=0.014, g=0.01. As function of B for fixed g only the trivial branch is populated. But
we see that as function of ¢ the time dependent population is complicated by the fact that there
are many branches which might be all dynamically unstable.

1 T T T
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Figure 5.44: (c) shows the transmission of B
(Sec. 5.9.2) as function of i and B for van-
ishing interacting strength g. The green arrow
marks the energy ;1 = 1.5 used in (a)-(b). (a)
shows how the transmission as function of B
undergoes a bifurcation for increasing values
of g. (b) shows that both disconnected compo-
nents might be populated by time propagation
methods.

field strength. Then one can use the perturbation theory for the energy developed in Sec. 5.6.2
to calculate the transmission as function of 4 and intersect the result with the plane [u,g =
fixed, B = variable].

As function of 1, B and g the non-linear scattering states form a complicated three-dimensional
manifold as shown in Fig. 5.43. A restriction to a one-dimensional manifold by fixating two of
the tree parameters might produce two or more unconnected components. But components which
are unconnected in one parameter might be connected in another parameter.
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The whole discussion presented here (except for the symmetry considerations) for B is also
valid for B; and Bs.

5.9.2 B;: A ring with a weak disorder potential

We now use a ring of the same dimensions as in Sec. 5.9.1 but now with a d-correlated disor-
der potential (V},) =0, (V,,V,,,) =V? §,..; the V, themselves are Gaussian-distributed. We use
“V=0.1E), for the disorder strength. The disorder potential breaks the perfect symmetry of Bg,
but otherwise the results are comparable (see Fig. 5.44). For non-vanishing interaction strength g
the Onsager relations (see also Fig. 5.37 and App. B) are violated.

5.9.3 DBs: A ring with a strong disorder potential

We now investigate the ring B, (Sec. 5.9.2) with a stronger disorder strength V=1F,. For g0
the Onsager relations are more strongly violated than in B;. Various disconnected components
and branches are visible. As function of g the transmission might have many branches as shown
in Fig. 5.45c. For large values of g all branches are dynamically unstable.

5.10 Summary

In this chapter we have seen that the stationary scattering states of the non-linear wave equa-
tion (5.2) show a wide variety of phenomena such as multistability (more than one solution for
a given set of parameters such as u, B, g), hysteresis behavior (in time dependent simulation the
currently occupied state depends on the history of the simulation) and dynamical instabilities
(stationary states may not be stable under time evolution). All this phenomena are typical for
non-linear wave equations.

Similar findings have been numerically observed for Bose-Einstein condensates (on the mean
field level) in one dimensional systems [38, 159—-161]. Related phenomena are also known in
non-linear optics [27, 174, 175] and interacting electron systems [13, 171].

The stationary scattering states of the non-linear wave equation show a complicated behaviour
as function of a control parameter such as the energy u, gauge field B or interaction strength g.
In order to calculate this function, a curve tracking algorithm has to be applied. Afterwards the
dynamical stability of the such found solutions has to be investigated.

The results obtained by calculating stationary scattering states have to be complemented by
time dependent simulations which provide a physical interpretation of stationary scattering states
in the interacting case g#0. The stationary method supplemented by a dynamical stability analy-
sis provides similar information as time dependent simulations.

For almost closed systems, a perturbation theory in the energy allows us to understand the
results well and describes most numerical findings. This theory is applicable as long as the reso-
nances are well separated. For wide open systems with overlapping resonances this perturbation
theory fails.
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Figure 5.45: (e) shows the transmission of Bg
1.0 (Sec. 5.9.3) as function of p and B for g:Q.
The green arrow marks the energy ;1=5.5 used in
(a)-(c). (a) shows how the transmission breaks
into multiple disconnected components as a func-
tion of B for increasing values of g. (b) shows
"~ which of those branches are populated by time-
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) B luted the transmission as function of g can be.







Chapter 6

Scattering states in chaotic billiards

In the previous chapters we have studied the transport properties of billiard systems for specific
potentials and specific values of the control parameters (like the energy ). This chapter focuses
on universal transport properties which do not depend on the explicit details of a given system.
The observables will be quantities averaged over many different parameter configurations. The
value of these observables will only depend on a very few key parameters (like area or leadwidth)
of the billiard and not on the detailed potential shape as long as the classical dynamics inside the
billiard is chaotic. For this reason one says that these observables show an universal behavior.

By averaging we discard most of the information contained in the full solution of the (non-
linear) wave equation (5.2). Almost all wave interference effects are cancelled out. But there are
some robust interference effects which survive the averaging. One of this effects is called the
weak localization. In the non-interacting case g = 0 this is the enhancement of the reflection as
compared to the naive guess that the particles are scattered in all outgoing channels (of both leads)
equally. This enhanced reflection is due to constructive interference of a scattering path and its
time reversed counterpath. In presence of a large magnetic field this time reversal symmetry is
broken and consequently no enhancement is detectable, i.e. the results are described by the naive
guess in this case.

The focus of this chapter is how the weak localization effect is modified by a finite interaction
between the particles. As a byproduct we can also study the distribution of intensities inside
the billiard. Results of numerical simulations performed by me are compared to an analytical
prediction based on the semiclassical Green function (this is due to my coworkers, see [96, 97]!).
Several different billiard systems are investigated. These are all ballistic systems. The related
weak localization effect in diffusive systems will be briefly discussed, too.

For our studies we use systems of billiard type (Sec. 3.8). This means we use a flat potential
V' = 0 everywhere? while imposing hard wall boundary conditions to describe the shape of the
cavity. The classical dynamics inside the cavity is assumed to be chaotic. Throughout the cavity
the magnetic field B and the interaction strength g are assumed to be constant while they are
switched off inside the leads. In order to study transport properties two leads are attached to the
cavity. Only stationary transport will be investigated.

! The ¢ used in [96] is a factor of two larger than the g used here. The convention for B,, and By is also different.
2 also inside the leads; no kind of barrier is used.



126 Chapter 6. Scattering states in chaotic billiards

6.1 Weak localization

The weak localization effect is semiclassically analyzed first in the non-interacting case g = 0
and second in the interacting case g # 0. Afterwards the analytical prediction is compared to the
numerical results.

6.1.1 Weak localization in the linear regime

The aim of this section is to analytically (in contrast to numerically) study the ballistic transport of
non-interacting matter waves (which means transport in the linear regime g = 0) through chaotic
cavities. The key ingredient to facilitate this analysis is to assume that the cavities are large with
respect to the typical wavelength of the incident matter wave. This is equivalent to taking the
formal limit 7 — 0 and in this limit the wave scattering of quantum systems can be approximated
by classical dynamics. The same principle is used in the transition from electromagnetic wave
scattering to ray optics.

In this section I only present a short overview over the semiclassical theory of the weak lo-
calization effect. A more thorough presentation is available in our paper [96] whereas a gentler
introduction is available in [15, 110].

The semiclassical Green function

In order to get a quantitative description one starts with the usual Hamilton operator

"o ;n [~ihV — gA(r)]* + V(r)

and represents the propagator e~ “//" as Feynman’s path integral. Then one evaluates the formal

limit ~ — 0 using the stationary phase method. This transforms the sum over all paths in a
sum over all classically allowed paths. The result is the semiclassical Van Vleck propagator
whose Fourier transform is then taken (again using the stationary phase method). This gives the
semiclassical Green function [30, 91, 92, 176, 195]

1 l T

GSC(I"I',) = Z A"/ exp |:hS’y — ﬁ¢7 — /L§U7 (61)
y(r,r’)

which under our assumptions (formal limit 7 — 0) is a good approximation to the exact Green
function G(r,r’) in the position basis:

Giolr,x') = G(r,1') = (rf(n — H)'[r').
The meaning of the different terms in the semiclassical Green function Eq. (6.1) is now explained.

e 7(r,r’) is a classical path (of a point particle) moving from r’ to r subject to the classical
Hamiltonian H(p,q) = % + V(q) and possessing the energy p. We use the convention
r=q. The sum in Eq. (6.1) is taken over all classical allowed paths.

The magnetic field is assumed to be so weak that it hardly affects the classical path, i.e. the
classical path approximatively follows straight lines in regions where the potential V'(q)
vanishes. Instead, the effect of magnetic field is perturbatively incorporated into the theory
through the phase ¢,.
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e 5. is the classical action® taken along the path (r,r’):

SW - /otw p“Y(t) ’ qw(t) dt .

For a vanishing potential V' = 0 this can be expressed using the path length L., as

Sy = hkL,
where k is determined by y1 = 2%,
® 0, = —p, — ¢, is a phase arising from the magnetic field. It is calculated as an integral
along the classical path (r,r’):
q [t . N
2y == [y (1) Alay (1) dt 7)== [ A%a, (1) dt

For a constant magnetic field B with vector potential A(r) = gez x r the phase ¢, is
proportional to the directed area A, the path encloses:

by
0, =qBA,  with A, =le. /O q(t) x q(t)dt .

The phase ¢, usually drops out of the final formulas for transport properties.

e A, is the stability amplitude

27 a(p',r',T)
A, = .
K (27Tih,>3/2$ ‘det d(r, v, E)

e u, is the Maslow index. This is an integer which counts the number of conjugate points
along the path v(r,r’) (i.e. points where det %

reflections at hard wall boundaries.

is singular) and twice the number of

The stationary scattering state U can now be calculated as (see also Sec. 3.2 and App. B)
U(r) = /Gsc(r,r’) S(r')dr'.

We now assume that the source S(r) injects the matter wave in lead mode x;,, and the reflected (or
transmitted) part of the wave function is measured in lead modes Y,,,. This amounts to calculate
the scattering matrix (from now on called S-matrix)* [50] as in the Fisher-Lee relations Eq. (3.48)

Spm = ih@/\ll(r)xm(r)dr = ih\/vnvm//GSC(r,r’) Soxn(r ) Xm(r) dr’ dr . (6.2)

3Be aware that the symbol “S” is used for both the source term and the classical action, furthermore S is the
scattering matrix. Note also the difference between symbols for the charge ¢ and for the position q. The letter “A” is
used as A for the vector potential, as A for the stability amplitude and as A for the directed area.

* We implicitly remove the direct contribution of the incoming channel Y, to the outgoing channel Y,, “by
hand”, i.e we later remove zero length paths in the semiclassical scattering amplitude. Therefore the term —§,,, in
Eq. (3.48) is neglected here. The term v,,v,, is used to normalize the currents in the lead modes.
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Figure 6.1: This figure illustrates the diagonal approximation to the squared moduli of the S-
matrix Eq. (6.4). In the left picture a path ~ is paired with itself (i.e. 7/ = ). In the right picture
a path ~y is paired with its time reversed path (i.e. 7/ is the time reversal of ).

As the lead modes Y, and Y, are essential sinus functions (for constant potential V") the integrals
over the position variables can be treated using the stationary phase method in the formal limit
h — 0. This results in a boundary condition to all allowed classical paths: The particles can
only enter or exit through a lead if the angle between the trajectory and the lead assumes certain
discrete values.

We are now able to calculate the transmission (or reflection) as>:

Sm[2 ~ 3257 A A7 (59785) 19900 i) /2. (6.3)
v

These are the squared moduli of the semiclassical S-matrix® 7.

Because of the classically chaotic dynamics the action S, varies wildly between different paths.
Furthermore we are assuming the formal limit i — 0. The result is that the term ¢!(%=%)/"
oscillates wildly and the contributions from most pair of paths (,~") will cancel out after an
energy average. Only paths (y, ') whose action difference S, — S, is very small (of the order of
magnitude of ) are still relevant after the average.

Therefore energy averaging reduces the double sum in the squared moduli of the semiclassical
S-matrix S, Eq. (6.3) into a single sum of correlated pairs of paths. -y given, 7/ can only be one
of the following paths:

e 7 itself (diagonal contribution, insensitive to a magnetic field)

e the time reversal of - (diagonal contribution, only for reflection, sensitive to a magnetic
field)

e loop contributions (off-diagonal contributions)

Diagonal contributions to the weak localization

In the diagonal approximation we either pair a path -y with itself or with its time reversed counter
path. The last pairing is only relevant if the outgoing channel is the same as the incoming chan-
nel, i.e. for back-reflection into the same channel which was used to insert the matter wave into
the cavity. This part of the reflection will be called “self-reflection” later on.

> See the paragraph at the end of this section for attempts to directly evaluate this sum.

® Our scattering matrix S will always be normalized with respect to the incoming current, i.e. a total transmission
from n to m would be |S,,,,,|*> = 1.

7 For the sake of simplicity we neglected a prefactor here related to the normalization of the incoming current.
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Applying an energy average (denoted by (.. .)) we arrive at
<|3nm|2> o~ <Z |A7|2> forn #m
2
ipn /1
(180 g ~ { S 1A ) 4 (S )

(6.4)

The term <27 |A7|2> originates from pairing a path + with itself and is insensitive to a mag-
netic field because both paths enclose the same directed area as they are identical. The term
<Z,y | A, |2e2ie/ h> pairs a path y with its time reversed counterpart and is sensitive to a magnetic
field as the directed areas of both path have opposite sign. See Fig. 6.1 for an illustration.

Using generalized Hannay-Ozorio de Almeida sum rules [94] (which are valid for systems
supporting classical chaotic dynamics), one can now evaluate the diagonal part of the reflection

as:
1

(Sl o =
1 1
<‘Snn|2>diag - Nl + NQ + Nl + N2

Here B, is a measure for the directed area distribution of the classical paths which is described
in more details in Sec. 6.1.3 (see Eq. (6.16)). N;,N, are the number of open channels in the left
or right lead respectively (assuming a two lead setup as depicted in Fig. 5.35 or Fig. 6.1). This
is the result on the level of [15, 110] whose reasoning is briefly reproduced in Sec. 6.1.3 (see
Eq. (6.15)).

For a vanishing magnetic field B = 0 we see that the self-reflection (the reflection into the
incident channel) (|S,,,|?) diag 18 twice as large as the reflection into the other channels. This is
due to constructive interference between a path and its time reversed counterpath and is called the
weak localization effect. For large magnetic field this time reversal symmetry is destroyed and
the enhancement vanishes consequently.

forn #m
(6.5)

1

1+ (B/B.)?|

Loop contributions to the weak localization

The first off-diagonal contribution to squared moduli of the semiclassical S-matrix Eq. (6.3)
comes from paths v which have one self intersection at a small angle € (see Fig. 6.2 and Fig. 6.3).
Such a path ~ forms therefore a loop. In the case of classical chaotic dynamics one can show
that such a path v has a companion path 4" which avoids this crossing but otherwise follows the
original path closely except that the loop is traversed in the opposite direction. Obviously such
path pairs (7, 7’) (called “Richter-Sieber pairs” [177, 191]) have similar classical actions (.S, S,)
(as they have nearly equal length) and are sensitive to a magnetic field (as the directed area they
enclose differs by twice the loop area).

One can now evaluate the energy average for the loop contributions in a similar way as for
diagonal contributions (for the details see [96]):

(15uml),, = _(]\71+1N2)2 1+ BB

Adding the diagonal part of the reflection and the loop contribution we arrive at following
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encounter region

Figure 6.2: This figure schematically depicts a Richter-Sieber pair. The path ~ has a self inter-
section at a small angle e. For systems with classical chaotic dynamics there exists a companion
path 4/ which follows =y closely but does not intersect itself and which consequently traverses the
loop in opposite direction. Fig. 6.3 shows a real-life example.

formula for the squared moduli of the semiclassical S-matrix®:

<|Snm’2>full - <’Snm‘2>diag + <’Snm|2>loop

1 1) 1 -1
N, + N, [Nl + Ny (N + N2)2] { (B/Bu) ]

In our two lead setup (as depicted in Fig. 5.35 or Fig. 6.1) we now assume that the lead modes
(i.e. the channels) in the left lead are n = 1... Ny and that the lead modes in the right lead are
TL:N1+1...N1+N2.

We now consecutively inject particles into all different channels of the left lead. The total
reflection R is defined as the fraction of particles reflected into the left lead whereby we use an
average over all incoming channels:

R—lifxys 2y = Mmoo M [1+(B/B)2}’1
N Nl n=1m=1 M Nl +N2 Nl +N2 (N1 —|—N2>2 v

M . Ny
B N1+ Ny (Ny + Ny)?

[1+B/B.)]

Similarly the total transmission is defined as the average of the fraction of particles transmitted to
the right lead:

1 N1 Ni+Nsg N. N- -1
T=— Soml?) = 2 2 1+ (B/By)?
N, nzzlm:%ﬂ <‘ ’ >full N; + N, (N1 + N2)2 { +( / ) ]

Current conservation, i.e. unitarity of the scattering matrix (see also Sec. B), is fulfilled:

R+T=1.

8Here On,m is the Kronecker delta, i.e. ,, , = 1 and 6, ,,, = O for n # m.
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It is worth mentioning that the current conservation is only fulfilled if one takes loop contri-
butions into account. The diagonal terms alone are not enough to ensure current conservation.
Furthermore the semiclassical predictions for the reflection R and transmission 7" including the
loop corrections match the random matrix theory (RMT) prediction® [146] for zero (B = 0,
orthogonal ensemble) or large (B = oo, unitary ensemble) magnetic field.

