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“There is a theory which states that if ever anyone discovers exactly what the
Universe is for and why it is here, it will instantly disappear and be replaced
by something even more bizarre and inexplicable. There is another theory
which states that this has already happened”

Douglas Adams
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Abstract

A growing number of hybrid experiments consisting of cold atoms
combined with nano devices or single trapped ions, has created
the need for a theoretical tool to describe these systems. Because
heating or cooling of the cloud has been frequently observed in
this context, finite temperatures therefore play an important role.
Although there are many models describing finite temperatures in
cold gases in isolation, none of them has been applied to hybrid
systems so far.

This thesis outlines how the Zaremba-Nikuni-Griffin (ZNG)
model can be used to numerically simulate different hybrid systems.
ZNG is a method, which in addition to a mean-field description
of a Bose condensate, also gives a full dynamical description of
thermal excitations. The thesis presents a parallel implementation
of this method, which uses adaptive square collision cells to cal-
culate collision integrals. It therefore allows for the simulation of
arbitrary trap geometries on high-performance computers. With
the help of this implementation a cloud in front of a solid surface
is simulated and atom-loss as well as condensate-growth curves are
presented. Furthermore, simulation results of a single trapped ion
in a thermal gas, modeled by a quantum Boltzmann equation, are
shown. Where possible the simulation results are compared with
experimental data for both systems to confirm the applicability
of the models. In addition, effects of an oscillating nanotube on
the coherence of a cold cloud are examined. Beside simulations
with the ZNG model, a system with a pure condensate, which is
modeled using the Gross-Pitaevskii equation, is also investigated.
The remaining condensate fraction is determined by the Penrose-
Onsager criterion. Both methods reveal resonance frequencies that
are much smaller than the typical thermal oscillation frequencies
of a nanotube. Such oscillations are therefore unlikely to alter the
coherence of a condensate.



Zusammenfassung

Ein wachsendes Interesse an Experimenten mit hybriden Syste-
men, die aus kalten Atomen und Nanostrukturen oder einzelnen,
gefangenen Ionen bestehen, hat die Nachfrage nach theoretischen
Werkzeugen geschaffen, um diese Systeme zu beschreiben. Da in
diesem Zusammenhang oft ein Kiihlen oder Aufheizen der Wolke
beobachtet wurde, spielen endliche Temperaturen dabei eine geson-
derte Rolle. Obwohl es viele Modelle gibt, mit denen man endliche
Temperaturen in kalten Gasen beschreiben kann, wurde bisher
keines auf hybride Systeme angewandt.

Diese Arbeit zeigt auf, wie das Zaremba-Nikuni-Griffin Mod-
ell (ZNG) verwendet werden kann um unterschiedliche hybride
Systeme numerisch zu simulieren. ZNG ist eine Methode, die
neben der Beschreibung eines Bose-Kondensats in Molekularfeld-
naherung, aukerdem eine voll dynamische Beschreibung von hoch-
energetischen, thermischen Anregungen in kondensierten Bose-
Gasen liefert. Die Arbeit stellt eine parallele Implementation der
Methode vor, die adaptive, rechteckige Kollisionszellen verwendet
um Kollisionsintegrale zu berechnen. Dadurch wird eine Simula-
tion von beliebigen Fallengeometrien auf Hochleistungsrechnern
moglich. Mithilfe dieser Implementierung wird eine bosonische,
kalte Wolke vor einer Oberfliche simuliert und Atomverlust- sowie
Kondensatwachstumskurven préasentiert. Dariiber hinaus werden
Simulationsergebnisse eines einzelnen, gefangenen Ions in einer
thermischen Wolke, die durch eine Quantenboltzmanngleichung
beschrieben wird, vorgestellt. Fiir beide Systeme werden nach
Moglichkeit die Simulationsergebnisse mit experimentellen Daten
verglichen, um die Anwendbarkeit der genutzten Modelle zu zeigen.
Zusatzlich werden die Effekte eines oszillierenden Kohlenstoff-
nanorohrchens auf die Kohérenz einer kalten Wolke untersucht.
Neben Simulationen mit dem ZNG Modell wird aufserdem ein Sys-
tem mit einem reinen Kondensat, das mithilfe der Gross-Pitaevskii
Gleichung beschrieben wird, betrachtet. Der Kondensatanteil
wird dabei durch das Penrose-Onsager Kriterium bestimmt. Beide
Methoden offenbaren eine Resonanzfrequenz, die weit unter der
thermischer Anregungen liegt, was einen Kohérenzverlust durch
thermische Ostzillationen des Rohrchens unwahrscheinlich macht.



Introduction

Exploring the “small”

In 1959, one of the leading theoretical physicists, Richard P. Feynman, held a
talk in front of the American Physical Society at the California Institute of
Technology [I]. In this visionary lecture with the title “There’s plenty of room
at the bottom” he explained the enormous potential of “manipulating and
controlling things on a small scale” for new technologies and science in general.
When talking of a “small scale” he dreamed of the smallest scale possible,
without defying any fundamental physical laws, down to manipulating single
atoms or molecules.

In his lecture Feynman had foreseen the great opportunities that lie in
miniaturization and control of the “small”, and it is often referred to as the date
of birth of nanotechnology[l] Now, some fifty years later, we may estimate
how much “plenty” in that context really is. Simple, artificial biological
components can be used as little swimming machines on the micro scale
[3, 4] and there have been serious considerations to use microrobots in future
medicine [5]. On an even smaller scale, scanning tunneling microscopes are
used to address single molecules, which are adsorbed on a surface [6] [7], with
the hope of using them as small molecular nano-machines [8, 0]. Feynman’s
wish to store a piece of information in a cube of 125 atoms was recently even
surpassed by reality, when IBM research scientists used antiferromagnetic
nanostructures, composed of just 12 Fe atoms, to form a bit [I0].

A new definition of cold

However nanotechnology is not the only field that is devoted to the investiga-
tion of the “small”. Just in the same year as Feynman gave his famous lecture,
the physicist Gould presented ideas about a coherent light source [11]. His

'However, this is only justified retrospectively because the published article was only
cited seven times in twenty years after publication [2].
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“LASER” (Light Amplification by Stimulated Emission of Radiation) used
ideas of Schawlow and Townes [12], who filed a patent application the year
before, and included an open resonator, which was proposed independently
by Prokhorov [13]. The first functioning Laser was built by Maiman in 1960
[14] and Townes, Prokhorov and Basov shared the Noble prize in 1964 for
their pioneering work on Lasers and Masers (Microwave Amplification by
Stimulated Emission of Radiation). The fact that this Nobel prize was well
deserved is now more evident than ever. The laser revolutionized atomic
spectroscopy, found its way into almost every technological sector and opened
the gates for two completely new fields in physics investigating the “small™
quantum optics and cold atoms [I5] 16]. In 1970 an ensemble of atoms was
successfully trapped using laser light [I7] and in the following decades lasers
were used to store and cool neutral atoms I8, [19]. This work was honored
by a Nobel prize in 1997 for Chu, Cohen-Tannoudji and Philips [20] and it
would not be the last in the field.

Laser cooling techniques combined with evaporative cooling of atomic
clouds enabled the achievement of Bose-Einstein condensation (BEC) in 1995
[21], 22], a long term goal in experimental physics. The BEC, which arises due
to a many-body quantum mechanical effect, was theoretically predicted by
Bose and Einstein for an ideal Bose gas in 1924. In his work Bose predicted
that the ground state of a homogeneous gas of particles with integer spin is
macroscopically occupied below a critical temperature T..

A BEC reveals the quantum nature of particles on a scale that is visible to
the naked eye. Particles residing in the ground state act as one single super
sized atom, which exhibits the wave-like nature of quantum objects. A BEC
is therefore an ideal probe of single-particle quantum effects, which govern
the physics on the “small” scale. In addition, there is hope to study so far
unexplored quantum mechanical many-body effects in solid-state physics or
to model Bose-Hubbard-like Hamiltonians [23], 24] by placing a BEC in an
optical lattice and thereby simulating a simplified, periodic potential of a solid.
The BEC is a great example for Feynman’s statement that research on a
small scale “might tell us much of great interest about the strange phenomena
that occur in complex situations” and it came as no surprise that the first
realization of BECs was awarded with the Nobel prize in 2001, which was
shared between Cornell, Ketterle and Wieman [25].

Following this, research in quantum optics continued with great success
and in the last decade it may be said that it has finally broken through to
fundamental physical laws at the "bottom". Haroche and Wineland both in-
dependently developed ground-breaking experiments, in which measurements
with single quantum particles in a well defined state could be performed
[26, 27]. They also shared a Nobel prize in 2012 for their work [28].
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Hybrid Systems

Despite the progress in nanotechnology and in the manipulation of cold atoms,
both fields stayed separated for a long time. Yet, without knowing, it was
Feynman again who greatly motivated a link between the two research fields
at “the bottom”. In 1982 he proposed how computers should be used in the
context of simulating quantum systems [29]. He showed that the complexity of
a many-body quantum system scales exponentially with the particle number
on a classical computer and hence calculations for larger systems become
simply impossible. He therefore suggested replacing the classical by a quantum
mechanical computer. A classical computer is based on a register of bits,
which either take the value 1 or 0. However, a quantum computer works with
qubits |x), which are in an arbitrary superposition between the two states |0)
and |1),

lz) =al0) +b]1), abecC, |af*+|b]*=1. (1)

In a quantum computer qubits are generally not addressed one by one, as
in the case of a classical computer, but algorithms work on a wavefunction
representing the whole system or a well-defined subsystem. By entangling N
qubits this wavefunction becomes a vector in a 2" dimensional Hilbert space;
this means a single state of N qubits is given by 2V complex numbers instead
of N numbers which are either 0 or 1, as in the classical case. By performing
a measurement on a subsystem of qubits, the entanglement between qubits
may additionally provide information about the whole system.

Although a quantum computer is a powerful tool, its realization poses
many challenges, which were summarized by DiVincenzo [30]. Single ions
confined in Paul traps are the most successful approach to meet all these
criteria so far [3TH33]. However, there are also other promising systems. Small
solid-state devices such as superconducting circuits [34-37] have indisputable
advantages. They can be well controlled, addressed and are scalable, making
them a strong candidate for quantum computation. However, their main
problem is the comparably small coherence time, which is on the timescale of
tens of microseconds [38]. To use all the advantages of a quantum register,
the single qubits have to stay in a coherent, entangled superposition state
throughout the calculation. Even the highest coherence times observed in
Josephson junctions so far (about 0.2ms [39]) are not sufficient to store
quantum information during a calculation.

To solve the problem of decoherence, the field of cold atoms may come
in handy. Trapped atoms only weakly interact with their environment and
coherent states in atomic clocks can be preserved over tens of seconds [40)].
Developing quantum hybrid systems, consisting of small solid-state devices
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and cold atoms may therefore yield the opportunity to combine the respective
advantages of both fields. A quantum computer may be built by ultra-cold
atoms storing the quantum information, which are coupled to solid-state
devices used for processing and addressing [41H44]. So, when Feynman
discussed how computers should be used to simulate physics, he may have
brought together two fields that explore the “small” down to fundamental
physical laws.

However, despite all the things he foresaw in 1959, he might have been
even too pessimistic about a subtle issue. He mentioned that the research field,
which explores things on a small scale, is a bit different from other physical
fields in a sense, “that it will not tell us much of fundamental physics”. When
it comes to hybrid systems of cold atoms and nanotechnology this might not
be the case. These systems are already used as precision measurement tools
[45] for fundamental forces between atoms and solid objects. This includes
the determination of Casimir-Polder forces [46] [47|, and even beyond that
there is hope to measure gravitational forces in the sub-micron limit [48] [49].
For the latter, experimentalists look for deviations from the expected inverse
square law on a short range [50] in order to measure forces which are not
compatible with the standard model. In addition, the exact mechanisms of
decoherence and the transition between classical and quantum behavior can
be studied using these systems [51], an issue which is still not well understood
(for a detailed discussion of the problem see, for example, [52]).

Another hybrid system allowing one to explore new physical effects is a
single ion coupled to a cold atom cloud. An ion can be confined in a Paul
trap, laser cooled and immersed in a neutral atom cloud. Because of the large
scattering cross section between the ion and the neutral atoms, collisions
at very low temperatures, where only a few partial waves contribute, can
be efficiently investigated [53-55]. Additionally, the high controllability of
the ion may be used to study polaron physics because the ion represents a
small impurity in the cloud [56]. Polarons are quasi particles, consisting of
an impurity and the coupling to its surrounding environment. Because of the
strong interactions between the ion and a neutral atom, this polaron might
even be in the strong coupling regime (Frohlich Polaron) [57], which has not
been detected in experiments so far.

Despite the richness of hybrid systems their realization remained inac-
cessible for a long time due to the high complexity of the experimental set
up. This changed dramatically after the advent of microchip traps in the 90s,
which greatly simplified the manipulation of cold atomic clouds [58H63]. With
their help, the position of a cold atomic cloud, and therefore the coupling
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between the cloud and a macroscopic object or a single trapped ion, can be
well controlled. Thus, over the last decade microchip traps have led to an
ongoing increase in the number of experiments in the field.

Finite temperature

The growing number of hybrid experiments has raised the need for theoretical
descriptions. However, there is a current lack of suitable finite temperature
methods to describe a cold gas coupled to a solid structure or a single trapped
ion. Finite temperatures are of special interest in these systems, because
energy transfer between the two components and losses in the atom cloud
have been observed, resulting in heating or cooling of the cloud.

The dynamics of a BEC are often described by a time-dependent Gross-
Pitaevskii equation (GPE). However, this equation is only adequate for a
dilute condensed gas in the s-wave regime, neglecting quantum as well as
thermal fluctuations. The GPE assumes that all particles are in the ground
state and it is therefore, strictly speaking, a zero-temperature model. Several
models have been developed, which are used to describe finite temperatures
for condensed Bose gases in isolation (for a detailed overview see [64]). Each
of these models is based on certain approximations and they therefore neglect
physical effects to some extent. Whether these effects are actually negligible
depends on the specific problem one wants to describe. For example, a class
of finite temperature models can be summarized as so-called classical field
methods [65H68]. These are based on the fact that beside the ground state,
higher lying modes are also macroscopically occupied at low temperatures.
Within the classical field methods, the evolution of these modes is described
by a GPE, and hence these modes are treated as classical fields just like
the condensate. The models introduce a projection operator projecting the
wavefunction into the coherent region, consisting of the highly occupied
modes. This is often referred to as the projected GPE. A big advantage of
this approach is, that it describes thermal fluctuations within the coherent
region. Thermal as well as quantum fluctuations are strongly present in the
region of the BEC phase transition. However, the projected GPE neglects
quantum fluctuations and all higher lying modes, which may, in total, contain
lots of particles despite relatively low occupation numbers.

It is possible to implement higher-lying, non-coherent modes into this
approach by coupling a thermal heat bath to the coherent region. The
resulting equation, the so-called stochastic GPE [69H71], contains additional
source and noise terms. The source term considers particle exchange between
the thermal region and the BEC, and the noise term provides the description
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of fluctuations, which are crucial for the phase transition. However, it should
be noted that this method does not describe dynamics in the higher energy
thermal cloud, which may be important in certain setups and can also affect
the lower-lying modes.

Another approach, which is based on the pioneering work of Kirkpatrick
and Dorfman [72], was developed by Zaremba, Nikuni and Griffin [73-75]
(ZNG). This method relies on the Hartree-Fock and Popov approximation. It
treats thermal excitations semi-classically, leading to a Boltzmann equation
coupled to a generalized GPE for the condensate. In this scheme binary
collisions are considered by means of collision integrals and a source term in
the generalized GPE allows for particle exchange between the two regions. In
addition ZNG yields a full dynamical description of the thermal cloud. How-
ever, fluctuations are neglected within this model, because it only considers
expectation values of the Bose field operator.

The presented finite-temperature models have been used to study Bose
gases in isolation, but none have been used in the context of hybrid systems so
far. This thesis is a first attempt to apply a sophisticated finite-temperature
model for cold bosonic gases to hybrid systems. The focus of the presented
studies is on the cold Bose gas and the second component of the hybrid
systems (solid state structure or single ion) is described in a rather simplified
way. However, the numerical description of the whole system contains the
dominant physical effects and where possible the discussion is supported by
experimental data, to confirm the applicability of the models.

Outline

This thesis begins by providing the mathematical background for the de-
scription of a condensed Bose gas. This is done by exploring the effect of
condensation in an ideal gas. The work then proceeds by describing a weakly
interacting, dilute gas at zero temperature, leading to the GPE. Afterwards
the Thomas-Fermi approximation and the Bogolioubov spectrum are pre-
sented. Finite temperatures are introduced within the symmetry breaking
approach. A generalized GPE is derived, which allows for particle exchange
and a mean-field coupling between the thermal cloud and the condensate.
When treating thermal excitations semi-classically, the thermal cloud can be
described by a quantum Boltzmann equation. The coupling between the two
equations within the ZNG model via collision integrals and mean-field terms
is discussed.

Chapter[2]shows how the derived equations can be solved numerically. First
this is done for the equilibrium case, for which an example is presented and
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discussed, followed by the time-dependent, collisionless motion. Afterwards,
a detailed discussion of the calculation of the collision integrals is given and
a procedure for parallelization of the ZNG model is examined. To test the
written algorithms, simple physical problems are investigated at the end of
chapter [2]

In the subsequent chapters the acquired tools are applied to three different
hybrid systems. The first and most common system is a cold cloud in front of
a solid surface. Atom losses as well as condensate growth due to the surface
are considered and compared with experiments in chapter |3| In chapter 4] a
hot ion is immersed in a cold thermal cloud. With the help of semi-classical
cross sections for collisions between the ion and a neutral atom, the effects
of excess micromotion on atom losses are analyzed and a non-equilibrium
density depletion is observed and quantified. The third and final system
consists of an oscillating carbon nanotube, which is coupled to a BEC. In a
first attempt the coherence loss of a pure BEC depending on the oscillation
frequency and amplitude is estimated by calculating and diagonalizing the
one-particle density matrix. Afterwards the system is studied using the ZNG
method and condensate fractions as well as density plots are shown. All
results are summarized in chapter [6] and the thesis ends with a discussion
about possible future work.
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Chapter 1

Theory of Bose gases

This chapter provides the theoretical basis for further considerations and
it is mainly based on common literature in the field [64, [76H79]. First the
phenomenon of Bose-Einstein condensation is explored in the context of an
ideal gas, followed by a discussion of the fundamental system Hamiltonian of an
interacting Bose gas in a trapping potential. With the help of this Hamiltonian
the Gross-Pitaevskii equation (GPE), a working model for temperature 7' = 0,
is derived using the concept of symmetry-breaking. Further approximations
lead to formulas for the density and width of the ground state in a trap,
where a spatially slowly varying wavefunction is assumed. By analyzing
small fluctuations around the solution of the static GPE, a first expansion
towards a finite temperature model can be found. This leads to expressions for
the dispersion relation of quasi-particle excitations, the so-called Bogoliubov
spectrum.

A description beyond mean-field for a Bose-Einstein condensate (BEC) at
finite temperatures is then presented in the form of a generalized GPE. This
equation contains a source term, which gives rise to particle exchange between
the thermal cloud and the condensate. Based on the work of Kirkpatrick
and Dorfman [72] it can be shown that the time evolution of the distribution
function for the thermal excitations can be described by a quantum Boltzmann
equation. This equation consists of a free-streaming term, describing the time
evolution in a mean-field potential, and collision integrals. These integrals
describe scattering events between two thermal atoms and between a thermal
atom and the condensate. In the ZNG formalism the two equations are
coupled by the mean-field and by the collision integrals of the quantum
Boltzmann equation [79], which also define the source term appearing in the
generalized GPE. In thermal equilibrium this yields an analytical expression
for the thermal density as well as a description for the condensate density.
These expressions can be used in order to calculate equilibrium states, which
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are the starting point of every dynamical simulation in this work.

1.1 Bose-Einstein condensation

A classical gas of identical particles at room temperature can be described
by a Boltzmann distribution function, which neglects the statistics and
therefore the nature of the described particles. However, when going to lower
temperatures, the neglected statistics become more and more important and
in the case of a bosonic gas they may even lead to a phase transition, the
so-called Bose-Einstein condensation. In a condensed Bose gas the majority of
particles gather in the state with lowest energy, building a macroscopic object
with quantum-mechanical properties. This phase transition can be understood
when calculating the distribution function f(e,) for a non-interacting Bose
gas in the grand canonical ensemble [80]

6) = = (11)

where 8 = 1/kgT, with kp being the Boltzmann constant and 7 the tem-
perature of the gas. The chemical potential y is the energy needed to add
a particle to the system and ¢, is the energy of the single-particle state |v).
At high temperatures the chemical potential is much smaller than ¢,, and
therefore the mean occupation numbers are small. In general the chemical
potential has to be smaller than ¢, for all v, because otherwise the occupation
numbers in Eq. could become negative, which is unphysical. Hence pu
must fulfill the constraint

1% < €0 (12)

where ¢ is the lowest Eigenvalue of the single-particle Hamiltonian. When the
gas becomes colder, the chemical potential increases and eventually reaches the
extreme case where u = ¢3. As a consequence the mean occupation number of
the ground state f(¢) diverges and the ground state becomes macroscopically
occupied. In the case of a harmonic oscillator one may calculate an expression
for the transition temperature 7., at which condensation takes place, by
evaluating the number of excited particles Ny, in the system

[e.9]

Nuwl(Typ) = / de g(e) f(e). (1.3)

0+

Here g(€) is the density of states, i.e. g(e)de gives the number of states with
energy between € and € + de. The lower bound 07 of the integral in Eq. (1.3))
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emphasizes the fact that the ground state is explicitly excluded from the
calculation. When the particle number N is very high, the zero-point energy
€p may be neglected and as a consequence the integral in Eq. achieves
its highest value for p = 0. In addition, all particles N of the system are
distributed over the excited states at T, so that

o 1

dEg(E)ee/kBT_l. (14)

N = Nex<chﬂ = 0) = /

o+
For a gas in a three dimensional harmonic oscillator potential this integral
leads to an equation for T

T. ~ 0041 N3 (1.5)
kp
where @ = (w,w,w, )3, with trapping frequencies w;—,, . in the z, y and z
directions.

The discussion so far was based on the assumption of a non-interacting
gas. This chapter now proceeds with a description of a weakly interacting,
dilute Bose gas, for which it is possible to derive equations, which govern the
time evolution of the condensate and of the excited atoms.

1.2 System Hamiltonian

The starting point for all further theoretical considerations about Bose gases
in this work is a Hamiltonian, which describes thermal and quantum fluctua-
tions as well as two-body interactions. Using Bose field operators in second
quantization this Hamiltonian takes the general form

i= / dr @ (x4 o (0) B (x.1)
] ) ) ) ) (1.6)
+ 5//drdr’\IfT(r,t)\IJT(r’,t)V(r —1))U(r,t)U(r't),

where V(r —r’) denotes the two-body interaction potential. The Bose field
operators

Vi(rt) =) al(t)ei(r) (1.8)

are defined as a linear combination over a basis of single-particle states
|i) with single-particle wavefunctions ¢;(r,t) = (r|i), complex conjugated
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wavefunctions ¢ (r,t) and corresponding annihilation a;(¢) and creation a!(t)
operators. These operators obey the bosonic commutation relations

la:,0,] = [a],a] = 0 (1.10)

and therefore give rise to Bose statistics. Thus ¥(r,t) (¥f(r,t)) annihilates
(creates) a boson at point r and time ¢ when applied to a Fock state. The
term ho = —h2V?2/(2m) + Vi (r,t) in Eq. is the Hamiltonian of a single
particle with mass m in an external potential Ve (r,t). For a gas in a harmonic
trap the potential reads

1 1 1
Vext (r) = §mw§x2 + §mw§y2 + émwg,ZQ, (1.11)
where z,y and z denote position variables in the three different dimensions
and wj—,, . are the corresponding trap frequencies. In the case of a dilute
gas at low temperatures only s-wave scattering is relevant for the atomic
interactions and the term V' (r —r’) in Eq. (1.6)) can be replaced by a contact

potential
Vir—r')=gé(r —1'), (1.12)

with the interaction strength g = 4wh?a/m, where a is the s-wave scattering
length.