The average of the reflection into the same channel which was used to inject particles into the
cavity is still another quantity of interest:

R—1§<|S|2>— Lo 1 1
S_Nlnzl " fpal Ny 4 N N1+ Ny (N7 + Ny)

2][1+(B/Bwf]l. 6.6)

Henceforth we will call R, “self-reflection”. For this quantity the signal-to-noise ratio (i.e. weak-
localization to background) is much bigger than in R or 7. Also the signal-to-noise ratio does
not degenerate for large lead openings (i.e. large Ny, Ns). If we assume N; = N, (this is always
the case in the numerical examples presented in this work) the absolute magnitude of the weak
localization effect is nearly twice as big in 2, as in R or T' (see Eq. (6.7)). Therefore it is no
surprise that the numerical values of R, fit much better to their semiclassical predictions than
the numerical values of R and 7" as we will see later. The loop contributions to R, are one
order of magnitude smaller than the diagonal contributions. Albeit our expression contains these
contribution, one could also safely neglect them.

Summary

The weak localization in the linear case g = 0 effect can be summarized in following three
formulas for R,T" and R;:

N1 NQ 2 -1
R = + 1+ (B/B,
N1+ Ny (Ny+ Ny)? [ (B/Bu) }
N2 NQ 9 -1
T= — 1+ (B/B,
Nl +N2 (Nl +N2>2 [ ( / ) :|
1 N+ Ny —1

R,

-1
= + 1+ (B/B,)?

Nl +N2 (Nl +N2>2 [ ( / ) :|
This is the result presented in our paper [96] for the transmission and reflection in the non-
interacting case.

For N = Ny = Ns, as it is always the case in the numerical examples studied in this work, we
have (see Eq. (6.11) for the nonlinear case):

1 1 91—1

R=o+ % 1+ (B/B.)|
b 2] 7!

T = 4N[LHBﬂ%” (6.7)
1 2N-1 -1

Ro= gt e L+ (B/Bu)?]

® The one loop semiclassical theory reproduces the RMT predictions only approximatively for small N; for
large IV both theories give asymptotically the same results. The work [153] goes beyond the one loop semiclassical
approximation and takes higher order contributions into account by considering paths with more than one encounter.
Then the RMT prediction is also matched exactly for small N.



132 Chapter 6. Scattering states in chaotic billiards

6.1.2 Weak localization in the non-linear regime

In the following I will only present a rough scratch of the semiclassical evaluation of the weak
localization effect in the non-linear case g # 0. For a more detailed discussion see [96]. For the
semiclassical analysis we assume that g(r) = g is constant throughout the cavity.

We start with the defining equation for non-linear stationary scattering states Eq. (5.2)

i 1 g | wir) = s(r)

and transform it into a Dyson equation
-1 h2 -1 2
V(r)=[n—H7S(r)+g - [n—H" [¥(r)["U(r)

which is a shorthand notation for the integral equation

/Grr dr+g—/G’rr|\If( NP () dr

using the Green function in the position basis G(r,r’) = (r|(u — H) !r').
This Dyson equation can now be iterated, i.e. the left side can be plugged into the right side ad
infinitum. This gives a power series for W(r) in terms of g and g*.

Z Zg’” W (1)

m=0n=0

with
Woo(r) = [u— H] " S(r)

Wio(r) = = [ — H) ™ [ao(r) PPo(r)
\1’0’1(7') = ‘1/072(7") = 0

This power series is best studied through a diagrammatic representation. To this end we will use
the following symbols:

| the source S(7)

—> the linear Green Function G = (u — H)™!
pr—) the solution of the non-linear scattering problem W (r)
B non-linear scattering event, i.e. a factor of g

whereby an orange color denotes complex conjugation.
This allows us to express the Dyson equation in diagrammatic form:

N

|—>:|—>+/._'.
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Iterating of the Dyson equation leads to following diagrammatic expression for the power series
of the nonlinear scattering state W(r):

|—>=|—>+>._’+ <

S “am >
+ /\A-/ + 1 g +0(g%) .
\/' - \ I
Semiclassical evaluation

Up to now we have not used any semiclassical approximations, i.e. the power series expansion is
valid exactly. But the individual terms of the power series are susceptible to semiclassical tools.
The basic building block in the diagrammatic power series expansion

I'g

represents following integral
/G(’ro,r’)G(r','rl)G*(r','rg)G(r',rg) dr’ .

Here 7’ is the position of the nonlinear interaction, 7 is the final position and 7, 79, r3 are the
initial positions. G(r, ") = (r|(u— H)!|r') is the ordinary Green function in the position basis.
The next step is to replace G(r, ") with the semiclassical Green function G.(7, r’) Eq. (6.1):

/ Z A’YOA’h A* A,y3€_i[¢m +bryg —byy +<f’~/3]/h—m[uwo FUy —Uyy +"73]/2
72
Y0,71,72573

? / / / / /
X eXp{h [SVO(TO7T ) + S’Yl(r ,7’1) - S’Y2<r 7r2) + S’YB(T 77'3)]} dr’ .

This integral is now evaluated using the stationary phase method

0
% [S’Yo (’r(b T'/) + S’Yl (T/, rl) - S"/Q (’l“/, TQ) + S’y:s (T/, 1“3)] =0
giving us the condition
Py + Py =Py + Py
for the momenta of the four paths at position 7’. This condition is only fulfilled for two kinds of
diagrams:
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ladder diagram crossed diagram.

In the ladder type diagrams 7 is the continuation of ; whereas 7, is parallel to 73, i.e. p, =
p,, and p., = p. . Obviously we can interchange v, and 3 without changing the overall picture,
therefore the ladder type diagrams come with a multiplicity of two.

In the crossed diagrams the time reversal of ~y; is the continuation of 3 and the time reversal
of 7o follows 72, i.e. —p,, = p., and —p, = p.,. In particular this means that the final vector r
has to be along the path ~,. Therefore crossed diagrams are only relevant for reflection.

All the ladder type diagrams are now combined into a ladder Green function G; which is
defined by the following Dyson equation:

> = » + 2=} —
il

The iteration of this Dyson equation

> — » + 22—l — + 1 — BB —
i Tt

+4—>l— + 41— — + 0%
o “
il

shows that (7; can be evaluated as [96]:
. . ty
Gy =Y A ellS v mal/hmim /2 with  x, = 2g—/ |Wla, ()]|5dt .
5 m Jo

Therefore at the level of the ladder diagrams the influence of the nonlinear interaction can be
expressed through a phase factor. This is an implicit evaluation as the phase factor depends on
the full solution W(7) of the non-linear scattering equation. Its meaning is that the diagonal terms
where a path is paired with itself are not affected by the interaction g as the phase factor cancels
out, i.e. the magnetic field independent background of R, 7" and R, does not depend on g:

1
2 —
(8} o = Wi, for n # m
The diagonal terms in which a path is paired with its time reversed counterpath are contained
in the crossed diagrams which describe the reflection (|S,,,,|*) diag 100 the same channel which
was used to inject the particles. This reflection can now be calculated using the crossed diagrams
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and G;:

. .
(1Sul) 1 = T === + 2RSS + 5] + RN
S

=
(6.8)

+ o QTjLO(g?’).
E=S

In order to evaluate this expression we introduce the crossed density C,

d
= = | + 2 P2l

which allows us to write the reflection as

i 4
== + IS5 + =S + =2Ne
i i

The crossed density C, can be evaluated using the stationary phase method and semi-classical
sum rules as [96]
(Co)

C,) = .
(Co 1+ i2gmp L2 (Cp)

This finally allows us to calculate the reflection (|S,,|?)
non-vanishing interaction:

diag 10 the diagonal approximation for

) B 1 (N1 + Ny) [1 + (B/By)?]
<|Snn| >diag - N+ N, " (N1 + Ny)2[1+ (B/Bw)Q]2 + (2977a) ‘

(6.9)

Here 7,4 is the classical dwell time described in more detail in Sec. 6.1.3 and j is the incoming
current measured in particles per seconds.

Summary

Loop contributions for non-vanishing interaction can be handled in a similar way, but the details
are formidable [96] and therefore omitted here. The final result including diagonal and loop terms
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is given by
M N2 [1+(B/Bu)’]

R= +
Ni+ Ny (Ny + No)2[1+ (B/By)?? + (29574)?

T Ny N, [1+ (B/By)?
N+ Ny (N + N2 [1+ (B/By)?? + (2g574)?

(6.10)

_ 1 N (Ny + Ny — 1) [1 + (B/By)?|
Ni+ Ny (Ny+ No)2[1 4 (B/Bw)?)” + (2957a)?

Current conservation is also fulfilled for non-vanishing interaction:

R,

R+T=1.
For the important case N = N; = N, (used exclusively in this work) the relevant expressions are

B } i [1 + (B/Bw)Q]
B T IN S (B/Bu) + (gjra/N)?

11 1+ (B/Bw)?
T2 ANT[1+ (B/By)2 + (gjra/N)? (6.11)

_ 1 2Nl [1+ (B/Buw)*
T 2N 4ANZ 1+ (B/Bu)? + (gjra/N)?

R,

For vanishing interaction g = 0 these expressions reduce to the results obtained using the linear
semiclassical scattering theory, see Eq. (6.7).

6.1.3 Analysis of the classical dynamics

The classical dwell time 7 and the parameter B, are entirely determined by the classical dy-
namics of the billiard system. This section describes how to compute these quantities.

As we assume a flat potential V' = 0 inside the cavity with hard wall boundary conditions the
classical trajectories inside the billiard are straight paths between reflections at the boundaries.
Therefore we can employ a ray-tracing algorithm to analyze the classical dynamics. Trajecto-
ries are started in the left lead at a fixed longitudinal coordinate = and at a varying transverse
coordinate y chosen from an uniform random distribution. Furthermore the total momentum
p = \/p3 + p3 is fixed (determined by p = p*/(2m)) while the transverse momenta p, are cho-
sen from an uniform random distribution. The simulation is continued until the trajectory leaves
through one of the leads. See Fig. 6.3 for an illustration.

The billiard is chosen such that the classical dynamics is chaotic. Therefore a particle bounces
more or less randomly inside the billiard. All memory of the initial conditions are soon lost after
a few bounces because of the exponential spread due to classical chaos. After a short transient
region it is therefore expected that the probability per unit time interval of the particle hitting the
leads becomes constant. This results in an exponential distribution [113]

P(t)) =Tpte /™ (6.12)
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Figure 6.3: The left panel shows a long trajectory inside the billiard calculated using a ray-tracing
algorithm. The right panel shows a Richter-Sieber pair; the self-crossing is marked by the green
arrow.

for the time ¢, a trajectory spends inside the cavity. Here 7p is the classical dwell time. Equiv-
alently we can talk about the distribution P(L) = Lg'e~%/%0 of paths of given length L with
vty = L,vtp = Ly and v = p/m. Therefore we can use an exponential fit (shown in Fig. 6.4) to
the numerical obtained path-length distribution to determine the classical dwell time 7p.

The average time between two hits on the boundary becomes also a constant; and at each hit
the particle is reflected into a “random” direction. We can now apply the central limit theorem to
obtain a Gaussian distribution for the directed areas A for paths of a given length L [177]:

1 A?
P(L,A) = NeTINT exp <_2Ln> . (6.13)

Here 7 is system-dependent parameter which can be determined using the total distribution of the
directed areas A:

_7-1 oo —L/Lo jt 1 _ i
P(A) = L, /0 P(L, A)e dt—\/mexpl ,/?7L0 4]| . (6.14)

This is an exponential distribution, too, allowing us to compute 7 using an exponential fit to the
numerical obtained distribution for .4 as shown in Fig. 6.4.

The logical connection between 7 and B,, is best illustrated using the method of [15, 110] to
investigate the weak localization effect. Starting with Eq. (6.4) we calculate the general form of
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Figure 6.4: This figure shows the numerical obtained probability distribution of path lengths L
and directed areas A of the billiard B5 (Sec. 5.8.4) with area €). After a short transient region an
exponential function is fitted (dots) onto both distributions yielding the parameters 7 and B,,.

the weak localization effect as an expectation value:

2 o 2 B 2qB
<|S’rm| >diag =c+c <exp {Zhgov] >7 =c+c <exp [zh.Ay] >7

= C+c/+oo exp ['2qBA} P(A)dA

oo “h

+o0o
= c—kc/_oo exp [iQ%BA} \/%exp [—1/772L0 |A|] dA ©.15)
-1

2
2qB |nL -
=c+c 1+(%\/7720) :C+C[1+(B/Bw)2} 1

Here ¢ = <27 ]A7|2> = (Ny + N,)~!is a constant which does not depend on the magnetic field
and is evaluated using the Hannay-Ozorio de Almeida sum rule [94, 96].
This finally allows us to determine B,, as

h 1

B, )
qv/2nLg

(6.16)

The universal prediction for the dwell time

There exists also an universal prediction [15, 113] for the classical dwell time 7 based on ergodic
arguments. Every trajectory is determined by a point and an angle. Therefore the whole phase
space has “volume” V,; = 27() and we can assume an uniform distribution of the trajectories
in this phase space. Only particles being in front of a lead and having a suitable angle can
escape the cavity in the unit time interval. The “volume” of phase space allowing escape is
Vese = (W1 + Wy) f:/iz cos adae where Wy and W5 are the widths of the two leads. This gives
us the universal prediction for the dwell time as v7p , = Vo /Vese OF

7
Wi + Wy

LO,u =UVUTpu =
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In practice the quality of this universal prediction is not so good. For the billiard B; (Sec. 5.8.4)
we have 7p = 0.797p , for the classical dwell time 7 obtained by the numerical fitting procedure
shown in Fig. 6.4. This deviation is probably due to the relatively large widths of the leads which
compromises the ergodic argument in the derivation of 7p ,,; furthermore in actual systems the
phase space distribution is not so uniform and a particle at a given point can have more than one
angle under which it is able to escape. Therefore V), Ves. are only approximatively given by the
expressions above. I have checked (see Fig. 6.5) that the agreement between universal prediction
and numerics improves for smaller lead widths. But for reasons detailed in Sec. 6.1.4 we must
stick to relative large lead widths.

Finally we have to mention here the Heisenberg time 75 = mf)/h introduced in Eq. (3.71)
whose inverse //7y is a measure for the mean energy spacing between the eigenstates of the
closed system and therefore also for the resonances. In [96] the relation

TDu mh B 1
TH N mU(W1 + WQ) N N1 + N2

(6.17)

is often applied which uses the relation W; =~ %Nl based on plane wave transversal eigen-
functions in the leads. In the semiclassical prediction Eq. (6.10) we use (N} + No) ™! instead of
the other possibilities 7p /7y or 7p /Ty because that gives the random matrix theory results. In
Sec. 6.2.2 we will prefer to use 7p /7 over (N7 + Ny)~L.

Universal conductance fluctuations

There exists a method to determine the classical value of Ly = v7p through quantum mechanical
transport calculations. To this end we analyze now the universal conductance fluctuations (also
called Ericson fluctuations [65]) semiclassically. These fluctuations exists because in wide open
billiard systems many resonances overlap leading to an unpredictable spectrum (see Fig. 5.36).
The presentation here is based on [15, 23, 110]. We restrict ourselves to zero magnetic field B =
0; for simplicity the Maslov phases are incorporated into A.,. The whole following semiclassical
analysis is only valid for the non-interacting case ¢ = 0. Numerically we also only consider
the linear case as calculations for ¢ = 0 are quite fast. This allows us to include a vast number
of parameter configuations for the statistical average which produces small statistical error bars.
Sadly the data used to study the transport properties for g # 0 as done in Sec. 6.1.4 is not well
suited (wrong sampling) to study the conductance fluctuations.
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The transmission 7'(k) is viewed as a function of the wavevector k. Then the correlation
function of the transmission can be semiclassical evaluated as

C(AR) = ((T(k + Ak) — (1) (T (k) — (1)) = (T(k + Ak)T(k)) —(T)"

g < Z A’Y()A':l A’Y2 A”';S 6“{3([/"/0_[/71 +L72_L73)€iAk(L'¥O_L’Yl)> . <T>2

70,71,72,73

. oo 2
_ <Z ‘A7|2|A7/‘261Ak(L7L’Y/)> — <Z |A’Y’2‘A7/|2> ‘/0 eZAkL’Y P(L)‘

v ¥

1

Here the average (. ..) is done over many different wavevectors k. In the diagonal approximation
(which is used above) this average forces L, — L,, + L,, — L,, = 0 which is systematically
fullfilled for vg = 41,72 = 73 (this gives (T)?) or for v = 73,71 = 72. We see that the
correlation function has a Lorentzian shape whose width is determined by L. Sadly the diagonal
approximation is insufficient to correctly calculate the amplitude Cj. For the full semiclassical
evaluation of (), one needs higher order loop contributions [34, 203] with two or more crossings.
Therefore we simply use here the random matrix theory (RMT) prediction [146]. The value of
Cy depends crucially on the details of the averaging procedure. The convention used here is

1 N1 Ni1+N3

M) =g X (ISml),

n=1m=N;+1

T+ AT = L3 <[N§V2 (S ( + A2

Nl n=1 m=N1+1

[Nf% rsnm<k>\2]> |

m=N1+1
For this convention the prediction is [146]

(N +1)?

(2N +1)%2(2N +3) (6.18)

In Fig. 6.6 we use Cy, Ly as free parameters and fit C'(Ak) to the numerical data. This gives us

LO,correlation num. fit — 1.060 LO,Classical path length fit
LO,correlation num. fit — 0.838 LO,universal prediction

CO,correlation num. fit — 1.057 C’O,RMT .
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We see that Cy matches nicely to the RMT prediction. The value of Ly matches better to the value
obtained by fitting an exponential distribution to the classical path length distribution (Fig. 6.4)
than to the universal prediction. This is another confirmation that the universal prediction is of
inferior quality.

6.1.4 Comparison with numerical results

In this section we use the system Bj introduced in Sec. 5.8.4 to compare the numerical obtained
reflection and transmission to the semiclassical prediction Eq. (6.11). The equivalent results for
other systems will be discussed in Sec. 6.3.

The relevant system parameters of 135 are summarized in Fig. 5.35 (see also Sec. 3.8 for the
basic units Ly, ko, By), especially we have N = 5 open channels in both the left and right lead.
The incident current is j;,, = Ey/h (see Sec. 5.1.1). Using the methods of Sec. 6.1.3 the classical
dwell time 7p is calculated as 7p7ji, = 240.8 while a similar calculation produces B,, = 0.22 B,,.

The numerics

In order to calculate the reflection and transmission numerically we solve the stationary scattering
problem Eq. (5.2) using the curve tracing (in g) combined with Newton’s method as described in
Chap. 5. We thus get the pair (g, V), i.e. the interaction strength and a stationary scattering state,
as a parametric curve as shown in Fig. 5.39. As is characteristic for nonlinear wave equations,
for some values of g there might be more than one stationary scattering state. As we follow the
parametric curve we usually select the first encountered solution W for a given g as this models
the adiabatic population of the cavity by the source as explained in Sec. 5.4.3 (see also Fig. 5.40).

Having found a stationary scattering state, a stability analysis using the Bogoliubov-de Gennes
equation (5.32) is carried out as explained in Sec. 5.7. It might happen that no stationary solution
for a given g is dynamically stable. In that case the solution with the smallest Lyapunov exponent
is chosen, the latter being defined as the largest imaginary part of the eigenvalues £ of Eq. (5.32).
This choice is supported by selected case studies where we have simulated a time dependent
population of the cavity as explained in Sec. 5.4.1. In these simulations we have found that
for not too large values of g the time-dependent current in the transmission lead shows regular
oscillations around the current of the stationary solution with the smallest Lyapunov exponent
(see also Fig. 4.3 and Fig. 5.39). The experimental relevant time-averaged transmission is then
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correctly reproduced by our choice. But for larger values of g the flow through the cavity might
become turbulent which means that any stationary scattering state loses its significance. Therefore
it is necessary to limit the range of allowed g.

As shown in Fig. 6.7, the fraction of parameter configurations (u, B, n;) (here n; is the incom-
ing mode number) supporting no dynamically stable stationary scattering state increases rapidly
with g. In order to study the weak localization effect for the system Bs we always restrict g to val-
ues smaller than 0.04 which means that the fraction of configurations with only unstable solutions
remains below 0.02.

For narrow leads with only a few open channels the fraction of unstable configurations rises
much more rapidly than for wide leads. The reason is that for nearly closed systems the reso-
nances are very sharp (i.e. have very small imaginary part, see Sec. 3.7.2); therefore the interac-
tion energy % [ g(r)|¥(r)|*dr assumes to very large values (see also Sec. 5.6.2). On the other
hand the visibility (i.e. magnitude) of the weak localization effect is best for narrow leads and
decreases inversely proportional to the width of the leads. We therefore have to find a delicate
balance between the size of the system and the width of the leads to fulfill the two contradicting
requirements concerning the fraction of unstable configurations and the visibility of the weak
localization effect.

The weak localization effect can only be seen in the averaged transmission and reflection. In
order to get good statistics, for each fixed magnetic field B and interaction strength g we use three
separate averaging procedures:

e We use 50 different energies p regular spaced in the range 0.93E ... 1.18 £y where N =5
modes are open in the leads. More than 50 energy steps are not advisable as the spacing be-
tween the different energies should be larger than the correlation length of the transmission
which is quite large as the resonances are very broad.

e We use 25 different stopper positions, i.e. the hole in the middle is moved a little bit (on
the order of a wavelength) in vertical or horizontal position. This geometrical average is
necessary as we cannot increase the energy average.

e We use all N = 5 open modes in the left lead as incident channel (one after another).

The error bars shown in the numerical obtained transmission and reflection (for example in
Fig. 6.8) indicates the size of the statistical standard deviation resulting from this averages.

The semiclassical prediction

The top right panels of Fig. 6.9 and Fig. 6.8 show the semiclassical prediction Eq. (6.11) for the
transmission and the self-reflection R,.

We first focus on R;. For g = 0, the semiclassical analysis predicts a Lorentzian peak as
function of the magnetic field B on top of a constant background. This Lorentzian shape is
characteristic for weak localization. For increasing values of g the height of this peak is reduced,
but the reduction is more efficient at the center than at the flanks, therefore at intermediate values
of g we obtain a double peak structure with a dip in the middle. For ¢ — oo the Lorentzian peak
vanishes completely, but this is of no physical relevance as then time dependence sets in and no
stationary scattering states are possible (see Fig. 5.39).

For the transmission 7' the situation is inverted, i.e. we have a Lorentzian dip which gets flat-
tened until a double dip structure with a peak in the middle emerges.
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Figure 6.8: These figures display the self-reflection R4 as function of the magnetic field B and
the interaction strength g. The two right panels show the semiclassical prediction Eq. (6.11), the
two left panels show the corresponding numerical results. The two upper panels show R, while
the two lower panels show the difference Rs(0) — Rs(g).

The results

We first focus on Ry in the linear case ¢ = 0. In the top left panel of Fig. 6.8 we see that
the numerical reflection shows a Lorentzian peak as predicted by the semiclassical analysis. In
particular the width of the peak fits quite well, but the amplitudes (the height of the background
and of the peak) are not well reproduced. The reason for this are fourfold:

e We might not have averaged over enough different configurations. This reason is of lesser
importance for the system Bs studied here, but might be relevant for the systems studied
in Sec. 6.3. As computations may take very long, the configuration space used for the
averaging procedure is subject to patience and available computer power.

e The wavelength might not be small enough in comparison with the system size as seen in
Fig. 5.35. This compromises the limit 2 — 0 on which the semiclassical Green function
is based. But the above mentioned restriction concerning the ratio between the size of the
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Figure 6.9: These figures display the transmission 7" as function of the magnetic field B and the
interaction strength g. The two right panels show the semiclassical prediction Eq. (6.11), the two
left panels show the corresponding numerical results. The two upper panels show 7, while the
two lower panels show the difference 75(0) — T5(g).
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Figure 6.10: These figures show the reduction of the weak localization effect in the self-reflection
R, (left panel) and in the transmission 7' (right panel) as a function of the interaction strength

g for zero magnetic field B = 0. The numerical results (red dots) agree very well with the
semiclassical prediction Eq. (6.11) (blue line). The gray arrows mark the position g = 0.04.
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cavity and the width of the leads severely restricts the possible range of wavelengths. Of
course, the available computer power is a factor here, too, as shorter wavelengths imply
more grid points.

e Diffraction effects [209] at the lead-openings are completely neglected in the semiclassical
analysis. This is a factor here because of the quite large wavelength we are using.

e The discrepancies might be due to nonuniversal scattering effects that explicitly depend on
the shape of the cavity. For example, as seen in Fig. 6.4 the path length distribution shows
non-universal features for short paths, and something similar is true for the area distribution.

The influence of any of those effects on the transmission and reflection is very hard to estimate.

Let us now focus on the non-universal short trajectories, especially short self-retracing tra-
jectories which are identical to their time-reversed counterpart. A simple scenario for this is a
trajectory which leaves the left lead, hits the circular obstacle in the middle perpendicularly and
is reflected back into the left lead. The directed area of such paths is zero and they therefore do
not contribute to the amplitude of the Lorentzian in the diagonal approximation Eq. (6.5). This
compromises the sum-rule based evaluation of this amplitude because such paths are overcounted.

On the other hand, as seen in Eq. (6.8) the influence of the magnetic field B on the difference!”
R(0) — Rs(g) is not based on just one path, but emerges from the combination of four or more
trajectories which are connected by the non-linearity. The overcounting issue does not arise here
and also diffraction effects should not influence this difference. Therefore non-universal short
trajectories have much less influence on the difference Rs(0) — Rs(g).

This argument is supported by the lower left panel in Fig. 6.8 which shows rather good agree-
ment between the numerical data and the semiclassical prediction for this difference, i.e. the
reduction of the weak localization peak with respect to the linear case ¢ = 0. An even nicer
agreement is shown in Fig. 6.10 where we focus on a vanishing magnetic field B = 0.

The transmission 7', for which loop contributions are relevant, shows a similar behavior. As
seen in Fig. 6.9 and Fig.6.10, a nice agreement between numerics and semiclassical analysis is
found after removing non-universal effects. One should also note here, that the averaged quantity
T is an almost, but not perfect, symmetric function in the magnetic field B for non-vanishing
values of the interaction strength g. This happens because the breaking of Onsager’s relation
(as described in Sec. 5.8.4) for a fixed parameter configuration is lifted by the averaging proce-
dure. The reason is that paths in a classical chaotic cavity have (usually'!) no preferred sense of
circulation or direction.

As discussed in Sec. 6.1.1, the magnitude of the weak localization effect is twice as big in R,
than in 7". Also the magnetic field independent background for R, is much smaller than for 7.
Therefore one can see the weak localization effect more clearly in R thanin 7.

Higher magnetic fields

The cyclotron radius 7. for a particle of mass m, velocity v and charge ¢ in a magnetic field B

is given by [50]
Teye = @ .
qB

10 For the sake of simplicity the function parameter B is dropped here from our notation.

' One has to note here that there exists chaotic cavities with unidirectional transport properites, for example the
so-called “Monza” billiards [104, 205].
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Figure 6.11: These figures show the numerical calculated self-reflection R, and transmission 7'
for higher magnetic fields. The corrections R(0) — R(g) and T(g) — T(0) induced by the
nonlinearity are also shown. The single points at B/ B,,=2 show the size of the error bars.
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For the magnetic field B=D,, this gives with our choice of parameters 7., = 58.3vVQ =
15067k, *. In other words, the cyclotron radius for B=B,, is roughly 45 times the lateral di-
mension of the system B;. In the magnetic field range B = —2.2B,,..2.2B,, used in Fig. 6.8,
classical trajectories inside the cavity therefore roughly follow straight lines. This fact justifies
the perturbative treatment of the magnetic field in the semiclassical Green function Eq. (6.1).

One can safely use even larger values of the magnetic field; in Fig. 6.11 the range B =
—2.2B,,...8.6B, is explored'?. In the non-interacting case ¢ = 0 we observe a weak signa-
ture of Aharonov-Bohm oscillations [50] caused by the obstacle in the middle (see also Sec. 5.9).
This obstacle induces some kind of ring structure. But our “ring” is very broad, thus destroying
the perfect symmetry of the normal Aharonov-Bohm oscillations. Therefore we can only observe
one or two periods, and the periodicity is highly imperfect. The numerical results suggests an
Aharonov-Bohm period of Bay = 4 B,,. From!?

we can deduce an effective ring radius of ray = 0.6/Q = 15.5 mky ! This corresponds to the
outer boundary of the cavity and is a reasonable result.

For increasing values of the interaction strength g we observe that for B > 25, the self-
reflection R, depends only weakly on B (the first repetition of the central peak gets essentially
flattened). In contrast to R, the first repetition in the non-linearity induced correction R4(0) —
Rs(g) shows a similar behaviour as the central peak albeit with smaller amplitude.

The situation for the transmission is slightly different. The correction 7'(g) — 7'(0) of the first
repetition resembles the central peak just like it was the case for R4(0) — Rs(g). But for large ¢
and values of B > 2 the transmission still depends oscillatory on 5.

As the periodicity (in B) should still be at least approximatively valid for non-vanishing in-
teraction g, we can at least qualitatively understand the results. But no quantitative prediction is
available. It seems that the oscillations are most cleanly realized in the correction R,(0) — R4(g)
and T'(g) — 7'(0) while the effect in R, and T" gets marred by non-universal path effects. This is
similar to the discussion above.

6.1.5 Direct evaluation of the semiclassical sum

The sum-rule based semiclassical evaluation Eq. (6.7) is obviously not able to reproduce the
Aharonov-Bohm oscillations shown in Fig. 6.11 as the effect is based on a non-universal path
length/area distribution. In this section we therefore try to evaluate the (squared moduli of the)
semiclassical scattering matrix (6.3) directly without using sum rules. To this end we note that
the ray tracing method (see Sec. 6.1.3) is capable of evaluating all terms occurring in the semi-
classical Green function Eq. (6.1) exactly: the stability amplitude A, (whose computation is
described in App. G), the classical action S, and the directed area A, (which are both trivial to
evaluate) and the Maslov index (which is troublesome to evaluate but not needed for the diagonal
approximation). The calculation is done only in the linear regime g = 0.

12For higher values of B the cyclotron radius approaches the system size, therefore we do not investigate this
range.
13See [50]. Obviously this is based on the periodicity of e**+/" in Eq. (6.1).
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Figure 6.12: This figure compares the numerical value of the self reflection R,(B) (black) to the
non-universal semiclassical prediction Eq. (6.19) RS(B) (red) in the linear regime g = 0. As
Eq. (6.19) is missing an overall prefactor, the maximum of the semiclassical prediction is scaled
to match the maximum of the numerical results.

There are several different approaches to numerical evaluate the complete semiclassical sum
Eq. (6.3). We first discuss two approaches here which do not work and then present a successful
approach using the diagonal approximation.

The first approach is to sum up Eq. (6.3) directly!*. As previously discussed, the classical
trajectories can only exit or enter the leads at certain discrete angles. Up to a given length there
are only finitely many such paths (excluding degenerate ones). Combining raytracing with a
non-linear equation solver one can try to find all such classical paths satisfying these boundary
conditions. Sadly there are several obstacles in realizing this ambition:

e The number of paths fulfilling the boundary conditions grows exponentially with the path
length.

e The path search algorithm might easily miss some paths, especially if the path length gets
large.

e Even as the modulus of the A, drops fast with the path length the convergence of the whole
sum Eq. (6.3) is highly problematic because of caustics and the exponential proliferation of
paths.

e The Maslov indices u., are non-trivial to evaluate.

Some of this problems can be circumvented by using the cutoff length Ly = v7, to artificially
damping all contributions from longer paths. But even that does not give satisfactory results.
The second approach is to evaluate G.(r,r’) for a fixed energy and for fixed positions r and
r’ inside the leads. One does not use the fixed-angle boundary conditions (which arise through
the stationary phase evaluation of the integral Eq. (6.2)); instead one approximates the integral
Eq. (6.2) through Riemann sums. The fixed entry/exit angle boundary condition is replaced with
a fixed entry/exit position condition; therefore this method is also computationally demanding. A

14 For the complete S matrix one additionally has to average over the energy /.
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major problem is now that the semiclassical Green function is additionally plagued by caustics in
this approach. Also the results are not satisfactory.

The two previously discussed approaches to a direct evaluation of the semiclassical scattering
matrix Eq. (6.3) did all not work very well, especially in relation with the effort involved. We now
present a third approach based on direct paths which does work and gives satisfactory results.

The third approach starts similar to the second approach. One of the biggest obstacle are the
boundary conditions fixing the both entry and exit angle (or both entry and exit position) of the
trajectory, as it was done in the first and second approach. These boundary conditions can be
avoided if one does not perform the stationary phase approximation for the integral over the lead
modes. Therefore all classical paths from now on a priori do not need to satisfy any special
boundary conditions.