For further considerations it is useful to analyze the system in the Heisen-
berg picture, where only the operators are time dependent. The equations of
motion, which describe the time evolution of the system, are then given by a
commutator of an operator O(t) in the Heisenberg picture and the system
Hamiltonian H

n200) _ [O(t),H] . (1.13)

Taking the two-body contact interactions of Eq. (1.12) into account, the
equation of motion for the field operator takes the form

L OU(r )

== = [U(r.0),H]

= hoW(r,t) + gU(r,t) 0 (rt)P(r,t). (1.14)

Replacing the atomic interactions by a contact interaction potential is the
only approximation made so far, i.e. Eq. is an analytical description for
a cold, dilute Bose gas. A range of different approaches start from this general
description and simplify the equation of motion using further approximations.
One common approximation is the so-called concept of symmetry-breaking
which was first introduced by Bogolioubov [81].
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1.2.1 Symmetry breaking

In the case of a condensed Bose gas, the ground state of the system is
macroscopically occupied and plays a special role in the theoretical description.
It is therefore convenient to split the field operator into a condensed

O(r,t) = ao(t)po(r.t) (1.15)

and a non-condensed part

o(rt) = ai(t)p(r.t) (1.16)

i#0

in a given basis set {@o,pi=1.2..}, where ¢ is the single-particle wavefunction
of the macroscopically occupied state. The field operator can then be written
in the form [77]

~

U(r,t) = ®(r,t) + o(rt). (1.17)

As @(r,t) annihilates an atom in a macroscopically occupied state one can
make the Bogolioubov replacement, i.e. replacing the operator a, by /Ny
where Ny is the number of ground state atoms. As a result the field operator
for the ground state is replaced by a complex number

O(r,t) = /Nowo(r.t), (1.18)

which is equivalent to a non-vanishing expectation value of the total field
operator

(U(r,t)) = B(r,t). (1.19)

The so-called order parameter ®(r,t) of the condensate now describes a
classical field. Therefore quantum fluctuations are completely neglected for
the ground state and only appear in the operator ) (r,t). This replacement is
a good approximation if the addition or removal of a particle has no major
effect on the Fock-state itself, i.e. for a given Fock-state |Ny) containing N
particles

al | No) ~ [ Np + 1) = | Np), (1.21)

which is valid for large occupation numbers as in the case of a BEC.
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Nevertheless, this step has extensive consequences for the underlying
Hamiltonian. The original Hamiltonian in Eq. is invariant under a gauge
transformation in the phase of the Bose field operator, that means changing
the phase does not change the physics of a system. This no longer holds true
for the order parameter ®(r,t) with a fixed but arbitrary phase. Therefore
the approximation is referred to as “symmetry-breaking”. Combining this
with Eq. leads directly to a useful model for temperatures far below T
as outlined in the next section.

1.3 Zero-temperature theory

In the case of zero temperature T' = 0, all the particles are in the ground
state and the operators ) , 5t can be neglected. The equation of motion for
the field operator together with Eq. then takes the form of a
non-linear Schrodinger equation
2
ih% = _2h_mV2 + Vet (1,8) + g|®(r,t) || ®(r,1), (1.22)
the so-called GPE. In this form the wavefunction is normalized to the total
condensate atom number [ dr|®(rt)[* = N.. Although it was derived for
the T' = 0 case, the GPE provides a good description for temperatures up
to T =~ T./2 and it was initially used to study vortices in Bose superfluids
[82, 83].
In order to calculate equilibrium properties of a Bose gas at T' = 0 the

equilibrium solution of Eq. (1.22)), which takes the form [79]
(T(r,t)) = D(r,t) = y(r)e et/ (1.23)

can be substituted in Eq. ((1.22)). Here p is the equilibrium chemical potential
of the condensate, which describes the change in energy when a particle is
added to the system. Using Eq. (1.23) in the GPE (1.22]) leads to a static
equation

h2
fieo (1) Po(r) = —%VQ + Vexs (1) + g|®o(r)[* | Po(r). (1.24)
This is the so-called time-independent GPE and it results in a chemical

potential of the form

_ h2 V2 Neo (I')

o) elE) T gnaln), (1.25)

NcO(r) =

where n.(r) = [®y(r)|? is the equilibrium density of the condensate.
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1.3.1 Thomas-Fermi limit

A first approximation to solve Eq. is to neglect the kinetic energy of
the condensate, i.e. to neglect the —hA?V?/2m term. This is convenient in
cases where the interaction potential dominates, and hence when the particle
number is high. Neglecting the kinetic energy leads to a static GPE of the
form [84]

Vext (1) + g[@o(r)[* = p1co- (1.26)

This equation can be used to calculate the shape and size of the condensate
1

Neo(r) = p [fteo — Vext (r)] > 0. (1.27)

The boundary of the cloud, R, can therefore be inferred from
V:ext(R) = Heo (128)
and in the case of a harmonic oscillator with frequencies w;—, , . this becomes

2ftc0
) c

mw;

(1.29)

R; is often referred to as the Thomas-Fermi radius. Combined with the
condition for the total particle number in a BEC, N, = [ drng(r), one finds
for an isotropic trap w, = w, = w, = wy

hido (15Nca)2/5

g = 0 (1.30)

2 QAho

where ay, = \/h/mwy is the oscillator length. Eq. (1.29) and Eq. (1.30]) lead

to an expression for the Thomas-Fermi radius, which depends only on the
mass, scattering length, particle number and trap frequencies

15Nca> 1/

Qho

RTF = Uho ( (131)
It can be seen from Eq. that the condensate density profile takes the
form of the negative trapping potential, which in case of a harmonic oscillator
is a three-dimensional paraboloid. Although this is a very good approximation
for large condensate atom numbers, the edge of the condensate density differs
significantly from a realistic distribution. In the Thomas-Fermi approximation
the density abruptly vanishes at » = Rpp. This would lead to an infinitely
high kinetic energy and is therefore unphysical. In fact the operator for the
kinetic energy —h*V?/2m leads to a more gradual decrease.
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1.3.2 Bogoliubov excitation spectrum

Although derived for T" = 0, it is possible to describe quasi-particle excitations,
which arise due to mean-field coupling, with the help of the GPE (Eq. (1.22])).
In order to do so, the wavefunction can be written in the form

O(r,t) = e 1N [Dy(r) + 6D(r,t)], (1.32)

where 6®(r,t) represents a perturbation of the static condensate wavefunction.
If this perturbation is small (§®(r,t) < $o(r,t)), powers of §P(r,t) greater
than 1 can be neglected, which is often referred to as linearization. In the
case of a uniform gas (Vo = 0) this leads to an analytical expression for
the collective oscillations in the system. This can be seen by substituting

Eq. (1.32) into Eq. ((1.22) and subtracting Eq. (1.24])
0 h?
h—6®(r,t) = | —=—V* + 2g|@o(r)|* — preo | 0D(r,t
G000 = 5V 4 2[00 i 8(r)
+ g®o(r)20®* (r,t). (1.33)
In order to find collective modes for this system, it is convenient to make the
ansatz [64]

00 (rt) = Z [w(x)e ™ + v (r)e™"] (1.34)

for the perturbation. This gives a description of quasi-particle amplitudes
w/(r) and v (r) for corresponding excitation frequencies w;. Substituting

Eq. (1.34) together with its complex conjugate into Eq. ((1.33) yields two
coupled equations for each frequency wy

[ 7(x) + 2gneo(r) | () = 291%0(x) Pun(r) = ertu(x)

. (1.35)
[7(x) + 2gn0(x)| w(x) = 29120 (1) Pea(x) = e (x),

where ¢, = hw; and T = —h?V?/2m — . Solutions of these equations take
the form of plane waves

uy(r) = upe®r/" (1.36)
u(r) = vpeP/, (1.37)

where p is the momentum of the excitation. By substituting these solutions
into Eq. ([1.35)), one finds a dispersion relation for the quasi-particle excitations

[76]
e(p) = \/&} + 29n.08p, (1.38)



CHAPTER 1. THEORY OF BOSE GASES 17

with e, = p*/2m, where p is the magnitude of the momentum vector. For
small wavelengths (p < mec with ¢ = /gn./m ) this spectrum is phonon like

e(p) = cp (1.39)

and describes sound waves propagating through the gas with velocity c. For
higher momenta (p > mc) the excitation energy converges to that of a free
particle

e(p) = &y + gneo. (1.40)

R Ept gneo

cp

;

h/€
p

Figure 1.1 — A sketch of the Bogoliubov excitation spectrum for small and
large p. For excitations with a small momentum (p < mc) the dispersion
relation is phonon like (e(p) = ¢p), whereas at large momenta (p > mc) the
dispersion law approaches that of a free particle (e(p) = e, + gneo). The
transition takes place at p = h/¢.

The behavior of the dispersion relation €(p) in the two regimes is sketched in
Fig. n The transition between these regimes takes place at p = h/£, where
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¢ is the healing length defined by

1 h
2mgn,  J/2me’

¢ = (1.41)

The healing length describes the distance over which the wavefunction tends
to its unperturbed value when subjected to a perturbation.

Although a uniform Bose gas was considered for deriving the behavior
in the two different regimes, the dispersion law in Eq. also gives
information about a condensate in a harmonic trap. If the wavelength of an
excitation is smaller than the length scale of the variation of the condensate
density, the gas can be thought of as locally homogeneous, and sound waves
may propagate through the gas [85]. In addition to this quasi-continuous
excitation spectrum of sound waves, there exist bulk oscillations of a BEC in
a trap [86], 7], whose excitation spectrum is discrete. This can be seen by
solving Eq. numerically [88]. Examples for bulk oscillations are dipole
modes, which correspond to center of mass oscillations, where the oscillation
frequencies are given by the trap frequencies. Other oscillations involve a
change of the condensate shape such as the so-called breathing or quadrupole
modes.

1.4 Finite temperature

In this section the described theory is expanded in order to describe finite
temperatures in a condensed Bose gas. This is done using the so-called
Zaremba-Nikuni-Griffin model (ZNG), which consists of a generalized GPE
describing the condensate and a quantum Boltzmann equation describing
high-energetic thermal excitations.

In order to derive this model the thermal operator din Eq. is taken
into account. In the symmetry-breaking approach the expectation value of
the Heisenberg equation of motion (Eq. (1.14))) then becomes

0d(rt) _[_1* oy
o= | VPt Ven(rt)| @(xh) (1.42)

+ g(\iﬁ(r,t)\i/(r,t)\if(r,t».

th

By substituting

A

U(r,t) = (r,t) +(r,t) (1.43)
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into the last term, it follows that

TIOU =020 + 25T + 2|D[20 + D*6d (1.44)
20675 4 5150. '

For clarity reasons dependencies are omitted in this equation. As (\if(r,t)) =

®(r,t) it is obvious that (4(r,t)) = 0 and therefore the expectation value
(UTWW) becomes

(WD) = n® + md* + 2 + (566), (1.45)
with quantities defined as

ne(r,t) = |®(r,t)[? (1.46)
ot (r,t)d(x 1)) (1.47)
6(r,t)d(x.t)), (1.48)

where n.. is the local condensate density, n(r,t) is the thermal density and
m(r,t) is the so-called anomalous density, because it contains an unequal
number of creation and annihilation operators. Expectation values of an
unequal number of creation and annihilation operators are supposed to vanish,
yet this does not hold true any more when symmetry breaking is assumed.
Therefore the anomalous density as well as the term 474 in Eq. may
have a non-zero expectation value [79].

Using Eq. (1.45) in the Heisenberg equation of motion (Eq. (1.42)), it
becomes

L, 0P(r)t) h?

J— o 2 2 -~
th—— =175V + Vet (r,8) + g|®(r,0)]* + 297 (x,t) | D(r,t)

(1.49)
+ g (r,t)®* + g7 (r,t)d(r,t)d(r,t)).

1.4.1 Hydrodynamic formulation

By reformulating the problem in the hydrodynamic formulation, Eq.
can then be used to derive a generalized GPE, giving raise to a mean-field
potential of thermal excitations and a source term allowing particle exchange
between the thermal and the condensate region.
This is done by expressing the wavefunction ®(r,t) in terms of its amplitude
n.(r,t) and phase 6

d(r,t) = /ne(r,t)e”. (1.50)
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Substituting Eq. (1.50) into Eq. (1.49) and separating imaginary and real
parts leads to [79]

Mo 4V (neve) = i [(@)Pm + & (503 03w)] (151
h% = — (e + %mvg) = —¢ (1.52)

with the condensate velocity v,

v.(r,t) :%VH(r,t) (1.53)

and the local time-dependent condensate chemical potential defined by

po=— Ve ) + gna(et) + 20300

2m\/”_c - o (1.54)
Re [(@ Vi + @*<5T(r,t)5(r,t)5(r,t)>} .

hnc

One can show that both /i and (8(r,t)10(x,t)d(r,t)) are of order g [79]. Because
the functions involving these terms in Eq. [[.51] and Eq. [I.52] contain another
factor of g, their total order is g? and they are small if the interaction strength
is weak. However, if one wants to describe particle exchange between a
thermal cloud and the condensate, the imaginary terms of order of ¢ are
important. Therefore the real part of these terms in Eq. and Eq. is
neglected in the following discussion, while keeping the imaginary part [79].

1.4.2 Generalized Gross-Pitaevskii equation

Neglecting the real part of terms of order of ¢ leads to hydrodynamic
equations of the form

aanc + V- (TZCVC) = —Pm [f,q)] (155)
ov,
(8‘; + - Vv 2= V. (1.56)
with
272
e t) = =N Ly e+ g () + 2030 t). (L5T)
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['1o[f,®] denotes a source term in Eq. (1.55)). It is a functional of the conden-
sate wavefunction ®(r,t) and the single-particle distribution function f(r,p,t)
and is defined as

Polfio] = =2 m [0 (r.) (51 ()5 (x5 (x.)] (1.58)
h

One can show that Eq. (1.55) and Eq. (1.56]) are equivalent to a generalized
GPE [70, 89, [90]
L 0D n_, _ _
ith— = | ——V* 4+ Vixe(r,t) + gne(r,t) + 2gn(r,t) — iR(r,t)| &.  (1.59)
ot 2m
Collisions of thermal atoms with the condensate are then described by
—iR(r,t), with

_ hl[f,®]

R(rt) = 520 (1.60)

Because this term is non-hermitian it changes the normalization of the wave-
function and it therefore describes depletion or growth of the condensate due
to scattering events.

1.4.3 Quantum-Boltzmann equation

Following the work of Kirkpatrick and Dorfman [72], one can show that the
time evolution of the thermal excitations can be approximated by a quantum
Boltzmann equation. In order to see that it is useful to look at the time
evolution of the thermal field operator ¢ taking symmetry breaking into
account. From Eq. it follows that

L 9b(rt) d

ih= = = i (\i/(r,t)—cb(r,t)). (1.61)

Substituting Eq. (1.14) and Eq. (1.49) into this expression and using Eq. (|1.43])
yields

8o (r t)

7
o

_ {__v2 b Vi (0.8) + 29 (no(r.t) + ﬁ(r,t))] 5(r.t)

(
+ g®*(r,t) <A(r,t)(§(r,t) - rh(r,t)) (1.62)
( ~
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From this equation an effective Hamiltonian H.z can be extracted which
satisfies the Heisenberg equation of motion for the thermal field operator

m% = [5(r,t),szeﬁ(t>} . (1.63)

The main contributor to this Hamiltonian is the Hartree-Fock (HF) term

Hyp(t) = /dréﬁT(r,t) [—%Vz + Vet (r,0) + an(r,t)} 5(r,t) (1.64)

where n = n. + n is the total density. When written in the form

~

Hea(t) = Hyp(t) + H'(t) (1.65)

the remaining term H (t) can be treated as a perturbation. With the help of
this effective Hamiltonian it is possible to calculate the expectation value of
any given operator O in the system using

(O(1) = Tr ((t0)O(1)) (1.66)
" (p(t,to)é(to)) (1.67)

where Tr(p(t,t0)O(ty)) denotes the trace over the operator j(t,to)O(ty) and
p(tto) is the density matrix at time ¢. The time evolution of the density
matrix is given by

z‘hw = [Heff(t),,ﬁ(t,to)] : (1.68)

In order to derive an equation of motion for the distribution function f(r,p,t)
of the thermal cloud, the expectation value of the Wigner operator defined as

. A 1 A 1
f(r,p;to) = /drlewr /1ot (r + §I‘/7t0)5(r - 51’/7150) (1.69)
can then be calculated with the help of Eq. (1.66)
fepd) = (o)) = Tr (p(t2)f (rp.t0) ) (1.70)

This distribution function allows one to calculate expectation values of the
system like the thermal density 7n(r,t)

A(rt) = / (zi—‘;)g frpit). (1.71)
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The time derivative of f(r,p,t) then gives the time evolution of the thermal
cloud distribution and it describes how significant properties of the cloud
change over time. Using Eq. ([1.68)) one finds

IR _ v (jt.0) [ Fpor o) ]
=T (p(tt0) [Fporto) e (172

+ éTr ( (t.to) [f(p,r,to),lfl’D.

The first term on the right-hand side describes thermal excitations moving
around in a Hartree-Fock mean-field potential

U =2g(n.+n), (1.73)

with a particle-like local energy €, = p?/2m + U(r,t). The second term
containing the perturbative Hamiltonian H’, describes inter-atomic collisions.
As Kirkpatrick and Dorfman showed, this term can be reduced to binary
collision integrals [72]. The final expression for the time evolution of the
thermal distribution function then becomes

of (r,p,t)
ot

with V., V, representing the three-dimensional derivatives with respect to
space and momentum. This is the so-called quantum Boltzmann equation,
where Cho[f,®] describes collisions involving a condensate atom. This results
either in an atom leaving the condensate or an atom scattering into the
condensate. Both events change the number of condensate and thermal atoms.
Ca[f] on the other hand describes collisions between thermal atoms only.
Coof] and Cio[f,®P] take the form

2
Coolf gw / dp, / dps / dpyd(p + P2 — P3 — Py)

£ Vef(rpt) = VU - Vol (6pd) = Coolf.8] + Caalf). (1.74)

(1.75)
5 (€p + €p2 — €p3 — €pa)
A+ )X+ fo) fafa — ffa(1 4 f3)(1 + f4)]
and
Cholf,®] = 2g 7217;4 /dpl /dp2/dp3 mv.+Pp; — P2 — P3)
5(60 + 6pl 6p2 6p3 (176)

[0(p = Py) — (P —P3) — 0(P — Py)]
A+ fi)fofs — LA+ )X+ f5)],
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with f = f(p,r,t) and f; = f(p,,r,t). Delta functions appearing in these
integrals ensure energy and momentum conservation for the scattering events,
where the energy of the thermal atoms is given by the Hartree-Fock energy
€y = p*/2m+2g(n.+ n) and the energy of the condensate is €, = . +mv?/2.
The terms (f; + 1) and f; take quantum statistics into account for the
creation and annihilation of a boson with momentum p,. In the classical
limit where occupation numbers are small (i.e. f(p,r,t) < 1) the term
[(L+ )+ f2)fsfa — f (1 + f3)(1+ fu)] in Eq. reduces to f3fa— [ f2
which yields an expression for the collision integral of a classical Boltzmann
gas.

| Y \/ P2 Py \/ P3

Ps /\ Py p /\ | o)
Figure 1.2 — [llustration of scattering events described by the Cas collision
integral. Blue arrows stand for thermal particles and dashed lines for binary
collisions. The Ca9 term consists of an integral over all possible scattering
processes, which create an atom with momentum p minus an integral over
all possible scattering events which annihilate an atom with momentum p.

Therefore dpdr/(2rh)3 - Caa[f(p,r,t)] gives the net-transfer of particles in an
infinitesimal phase-space volume dpdr/(27h)? at r and p.

The collision term Co[f(p,r,t)] describes a change in the distribution
f(p,r,t) due to scattering events between two thermal atoms. It therefore
consists of an integral over all possible, binary scattering events, which create
an atom with momentum p at position r, minus an integral over all possible,
binary scattering events which annihilate an atom with momentum p at
position r. This is illustrated in Fig. . It follows from Eq. that
dpdr/(27h)3 - Ca[f (r,p,t)] describes the net-transfer of thermal particles into
or out of an infinitesimal phase-space volume at momentum p and position r.
Similar considerations for the C'5 collision integral show that dpdr/(27h)?-Cio
describes the particle net-transfer between the condensate and the thermal
cloud, illustrated in Fig. [1.3]
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pl \\JHJ mve, p2 \/ p3

Ps /\ | 8) P A mve
Figure 1.3 — Illustration of scattering events described by the Cs collision
integral. Blue arrows stand for thermal particles, dashed lines for binary
collisions and red wiggly lines are condensate atoms. The C1o term consists of
an integral over all possible scattering processes, which create a condensate
atom minus an integral over all possible scattering events which annihilate

a condensate atom. Therefore dpdr/(27h)3 - C1o gives the net-transfer of

particles into or out of the condensate in an infinitesimal phase-space volume
dpdr/(27h)3 at r and p.

1.5 The ZNG formalism

In the ZNG formalism the generalized GPE ((1.59) and the quantum Boltz-
mann equation ((1.74)) are combined to form a coupled set of equations, which
describe the condensate and thermal cloud time evolution

q) 2
22 G v et) + gna(e) + 2g7(rt) — iR(et) | ® (1.77)
ot 2m
of(r,pt)

ot + % . Vrf(rapat) - VU - fo(rvpvt) = 012[f7q>] + 022[f] (178)
The coupling arises due to the mean-field potential containing the thermal
and condensate density and the source term —iR(r,t), which is consistently
connected to the Cys[f,®P] collision integral

R(rt) = % (1.79)
with
F12[f,<13] :/JT—I;;)?,CHU@]- (1-80)

These equations may be solved numerically and with their help various
physical phenomena, which arise due to the interaction between a thermal



26 1.5. THE ZNG FORMALISM

cloud and a condensate, can be described. Examples for these phenomena
are the damping of collective modes [91H93|, dark soliton dynamics at finite
temperature [94] 95| and the decay of vortices [96-98].

How these coupled equations can be solved for the time-dependent case is
thoroughly discussed in chapter 2| However, for a static distribution function
f(p,r), i.e. in thermal equilibrium, Eq. and Eq. may be further
simplified, making it possible to derive an analytical expression for the thermal
and condensate density. This is of special interest because an equilibrium
state is the starting point of every dynamical simulation in this work.