But instead of evaluating the integral Eq. (6.2) directly we take an average over the channels
and over the energy. Technically one evaluates the self reflection Eq. (6.6) using the Fisher-Lee
relation Eq. (6.2) where we use the semiclassical Green function G, instead of the quantum
mechanical one:

~ 1 X M ) ) . )
R, = N <|S7m|2> ~ Z ////dyodyldyf)dyll sin(nyp) sin(ny;) sin(nyy) sin(ny;)
n=1 n=1

<Z GSC,WG;*CW,>
ed

energy

Here vo, y1, Yy, ¥} are suitable scaled transversal lead coordinates. The relation ~ means that we
neglect all overall prefactors from now on. As before, the energy average reduces the double
sum over all allowed paths to a single sum over correlated pairs. We are using the diagonal
approximation here where a path + is paired with itself and with its time reversed counterpath
—~. This involves that the (unordered) pair {yo,y1} (the start/end point of ) is identical to
{y}, vy} (the start/end point of +'):

Ry ~ n%l:l//dyodyl [sin(nyo) sin(ny; )]

> [Gue iy Gl + Guc 12 Gl + Gre Gl iy + Gac G

SC, =Y
v

Using [sin(nyo) sin(ny1)]> = 1/4 4 cosei (Where cose; are oscillating terms which are neglected
from now on as their effect averages out) and evaluating the integral as a sum in the sense of the
Metropolis algorithm [172] we arrive at

Ry(B) ~ > A2 [l + cos(2¢A,B)] . (6.19)
v

This is the final result representing the semi-classical evaluated self reflection using non-universal
classical paths in the linear regime g = 0. Fig. 6.12 illustrates the performance of this expression.
It is capable of reproducing the Aharonov-Bohm oscillations remarkably well. Of course the
agreement is more qualitative and less quantitative; but given all the approximations resulting in
Eq. (6.19) one cannot expect more. Especially loop contributions are missing in this formula.
What Eq. (6.19) does not provide is an overall prefactor which we have neglected to take account
of.
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Figure 6.13: The left figure shows the numerical calculated distribution (red dots) of the real
part of the wavefunction (for B = 0 and g = 0), which closely resembles a Gaussian distribu-
tion (solid line). The imaginary part shows the same behaviour. The right figure compares the
numerical calculated intensity distributions for ¢ = 0 and ¢ = 0.05 (B = 0 in both cases) to
the exponential distribution. One should note the tiny but noticeable deviation from the perfect

exponential distribution which are shown in more detail in Fig. 6.14. The average (...) here is
over position, energy and incoming channel.

Although Eq. (6.19) looks similar to the earlier result Eq. (6.4) (or Eq. (6.15)) the rationale
behind the sum is different. While in Eq. (6.4) we use a sum over a discrete set of trajectories
satisfying fixed entry/exit angle boundary conditions, the sum in Eq. (6.19) arises as an approxi-
mation of an integral (in the spirit of the Metropolis algorithm) without any boundary conditions.
Eq. (6.19) can be thought to arise as one replaces the universal area/length distribution usually
used to derive the weak localization effect (as it was done in Eq. (6.15)) by a system dependent
one. Technically we evaluate Eq. (6.19) as it was done in Sec. 6.1.3. We take many randomly
chosen trajectories that are starting in and exiting through the left lead. The transverse positions
and momenta are chosen from an uniform distribution. The sum in Eq. (6.19) is taken over all
those trajectories and the stability amplitude A, is calculated as explained in App. G.

At the very end it is worth noticing that there is also another approach going in the opposite
direction[209]. Based on

Guo(k,B) =>_ A, explikL, +igBA,/h — imu, /2]
Y
one can take the Fourier transform of the quantum mechanical scattering amplitude S,,,,(k, B)
with respect to £ and B and obtain information about the classical length and area distribution.
Obviously this does only make sense in the linear case ¢ = 0. The programs are capable of per-

forming this approach, but as I have done such calculations only for billiard systems not studied
in this work, I do not go into details here.

6.2 Intensity distribution

6.2.1 Theoretical analysis

In the previous sections we have focused on the transport properties of matter waves through
billiard geometries. Now we turn our attention to the intensity distribution of the stationary
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scattering states inside the cavity. The stationary scattering states W(r) used here are the same
as those in Sec. 6.1.4, especially we only investigate the system By here. The analysis of other
systems is postponed to Sec. 6.3.

While in the previous section we used W (r) to calculate the transport properties we now use
the hatched area in Fig. 5.35 to evaluate the distribution of the intensity |¥(7)|2. The numerically
obtained distribution is compared with a theoretical prediction. In this section I will only summa-
rize the more thorough theoretical analysis presented in our work [97] which was developed by
my coworkers while mine contribution were the numerical calculations.

Random Wave Model

In the non-interacting case g = 0 the highly successful standard approach to investigate the inten-
sity distribution of wave functions inside cavities with classical chaotic dynamics is the Random
Wave Model (RWM) [18, 195]. This approach makes the assumption that the wavefunction be-
haves like the superposition of random waves

U(r) ~ Zan etknr

i.e. waves whose wavevector k have all the same modulus |k| = \/2mu/h but random directions
and random (complex) amplitudes a,,. Application of the central limit theorem gives a Gaussian
distribution (see Eq. (6.20)) for the real and imaginary parts of the wavefunction W from which
an exponential distribution (see Eq. (6.21)) for the intensities can be derived [195]. In Fig. 6.13
we compare this theoretical predictions with numerical obtained intensity distributions. Over-
all the agreement is very good but one sees tiny but noticeable deviations from the theoretical
predictions. The study of these deviations is the main topic of this section.

Our fundamental assumption is that the random wave model is also applicable for interacting
systems, i.e. for g # 0.

The local Gaussian approach
In our numerical calculations of the intensity distribution we use the values of |¥(7)|? for many
different energies, incoming channels and positions. Therefore both an energy and position av-
erage is applied. This double averaging procedure is now split apart based on the idea that for a
fixed position 7 the energy (and incoming channel) averaged intensity is itself a smooth function
of .

One starts with a position dependent Gaussian distribution [202]

o
r(wr)P)

U2+ U3

P (T, 0;) = m

exp (6.20)

for the real and imaginary part of ¥(r) at a fixed position r. Here <|\I/('r) |2>E denotes the energy

and incoming channel average of the intensity. The fact that <|\I/('r) ]2>E is position dependent
due to semiclassical scattering effects is responsible for the deviations between the numerical and
the random wave model'” distribution visible in Fig. 6.13.

15This model is homogeneous, i.e. <|\If(r) |2> does not depend on 7.
B
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Figure 6.14: These figures show the deviations of the numerical obtained intensity distribution

from the exponential distribution e~/ for several values of the interaction strength ¢ (left panel,
with B = 0) and the magnetic field B (right panel, with g = 0).

The subsequent analysis assumes that we restrict ourselves to the bulge and that we neglect
any point close to the boundary from our analysis (see Fig. 5.35) as there the wavefunction ¥ (r)
vanishes which produces complicated boundary effects.

The intensity distribution can now be calculated as (here p = |¥(r)[?):

+oo  pHfoo
P(p) = [m /m Po(V,, 0,) §(p — U2 — W2) dU,dV,

(6.21)
= —— €X 7p s
(e, " @wmmJ

which is an exponential distribution known in this context as Porter-Thomas distribution!®.
The next step is to split <\\If(r) |2>E into a homogeneous and a fluctuating part C(7)

1

(w@)P), = 5 1+0)

by imposing the condition that the position average of C'(r) is zero: (C(r)),. = 0. This also gives
Al = <<\\If(r)]2>E> = (J¥(r)|?) and allows us to write the distribution of the normalized

16The form of an exponential distribution depends crucially on the fact that we investigate scattering states where
the real and imaginary part of the wavefunction satisfy independent Gaussian distributions. On the other side,
for a closed cavity without magnetic field we can always choose the eigenstates completely real. In this case

the corresponding distributions are P,.(V¥,) = (277<\\I'('r)|2>E)_1/2 exp(—W2/(2 <\\I/(r)|2>E)) and P.(p) =

(2w <|\I/(r) \2>E p) "2 exp(—p/(2 <|\I/(r) |2>E)); this is the usual form of the Porter-Thomas distribution encoun-
tered in the literature [42, 149].



6.2. Intensity distribution 153

3 ! ! ! ! ! !
- |«4g=0,B/B, =0
- leeg=0,B/B, =2.37
AA g = 005,B/Bw =0
~ Figure 6.15: This figure compares Eq. (6.22)
/Q_‘)\ 2 - (dashed lines with marker symbols) with the
=~ ] numerical obtained intensity distribution (solid
QA line). The a priori unknown parameter [ is de-
termined by fitting Eq. (6.22) to the numerical
dataintherange 1 < [ < 7.
Nir_ = wm mp A mm mm mm mm o mm
1 Fvw | | | |

0 1 2 3 45 6 7 8
I=[UP/(¥P)

intensity I = |U(7)|?/ (|¥(7r)|?) as:

[ 1 ] et [ I(-C)
PO =1rem p[ 1+0<r>1‘ ) pl( ]

_ i (—1)" (O] Lu(T)

Here L,, are the Laguerre polynomials [158]. Finally we apply a position average to obtain the
position-independent intensity distribution up to second order in I:

P(I) = (P(I)), = ™" [L+(C(r)?) Ls(I)]

— el [1+B(1—21+;12) (6.22)

Here 5 = (C(r)?), is a single parameter which describes the deviation from the random wave
model. As we see in Fig. 6.15 the numerical obtained intensity distribution can be very well
described by Eq. (6.22).

Semiclassical evaluation of

The next step is obviously to get a semiclassical description for 5. While the semiclassical trans-
port theory presented in [96] is very thorough, detailed and sound, the semiclassical theory for
[ presented in [97] is not so well developed and is mainly supported by analogies; in particular
there is no diagrammatic perturbation theory. Here I present the main arguments leading to a
semiclassical expression for [3.

We firstly investigate the non-interacting case g = 0 and start with the linear retarded/advanced
Green function (see also Eq. (3.6)):

\IJE/n(T'>\If*/ (T‘/)
+ I - /s ) E'n
G(r,r,E)-}n:/dEll_rg% el

e>0
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Here n labels the incoming channels and the ¥, (7) are scattering states. The combination
2
GHr, 1w, E) = G (0 ) = == 3 [ dBWp (1) W, (7)3(E — )
T 5 ’

gives after averaging ({...) » denotes an energy and incoming channel average)
(GH(r, 7" E) =G (r, 7 E))p < (Vpnu(r)¥, (" )e . (6.23)

Therefore <|\If(r)]2>E can be calculated if we know (G*(r, v, E) — G~ (r,7', E)) for r = r’.
And for 7 = 7’ we can apply a decomposition of following form using the semiclassical Green
function G, (see Eq. (6.1))

G(r,r,E) =2 GZ°(r,r,E) + Géing(r,r, E)

where G encompasses the zero length paths and G°8 encompasses all longer paths which
hit the boundaries one or more times. This expression maps to the decomposition <|\I/(r) |2>E =

% [1 4+ C(r)] because zero length paths produce a position independent background and longer
paths produce some fluctuation. This gives

_ h2 long long*
C(r) = - [GSC (r,7,E) —Gg (r,'r',E)}
and
2 h2 ’ long long*
B = <C’(r) >r = -2 lm@] <GSC (r,7)Gg (r,r)>E’T

Here we average over both energy and position. Only correlated pairs of paths therefore give a
contribution to . As in Sec. 6.1 the largest contributions comes from diagonal terms.

Up to now we have assumed the non-interacting case ¢ = 0. The main assumption is now that
all calculations carry over to the interacting case g # 0 and that the diagonal approximation for
resembles the diagonal approximation for the reflection into the incident channel Eq. (6.9). This
gives us (see also Eq. (6.17))

8B,y =242 L+ (B/Bu)]

™D /Sw)” (6.24)
Tn  Ta [l + (B/By)?* + (9j7p/N)?

where 7p is the classical dwell time and 75 is the Heisenberg time (see Sec. 6.1.3).

6.2.2 Comparison with numerical results

In the semiclassical expressions for reflection and transmission Eq. (6.11) we used the universal
prediction (N +No) ™! = 7p ., /71 (see Eq. (6.17)) as prefactor instead of 7p /7. This is justified
by comparison with random matrix theory which treats every outgoing channel the same way and
by considering current conservation R + 7" = 1.

But the prefactor in the semiclassical prediction Eq. (6.24) for the parameter 3 is based on
the numerical value of 7 as obtained in Sec. 6.1.3. This gives better results and is justified by
considering that 3 is not restricted by current conservation or symmetries.
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Figure 6.16: The middle panel shows the semiclassical prediction Eq. (6.24) for 5 while in the left
panel the numerical values of 3 (see Fig. 6.15) are displayed. In the numerical values we observe
a displacement which only depends on g but not on B. In the right panel this displacement
is subtracted from the numerical data such that § for ¢ # 0 and B = +2.2 B,, matches the
equivalent numerical results for g = 0.

Numerically the parameter [ is determined by fitting the parabola Eq. (6.22) to the numerical
intensity distributions for all values of the magnetic field B and interaction strength g as shown
in Fig. 6.15.

Fig. (6.16) compares the semiclassical prediction Eq. (6.24) of 5 (middle panel) to the numer-
ical determined value (left panel). We observe that the parameter § behaves very much like the
self-reflection R,.

In the non-interaction case ¢ = 0 the agreement is very good. For vanishing magnetic field
B = 0 the parameter 3 is enhanced due to constructive interference between a path and its time
reversed counterpath. For large values of B this symmetry is destroyed. The final form of /3 for
g = 0 is a Lorentz peak.

For increasing values of the interaction strength g the height of the Lorentz peak is reduced. As
the reduction is bigger for zero magnetic field than for large values of B a double peak structure
with a dip in the middle emerges. Here the agreement between numerics and semiclassics is
not so good. It seems that the numerical values of  for non-vanishing interaction are shifted
downwards by a quantity which does only depend on the interaction g and not on the magnetic
field B. If we remove this shift!” (right panel in Fig. (6.16)) the agreement between semiclassical
prediction and numerical results is very nice.

There are many possible reasons for the observed discrepancy:

e Asin Sec. 6.1.4 non-universal short paths may play a role. But this should only produce mi-
nor effects, like that the dip in the numerics for large values of g is deeper than predicted by
the semiclassical theory. The global shift independent of B must have another explanation.

e As shown in Fig. 6.17, the value of (|¥(r)|?) shows a slight dependence on B and g. For
increasing values of g, the value of (|¥(7)|?) gets reduced in a manner roughly indepen-
dent of B. This tendency of the interaction to reduce the average intensity can be explained

7We match the numerical values of 3(g) for high magnetic fields with the corresponding numerical values of
B(0). This gives a value for the shift which is independent of the magnetic field.
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Figure 6.17: This figure shows the dependence of (|¥(7)|?) on the interaction strength g and the
magnetic field B. The constant C' is chosen to normalize the ordinate to one.
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Figure 6.18: This figure shows how the parameter /3 behaves for larger magnetic fields.
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by considering the non-linear interaction term g(7)h?|W(7)|?>/m as a repulsive static po-
tential which repels particles. This effect might also influence the parameter (3; especially
since the numerical data, on which the fitting procedure to determine /3 is applied, depends
exponentially on (|¥(7)|?) (see Fig. 6.15).

e It is possible that a full diagrammatic theory for 3, as it was developed in Sec. 6.1.2, is
capable of explaining the downshift in both 5 and (|¥(7)|?). This theory would involve
non-linear ladder-type diagrams for expectation values of higher moments of the local in-
tensity. Similar to the analysis of universal conductance fluctuations, higher order loop
contributions with two or more crossings would play a role here. But since such a theory is
lacking, one can only speculate about this.

As shown in Fig. 6.18, in the linear case g = 0 the parameter 5 shows some weak Aharonov-
Bohm oscillations for larger magnetic fields 5. These oscillations are destroyed for large values
of the interaction strength g. This is analogous to the discussion for the self-reflection R, in
Sec. 6.1.4 (see Fig. 6.11).
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6.3 Other geometries

In this section we study the weak localization effect and intensity distribution for other billiard
systems. All systems are wide open and have no kind of barrier inside the leads. The potential
vanishes completely (except of course for the hard wall boundaries). While all investigated bil-
liards have roughly the same size (which is limited by available computer power) they differ in
shape. Of course, all shapes support chaotic classical dynamics. In some systems the lead width
was varied, too.

The results for each system are summarized at two pages. The shape is illustrated by a scatter-
ing state and all system parameters are shown in a tabular. Each system has a geometric parameter
which was varied in order to improve the statistical average. The number of different parameter
values is denoted by “no. of geom. conf”. The details of the energy average vary with the lead
width; “50 in (0.93,1.18)E,” denotes that the energy average is done over 50 equidistributed
energies in the range 0.93E£0...1.18E).

The plots for the transport properties (7', ) and intensity distribution (/3) are built in the same
way as in the previous sections. The gray arrows in the transmission plots for B = 0 mark the
position at which the fraction of configurations with only unstable solutions reaches 0.02. This is
corresponds to the plot of the fraction of unstable parameter configurations.

6.3.1 By: The clipped triangle

This cavity (Fig. 6.19 and Fig. 6.20) is a triangle which is clipped at one corner by a circle. The
geometry is varied by changing the vertical position of the right lead. The fraction of unstable
configurations grows faster than in Bs, the fraction 0.02 is reached at ¢ = 0.03. The numerical
calculated transport properties are well described by the semiclassical prediction for zero mag-
netic field, but for large magnetic field there seems to be a small g-dependent shift. The transport
T shows no clear peak structure for large interaction strengths ¢ as it was the case for Bs. The
intensity distribution parameter for By shows the same behaviour as for Bs.

Overall one can say that for By the agreement between numerical results and semiclassical
prediction is quite good.