1.5.1 Thermal equilibrium

In thermal equilibrium the source term —iR(r,t) vanishes. Otherwise, there
would be a net-transfer of particles into or out of the condensate, which is
obviously a contradiction to the assumption of a gas in equilibrium. Therefore
the equation describing the condensate becomes
h2

—%VQ + Vext () + gneo(r) + 2g729(r) | Po(r) = €coPo(r), (1.81)
where the index 0 denotes quantities in thermal equilibrium. The time
evolution of the condensate wavefunction is now given by

CI)()(I',t) = q)()(r>€_iecot/h = nco(r)e_“cot/h’. (182)

Substituting Eq. (1.82)) into Eq. (1.81)) gives an expression for the energy of
the condensate

AV o N
eo = —TVNVIO®) v ) b gneo(r) + 2070(r).  (1.83)
2m/Neo(T)

In equilibrium the distribution function for the thermal particles is given
by the Bose-Einstein distribution function f°(p,r). Describing the thermal
particle energy by a single-particle Hartee-Fock spectrum leads to

1
0 —
f (p,I‘) - ebBolp?/2m~+Uo(r)—fo] — 1’

(1.84)

where fiy is the chemical potential of the thermal cloud and 5y = 1/kgT} for
an equilibrium gas at temperature Ty. The potential Uy(r) consists of the
Hartree-Fock mean-field and the trapping potential

Up(r) = Vixs(r) + 2g[neo(r) + 1o(r)]. (1.85)
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By inserting the distribution function from Eq. (1.84]) into the Cys collision
integral, one may show that [79]

Coal "] = 0. (1.86)

Therefore Cyy collisions have no effect on the distribution function, which is
convenient for a gas in equilibrium. However, if the Bose-Einstein distribution
in Eq. is inserted into Eq. in order to calculate Ciy collisions in
equilibrium, one finds

2g°n,
Cial f0,] J 254/dp1/dp2/dp3 (mve+Pp; — P2 — P3)
1.87
'5(€c+€p1_€p2_€p3)(1+f1)f2f3 ( )
. [6/8(560_/1) — 1]

This expression is not necessarily zero. The initial assumption that the source
term —iR(r,t) vanishes, i.e. that the C5 collision integral is equal to zero,
holds only true for every equilibrium configuration if

€0 = /10. (188)

That means that the chemical potential of the thermal cloud must be the
same as the chemical potential of the condensate, to prevent a particle transfer
between the two regions.

Using assumption Eq. and integrating Eq. over momentum
space, an expression for the thermal cloud density can be obtained

) = [ o 1 (0a) = (o) (1.89)

with the thermal de Broglie wavelength A = (27h?3,/m)"/2, the Bose-Einstein
function gs/2(2) and the fugacity zo(r) defined as

zo(r) = ePoleco=lo(®)], (1.90)
In the Thomas-Fermi approximation it is also possible to derive an analytical
expression for the condensate density, which takes the form
1 .
Nep = E[ECO — Vet (r) — 29720(1)] > 0. (1.91)

Equations ((1.89) and ([1.81)) will be subsequently used to create starting states
for the dynamical simulations of a Bose gas. These starting states will be

iterated in time using Eq. (1.77)) and Eq. (1.78)).
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Chapter 2

Implementation

As outlined in the previous chapter the condensate and the thermal region
are treated very differently in the ZNG approximation. The generalized GPE
which describes the condensate time evolution has the form of a non-linear
Schrodinger equation, whereas the evolution of the distribution function
for the thermal excitations is a six-dimensional partial integro-differential
equation. Therefore the mathematical methods used to solve these equations
differ significantly, and the self-consistent coupling between both regions is
a numerical challenge. The method presented in this chapter uses adaptive
Cartesian collision bins, which allows for simulations in arbitrary trap geome-
tries (previous implementations employed radial symmetry [98]). In addition
a possible way to parallelize the implementation is shown and an analysis of
the run time for a single time step of the algorithm is presented.

This chapter starts by discussing equilibrium solutions which are obtained
by solving time-independent coupled equations (Eq. and Eq. )
It proceeds by looking at the collisionless motion of the condensate, which is
evolved in time using a split-step method. The quantum Boltzmann equation
is solved using a Direct Simulation Monte Carlo (DSMC) approach [99-103],
where test particles in phase-space model the evolution of the distribution
function in time. The thermal cloud density, which is needed for the thermal
cloud and the condensate time evolution is calculated with the help of a
cloud-in-cell method, combined with a convolution of the resulting particle
histogram with a sampling function. This results in a smooth density function
which minimizes the effects of single test particle fluctuations.

To calculate the full dynamics of the system the collision integrals are
solved in a stochastic manner by assigning collision probabilities to every test
particle. To achieve this, the test particles have to be binned in position and
momentum space. An adaptive-binning scheme for regions with a high number
of test particles is presented and parallelization of the code is discussed. The
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chapter ends by showing test simulations for the ZNG implementation for an
equilibrium and non-equilibrium initial state, to check the basic functionality
of the code.

2.1 Equilibrium solutions

Although the main interest of this work is the study of dynamical systems
far from equilibrium, it is also worth looking at time-independent solutions.
On the one hand this shows the effect of the mean-field terms appearing
in Eq. and on the other hand the equilibrium solution can be used
as an initial state for a dynamical simulation, in which the initial state is
driven away from equilibrium by the simulated potential. To achieve thermal

equilibrium, Eq. (1.81]) and Eq. (1.89)

—2h—mv2 + Vext(r) + gnco(r) + nglo(r) (I>0(r) = Ecoq)o(r) (21)

) = [ o () = FnlGalo) 2.2

have to be solved in a self-consistent manner. Therefore one has to explicitly
set the chemical potential of the ground state €, equal to the chemical

potential of the thermal cloud fip (which appears in the local fugacity zy(r) =
eﬁo[ﬂo—Uo(r)])

Ho = Ho = €co, (2.3)

as discussed in section [L5.11

The approach to numerically calculate the equilibrium state of a system
with a given temperature 7', total particle number N, scattering length a
and trap frequencies w;_,,, proceeds as follows [104]: the starting point
is a Gaussian wavefunction, that is normalized to an estimated number of
condensate atoms N, defining a condensate density via n.(r) = |[®(r)[>.
The thermal density is set to zero ny = 0. The wavefunction (£2.1)) is then
iterated for one small time step At in imaginary time, as described in section
2.1.1] Using the calculated values for the chemical potential 1o and the
condensate density n,(r) = |®y(r)|?, a thermal cloud density 7y can be
calculated with Eq. (2.2). With the help of the thermal density the atom
number in the thermal cloud can be calculated Ny = [ driig(r) and a new
condensate atom number is obtained by N, = Ny — No. The wavefunction is
then renormalized to the new condensate atom number N.y. With new values
for ®y(r), ne(r) = |Po(r)|? and 7ng(r), the wavefunction is again iterated in
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imaginary time and the algorithm repeats, until the chemical potential 1
remains constant between two time steps, up to a chosen precision. Algorithm []]
in Appendix [B] gives a pseudo-code version of this equilibrium solver.

The presented algorithm assumes that the chemical potential always lies
below the effective potential Uy of the thermal cloud. Otherwise the Bose-
Einstein function gs/s(2o(r)) in Eq. would diverge. However, there
is no reason why this should be the case in a simulation. Especially for
relatively warm clouds close to T, or highly anisotropic traps it is possible
that Up(r) < po. In that cases po has to be set artificially to the minimum of
Up(r) in regions where Uy(r) is below py.

2.1.1 Solving the time-independent GPE

In order to solve the time-independent equation (2.1)) it is useful to look at
the time-dependent equation ((1.77)) in imaginary time [105]. In this case, the
time ¢ is substituted using a so-called Wick rotation of the form [100]

t—st' =it (2.4)

With that transformation Eq. (1.22]) becomes a diffusion equation

—— V2 4 Ve (1) + gne(r )| S(r,t') (2.5)

2m

ad(rt) [ B
o

and the time evolution of a given wavefunction ®(r) takes the form

oo

O(r,t') = che_Ent//hwn(x,O). (2.6)

n=0

Here ¢,, are the sorted energy eigenstates of the system with the corresponding
eigenvalues F,,, which fulfill the relation F, < E, .1 Vn € N. Hence ¢ is the
ground state with energy Ej.

From Eq. one can see that the Eigenfunctions ¢, for a given state
are damped out when evolved in time. The higher the eigenenergy of the state
the higher the damping rate. Hence states with higher energy are damped
out more rapidly compared with states with lower energy. The implemented
algorithm to compute the ground state of the system takes advantage of this
effect by iterating the wavefunction in imaginary time using Eq. and
renormalizing the wavefunction after each time step. With every time step the
contribution of the ground state to the wavefunction gets more pronounced,
while the contributions of higher states diminish. For an infinite number of
small time steps this leads to the ground state of the system.
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The procedure for finding the ground-state solution at T' = 0 starts with
an arbitrary wavefunction and iterates this wavefunction in imaginary time
using Eq. (2.5]). This can be done using the Crank-Nicholson or a split-step
method. It is common to take the analytical ground state for the case of
vanishing interactions as an initial state. The time evolution does not conserve
the norm of the wavefunction and it is renormalized to the particle number
after each step. As described previously the algorithm remains the same for
the finite temperature case, but it takes the additional mean-field potential
of the thermal cloud into account, which is updated after each time step, and
the particle number of the condensate changes during the simulation.

2.1.2 Example for an isotropic trap

A solution of the equilibrium solver for an isotropic trap (w = w, = w, = w,)
is presented in Fig. 2.1} The left picture shows the condensate density and
the right picture shows the thermal cloud density in the x-z-plane. The trap
frequency is w = 27 x 120rads~! with a total number of N = 5 x 10* 8 Rb
atoms at a temperature 7' = 150 nK. This leads to a final state with 16735
atoms in the condensate and 33265 thermal atoms.

The resulting shape of the condensate and thermal cloud density is typical
for self-consistent Hartree-Fock calculations [107]. Thermal atoms are depleted
from the trap center because of the very high condensate density, which
appears in the mean-field potential term (Eq. (1.85))) and it is highest in
the region where the condensate vanishes. Figure shows the thermal
cloud (golden curve), condensate (red curve) and total density (black curve)
as a function of the distance r from the trap center after the algorithm has
converged. The condensate density takes a nearly parabolic profile, with
the kinetic term contributing to prevent a sudden drop to zero at the edges.
Together with the thermal cloud, which is suppressed in the region of high
condensate densities, it forms a smooth total density profile. The depletion
of the thermal cloud can be understood by looking at the resulting potential
of the condensate and thermal atoms in Fig. Compared with the mean-
field potential for the condensate the thermal atom effective potential U(r),
defined in Eq. (1.73), has an additional factor of gn.. Therefore instead of a
flat bottomed potential thermal atoms see a repulsive potential in the trap
center, which has a minimum where the condensate density goes to zero. As
mentioned in Sec. if the chemical potential pi.o is higher than U(r), it has
to be artificially set equal to the minimum of U(r). As shown in Fig. [2.3| this
is already the case for the considered configuration. For lower temperatures
the minimum of U(r) would lie above the chemical potential.
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Figure 2.1 — Condensate (left) and thermal cloud density (right) in the z-z-
plane for an equilibrium state of N =5 x 10* 8"Rb atoms at 7' = 150nK in a
trap with angular frequency w = 27 x 120rads™'. Red color denotes regions
of high, blue color regions of low densities. The scales for the two pictures are
different, in order to show the curvature of the thermal cloud density, which is
about an order of magnitude smaller then the condensate density.
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Figure 2.2 - Condensate (red curve), thermal cloud (golden curve) and total
density (black curve) for the equilibrium state in Fig[2.1]for different distances r
from the trap center. The gray dashed line shows the calculated Thomas-Fermi
radius Ryp for 16735 8’Rb atoms in the condensate at T = 0.
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Figure 2.3 — Effective potential U(r) seen by the thermal cloud (golden curve)

and the condensate (red line) as a function of the distance r to the trap center.

The gray dashed line shows the chemical potential p.9. The ground state
density in the middle of the trap, which creates a flat-bottomed potential for
the condensate, leads to a highly repulsive potential for the thermal atoms.
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2.2 Collisionless time evolution

If the typical time scale 7 for a collision to happen is much higher than the
small time step At, with which the system is numerically iterated in time,
collisions may be separated from the residual dynamics of the system. It is
therefore convenient to first iterate the coupled ZNG equations in time with
Ch1a = Uy = 0 and deal with collisions later. The numerical problem is then
two-fold. First the generalized GPE has to be iterated in time, followed
by an iteration of the quantum Boltzmann equation ((1.78) without collisions.