6.3.2 B;y: The stomach billiard

This cavity (Fig. 6.21 and Fig. 6.22) is a half-circle with two obstacles. For geometric variation
we move the lower obstacle to the left and to the right. This lower obstacle prevents direct paths
from the left to the right lead which would disturb the semiclassical analysis.

For historical reasons the intensity distribution is only done for 4 geometric configurations
compared to the transport properties which use 11 configurations. This might explain the fact
that the numerical obtained intensity distribution parameter 5 looks like it has a magnetic field
dependent tilt. The numerical obtained absolute amplitude of 3 does also not fit the semiclassical
prediction very well. It is possible that the agreement between numerics and semiclassics would
improve with a more comprehensive geometrical average.

In the non-interacting case it looks like the amplitude of the Lorentz peak (dip) in reflection
(transmission) is reduced in comparison to the semiclassical prediction. This is probably due to
non-universal short paths. The corrections due to the non-linear interactions are well described
by the semiclassical theory.
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6.3.3 BB;;: The half circle (narrow leads)

This cavity (Fig. 6.23 and Fig. 6.24) consists of a half-circle with one obstacle. This obstacle
is moved around for the geometrical average. Direct paths from the left to the right lead are
prevented by shifting the right lead downwards. The lead openings are rounded to minimize
diffraction effects.

The leads are quite narrow and have only N = 4 modes open. This explains why the fraction
of unstable configurations raises very rapidly. The fraction 0.02 is reached at g = 0.018.

In the non-interacting case it looks like this system has a preference for reflection as the nu-
merical reflection (transmission) is enhanced (reduced) in comparison with the semiclassical pre-
diction. This is probably due to paths coming straight out of the left lead, hitting the right wall
and going back to the left lead. The corrections due to the non-linear interactions seem to be well
described by the semiclassical theory.

The intensity distribution parameter (3 is qualitatively well described by the semiclassical the-
ory, except for the overall shift in g and a small magnetic field dependent tilt.

6.3.4 [3;5: The half circle (wide leads)

This cavity (Fig. 6.25 and Fig. 6.26) has the same shape as B;; (Sec. 6.3.3) except that the leads
are wider. There are N = 6 lead modes open and and thus the fraction of unstable configurations
raises much more slowly than in B;;. The fraction 0.02 is reached at g = 0.047.

In the non-interacting case we see a preference for reflection as in By;. Qualitatively the semi-
classics describes the numerics well, but quantitatively not. One also has to take the quite low
number (i.e. 5) of geometric configurations used here into consideration. This leads to large
statistical errors which might be in part responsible for the discrepancies.

6.3.5 [B;3: The limacon (narrow leads)

This cavity (Fig. 6.27 and Fig. 6.28) is a wide open limagon (see also Sec. 5.8.1) with two leads
attached to the left. The vertical position of both leads can be varied for the geometrical average.
Particles are injected into the upper lead.

The number of unstable configurations rises quite fast for a system with N = 5 open leads;the
fraction 0.02 is reached at g = 0.029.

In the non-interacting case it looks like this system has a preference for transmission as the
numerical transmission (reflection) is reduced (enhanced) in comparison with the semiclassical
prediction. This is probably due to paths coming straight out of the upper left lead, hitting the
right wall and going into the lower left lead. The corrections due to the non-linear interactions are
qualitatively described by the semiclassical theory, albeit the statistical error is quite large because
the geometric average is only performed over 4 configurations. The statistical error hampers also
the numerical values for the intensity distribution parameter /3.

6.3.6 By4: The limacon (wide leads)

This cavity (Fig. 6.29 and Fig. 6.30) has the same shape as B3 (Sec. 6.3.5) except that the leads
are wider. There are NV = 6 lead modes open and and thus the fraction of unstable configurations
raises more slowly than in 3;3. The fraction 0.02 is reached at g = 0.047.
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In the non-interacting case again a preference for transmission is seen as in B13. The corrections
induced by the non-linearity for 7, fit the semiclassical prediction better than the corresponding
corrections for 7. The reason might be that the statistical error of R, is a priori smaller than the
statistical error of 7'; and therefore the discrepancies might be due to insufficient averaging.

The agreement between numerics and semiclassics for the intensity distribution parameter [ is
quite nice, apart from the g dependent shift.
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par. | value description
VQ | 27.07ky !
N |5 no. of lead modes
W | 547kt lead width
Az | 0.081 7kt lattice spacing
n 136569 lattice dimension
™D 320.8]';11:0.9671),u classical dwell time -
B, | 0.4638, =
13 no. of geom. conf. -
50in (0.93,1.18)E, | energy average
0.20 1 _ more than T
i one stable . .
[ Figure 6.19: The upper part of this page shows
g 015k Sgls{able the sy‘stem By (see Sec. 6.3.1) and the corre-
S sponding parameters. The left figure shows the
% fraction of unstable configurations. The lower
W figure shows the transport properties for B = 0
while the lowest figure shows the intensity dis-
tribution parameter f3.
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Figure 6.20: This figure shows the transport properties of By (see Sec. 6.3.1 and Fig. 6.19).
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par. | value description
VQ | 2637kt
N |5 no. of lead modes
W | 5.4nky? lead width
Az | 0.081 7kt lattice spacing
n 114851 lattice dimension
™D 266.7]';11:0.8471)7u classical dwell time
B, | 0.844B,
11 (only 4 for 3) no. of geom. conf.
50in (0.93,1.18)Ey | energy average
0.20 { _ more thanf 7
i one stable 1
015k k Figure 6.21: The upper part of this page shows
g F [ _ only ] the system By, (see Sec. 6.3.2) and the corre-
‘S I unstable sponding parameters. The left figure shows the
% 0.10 a fraction of unstable configurations. The lower
B [ figure shows the transport properties for B = 0
0.05p ] while the lowest figure shows the intensity dis-
0.00 / ——71 | tribution parameter f3.
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Figure 6.22: This figure shows the transport properties of 5y, (see Sec. 6.3.2 and Fig. 6.21).
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par. | value description
VQ | 2617k
N |4 no. of lead modes
W | 4.57ky? lead width
Az | 0.081 7kt lattice spacing
n 113059 lattlce dlmensmn
p | 352.4j,'=0.941p,
B, | 0.486B,
21 no. of geom. conf.
50 in (0.9,1.14)E, energy average
— _ more thanp
! one stable
0.15} |
[ | _only
g [ unstable
= 0.10F
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© [
| - |
= 0.05 5
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Figure 6.23: The upper part of this page shows
the system Bj; (see Sec. 6.3.3) and the corre-
sponding parameters. The left figure shows the
fraction of unstable configurations. The lower
figure shows the transport properties for B = 0
while the lowest figure shows the intensity dis-
tribution parameter f3.
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Figure 6.24: This figure shows the transport properties of 31 (see Sec. 6.3.3 and Fig. 6.23).
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par. | value description
VQ | 2847k !
N |6 no. of lead modes
W | 6.3mky* lead width
Az | 0.081 7kt lattice spacing ‘, ‘:. "
n 136326 lattice dimension 0
o | 287.95,1=0.917p classical dwell time ““m @ W\' J
B, | 04978,
5t no. of geom. conf.

| _ more thanf T
0.15F one stable
c | _only
S 0.10}F unstable
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e [
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50 in (0.96,1.17) Eq

energy average

Figure 6.25: The upper part of this page shows
the system By (see Sec. 6.3.4) and the corre-
sponding parameters. The left figure shows the
fraction of unstable configurations. The lower
figure shows the transport properties for B = 0
while the lowest figure shows the intensity dis-
tribution parameter f3.
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Figure 6.26: This figure shows the transport properties of ;2 (see Sec. 6.3.4 and Fig. 6.25).
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par. | value description
VQ | 2937kt
N |5 no. of lead modes
W | 5.4mky? lead width
Az | 0.081 7kt lattice spacing
n 152418 lattice dimension
™ 351.4]';11:0.97137u classical dwell time
B, | 0.165B,
4 no. of geom. conf.
50in (0.93,1.18)E, | energy average
0.15 _ more thanF———————
| one stable Figure 6.27: The upper part of this page shows
L | _only -
g 0.10F |~ unstable the sy§tem Bis (see Sec. 6.3.5) and the corre
S sponding parameters. The left figure shows the
% fraction of unstable configurations. The lower
4= 0.05F figure shows the transport properties for B = 0
[ while the lowest figure shows the intensity dis-
0.00 P tribution parameter (3.
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Figure 6.28: This figure shows the transport properties of 313 (see Sec. 6.3.5 and Fig. 6.27). Note
the different ordinate ranges for 7'.
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par. | value description . -
VQ | 29.37k;! RO
N |6 no. of lead modes mj) ‘O::\.°
W | 6.37ky! lead width a7 A
Az | 0.081 k" lattice spacing
n 156122 lattice dimension
o | 296.45;,'=0.887p, | classical dwell time
B, | 0.1845,
17 no. of geom. conf.
50in (0.99,1.18)E, | energy average
0.15 _ more thanf T
one stable
Figure 6.29: The upper part of this page shows
g 0.10k|_only ] the system B, (see Sec. 6.3.6) and the corre-
= [ unstable sponding parameters. The left figure shows the
% [ fraction of unstable configurations. The lower
¢ 0.05F . figure shows the transport properties for B = 0
: while the lowest figure shows the intensity dis-
I / tribution parameter f3.
0.00 — —L

°0.00

0.02 0.04

0.06 0.08

9ITp /N

-+ g=0.01

~9g=0.02 ==g=0.03 »g=0.04 --g=0.05

0.16

T . T
L numerical

0.12
Q
0.08
[ . . . [ prediction . | [ humerical (shifted) |
0.04 2 0 +2 -2 0 +2 -2 0 +2
B/B B/B,, B/B,,



6.3. Other geometries 171

0.16F

N 0.04

0.00

0.58 g id

0.56]-

et §g=0.015k e L
] — §=0.020——
0.04

0.025
.030
.035
.040

i
[elele]

L g-
1 0.02

2 0 +2 2 0 42

0.00 B e

B/B, B/B,

Figure 6.30: This figure shows the transport properties of 314 (see Sec. 6.3.6 and Fig. 6.29). Note
the different ordinate ranges for 7'.
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Figure 6.31: The left panel shows the mode resolved reflection for various values of g. The peak
at n = 0 in the non-interacting case g = 0 is called the the coherent backscattering effect. The
normalization of 2 is chosen such that 1 corresponds to a scenario in which scattering into each
mode both in transmission and reflection would be equal. The green point illustrates the size of
the typical statistical error. The right panel shows a typical realization of the disordered potential.

6.4 Related effects in mesoscopic systems

6.4.1 Coherent backscattering in disordered potentials

In the previous sections we have studied the weak localization effect in classical chaotic cavi-
ties. These are ballistic systems, so called because the classical trajectories follows straight lines
between bounces at the boundaries because of the flat potential V' = 0.

But a related effect, also called weak localization, can be studied in diffusive systems [3, 190].
Instead of flat potentials (with hard walls) one uses disordered potentials V()

for these kind of systems. The energy (and geometric) average is replaced by an average over
different realizations of V(7). A manifestation of weak localization in diffusive systems is the
coherent backscattering effect on which we will focus now.

While the works [98, 99]'® investigated coherent backscattering using time-dependent propa-
gation methods, we now reproduce these results using non-linear stationary scattering states as
explained in Chap. 5. This gives another confirmation that both methods give equivalent results.
The numerical details are equivalent to those presented in Sec. 6.1.4.

We use a Gaussian correlated disordered potential

(V(r)) =0

VIV () = V2 exp [_\’“—7"2] 6.25)

202

18 The ¢ used in these works is a factor of two larger than the g used here.
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in a rectangular patch of dimension W ko = Wy ko = 40 (see Fig. 6.31). In the y-direction
we are using periodic boundary conditions in order to simulate a disordered potential of infinite
width but finite length. To the left and to the right of the disordered strip the potential is flat.
The potential parameters are Vy = 0.614F, and oky = % This ensures that roughly half of the
incident particles are transmitted and half are reflected and that the correlation length o is smaller
than the wave length. The average is taken over 1000 disorder realizations while the energy Ej is
kept constant.

We inject particles from the left. The source modes are the plane waves x.,(y) = exp [2miny /W,)].
For our parameters the modes n = —6 - - - -6 are open. In experiments n corresponds to an angle.
The (total) incident current is chosen as ji, = Eoh~'W,ko. This ensures that the current density
is independent of .

We only use the mode n = 0 to inject particles into the system. Then we measure the mode-
resolved current in reflection. Fig. 6.31 shows the numerical results. In the linear case g = 0 the
reflection into the incident mode n = 0 is enhanced by roughly a factor of two in comparison
to all other modes n # 0 which all carry a similar current. This enhancement is called the co-
herent backscattering effect because it is caused by constructive interference between a scattering
path and its time reversed counter-path inside the scattering region [3, 190]. This resembles the
diagonal terms for the (self-)reflection in classical chaotic billiards (see Fig. 6.1).

For increasing interaction strength ¢ the height of this peak at n = 0 gets reduced until it
becomes a dip. Simultaneously the reflection in the other modes n # 0 is increased. For large g
the dip is quite prominent in these diffusive systems while in ballistic billiards the dip vanishes in
the background for g — oc.

6.4.2 Time-reversal mirrors in chaotic cavities

Chaotic billiard systems have the nice feature that one can implement a kind of time-reversal
mirror with them [36, 74, 115]. Up to now this effect has only been investigated in the non-
interacting case on which we will focus here. The study of the interacting case would be a nice
extension of this work. This section reproduces the results of [36] using our numerical framework.
The time propagation is done using the split-operator method introduced in Sec. 4.5.

The time-reversal mirror can be implemented by propagating a Gaussian wave packet inside a
closed cavity. The value' of the wave function ¥(7) is recorded at a single point 7 = 7. After
a certain time t, the cavity is emptied and we begin to inject particles using a source S(r) =
So(t)o(r — 7o) centered at 7 into the system. The source amplitude Sy(t) is modulated by
the complex conjugated and time-reversed data we collected earlier. This information is enough
to reconstruct the initial wavefunction after a time interval of length ¢, (see Fig. 6.32). This
works only because the classical dynamics is chaotic. The semiclassical analysis of [36] gives a
quantitative prediction of the revival. As we seen in Fig. 6.33 the agreement between numerics
and semiclassics is quite good.

19 We need both amplitude and phase here. This is somewhat problematic for matter wave systems as experimen-
tally the recording of the phase can only be accomplished by a measurement thus disrupting the time propagation.
The experiment would have to we repeated from the start for each timestep. Better suited experimental systems use
sound waves or microwaves. The time-reversal mirroring has already been experimentally realized using these sys-
tems. For microwaves non-linear media which are described by a non-linear Gross-Pitaevskii-alike wave equation
are available.
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Figure 6.32: This figure illustrates the time-reversal mirroring. The initial wavepacket is prop-
agated inside the cavity and the wavefunction is recorded using the antenna at r( (blue point).
Then the cavity is emptied and the time-reversed and complex-conjugated signal is feeded into
the system. At the intermediate time t = —0.5t, the wavefunction is completely spread out over
the cavity. At the final time ¢ = 0 the initial wavepacket is reconstructed. Also shown is the
autocorrelation function.
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Figure 6.33: The left panel compares the numerical (black solid line) modulus of the wavefunc-
tion at the point ry = 0 with the semiclassical prediction (red dashed line) in a small time interval
around ¢ = 0. The right panel compares for the fixed time ¢ = 0 the modulus of the wavefunction
along a section in horizontal (black solid line) and vertical (blue solid line) direction with the
semiclassical prediction (red dashed line). The constant C' is chosen so that the maximum value
is one.

6.4.3 Half-period Aharonov-Bohm oscillations in disordered rings

An effect related to weak localization can be observed in one-dimensional ring systems with dis-
order potentials for vanishing interaction g=0 as investigated in Sec. 5.9. If we average the trans-
mission over many disorder potentials, the period of the Aharonov-Bohm oscillations changes
from 1 to % This is a quantum interference effect?® which can be explained using a diagrammatic

20 In reflection a path circulating clockwise around the ring has to be paired with its time reversed counterpath
circulating counterclockwise (because of the disorder average). This gives two times the phase due to a gauge field;
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1 _ Figure 6.34:  This figure
— V=0.05| shows how the frequency of
| = V=0.10f" the Aharonov-Bohm oscilla-
— V=020 tions doubles with increas-
- V=0.30] . ~ .
V—0.40| M8 strength V' (measured in
units of Fj) of the disorder
potential. We assume a van-
ishing interaction g=0. The
green point illustrates the sta-
tistical error bars. We use an
arithmetic average here.

perturbation theory involving crossed diagrams [6, 59].

Fig. 6.34 illustrates this effect. We use a ring of circumference Ly=45.027k; ', lattice spacing
Ax=1/157k, ", vanishing artificial confinement V.=0 and a Gaussian correlated disorder poten-
tial with correlation length 0=0.457k; " as described in Eq. (6.25) . The statistical average is
taken over 400 disorder realizations for one fixed chemical potential = FEj.