2.2.1 Solving the generalized GPE

In principal every numerical method which can be applied to the GPE can
also be used to solve the generalized GPE. However, because of the additional
mean-field potential coming from the thermal cloud and the source-term
R(r,t), a very stable numerical algorithm is needed. Therefore a split-step
method [108], 109], that takes the potential of the previous time step into
account, is used. This method can be derived using the formal time evolution
of a state |®(r,t))

|D(t 4+ At)) = U(t + At t) |B(t)) . (2.7)
In the general case, where the Hamiltonian is time-dependent, the time

evolution operator depends on the time ¢ as well as the time difference At
and can be written in the form [110]

t+ AL t+At
U(t+Att)—1+—/ dt'H (t / dt/ dt"H () H (") +
(2.8)
Substituting H(¢') by its Taylor expansion around time ¢
- - dH (t) 1d>H (t)
H{t')=H(t)+——= -t —t)+ = (=t 2.9
() = )+ T gy ST gy (29)
- 1
=a+ 6t —t)+ 5@(t’ — )., (2.10)
with & = H(t), § = 'Héft) and 4 = d2§2(t) gives
b

_ s 2__ 2 3
Ut +Att) =1+ hAt+2hAt S A+ O(AF), (2.11)
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Up to the first order this expression is identical to the exponential series
e~ tHOM/M _ 1 4 %At +O(A), (2.12)
i

which would be an exact description of the time evolution in the case of a
non-time-dependent Hamilton operator.

In the time-dependent case approximating U (t+ At,t) by this series yields
an error of the order of O(At?). To get a higher precision, one can use
Eq. to derive an exponential function, whose series is identical to
U(t 4+ At,t) up to the third order

Ut + Att) o e @TaPANM/L L o(As). (2.13)
In addition one may approximate B by a backward-difference method

H(t) — H(t — At)
At

B~ + O(AY). (2.14)
Because this approximation yields an error of O(At) and § is multiplied
by At? in Eq. (2.13), this replacement still has an error of order O(At?).
Substituting Eq. A into Eq. and considering the fact that the
kinetic operator 7' is not time dependent, one finds the final form for the
evolution operator

Ut + Att) ~ e HOMM L (AL, (2.15)

with H (t) consisting of a kinetic operator T and a mixed potential operator
Vt)y=1L[3ve) - v - At)}

A=T4V(0) =T+ [300) - Vit - An). (2.16)

This mixed potential can be thought of as a linear extrapolation of the
potential to the mid-time point ¢ + At/2. To calculate it one only needs to
store the potential of the previous time step to win a higher accuracy for the
time evolution.

Applying a so-called Strang-splitting approach [I1IHIT3|, which can be
derived using the formula of Baker-Campbell-Hausdorff [114, [115], to the
operator defined in Eq. , leads to

e—iﬁ(t)At/h _ e—iV(t)At/Qhe—iTAt/he—iV(t)At/Qﬁ + O(At3), (2.17)
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so the numerical splitting procedure has the same error as the approximations

made in Eq. (2.13)).

The time evolution of a state |WU(t)) is then given by
|\I’(t + At)> — e71"7(t)At/2hefiTAt/h€7i\~/(t)At/Zi‘z |‘I/(2f)> (218)

The advantage of this splitting method is that the action of the potential term
e~V (AL2h §g just a point-wise multiplication when applied to a wavefunction
in position-space. On the other hand the action of the kinetic term e~“7At/"
is a point-wise multiplication in k-space. After discretizing the wavefunction
(i.e. calculating the wavefunction only at specific supporting points with
separations Az,Ay and Az in the z-,y- and z-direction and iterating it only
for small steps At) the pseudo-spectral method works as follows: first the
product of the potential term and the wavefunction is calculated in position
space and the result is transformed into momentum-space using a discrete
Fourier transformation. Then the kinetic term is applied and the wavefunction
is transformed back into position-space where the multiplication with the last
potential term can be calculated. Because the discrete Fourier transformation,
which scales with O(N log(V)), can be calculated with the so-called FFTW
package [116] the discussed method is an efficient way to solve the generalized
GPE.

2.2.2 Solving the quantum Boltzmann equation

The fact that the quantum Boltzmann equation is a six-dimensional
non-linear partial integro-differential equation makes a direct time integration
difficult. Therefore it is often solved by a Direct-Simulation-Monte Carlo
(DSMC) [103] method as first outlined by Bird [99]. In this approach the
distribution function is sampled by a large number of phase-space points. The
time evolution of these phase-space points, which are often referred to as “test
particles” [I17], then yields the time evolution of the distribution function.

The correspondence between the test particles and the physical properties
of the system is given by the relation

Nep

f(prt) = y(2nh)’ Z o(r —ri(t))d(p — i), (2.19)

where r;(t) is the position and p,(t) the momentum of test particle i. The
weighting factor v = N / th is given by the relation between physical thermal
particles N and test particles th. The number of test particles is chosen
so that the continuous distribution function f(p,r,t) is represented in an
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appropriate way, i.e. that test particles, although they are discrete, form
a quasi-continuous distribution. Hence the number of test particles is not
necessarily equal to the number of thermal particles, and most of the time
it will be much greater in a simulation of an ultra-cold atom cloud. The
phase-space distribution is normalized to the number of thermal particles N,
so that

N(t) = /drdpf(p,r,t)/(Qﬂh)3. (2.20)

The test particles evolve in time like classical particles in the Hartree-Fock
potential U(r,t)

dr o pi(t)

o om (2.21)
dp; _
E = VU(I',t> - (222)

Together with Eq. this gives the time evolution of the distribution
function f(p,r,t).

For the systems considered in this thesis it is necessary that the solver
of Eq. and Eq. conserves energy. Failure to do so would, for
example, result in a net transfer of particles between the condensate and the
thermal region even for an equilibrium state, which is obviously unphysical.
Hence classical Runge-Kutta methods are undesirable, whereas symplectic
integrators [IT8-120], which are designed to solve Hamiltonian problems,
conserve energy as well as phase-space volume. To derive an expression for
a symplectic integrator it is useful to look at the evolution of the phase-
space coordinate z = (p,r) for a classical particle with a system Hamiltonian
H =T + U in the Lie formalism

@ (nH) = ~iLz, (2.23)

where {z,H} is the Poisson bracket of z and H defined as
of 99 9f 9g
= — 2.24
{f7g} zz: <3T¢ Op; Op; Or; ( )

and L is referred to as the Liouville operator. The solution of Eq. (2.23)) is
given by

z(t + At) = e7ERg(1). (2.25)
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Equivalent to the Strang-splitting approach made in Sec. [2.2.1] the Liouville
operator can be split in a potential part Ly = i{z,U} and a kinetic part
Lr = i{z,T}. With the help of the Baker-Campbell-Hausdorff formula
[114, 1T5] one may show that

e—iﬁAt — e—iﬁTAt/Qe—iﬁUAte—i[,TAt/2 _|_ O(Atg) (226)

This is the classical equivalent of Eq. (2.17). When used to solve Eq. (2.21)
and Eq. (2.22)) this method leads to a change in the test particles’ positions
and velocities. The kinetic term Lr is applied first, which results in

then the potential term Ly updates the velocities
1
m

and the final position at t + At can be calculated by applying £y again with
the updated values T; and v;(t + At)

1

If the potential term U is explicitly time-dependent it is extrapolated to the
midpoint ¢ + At/2 of the interval, in analogue to Eq. (2.16])

1

0:2wa—Uu—Am. (2.30)
Algorithm [3]in Appendix [B]is a pseudo-code version of the time evolution of

thermal particles.

2.2.3 Calculating the thermal cloud density

For calculating the mean-field potential of the thermal cloud and the conden-
sate an expression for the thermal cloud density n(r,t) is needed. However,
from the discussion so far it is not obvious how this thermal density can
be calculated. Using test particles to calculate the thermal density 7y, (r,t)
would lead to

Koy

mgnﬂ:7§:5h—n@ﬂ, (2.31)
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which cannot be used in a simulation. In order to calculate a force F =
—VU (r,t) acting on the test particles in Eq. the potential U in Eq.
has to be smooth and differentiable, which is clearly not the case for a sum
over delta functions. A remedy for this problem is to take equation ([2.31))
and to broaden the delta functions, i.e. replacing them by a sampling function
S(r) with a small but finite width, which is still normalized to unity. This
leads to a smoother thermal density n

Art) =v>_ S(r—r;). (2.32)
This can be calculated from Eq. via a convolution
A(rt) = (S % figy) (1) = / dr'S(r — )iy (1), (2.33)
A convenient choice for S(r) is an isotropic Gaussian function of width n

S(r) = (wn?) "3 2e 7. (2.34)

Although the replacement of the delta functions in Eq. is a mathematical
tool to get a smooth thermal density, it can be thought of as a replacement
of the contact interaction by an interaction with a finite range. In addition
simulation results are mostly insensitive to the actual width of S(r), which
was also outlined in former work [79].

A fast way to actually calculate the thermal density is to assign test
particles to points on a 3D grid first. As the thermal density is also needed
for the mean-field potential of the condensate, it is helpful to use the same
discretization as for the pseudo-spectral method for the condensate wavefunc-
tion (see Sec. . To minimize sharp density fluctuations, a cloud-in-cell
method is used [I17]. In this method a particle, with position (z,y,z), is
assigned to eight grid points instead of one, with weighting factors a, , . and

*

oy, . =1—a,, . defined as

2,2
a, = (v — xx)/(Tp41 — Tx) (2.35)
ay = (y =)/ (1 — 1) (2.36)
a: = (2 = zm)/(Zm+1 — Zm), (2.37)

with
Tp < T < Ty (2.38)
U <Y <Y1 (2.39)

Zm < 2 < Zmit, (2.40)
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where x, y; and z,, are grid points at position k, [ and m in the z-,y- and
z-direction. In order to assign test particles to multiple grid points, the two
nearest grid points in each dimension ((zy,zx11) in the z-; (y;,y,41) in the y-,
and (zy,2me1) in the z-direction) have to be determined. The test particle
contributes to each of them with the given weighting factors o, .. This is
illustrated in Fig. [2.4] Besides the fact that the calculated density is much

00 , Oy
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Figure 2.4 — Illustration of the cloud-in-cell method. A test particle with
coordinates (x,y,z) is assigned to eight different grid points using the weighting
factors a; and o =1 — a.

smoother with this method, it also varies continuously in time when test
particles move from one cell to another.

After calculating the distribution of test particles on the grid the smoothing
operation can be applied. For that purpose the convolution theorem may be
used

F(fxg)=F(f) Flg), (2.41)

which means that the Fourier transform of the convolution of two functions f
and g (denoted by F(f*g)) is equal to the product of each individual Fourier
transform F(f) and F(g). Thus, one may again use a Fourier transform to
calculate the thermal cloud density 7i(r,t) in Eq. (2.33)), which becomes

a(rt) = FH(F(fee(r,t) - F(S(r))), (2.42)

where 71 is the distribution obtained by the cloud-in-cell method and F~! is
the inverse Fourier transform. Because S(r) is a Gaussian function, the Fourier
transform F(S(r)) is also a Gaussian and can be calculated analytically.
Therefore the only operations which are time consuming are the Fourier
transform of the discrete function n.. and the inverse transform of the product
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F(Ree(r,t)) - F(S(r)). Again this was calculated using the FETW package.
A detailed description of the cloud-in-cell calculation and the smoothing
operation is shown in algorithm [4] in Appendix [B]

In Fig. an example result for the cloud-in-cell method and the smooth-
ing operation is shown. Although the cloud-in-cell method minimizes single
test particle effects, the fluctuations in the resulting density are still large
compared with the smoothed density, and would lead to high forces on test
particles due to high potential gradients.