For vanishing disorder V=0 the transmission is a periodic function of the magnetic field B with
period 1. This is the normal Aharonov-Bohm effect. For increasing strength V of the disorder
potential the transmission becomes a periodic function of the magnetic field B with period %
For very large values of V' one has to use the geometrical average (not shown here) instead of
arithmetical average (shown here) to study the effect.

The example presented here uses vanishing interaction g=0. I have also done numerical sim-
ulations for non-vanishing interaction strengths g. But no interesting effect was visible before
the transmission became time-dependent for nearly every disorder realization. It would be a nice
extension of this work to somehow stabilize the transmission through the rings for non-vanishing
interaction g. Perhaps one has to switch the interaction g gradually off outside the ring or one has
to use a finite width for the ring.

6.5 Summary and outlook

In this chapter we have studied the weak localization effect numerically and analytically for sev-
eral different billiard systems with classical chaotic dynamics. The numerical investigation used
stationary scattering states of the Gross-Pitaevskii equation as described in the previous chapters
while the analytical study used semiclassical tools. The semiclassical analysis showed that the
weak localization effect exhibits universal behaviour, i.e. the results do not depend at the specific
details of potential and the shape of the cavity. For vanishing interaction strength g = 0, the weak
localization effect (in reflection) manifests itself as a Lorentzian peak structure as function of the
magnetic field on top of a constant background. For finite values of the interaction strength g, the
height of the peak gets reduced. This reduction is more effective in the middle than at the flanks
such that a double peak structure with a dip in the middle emerges. The numerical results agree
qualitatively very well with this semiclassical prediction, but quantitatively there are some devi-

hence period % Without the disorder average the two paths do not need to form a time reversed pair; the length
difference between the two paths may assume any integer multiple of the circumference; hence period 1.
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ations. Especially the amplitudes of the background and the peak do not always agree with the
universal semiclassical prediction. This is due to non-universal short path effects. If one removes
this short path effects by studying the difference between reflection for g = 0 and finite values of
g, the quantitative agreement becomes very good. For vanishing interaction strength g = 0, the
non-universal Aharonov-Bohm oscillations effects in the annular billiard B5 (Sec. 5.8.4) can at
least qualitatively be well described by a non-universal semiclassical analysis.

Similar results as for the reflection have been found for the transmission and the intensity
distribution. Quantitatively the agreement is better for some billiards than for others. This is
probably due to non-universal effects, most notably system specific short trajectories inside the
billiards. Using more geometric configurations for the statistical average generally improves the
quality of the numerical results. For large values of the interaction strength g, no dynamically
stable stationary scattering states exists and the flow becomes time dependent. Narrow leads are
responsible for a quick rise of unstable parameter configurations.

As outlook, there are several other robust interference effects in mesoscopic systems (time-
reversal mirrors in chaotic cavities (Sec. 6.4.2), Aharonov-Bohm oscillations in disordered rings
(Sec. 6.4.3)) for vanishing interaction strength g = 0 which are worth studying for finite values
of g. Furthermore, weak localization in diffusive systems with non-vanishing gauge field and
non-vanishing interaction has not yet been studied. The universal conductance fluctuations (see
Sec. 6.1.3) could also be studied for non-vanishing magnetic field and interaction strength. An-
other feature of wave propagation due to the underlying classical dynamics is the formation of
caustics in wave fronts [147]. The influence of a non-linearity on this effect is also worth studying.
On the theoretical side, a full semiclassical diagrammatic perturbation theory for the intensity dis-
tribution (and for the conductance fluctuations) for finite values of g is desirable (albeit probably
very difficult).

This whole thesis is based on the mean-field description of Bose-Einstein condensates. This is
only an approximation of the true many-body dynamics. Of course the crucial question is now
under which conditions this mean-field theory is valid and when does it break down. A beyond
mean field approach based on cumulants can give at least partial answers to this question in one-
dimensional systems [67, 87, 120]. An extension of these results to two-dimensional systems
would be desirable albeit computational extremely expensive.

Another beyond-meanfield approach investigates the true many-body dynamics in very small
systems using a Bose-Hubbard model. In this setting some kind of coherent backscattering in very
tiny ring systems with disorder potential can be observed [63]. It would be desirable to obtain
similar results for weak localization in chaotic cavities albeit the number of sites necessary to
perform useful simulations of two-dimensional billiard cavities is well beyond any capabilities of
even the fastest supercomputer. The work [63] also develops an alternative semiclassical theory
of the true many-particle dynamics. While the semiclassical theory developed in Sec. 6.1 keeps
the particle number N fixed and uses a stationary phase approach for 2 — 0 (allowing us to
regard quantum effects as a perturbation around classical mechanics), [63] keeps £ fixed and uses
the stationary phase method for NV — oo. This allows one to regard the true many-body dynamics
as perturbation around the mean-field equation of motion. Perhaps one could build on this and
use the mean-field approach to study the true many-particle dynamics in chaotic cavities.

The most time consuming part of all calculations of stationary scattering states is the solution of
linear systems of equations. This also limits the size of the system studied in this work. A reliable
iterative method to solve these linear systems of equations would be desirable as discussed in
Sec. 3.9.



Appendix A

The Newton method

We present here a short derivation of Newton’s method as described in [157]. Let F' : R™ — R"
be a two times continuously differentiable function. The goal is to find a solution ¥ of the non-
linear system of equations F’ (\if) = 0. Let ¥, be an initial guess for the solution 0. We start by
linearizing F' around ¥,

F(Uy + AV) = F(¥,) + DFAT + O(| AT |?)

and using the linear part F'(¥o) + DF AW as an approximation to F'. The zero of this linear part
can be easily calculated

F(U))+DFAY =0 = AU =—(DF)" F(T)
giving Wy — (DF) ™" F(W,) as an better approximation to W. This process can be iterated
U, =W, — (DF) F(T,) (A.1)

giving a sequence of successive better approximations to 0. This iteration is called the Newton
method. The convergence behavior of this sequence can be analyzed using the function

G(U) =V — (DF) 'F(¥)
whose derivative is given by!

DG =1- [D(DF)'| F — (DF)"'DF = — [D(DF) | F

We note that at the solution ¥ of F (\i/) = ( following relations hold:

G(U) =T DG =0.

' As (DF)~! is a matrix, i.e. a linear mapping R™ — R", the object D(DF)~! is a tensor, i.e. a bilinear mapping
R™ x R™ — R™.
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The Newton iteration (A.1) can be written as V,,,; = G(¥,). We now use the linearization of
the Newton iteration around W:

G(V,) = G(T + T, — ¥) = G(T) + DG(V,, — ¥) + O(|w, — ¥[)
T,_/ — VO
n+1 \\

giving us the relation ,
[ors = ¥ = 0w - ¥

which implies local quadratic convergence. This means once we get into the vicinity of 0 where
the error term H\I/n — \IJH 1s sufficient small each successive iteration will double the number of

correct digits of the approximations U,,. Of course this only works if DF is not singular at ¥ and
if [ 1s two times continuous differentiable.

In practical applications quadratic convergence is quite fast and the best one could hope for.
There are higher order iterative methods but they are much more complicated so that they are
impractical, especially for multi-dimensional systems of equations [201].

If the start vector ¥, is not sufficient close to a solution W of F (\il) = 0, the Newton iter-
ation (A.1) becomes quite erratic. The vectors V,, can wander wildly through R" without ever
converging. The correction term — (DF)~" F(¥,,) may become unreasonable big if the iteration
hits the vicinity of a non-zero local minima of ||F(¥)||* where DF becomes singular. Or the
iteration can hit a basin of attraction of a solution ¥ by chance. But if there multiple solutions ¥
the solution it converges to is quite randomly chosen.

Consider for example the equation 2* — 1 = 0. Here Newton’s method has following form:

3
zn—1

32

“ntl = Zn — (A2)
Depending on the starting value zj this iteration eventually converges to one of the three solutions
{1,et?27/3 ¢=27/3) But given z, one cannot tell which solution the Newton iteration converges

Figure A.1: The figure shows the basins of at-
traction of the Newton iteration (A.2). Points
colored in red converge to the solution 1,
points colored in blue converge to e*2™/3 and
points colored in green converge to e *>"/3,
The solutions themselves are shown as black
dots. The border between the basins has a
complicated fractal structure.
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to because the basins of attraction for the three solutions are fractals [164, 172] as depicted in
Fig. A.1.

This erratic behavior of the Newton iteration is sometimes unwanted. In this cases one can
tame the Newton method by a region of trust approach. A popular choice is Powell’s dog leg
method [140, 157, 170]. At the very heart this method uses a Newton iteration. But if it becomes
apparent that the Newton method is about to fail it uses different iteration steps based on a steepest
descent approach. Therefore this method can sometimes find solutions where the Newton method
fails. Also the iteration does not wander wildly around. Instead it might get struck at non-zero
local minima of || F'(¥)||* and so Powell’s dog leg method cannot guarantee to find a solution of
F(W) = 0. This is a grave disadvantage but on the other side this characteristic makes Powell’s
dog leg method very useful in the related topic of multi-dimensional function optimization where
one is especially interested in such minima of || F'(¥) ||2 Indeed, the optimization problem and
the root finding problem are inherently related because the zeros of the function R" — R" defined
as W — F(W)TDF are the extremal points of the function R” — R defined as ¥ — | F(¥)]?
where in this context F'is allowed to be a function R" — R™.

Conclusion

The Newton method is a purely local algorithm to calculate solutions of F'(¥) = 0. The conver-
gence properties depend strongly on the start vector V. Global convergence cannot be guaran-
teed. If one wants to ensure to find a solution of F/(¥) = 0 one therefore has to use some other
method, for example the continuation method described in Sec. 5.3. But if the Newton method
converges, the convergence speed is quadratic which is quite rapid.



Appendix B

The Onsager relations

In this appendix we will derive the Onsager relations which predict that for two terminal devices
(i.e. systems with two attached leads) the total transmission is a symmetric function of the mag-
netic field B (see Eq. (B.16)). During the derivation it will become obvious that such a strict
symmetry can only hold in the non-interacting case g = 0. The scattering matrix related part of
this appendix follows [50]. For some additional information see Sec. 5.8.4 where the breakdown
of the Onsager relations is discussed for a specific example billiard.

In this appendix we work with the continuous (i.e. undiscretized) system which implies that
the Hilbert space we work with is L?(R?). The Hamilton operator we use here is the usual two
dimensional one with a magnetic gauge field (Eq. (2.17) without interaction):

1 , 9
H= Qm[ ihV — qA(r)]" + V(r).

We assume that the scattering system has two attached leads. A prototype of such a system is
shown in Fig. 3.11 but nearly all other systems studied in this work are also of this type. For the
sake of simplicity! we assume that the magnetic field (and also the gauge field) is adiabatically
switched off inside the leads as explained in Sec. 3.6.4. In Sec. B.1 and Sec. B.2 we assume
the non-interacting case ¢ = 0 while in Sec. B.3 and Sec. B.4 we investigate the effect of a
non-vanishing interaction.

In order to avoid confusion we here list the notation for matrix operations used in this appendix:

A* complex conjugation without transposition
AT transposition without complex conjugation
Af the hermitian adjoint, i.e. transposition and complex conjugation

B.1 Symmetries of the scattering matrix

Lead no. 1 and no. 2 are assumed to have N; and N, open channels respectively. The first step is
now to introduce a current amplitude vector (i.e. the squared modulus is the current) of following

! The derivation presented in this section is still valid for a constant non-vanishing magnetic field inside the
leads. But the details are more involved as the lead-eigenmodes are then determined by a quadratic eigenvalue
problem [84, 199, 208]. Especially the operators P and () have to be adjusted.
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form:

_ T N1+N2
T = [5131,1, T125--+,T1,N,T2,1,%22, - - - >$2,N2] eC .

The next step is to introduce a linear operator
P CNtNe L2<R2)
T = [xlzn]l,n — Z Ty tha/ Bk /0 X (7 — 7)) - nfn)é((r —Tipn)  Myp)

I,n

which creates a source term .S at position 7; , with normal n;,, when applied to the channel am-
plitude vector x. This source term S is assumed to excite a incoming plane wave with amplitude
proportional to z;,, and current equal to |z;.,|? in lead [ and channel n (lead eigenmode x;.,,(y),
wave vector k; ,, corresponding to energy 1) when subjected to the retarded Green function. This
is the multi-channel continuum equivalent of Eq. (3.47) (see also Eq. (3.23)).

Likewise we introduce the linear operator

Q: L*(R?) — CMHie
o [Vl /m [ = i) 0 )0 = i) - mu)de

Iln
which measures the current amplitudes of the plane waves corresponding to each channel inside
the leads. At a wavefunction which is exited by the source term .S the operator () measures the
sum of the amplitudes of the ingoing and outgoing plane waves. In order to measure only the
outgoing component we have to remove the incoming part which is excited by the source. The
removal of the incoming part can be either done by a projection method as explained in Eq. (3.26)
or we can use the fact that the amplitude of the excited incoming plane wave at the position of
the source is equal to x;,+/m/(hk;,) and thus can be simply subtracted. The latter option is
implemented now.
We are now ready to define the scattering matrix S € Mat ((NV; + No) x (N; + N;),C) as
follows:
Sngréwz’e—H]—lP—l. (B.1)
>0
This is nothing more than a reformulation of the Fischer-Lee relation Eq. (3.48) [50, 127] in a
more abstract way better suited for the purposes of this appendix.
This scattering matrix S relates the incoming current amplitudes = with the corresponding
outgoing current amplitudes y as follows:

y=38z. (B.2)
Current conservation is automatically included as follows (see Sec. B.4):
||x||2 = HyH2 or equivalently z'z = y'y . (B.3)

The most important observation is now that as P,() and H (and therefore [u + ie — H ]_1) are
linear operators, the scattering matrix S is also a linear operator, i.e. it satisfies the superposition
principle:

y=8r and neC leadsto ny =nSr = Snx

yo=3Sz9 and y; = Sz; leadsto yo+ 1 = Sxo+ Sz1 = S(x9 + 71) . (B.-4)
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The current conservation Eq. (B.3) and the superposition principle Eq. (B.4) allow us now to
establish the unitarity of the scattering matrix S.
Eq. (B.3) is the statement that for every vector z € C"+"2 we have following relation:

ote = 21STSx . (B.5)
Let u,v € CM+N2 we now two arbitrary vectors. We can now use the linearity of S and Eq. (B.5)
to conclude:

1 1
ulv = Z(u—i— U)T(u +v) — Z(U — v)T(u —v)

1 1 (B.6)

= Z(u +0)1STS (u + v) — i(u —0)ISTS(u —v) = ulSTSv .

As u and v are arbitrary (finite-dimensional) vectors it follows automatically that the scattering
matrix S is unitary:

Sis=85"=1. (B.7)

This is the first important symmetry of the scattering matrix S.
The second important symmetry of S involves the magnetic field B corresponding to the gauge
field A. We start with Eq. (B.2)
y=38(+B)

and taking the complex conjugate of this equation:
vy =8(+B)" z*. (B.8)

In order to understand what effect the complex conjugation has we look at the wave function
U=[u+ic— H ]_1 Pz inside the cavity where the source term S = Pz vanishes:

1
%[—th—qA]z\If—i—V\Il:,u\If.

The complex conjugation transforms this equation into:
1

5 [—ihV 4+ qA]? U* + VU™ = 0 | (B.9)
m

From this equation we see that the complex conjugation has two effects: The magnetic field is
reversed and the incoming/outgoing plane waves are interchanged. Therefore we can interpret
Eq. (B.9) as follows:

t* =S(—B)y* orequivalently y*=S(—B)" 2. (B.10)

In the last step we have used the unitarity of the scattering matrix Eq. (B.7) and thus implicitly
assumed that the superposition principle holds.
Combining Eq. (B.8) and Eq. (B.10) we can establish the second important symmetry of the
scattering matrix S:
S(-B) =S(+B)" . (B.11)

In summary we have derived here following symmetries of the scattering matrix S:
St=4g" unitarity, Eq. (B.7)
S(—B) =S(+B)" magnetic field, Eq.(B.11) .
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B.2 The Onsager relations

In order to derive the Onsager relations we start by splitting the scattering matrix into four blocks
corresponding to the two leads:

S: 7-\)f1<—1 7~1<—2
’T2<—1 R2<—2 .

Here 75,1 is the transmission matrix from lead 1 to lead 2, R, is the reflection matrix from
lead 1 into itself. 7;. 5 and Rs. o are the corresponding matrices with the other lead as source.

The first step is to use following relation which is a consequence of the unitarity of the scatter-
ing matrix (B.7) and of the fact that S is finite-dimensional:

Sis =SSt

This gives us four matrix relations between 72, 1,R1. 1,712 and Rs, 5. The most useful relation
is

,R'L—lRl(—l + 7;2—17'2e1 - Rh—lRL—l + 71<—27'1J[<—2 .

We proceed by taking the trace of this matrix equation and using the cyclic invariance of the trace
to get
tr {7;<—2T1T<—2} =tr {75<—1T2T<—1}
Z |7E<—2,(m,n)|2 - Z |7i2<—1,(m,n)|2

m,n

(B.12)

Defining the total transmission 7', i.e. the transmission summed over all incoming modes, as

Tico =Y |Ticomml® and Toci =D |Tactimml’ (B.13)

we can rewrite Eq. (B.12) as
Tio="To (B~14)

which implies that the total transmission is the same for both directions from lead 1 to lead 2 and
from lead 2 to lead 1.

The second step is to use the symmetry (B.11) with regard to the magnetic field B. This gives
us

711(—2("'3) - ’T2<—1(_B>T

or equivalently using the fact that the trace is invariant with respect to transposition:
tr [ Tia(+B) Tica(+B)!| = tr [Toca(=B) o1 (—B)']
Z |7’1<—2,(m,n) (+B) |2 - Z |7i2<—1,(m,n)(_B)|2 .

Using the total transmission 7’ this can be rewritten as

Ty s(+B) = Ty 1(—B) . (B.15)
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Combining Eq. (B.14) and Eq. (B.14) we finally get the Onsager relation
Ty 1(+B) = Toer(—B) (B.16)

which implies that the total transmission is a symmetric function of the magnetic field.
Analogously to the previous discussion one can define a total self reflection

RS,1<_1 = Z ‘Rlel,(n,n)|2

and directly deduce from Eq. (B.11) following symmetry:
Rs1c1(+B) = Rs11(—B) .

Especially each self reflection term \R1<_1,(n,n) ]2 is a symmetric function of the magnetic field 5.

B.3 The breakdown of the Onsager relations in the interacting
case

The most important ingredient in the derivation of the Onsager relation (B.16) is the unitarity of
the scattering matrix S, i.e. Eq. (B.7), which itself depends on the superposition principle, i.e.
the linearity of H. In the interacting case g # 0 this linearity is broken and so the superposition
principle fails and with it the unitarity of S. So we cannot expect that the strict symmetry of the
Onsager relation (B.16) to hold for g # 0.

We now describe explicitly what we understand as the scattering “matrix” S in the interacting
case g # 0. To this end we introduce the auxiliary function

h2
FoW(r) = [p— HJW(r) = g(r)—|¥(r)"¥(r)
and define the scattering “matrix” as
S=QF'P-1.

For g # 0 the function F is non-linear and so is F'~!. Thus the scattering “matrix” S is a non-
linear mapping CM N2 — CM1+M2 and the name “matrix” is not justified anymore for g # 0.
Especially the inverse mapping S—* cannot be simply calculated by taking the hermitian adjoint.

But we can conveniently define a matrix-like object S which reduces to the ordinary scattering
matrix in the linear case ¢ = 0. To this end we use the unit-vectors e,, € CN1*V2 defined by
len),,, = On.m using the Kronecker-0-symbol:

S = [861|S€2|. .. ‘S€N1+N2] .

This matrix S gives the transmission and reflection if we inject the particles through a single
mode in one of the leads. This exactly what we are doing in this work as we are using pure modes
and not any superposition of modes to inject particles.
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B.4 The generalized continuity equation

As we have seen in Sec. B.1 current conservation is the precursor to the unitarity of the scattering
matrix. While in the non-linear case g # 0 current conservation still holds (see Eq. (B.3)), i.e.

|Sz||> = ||z||° forall zeCM*N2 (B.17)

we will now show where exactly the breaking of the unitarity happens.
Let ¢ and x be two solutions of the Schrodinger equation

o
h—V = HU .
ot

A short calculation gives us
il =6 [ Y — gl v+ V|~ tur [ [inY - gAP o+ Vo)
ot R 12m 1 h 2m 1

=t o [~ROAY" — 2ighd(A - Vi) — ighéu” (V - A) + ¢ A%607]

2mh
; L o ' ) - (B.18)
o [FRTAG = 2ight™(A - V) — ighot™(V - A) — g A%y
. h .k q 4
=V [—22 [PV — V] + LAY cb] .
m m
This is the generalized continuity equation
9 N o e
o WOl =V - | —io— [pVY" =0 V] + —APTg)| . (B.19)
ot 2m m
If ¢ is equal to v this gives us the continuity equation in the usual form [50]
0 . . .
a[qbw]_i_v..?:() (B.20)
where we have introduced the probability current density (see also Eq. (3.51))
. _h « q 4o
j=Im[p"ve] - LAy (B.21)
m m

The generalized continuity equation (B.19) is an alternative route to derive the unitarity of the
scattering matrix Eq. (B.7). Let v and ¢ be two stationary solutions of the Schrédinger equation
corresponding to the energy :

Hp=py and Hé = pg.

Then Eq. (B.19) reduces to

h
V| —is - [0VY Ve + L AYG| = 0.
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We now apply Gauss theorem [33] to get?

0 0

e * * d —
| d/ 1 [¢(l’, )5, Y@ y)" = v(,y) 5oz, y)} Y
[ 6 Do) — ol o) o) dy . B22)

x,y)—v(x —Y(x —o(z . .
Y o Y Y o Y)| ay
lead no. 2
Here without losing generality we assumed that lead no. 1 stretches —x direction, the lead no. 2
in +x direction and that the transversal direction is y.
In lead no. [ the wavefunction ¢ can be decomposed into the lead eigenmodes

m
hk; ,,

¢(r,y) = {%,z,n@HkZ’M + b¢,z,n6_ikl’"$] Xt (Y)

n

and a similar decomposition holds for ¢/. Inserting this decomposition into Eq. (B.22) and using
the orthogonality of the lead eigenmodes gives us

> [“Z,l,na:l,l,n - 3,1,nb*w,1,n} =2 [“Z,z,nafmn - szb*w,zn} -
n n
Keeping track of incoming and outgoing modes we see that this is equivalent to the unitarity of the
scattering matrix S in form of Eq. (B.6). For ¢ equal to ¢ this gives us the current conservation
in form of Eq. (B.17).
The continuity equation (B.20) holds also for the non-linear Gross-Pitaevskii equation

2
ihg\lf(r,t) =HVU(r,t)+ g(r)h—|‘ll(r,t)]2\11(r,t)

ot m

as the non-linear scattering potential g(r)%2 | W (7, t)|? drops out similar to the scattering potential
V(7) in the derivation carried out in Eq. (B.18). But the generalized continuity equation (B.19)
fails to hold in the non-linear case for ¢ not equal to ) as now the non-linear potential does not
drop out. So the current conservation in form of Eq. (B.17) still holds in the interacting case while
the unitarity fails.

2 As the magnetic field is assumed to vanish inside the leads we can always choose a gauge field A(r) which also
vanishes inside the leads [50].
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Transparent boundary conditions

In this section we will derive transparent boundary conditions (abbr. “TBC” henceforth) as de-
scribed in [10, 11] for the Crank-Nicolson time propagation method (4.5) applied to the (one
dimensional) tight binding Hamiltonian (3.11). These TBC will allow us to handle the leads
for time dependent simulations in an appropriate way just like the self energy boundary condi-
tions (3.36) allowed us to handle the leads for Green function calculations. That way we can
restrict the simulation to the scattering region without (almost) introducing any error.

The wavefunction W(x, t) is discretized both in space and time on a regular lattice with spacing
Az and Ay respectively. As an abbreviation we therefore introduce

Ve =W (jAz,nAt) .
Using that notation the Crank-Nicolson method (4.5) can be written as

n+1 n n+1 n
ih\lfj+ - _ H\Ifj+ + U]
At 2
where H is the one dimensional tight binding Hamiltonian (3.11) which is now applied explicitly.
Introducing
_2h 4Am(Ax)? 1 2m(Az)?

r=—1— w=——=

alAt ! hAt o h?

this results in

n+1 n| _ \yn+1 n+1 n+1
P U — ) = 4wt - 2w

7j—1

n n n n+1 n (Cl)
FUT U 20 4w W]

We now split the system into a scattering region 7 > 0 and a lead j < 0. Inside the lead the
potential is assumed to be constant, so V; = V for j < 0. The goal is to eliminate the values of
the wavefunction inside the lead (i.e. \I/;‘ for 5 < 0) from the equation of motion (C.1). To this
end we apply a Z-transformation [58] (which is a discrete form of the Laplace transformation)
inside the lead:

ZUl e y(z) = > Ul for j<O0.
n=0
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We assume that \I/? = 0 forn < 0, i.e. we start with a vanishing wavefunction. As then the
relation .
z{urt £ ur) = (z £ 1)¥(2)

holds, Eq. (C.1) is transformed into

Wi (2) = 2a(2)0;(2) + ¥,_1(2) = 0 (C.2)
with . v
rz— w
p— ]_ —_ - T
o?) =1+ 5777

Eq. (C.2) is a linear three term recursion formula in j with constant coefficients which has two
independent solutions. This recursion can be solved by the ansatz W;(z) = C [b(z)]’. which
inserted into Eq. (C.2) gives an equation for b(z):

[b(2)]° — 2a(2)b(2) +1=0.

From this we get two solutions for b(z):

bi(z) =a(z) £\/[a(2)] = 1. (C.3)

As the relation b (2)b_(z) = 1 holds, one solution has a modulus bigger than one while the other
solution has a modulus smaller than one. In the lead the wave function W7 should vanish for
j — —oo (i.e. x — —o0) therefore we have to select the solution with modulus bigger than one
as the only admissible solution of the recursion (C.2) which is henceforth called simply b(z). The
actual sign used in Eq. (C.3) can be left ambiguous for the moment.
We have therefore the relation . .
Uo(z) =b(2)V_1(2) (C4)

between the first and the second point inside the lead. Introducing the Laurent expansion of b(z)
around z = 0

b(z) =D bz
n=0

we can rewrite Eq. (C.4) as
n+1

Uett =" b U8 (C.5)
k=0

For actual computations it is more convenient to rewrite this equation in a different way. To this
end we introduce

s(z) = (14 2)b(z) = il sn2 " (C.6)

= A+ Bz4/23(B2 — 1)+ 22(AB — 1) + A — 1

where we have defined



189

This allows us to write Eq. (C.5) as

Ut — s U = 50" — U 4+ > s U R (C.7)
k=1

This is the defining equation of the transparent boundary conditions. The simulated region in-
cludes the points j > —1. At the point j = —1 we use Eq. (C.7) for performing the propagation
while for j > 0 we use Eq. (C.1). It is important to stress the fact that the TBC (C.7) are non-local
in time. To compute \117_”{1 we have to know U* , at all earlier times 0 < k& < n. This means we
have to store W", at all time steps which makes the TBC somewhat inconvenient to use.

In order to calculate the coefficients {s, } - | we deduce from Eq. (C.6) the differential equa-
tion s(z) fulfills:

(2)[2(B* = 1) +2:(AB = 1) + A* — 1| =
s(2) [#(B2 = 1)+ AB— 1] + (1 +2)(A- B) .

Inserting the Laurent expansion of s(z) into this differential equation gives us recursion relations
for the coefficients s,,:

n=-1: (B*-~1)s—(AB—1)s.;=B—A
n=0 : 2(B*—1)s;+(AB—1)sp—(A*—1)s_;=B—A
n>1 : (B?=1)(n+2)sp1 +(AB—1)2n+1)s, + (A* = 1)(n—1)s,_1 =0.

Knowing s_; we can calculate all {Sn}nzo using this relations. The missing coefficient s_; can
be calculated from s_; = by = lim, . b(z) and lim, . a(z) = B as

8_1:B:|:\/BQ—]_.

Again the sign of the square root has to be chosen such that |s_;| > 1.

The sum Y7_, s, %" 7" in Eq. (C.7) is inconvenient to carry out because the computational
complexity to evaluate it grows linear in time. Therefore we now introduce an approximation
to this sum. The main idea is to use the exact values {sn}iil and only approximative values
for {s,,},-,,. Here L is some number determining the quality of the approximation. In actual
computations an empirical guideline is that LAt should be of the same magnitude as the typical
time scales involved in the simulation.

To develop the approximation to s,, we introduce the (formal) power series f(z) = Yo% ) Spr12"
and apply a (L — 1, L)-Padé approximation [47, 102] onto it:

PL_l({L')
Qr(z)

Here P, _i(x) is a polynomial of degree L. — 1 and @) (z) is a polynomial of degree L with

@ (0) = 1. Provided that Q)1 (x) has only simple zeros we can now calculate a partial fraction
expansion of the Padé approximation:

f(z) = f: Spp1L" = + Oz .
n=0

Pry(x) i j2

Quz) Ha—-z
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By taking the derivatives of this partial fraction expansion we obtain approximations to the s,:

L
Sn = pig " (C.8)
=1

These relations holds by construction exactly for n = 1...2L but only approximatively for
n > 2L. The conjecture (supported by empirical evidence) is that the approximation converges
towards the exact values of s,, for increasing L but one cannot prove this because the knowledge
of the mathematical properties of the Padé approximation is still limited.

Using this approximation (C.8) one can rewrite the sum in Eq. (C.7) as

n L
Z Sk‘I/CLIk = Z O'ln
k=1 =1

where we have introduced L auxiliary quantities o]* which obey the recursion relations

n n
O-l = .
q

Using these recursion relations we do not have to store the o' and W", at all previous times and
the computational complexity to evaluate the sum this way remains constant with time. The actual

state of the propagation at time step n is determined by {\If?} . and by the {al”}lel. This is

the preferred way to apply the TBC (C.7).

For the simulation of two dimensional systems one can separate the leads into eigenmodes.
Each eigenmode can be treated as an one dimensional system onto which the 7BC can be applied
separately.

The calculation of the Padé approximation and of the partial fraction expansion is numerically
quite delicate and requires eventually that the calculations are done with arbitrary precision float-
ing point numbers. We use the software libraries MPFR and MPC [62, 76] for such calculations.
Luckily the coefficients p; and ¢; do only depend on A,m,Az,At and V' and therefore can be
reused by subsequent simulations.

Jjz=



Appendix D

Block GauB matrix inversion

In this Appendix want to invert a matrix M € Mat ((m +n) x (m + n),C) which consists of
four submatrices A € Mat(m x m,C), B € Mat(m x n,C), C € Mat(n x m,C) and D €
Mat (n x n, C) in following way:

A B
-4 8], |
. . . . . A B m
The figure on the right illustrates the dimension of the involved
matrices more clearly: <
C D ||n
m 7N n >

The inversion process is now done using a blockwise Gauf} algorithm (see for example [179]):

A Bl 0 N 1 A 'B|lA 1t 0 N 1 A'B A1 0
C D|0 1 C D 0 1 0 D—CA'B|-CA ' 1
1 A'B AL 0 1 0|]A '+ A'BS1CA™! —A1BS!
0 1 —S-tcAa-t St 0 1 —S~1CAT St '
Here we used the abbreviation
S=D—-CA'B.

This matrix is called Schur’s complement [85, 179].
Finally get for the inverse of M:

Al + AT'BSTICA | —AT'BS™!
—STICA™! | ST

ol

Of course the whole process assumes that A and S are invertible matrices.
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The Dyson equation

Some readers might be uneasy with the matrix approach used in Sec. 3.5.1 because the matrices
therein are of possible infinite size. But we can justify Eq. (3.36) in a similar way using the
following Dyson equation approach.

Using the notations introduced in Sec. 3.5.1 we define

Hy= RHP + PnH Py
V=PHP;+PiHR =V + V1
giving us H = Hy + V. We now use the general relation
At - B t=B1YB-A)A"
for the specific case A =y — H and B = y — Hy:
(= H)™ = (u—Ho) ™" = (u— Ho) ™ (H — Ho)(n— H)™"

Setting G = (. — H) ' and Gy = (u — Hy) " and considering H — Hy = V we arrive at the
Dyson equation [70, 146] 3
G =Gy + GVG (E.1)

which is an implicit equation for GG. Solving for GG one obtains
~\—1

We are not interested in GG but only onto the restriction of G on region II. So using the projection
operators P} and Fj (defined in Eq. (3.34)) we now split the Dyson equation (E.1) into two parts:

PGPy = PuGoPy + PIIGOVGPH =PGoPy + PIIGOPIIVTPIGPH (E.2)
PGPy = PGPy + PGoVGPy =RGyPV PyGPy (E.3)

Here we have used following relations which follow from the properties of the projection opera-
tors and the definitions:

PV = RVTR GoP, = PGy PGPy =0
RV = PVP GoPu = PuGy .



193

Inserting Eq. (E.3) into Eq. (E.2) we arrive at

GII = -PIIG-PII - P)HGO-PH + P)HGO-PH VT -PIGO-PI VPHG-PH
———— S — ——

(n—Hn)~t  (p—Hn)~! (n—H)~t
giving us the Dyson equation' for Giy:
Gu = (= Hu) ™" + (= Hu) " 'Vi( = H) "'V Gy .
Solving this Dyson equation for Gy we get:
—1
Gn = {1 — (= Hu) "'V — HI)AV} (p— Hu)™!

—1
= {M — Hy—Vi(p— HI)_IV}
=[u—Hy— %" .

Here . is the self energy (3.37). So we arrived at the same result as given in Eq. (3.36).

(E.4)

I Strictly speaking we omitted a projection operator P on the right hand side. Since we only want to apply Gy

onto vectors from range(Py) this projection operator is not necessary and only obscures the derivation.