Figure 2.5 — Equilibrium thermal density for the state in Sec. calculated
using 10° test particles. Left picture shows the thermal density obtained by
the cloud-in-cell method, right picture shows the thermal density after the
smoothing operation. High density fluctuations in the non-smoothed case
would lead to high forces on test particles.

2.2.4 Initial state

The starting point for a time-dependent simulation is often an equilibrium
state. While the initial wavefunction can directly be calculated with the
algorithm [I] outlined in Appendix [B] one needs to assign initial velocities
and positions to the test particles for the thermal cloud. In equilibrium the
probability to find a particle with momentum p and position r is given by the
Bose-Einstein distribution function f(p,r). Thus, to set up an initial state, an
algorithm to calculate random deviates following a given distribution function
is required. An efficient mathematical tool to do so, is the so-called rejection
method [I2IHI23] which goes back to ideas of von Neumann in 1951 [124].
For a detailed discussion of the rejection method see Appendix [A.T]

As the equilibrium distribution is a very smooth function, a rather simple
form of the rejection method may be used, where the comparison function
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is a constant. First, particles are distributed in position-space following the
density function n(r), which is calculated with the Hartree-Fock equilibrium
state code. To do so, three uniformly distributed, random numbers Rq,R,
and R3 with Ry € [—Zmax;Tmax)s B2 € [—Ymax,Ymax] and R3 € [—Zmax,Zmax],
are calculated, where 22 .y, 2Ymax and 2z, are the box sizes in the z-,y-
and z- directions respectively. The three random values define the Cartesian
coordinates of a uniformly distributed point r;,,q in position-space

Ry
Trand = R2 . (243)
Ry

As a constant comparison function the maximum of the thermal density 7.
is chosen and another random deviate Ry is selected so that Ry € [0,7imax]-
The random number Ry is then compared with 7(rpang). If Ry > 7(rpang) the
position r;,,q is rejected and a new set of random variables Ry, Ry, R3 and
R, is determined until Ry < 7n(ranq). For Ry < n(rpanq) a test particles with
position r,,,q is created. The test particle’s momentum is then determined in
a similar way using the fact that the Bose-Einstein distribution is isotropic
in momentum-space. The distribution function for the magnitude of the
momentum, p, at position ry,q is obtained by integrating the distribution
function f(ranq,p) over the azimuth and the elevation angle of the momentum
vector

T 2T
f(Trand,p) = /0 de /0 d¢ p* sin(0) f (rrana,p) = 47p° f (Frana.p).  (2.44)

The magnitude of the momentum for a test particle at position r;,,q is then
determined in the following way: two random numbers pyang € [0,Pmax|, Where
Pmax 18 the maximum momentumﬂ and Rs € [0, fimax] are selected, where
fmax denotes the maximum of the distribution function for the momentum
magnitude. Using Eq. fmax 1s calculated numerically for a given ry,,q.
If Rs > f(rrand,Pranda) then pranq is rejected and two new random variables
are selected. However, if Ry < f(riand,Prand) two random angles ¢ € [0,27]
and cos(f) € [—1,1] are calculated, which together with p,.nq define the test
particle’s momentum p,. Note that € is determined using a uniformly random
number in the interval [—1,1], which represents cos(f), instead of using a
uniformly distributed random angle 6 € [0,7]. The latter would produce too
many particles with a momentum vector around 7 and 0, instead of uniformly
distributed momentum vectors.

IThis was chosen to be three times the thermal velocity, vy, = VksT/m, of the initial

state multiplied by the mass ppax = 3m+/kgT/m. In a dynamical simulation ppax is
adapted to the corresponding collision cell, see Sec. @
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2.3 Collisions

The collisionless term of the quantum Boltzmann equation is solved by
evolving the test particles’ velocities and positions over time as described in
the previous section. In this scheme collisions are separated from the residual
motion consisting of the mean-field evolution of the condensate and the test
particles. This is convenient as long as the Knudsen factor Kn, defined as
the mean-free path of the particles divided by a characteristic length scale
of the system [125], is higher or equal to approximately 0.1 (in harmonically
trapped gases the characteristic length scale corresponds, for example, to the
longest oscillator length). Although values of Kn ~ 0.01 have been observed
in cold atom experiments, most experiments operate in a regime where Kn>1
[103]. Therefore the collision integrals can be solved after calculating the
mean-field evolution of the test particles. This is done by a numerical Monte
Carlo integration, which results in collision probabilities for each test particle.
A test particle may then undergo a collision with another test particle or the
condensate, leading to a sudden change in its momentum.

2.3.1 The Cy collision integral

The Uy collision integral describes collisions between thermal particles. Defin-
ing the “out™collision rate C93* in this context as

ou 29
Co'[f] = 5h7/ pz/dp3/dp4 (P+ P2 —P3 — Py

(S(Gp + €p2 € p3 — €p4

I+ f3)(1 4+ fa)],

(2.45)

the term drdp/(27h)3CS%* represents the number of atoms leaving the in-
finitesimal phase-space volume element drdp/(27h)? around r and p. An
integration over momenta in Eq. then gives an expression for the mean
number of atoms which undergo a collision per unit time and per unit volume
at the point r

ou dp ou
1o (r.t) :/W(/“ta(r,t). (2.46)

Using Monte Carlo techniques it can be shown that the average number
of collisions taking place in an infinitesimal volume element Ar in a time

interval At can be expressed using collision probabilities, P%Q, between pairs
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of two test particles i and j (for a detailed discussion see Appendix |Al

1
§rggtmm ~yY P? (2.47)
(i.9)

where the probability P2? is given by

P2 = n(r)o|vi — vl / g(l + f3)(1 + fi)At. (2.48)

The integral over 2 denotes an average over all possible scattering angles,
where the outgoing states have a weighting factor (1 + f3) and (1 + f4) due
to Bose enhancement. Momentum and energy conservation lead to outgoing
velocities, which lie on a sphere with radius %\vl — vy centered on %(vl +vs).

Although the collision probability is given by an integral over all possible
scattering angles €2, the test particles’ velocities in a simulation must take
specific values. This is achieved by selecting random numbers cos() € [—1,1]
and ¢ € [0,27] defining a random scattering angle Qr. Together with the
incoming velocities v and v, this defines the outgoing velocities vs and vy.
The collision probability then takes the form

P = n(r)alv — v(1+ f57)(1 + ')A, (2.49)

where the Bose-enhancement factors (1 + f5'#) and (1 + f;®) are now de-
termined by the specific outgoing velocities vy and v4. The corresponding
scattering event between particle ¢ and j is sketched in Fig. In a ZNG sim-
ulation the distribution function, needed to calculate the Bose-enhancement
factors, is modeled by test particles. Hence, in order to calculate an expression
for fz? % and ff % test particles are binned into collision cells. This involves a
binning in position- and in momentum-space, where a cloud-in-cell method
(see section [2.2.3)) is used to assign particles to the momentum grid points (for
a detailed description of the binning method see Sec. [2.3.3). The weighting
factor at each grid point of a momentum cell is additionally multiplied by a
normalization factor y(27h)?/(ArAp), where Ar is the volume of the collision
cell in position-space and Ap/(27h)? is the volume of the collision cell in
momentum-space. This normalization factor ensures that

Nk — ’yNt(g’k) = f(rn,pp.t)Ar,Ap,/(27h)3, (2.50)
where Nt(g k) is the test particle number in cell (n,k) (where n denotes the
cell index in position-space and k denotes the index in momentum-space).
This means that the integral of the sampled distribution function f(r,,ps,t)



CHAPTER 2. IMPLEMENTATION 47

Py Ps3

v

Figure 2.6 — Illustration of a scattering event between two incoming thermal
particles 1 and 2 and two outgoing particles 3 and 4.

in collision cell (n,k) over the cell volume gives the particle number N (k) in
that cell.

The actual calculation of Csy collisions proceeds as follows: test particles
are first binned into collision cells in position-space. Then for each position
cell the distribution function is calculated by assigning test particles to a
momentum grid using a cloud-in-cell method. As the algorithm looks at one
position cell n at a time, one only needs to store the momentum grid for
that particular position cell. Without this the memory requirements of the
system would render the calculation infeasible. In order to determine collision
partners, the test particles are then grouped in pairs, where each test particle
is only considered once, leading to Nt(g )/ 2 pairs, with Nt(g ) the test particle
number in position cell n. For each pair (¢,7) the collision probability P;; can
be calculated using Eq. and is compared to a uniformly distributed
random number X;; between 0 and 1. If X;; < P;; the collision takes place
and the velocities of the involved particles are updated according to the
randomly determined outgoing velocities vs and v4. However, if X;; > P;;
the collision does not occur and the velocities of the involved particles stay
the same. The algorithm proceeds by looking at the next pair until all Nt(g )/ 2
have been processed. This procedure is repeated for every position cell.

As a final remark it should be noted that the factor v only appears in
the context of collisions, if one is interested in the physical collision rate.
However, if probabilities are assigned to test particles in the simulation
does not appear in the expression for the collision probabilities (2.49).

2.3.2 The (', collision integral

Unlike the Uy, collision integral the C'5 collision integral involves scattering
of a condensate atom. The rate of atoms leaving the condensate into the



48 2.3. COLLISIONS

thermal cloud per unit volume and unit time is given by

ou 0N

mm?(2wh
X fa(1+ f3)(1+ fa). (2.51)

In the following discussion this will be referred to as the “out™collision rate.
In this notation atom 2 represents an atom which scatters with a condensate
atom producing two outgoing thermal atoms 3 and 4.

The rate of atoms going into the condensate due to the scattering of two
thermal atoms per unit volume and unit time can be written equivalently

in 0nc
I = T2 2T /dpzdpgdp45(pc +P3 — Py — Py)d(€c + €3 — €5 —€y4)

mm?(2wh
X fo(1+ f3) fa.

Here the incoming atoms are labeled 2 and 4 and the outgoing thermal atom
3, to get the same weighting factor f; as in Eq. . This will be referred
to as the “in”-collision rate.

In a similar way as for the I'y; collision rate, the in- and outgoing rates,
Fcl’;t(m), in a time interval At and a small volume Ar can be approximated by
collision probabilities (for details see Appendix [Al

Necen
I ArAL 2y S P, (252)

=1

The probability for a test particle to be involved in an “out’collision takes
the form

dQ
Pt = ncavf‘“/E(l + f3)(1 4 f2)AL, (2.53)

where

o = /[ve = vaP = 4(U — o) Jm (2.54)

plays the role of the relative velocities between the two incoming atoms with
velocities vy and v, the former a thermal atom and the latter a condensate
atom. U is the effective thermal cloud potential and p. the chemical potential
of the condensate. As before the integral over {2 represents an average over
all possible scattering angles.
Because the relative velocity, vo"

(2.54)) indicates that the constraint
Ve — vol? > 4(U — pe)/m (2.55)

, must take positive real values, expression
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Figure 2.7 — Illustration of an “out”-scattering event for an incoming thermal
particle 2 and a condensate atom. The scattering event results in two outgoing
thermal particles 3 and 4.

must hold true. This represents a constraint for the incoming atom 2 and
only test particles fulfilling the inequality may be part of an “out™type
collision. The physical meaning of this constraint can be understood when
looking at the different mean-field energies for condensate atoms g(n. + 2n)
and thermal atoms 2¢g(n. + 7). If an atom leaves the condensate and goes
into the thermal cloud there is an increase of gn. in the potential energy. In
order to conserve energy in a collision, this energy difference must come from
the kinetic energy of the incoming thermal atom. Hence atom 2 needs an
excess kinetic energy to compensate the difference in the mean-field energies.
The connection between this energy difference and the inequality may
be seen in the Thomas-Fermi approximation where U — p, = gn.. As the
collision partners have equal masses this leads to the constraint in
order to transfer the missing energy difference gn. through a collision.
While the “out”-probability, P°", looks similar to the collision probability
between two thermal atoms, Pss, the “in”-probability takes a rather different
form

0N,

in
r

in __
Pi =

/ dvi full + f)At, (2.56)

with vi" being the magnitude of the relative velocity vi" = v, — v, between
an incoming thermal atom 2 and the condensate. The expression fy(1+ f3) is
integrated over all velocities, v, , lying in a plane perpendicular to vi", where
the velocity of the incoming atom 4, v4, is determined by v in the following
way (please see Appendix [A|for a detailed discussion)

(2.57)

Here \A/i,n is a unit vector in direction of v*. The velocity of the outgoing atom



50 2.3. COLLISIONS

p3 mve

N

Figure 2.8 — Illustration of an “in”-scattering event for incoming thermal
particles 2 and 4. The scattering event results in an outgoing thermal particle
3 and a condensate atom. Note that the indices of incoming and outgoing
particles are different compared with those in Fig. to get a similar looking
expression for Pi* and PPUt.