Appendix F

Derivation of the Peierls phase

In this appendix we want to give a more detailed derivation of the Peierls phase occurring in the
tight binding Hamiltonian (3.50) describing a magnetic gauge field.

We start from the two dimensional continuous Schrodinger equation with a magnetic gauge
field:

1
H=_—[-ihV — qA* +V

2m
h? ¢ o, . Ng hq L
=——A+—A"+i—[V-A|+i—AV+V.
2m 2m 2m m

In the following considerations we focus on the = direction and only consider the special case
A(z,y) = [Agz)} (the y dependence of A is at the moment of no concern). The general case can
be recovered by applying the same considerations to the y direction.

As a first step we discretize the operator (F.1) using the finite difference approximations (3.9):
h? . hg

(H¥); = — Im(Ar) (W1 + Wjma = 205] +io o Ay [T — Uy

2 hq 0A;
+ lqA]? + iq]] U, + VU, + O((Ax)?)

2m 2m Ox

2
Vo, g | oz 04y 2
+ (2a+V;)¥; + [2mAj +z2m e U, + O((Az)?) .

(F.2)

Here we have used the lattice parameter o = —__ introduced in Eq. (3.10). The goal is now

2m(Ax)?
to transform Eq. (F.2) into a more convenient form while retaining the same order O((Az)?) of
the error term.

We first use the relations

Tjt+1 . 21
~Aynr = — [ A(s)as + 1043 agy2 + 104 A pyr 1 o((an)
; 2 Ox 6 Ox? (E3)
+4;80 = — [ As)d $ LA LT s o)) |
Jo = z; 548 2 Ox * 6 Ox? v .
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1
5 [\Ijj—i-l -+ \Ilj—l] = \I/j + O((AJ,‘)Q) \I/j+1 - ‘1’]‘—1 = O(Al‘) (F4)

derived from Taylor series of A(z) and ¥(x) around the point z; to eliminate the term i 1 a(fvf f

from Eq. (F.2):

q q hg 0A,
_ a\I[j+1 1-— ZhA]A$:| — Oé\Iljfl [1 + ZHAJA.CL’] 4+ 787\11
x]“ q - hq 0A,
= on [1 iy 4 ] —a¥ia [1 i) A<8>d81 S 0
_hg 0A; 1 hq A, 1
—iy oy Wi+ W] g ax; Az [Tjo1 = U] + O((Ax)?)

~ et [l [ ] e [1 il [ ] + oaa).

We now use the exponential transformation

2 2

%+1 q [T+ q Tj+1
1-— zf/x s)ds =exp [—zh /x A(s)ds] + o [/ A(s)ds]

J

_ é%i [ / A(s)ds] L O((Ax)")

55]-&-1
=exp [—z/z 1 2h2A2(Ax)
8A . ﬁi 3 3 4

and the equivalent transformation for 1 — i [7¥=" A(s)ds to further eliminate the term 7 A2
from Eq. (F.2):

2

— Wy [1—id [T A(s)ds| — a1 2 IHA ds| + L a2y,
j+1 Z " S| -« i (s)ds| + o,
=—aW¥;exp [—z%/m A(s)ds] —a¥;_;exp [—z/x ]

2
1
— inig [ j4+1 + \If] 1] + 7142\1/ + [\I/j+1 - \Ilj_l] O(Al’) + O((AI)2>

2m
Tj+1

= —aV;,;exp [—ZZ /x

J

Zj+1

J

Tj—1

A(s)ds] —a¥,_;exp [—z;/z A(s)ds] + O((Az)?) .

J

Again we here used the relations (F.4).
So we finally transformed Eq. (F.2) into the form:

(HY); = — aV, i exp [—z /96]+1 s] —aW¥;_jexp [ %/ ]

+ (20 + V) ¥, + O((Ax)?) .

(F.5)

This form (F.5) is superior to the original form (F.2) because of following three reasons:
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e The modulus of the coupling matrix elements is left unchanged in Eq. (E.5). Only the
phase of the coupling matrix elements gets alternated by the magnetic gauge field. This

phase factor exp [—i% J= A(s)ds] is called a Peierls phase [163].
e The tight binding Hamiltonian (F.5) is automatically selfadjoint in contrast to Eq. (F.2).

o If one assumes for a moment that A does not depend on = one can calculate the eigenener-
gies of Eq. (F.5) as it was done in Sec. 3.4.1. This gives as a generalization of Eq. (3.15)
the dispersion relation

qu+2a(1—cos[(k—%A)A:c

) . (F.6)

Because of the relation p = hk this is a realization of the minimal coupling scheme [186]
p — p — qA to include magnetic gauge fields in the framework of the tight binding model.
The same argument is also used in the alternative derivation given in Sec. 3.6.3.

Repeating the derivation of Eq. (F.5) for the the y direction we get the most general discretiza-
tion of the continuous two dimensional Schrodinger equation (F.1) with a magnetic gauge field:

(HWMWDZ(@1+wa)@ww

'qu)A(m v 'qu)A(m v
aexp Zﬁ : T)ar (z+1,y) Q exXp Zh ( | T)ar (z—1,y) (F7)

z+1,y) z—1,y
17 o) (37 )
—aexp |i— r)dr . —aexp |i— r)dr zu—1) -
P h (z,y+1) (@y+1) P h (z,y—1) (@y-1)

This is the most natural generalization of the tight binding Hamiltonian (3.41) to include a mag-

netic gauge field. Here (x,y) is a integer pair describing the point on the lattice. The integral

I} f A(r)dr is taken along the edge connecting the two neighboring lattice points a and b.
Another rigorous derivation of the Peierls phase used in the tight binding Hamiltonian (F.7) is

given in [29].



Appendix G

The stability amplitude in Birkhoff
coordinates

The topic of this appendix is to calculate the stability amplitude A, which appears in the semi-
classical Green function Eq. (6.1). We restrict ourselves to two dimensional billiard systems
where one can use local Birkhoff coordinates [123] to characterize trajectories inside the cavity.
At boundary points r,, we use the arclength along the boundary as position s, and the vari-
able p,, = cosq,, (here «,, is the angle between the trajectory and the tangent) as (dimension-
less) momentum (see Fig. G.1). The derivative of the (discrete) time evolution in the variables
(8, pn) is calculated as follows' (here ¢,, = sin «,, and &, is the curvature of the boundary at point
)19, 123]

8Sn—i—l aSn—i-l An Ln'%n Ln

Dsn Opn — an+1 an+1 nQdn+1 . (G.D
apn-i-l apn-i-l qn+1 Ln"fnJrl
—RnQn+1 — Kp+19n — Ln'%n/fn—ﬁ—l - -
Isn Opn n Gn

The derivative for a trajectory involving bounces at multiple boundary points can be calculated
using the chain rule which amounts to matrix multiplication of Eq. (G.1).
The stability amplitude A, used in the semiclassical Green function Eq. (6.1) can be calculated
as follows:
2m

_ . d(r,r', E)
A,y = W |det a7| 1/2 with a~ =

T op,r,T)

! The signs in this formula depend on the convention used for the local coordinate system, especially for the
curvature. Therefore other authors might use different signs.

il ) Figure G.1: For a trajectory between point r,, and 7,1
‘@ we use the cosines of the angles «,, and o, between
Q the trajectory and the tangents as (dimensionless) mo-

r

n, menta. The length L,, is the distance between r,, and

Tn+1.
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Figure G.2: This figure illustrates how to calculate ‘3’“7’; for a fixed
, total travelling time 7'. If we change p,, the endpoint moves from
/ T, to 7,,. Noting that the modified trajectory remains approxima-
tively parallel to the old one (allowing us to discard second order
effects) we arrive at a’“” = (ng 83” 201 + )¢ where ¢ is some con-
stant which is not 1nterest1ng to us.

Here »' and » (with ¥ = rq and » = r,) denote respectively the start and endpoint of the
trajectory; 7 is the time coordinate and £ = mv?/2 = h?k?/(2m) is the energy. Developing the
determinant after ' gives

d(r, E)
op',T)

|det a,| = |det ' for 7' fixed.

Instead of p’ we now use the dimensionless Birkhoff coordinate p’ (with p’ = pg and p = p,,) and
the wavevector k£ (which does not influence the shape of the trajectory)

(V17

/

which allows us to write

o(r, E)
ap,T)

O B)_
ap, k, T

o(p',T)
oW, k,T)

The determinant of the two matrices can now be calculated separately. ;E(‘,’/k T)) is easy to handle:

det

|det a,| = | |d t

‘ ‘det

o', 7T) —hkp' (1 —p?)~V2 T=pPh\| Rk
det —————=| = |det , = .
8(]7/, ka T) hk p h q/
8’?}5{’5%) requires some tricks:
P k T
d(r, F) r [ ¥ * * hzk or | or
det det det | — | =—
‘ ¢ 8(p’,k,T)‘ C B [O0[Rk/m 0| m | |op|or
h3k2 Ds T P H h3k2 Ds
ap L 1 Il - ap

Firstly we develop the determinant after the last row. Then we use g—; = Oyhk/m where 0
is the unit vector giving the trajectory direction at the end point. For the other column we use

the relation 2% = qg—;,f) 1L + Oy (see Fig. G.2) where 9, is the unit vector perpendicular to

op’
0. The rest follows from the column-linearity of the determinant, [ ol ‘ off H = 1 and
‘det [ ﬁ” ‘ "(AJH ” = 0.

The final result is thus

27 —1/2 . hk' 83
AA/ = W |det a7| with |det a7| = qq, W aipl .




Appendix H

A smooth switching function

Let I C R be an interval and R 3 d > 0 a positive number. We seek now a function ' : R — R
which is exactly one inside / and is exactly zero on any point which has at least a distance d
from /. In between the function should vary smoothly between zero and one. See Fig. H.1 for
an illustration. More exactly we require that /* € C*°(R) which means that F’ is infinitely often
continuously differentiable. (Of course F' cannot be analytic.)

In the following sections a and b denote two constants which will be fixed later. These two
constants are subject to following constraints:

aeR

) (H.1)
beR with 6>0.

In the end any allowed values of a and b will give us a function /' with the desired characteristics,
but we use a and b to optimize the properties of .

The material in this section is not new. A similar construction is the “partition of unity” which
is used in vector analysis (see for example [141]).

An auxiliary function

We now define an auxiliary function ¢ : [—1, 1] — R as follows:

bz 1
g(x) = { e b( +1*12) for |z| <1

0 for |z|=1.
We have
o g(z) = g()
o g (+1)=g"(=1)=0foralln € Ny.

- SN\

Figure H.1: The function F'(z). It is one inside the interval I and is zero on points which are at
least a given distance d > 0 away from /.
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0.3 T T T T T _ 9(0) (T)

9\,
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=
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0.0 fd L L L l . . . \ — g (2)

-1 0 1 9\,

T

Figure H.2: The left panel shows a plot of g(z). The right panel shows a plot of the normalized
derivatives of g(x). The parameter set (H.7) is used here.

Only the last item needs clarification. We first note that we understand the derivatives of g(x) at
x = 1 as limit in the following way:

(41 = Lim o™
g™ (+1) ggg (x) .

Every derivative of g(x) has the form

where R(z) denotes a rational function. Because of

1 _1( 1 N 1 )
1—22 2\1l42 1-—=x

we have:
, Cblatd) ps b1
lim ¢"(z) = e "1 lim R(z)e 277 .
z—1 z—1
<l <1

‘We now make the variable substitution

b 1
=
21—z
This results in -
B3
lim ¢"(z) = lim (iv)
z—1 T—oo et

where R(j) is another rational function. Therefore it is at most of polynomial growth as £ — oc.
Because e® grows faster than any power of 7 as & — oo we get

im o™ (z) =
ibrr% g™ (x)=0.
<1
This establish simultaneously the continuity of ¢g(z) at z = 1.
We can continue g(z) to a function R — R if we set g(x) = 0 for |x| > 1. Then g belongs to
the class C*°(R). This extended g is then called a “bump” function.
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Figure H.3: The left panel shows a plot of f(x). The right panel shows a plot of the normalized
derivatives of f(x) . The parameter set (H.7) is used here.

The switching function

We now define a function f : [0, 1] — R which varies smoothly from zero to one:

9(x)
IO = v @)
We have following properties:
f(0)=1 and f(1)=0 (H.2)
f™0) = f™(1)=0 forall neN (H.3)
flx)=1-f(1-2) (H.4)
fe(E)=0 forall neN. (H.5)

(H.2) and (H.3) follow directly from the properties of g(z). (H.4) follows from the symmetry
relation of ¢(z) and from the definition. (H.5) is a direct consequence of (H.4).

We are now ready to build the desired function F'(x). Let ¢, x1, xo and x3 be four points in R
with zy < 1 < x5 < x3. The interval [ is in this case equivalent to [z, o). Define F' : R — R
as:

0 for = < xg
f(ﬁ) for zo<z<m

Fz)=1< 1 for z; <z < a9
f(o=2) for z<z<us
0 for x3<zx.

This [ has all desired properties mentioned at the beginning of this appendix. One has to stress
that F' is an element of C*°(IR), which means that £ is infinitely often continuously differentiable
(albeit it is not analytic). This follows from (H.2) and (H.3). See Fig. H.1 for a plot of F'.

These considerations are valid for all allowed parameters a and b. We will now select the
parameters so that the function F'(z) is optimal in a later specified way.

Selection of the parameter b

The first criterion is that f(x) should resemble a straight line as much as possible at the position
xr = % We already have f (2”)(%) = 0 for all n € N. Therefore it is natural to postulate:
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This will give us a quadratic equation which a and b must satisfy.
We rewrite f(z) as

1 1

@1 R@ 1 1

o@ T Loe +

where R(z) is following rational function:
R(x) = —b |a(l — 22) + " !
zr)=—bla(l -2z —
r(2—x) 1—2a?
1 1 1 1

b

x+2—x_1+x_1—x

The relation R(3) = R®(3) = 0 (note the symmetry of the bracket under the replacement
z — 1 — x) enable us to calculate f©)(1) in following way

1 31
193 =5 (RYG) - 3R9G)
which leads to 5
32 5120
b (2 ) 200,
“T 27
The only interesting solution of this is
720 720
h— — (H.6)

V30 (9a + 16)3/2  (9a + 16)4/270a + 480

We now have b as a function of «. It remains to fix a.

Selection of the parameter a

The second criterion is that the slope of f(xz) should vary as smooth as possible. We therefore
have to minimize f(*)(z) in some suitable way. In order to quantize this we therefore postulate
that the maximum of f()(z) should be as small as possible as a function of a. This criterion gives
the non-linear system of equations

P f(a,x) _0 P fla,x)

oxrd or2da 0.

Of course b is here fixed as in Eq. (H.6). This system of equation can be solved numeri-
cally with the Newton method described as in App. A. This gives the solution set (with x =
0.847058295857 .. .)

a = 0.55774661228311051916 . .. b = 1.36405378305679796381 . .. . (H.7)

Rational approximation of the parameters

The exact values of (H.7) are quite unhandy. In practice one can use a rational approximation to
a. We here use continued fractions which in some sense are the best rational approximations to
elements of R (see [131]).
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a = contfrac(0,1,1,3,1,4,1,5,1,58,1,...) = 1+ 1+ B+ 1+ 4 +...)"H=H=H=hH~!
We therefore have following series of rational approximations to a:

145 24 29 169 198

= — b= —/—. H.8

T 7\ (1)

The difference between f(z) with the parameters (H.7) and f(x) with the parameters (H.8) is
minimal:

;2[%% | :g(ﬁ) — fa—os57746612083...(7)| < 1.44-107* .

Miscellaneous

Sometimes it is necessary to differentiate or to integrate F'(z). Differentiation is straightfor-
ward, but integration is not. The best method to calculate the antiderivative of F'(x) is to use an
Chebyshev approximation of f(x) and use the Chebyshev coefficients to numerically evaluate the
antiderivative. For details on how to do that see [172].

The Chebyshev coefficients do not change once a and b is fixed, so one can calculate them once
and for all and put them into a programming library. In comparison to this the awkwardness of
(H.7) 1s negligible and so I use this parameter set.

In principle one could have avoided the complicated construction of F'(x) and use a function

like ] ]
F(z) = 3 {1 + tanh (1’ xo)] 5 [1 + tanh (xl :v)

(0% «

15(33) is also useful as a switching function. But it has the disadvantage that it is never exactly zero
and never exactly one. Instead these values are only taken approximately over certain intervals.
So the length of the region where F' (x) goes from zero to one is not well defined. The length
depends on the parameter o and one has to do some ad hoc decision on how to choose .

Once one has encapsulated F'(z) into a library it is as easy to use as the tanh-approach F'(x).
Therefore I prefer to use F'(z).

The analysis of the optimal parameters a and b is not new. I found the parameter set (H.8) in
an old wikipedia article albeit without any reference or any explanation why this particular values
are chosen. I was not able to find any “real” reference of (H.7) or (H.8) in the literature. Only the
obvious choice a = 0 and b = 1 can be easily found ([141]).
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