3, vg, is then given by

(2.58)

As in the case of Cy collisions, the integrals occurring in (2.53) and ({2.56))
are replaced by random numbers, so that specific values may be assigned to
test particles if a collision takes place. The “out™collision probability then
takes the form

PP = neovg™ (1 + f?SZR)(l + leﬂR)Atv (2.59)

where the expression leR emphasizes the fact that the distribution function
depends on a randomly selected scattering angle {2z. An “out’collision process
is illustrated in Fig. 2.7

Using a Monte Carlo integration to solve the integral in , the “in-
collision probability becomes (for details see Appendix

on.A,
in
T

pin = Y+ A (2.60)

The distribution functions f; L depend on a randomly selected velocity v
uniformly distributed over an area A,, which is perpendicular to the relative
velocity V;“E| By taking the average of the “in”-probability over N, sample
points, the value of the integral in (2.56)) is approximated. This mean value
is independent of the size of the area A,, as long as the whole occupied

2Please see Sec. for a discussion about a convenient choice of A, in dynamical
simulations
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phase-space is sampled by f; £ and f; f. An illustration of an “in”-collision
process is given in Fig. [2.8]

To derive equations and quite different Monte Carlo ap-
proaches have been applied. In this form the cubic terms f; f3 f4, which cancel
in the analytical (15 collision integral, may be non-zero due to numerical
approximations. To solve this problem one may drop these terms artificially
in the calculations, which is equivalent to dropping the terms fs5f; in the
final collision probabilities and . This leads to new collision
probabilities

PP = neou™ (14 f3 + f17) A, (2.61)
and
pin — TneAy ity (2.62)
Tt

To calculate whether a test particle takes actually part in an “in”- or “out’-
collision, a random number X5 € [0,1] is selected. If X5 < P°" an “out’-
collision takes place, which means that the velocity of the incoming particle
is updated and a new test particle is created. If PP < X5 < (P + P)
an “in”-collision occurs and the incoming particle is deleted. Although an “in’-
collision consists of two thermal particles colliding and one particle going into
the condensate, the “in”-collision probability is calculated for every single test
particle. Therefore if an “in”-collision takes place, a second thermal particle
with velocity v4 must be found and updated to the outgoing velocity vs. If
no suitable particle can be found in the current cell (this may happen due to
the cloud-in-cell method) the search is expanded to neighboring momentum
cells. Because this particle will have a velocity that differs slightly from vy,
the calculations of the outgoing velocities are adapted to ensure momentum
and energy conservation.

So far collisions were only considered in the context of the thermal cloud.
However the C5 collisions have a direct effect on the condensate wavefunction
®(r,t) due to the R-term appearing in (L.59), which couples the quantum
Boltzmann equation to the generalized GPE. The equation defining this
R-term ((1.79)) can be rewritten by splitting the total C5 collision rate into
' and 9y, leading to

~h
© 2n.(rt)

R(r,t) (TS5 (r,t) — I (r,t)). (2.63)

In the simulation R(r,t) is discretized on the grid used for the wavefunction
®(r,t). For that purpose R;, corresponding to the contribution of a test particle
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i to the total term R(r,t), is calculated using the collision probabilities

vh

= — (PPt — piny 2.64
2ncArAt( i) ( )

3

where Ar is the volume of a grid cell used for the wavefunction discretization.
For each test particle R; is assigned to grid points using the cloud-in-cell
method described earlier. The source term Ry, at a given grid point rg,
(where k,l and m denote grid indices for the x, y and z directions respectively)
is given by the sum over all single test particle contributions at that point.
The change of the discretized wavefunction ®(rg,,t) at that grid point r,
due to the (5 collisions is then given by

(I)(Tklm,t‘F At) — e*R(Tklmi)At/h@(rklm,t). (265)

Therefore the norm of the wavefunction changes if there is a difference between
the “in”-and “out”-collision rate, independent of whether collisions actually
take place or not. Hence, the total atom number is only conserved in a
statistical sense, and numerical fluctuations in thermal atom number and
condensate atom number may occur.

Because “in”-and “out”-collisions are treated differently, a small numerical
deviation even in equilibrium is inevitable. This may lead to drifts in the total
particle number or a net particle transfer between the condensate and the
thermal cloud. The main error arises due to the sampling of the distribution
function with test particles. These effects can be minimized by an appropriate
choice of collision cells. On the one hand many particles in a cell lead to
good statistics, on the other hand the resolution of the distribution function
increases with a lower cell size. An adaptive-binning method is therefore
desirable because it is not clear how to choose an optimal grid in position-
and in momentum-space beforehand. Details of a possible implementation
are given in the next subsection.

2.3.3 Binning procedure

In order to calculate collision probabilities and find collision partners, test
particles are binned into collision cells. In contrast to former ZNG implemen-
tations, which were optimized to systems with cylindrical symmetry [9§], a
Cartesian grid in position- and momentum-space was chosen, which allows
simulations of arbitrary trap geometries.

The goal of an adaptive-binning method is to distribute particles into
collision cells in position-space, so that each cell contains approximately an
equal number of particles. The implemented procedure is based on a method
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outlined by Bird [99] and has been applied to very cold, dilute gases by
Wade et. al. [I03]. In this method the test particles are first binned on
a master grid consisting of rectangular cuboids of equal size. After that,
these so-called master cells are subdivided into smaller cells dependent on the
particle number within a cell. This leads to a subdivision of highly occupied
master cells, which increases the resolution of the distribution function in
regions where there are many test particles. For this reason a threshold value
Ny is chosen and a given master cell n with Nt(g ) test particles is subdivided
such that each subcell contains an average of Ny, particles. This may be
achieved by calculating an integer [, so that Nt(g ) /2! is close to, but not
less than, Ny,. Then the master cell is subdivided into 2! subcells, with no
preference in any direction. Afterwards, particles have to be binned on a
new grid in momentum-space for each subcell. The number of grid points in
momentum-space stays the same throughout the simulation and is equal for
every subcell, but the resolution changes. The maximum momentum of the
test particles in a subcell, py.x, is determined and the box in momentum-space
is defined from —ppax tO Pmax in each direction. This also defines the size of
the area A, appearing in the “in”-probability expression (2.50)):

2
A, = %. (2.66)
This ensures that the whole occupied phase-space is sampled by A, using a
high resolution. The subdivision of master cells is illustrated in Fig. 2.9
As a final comment it should be noted that the optimal threshold numbers
Ny differ from those found for the classical Boltzmann equation in the case
of dilute cold gases [103]. This is due to the fact that for a classical gas the
collision probabilities do not directly depend on the distribution function. In
that case a binning in momentum-space is unnecessary and Ny, can be very
low (down to only 2). This is not the case in a ZNG simulation where Bose
enhancement is taken into account. In fact an unphysical particle drift from
the thermal cloud into the condensate was observed for threshold numbers
N < 85, due to bad statistics, and Ny, was in most simulations chosen to be

around 200. An example for subdivision of collision cells from a simulation
with 10° test particles is shown in Fig. [2.10]

2.3.4 Transient adaptive subcells

In the case of (s, collisions, particles are paired in subcells and the corre-
sponding collision probabilities are calculated. When these pairs of particles
are randomly chosen it may occur that colliding particles are far away from
each other, depending on the size of the current subcell. This may lead to
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Figure 2.9 — A sketch of particles (red dots) representing a thermal cloud,
which are binned into equally sized master cells in position-space. The cells
on the master grid are chosen to be relatively large, leading to high particle
numbers in regions where the density is high. Subdivision of these cells leads
to a higher resolution of the distribution function.

unphysical information transport across a long distance. It would be desirable
to form nearest neighbor pairs, so that only test particles in the vicinity of
each other can collide. Unfortunately, calculating the exact nearest neighbor
pairs is very expensive and scales with O(N?). A possibility to avoid these
costs was suggested among others by Bird [101], 102, 126]. In this scheme
the already calculated subcells are further divided into even smaller cells,
the so-called transient-adaptive subcells (TASC). Collision partners are then
only chosen from the same or a neighboring TASC, reducing the separation
between colliding particles significantly. The TASC are ideally chosen so that
there is an average of two particles in each cell. This is achieved by dividing
each subcell with a given test particle number Ny into R/N_SCJ equally spaced
TASCs in each direction, where |x| is the floor function. Although the
calculation of TASCs does not provide information about the exact nearest
neighbors, the distance between colliding particles is drastically reduced and
the run-time complexity scales with O(N). It is important to note that the
TASCs are only used to determine collision partners for the Cs, collisions.
The distribution function is still sampled in the bigger subcell to ensure good
statistics for the collision probabilities.
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Figure 2.10 — Illustration of master cells and division into smaller subcells
in regions where the test particle number is above Ny, = 100. The total test
particle number is 10% and the equilibrium state is the same as that in Fig.
Nine master cells are used in each direction. Plotted are particles in master
cells around z = 0 along the z- and y-direction. For clarity only a small
fraction (~ 1%) of the particles is shown.

2.4 Parallelization

The time evolution of the condensate and the test particles can be very time
consuming. In the case of test particle numbers > 10° the thermal cloud
evolution is the limiting factor of simulation run times. If this is the case it
is favorable to distribute test particles over several processor cores and to
calculate the collisionless term and collisions in parallel. For that purpose the
open version of the message-passing-interface (openMPI) is used [127], where
each core, which is referred to as a process in the context of MPI, has its own
namespace. Information between different processes is then exchanged using
messages. In the case of the ZNG algorithm this means that every core is
responsible for a given portion of the box in which the condensate and the
thermal cloud are defined and test particles, as well as the wavefunction, are
distributed accordingly.
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2.4.1 Data distribution

As mentioned before, the FFTW package is used to calculate the discrete
Fourier transformation, which is needed for the calculation of the time evo-
lution of the condensate and the thermal density. This package also allows
calculations in parallel. FFTW chooses the distribution of grid points to cores
itself and follows a 1D-block distribution along the first dimension. That
means that a 3D vector is only divided along the first dimension (which was
the z-dimension in the simulations). This distribution was adopted for the
thermal cloud and test particles were sent to each process depending on their
position in the z-direction. The FFTW package provides documentation on
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Figure 2.11 — Two-dimensional sketch of a 1D-block distribution along the
z-dimension for the ZNG code. Az and Ay denote the resolutions in the z-
and y-direction. Each process stores the full box along the z- and y-direction
and only a region of the size (local _n’ — 1) - Ax along the z-direction.

how to distribute a given data vector in parallel. The user is then responsible
for implementing this distribution. The function fftw _mpi local size 3d,
telling the user how FFTW wants to divide the 3D vector with total size
ngy X ny, X n,, can be called on every process. The distribution informa-
tion for the current process is then stored in the variables local n, and
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local _x _start:

fftw mpi local size 3d(ptrdiff_t n,, ptrdiff_t n,, ptrdiff_t n.,
MPI _Comm comm,

ptrdiff t xlocal n,, ptrdiff t *local x start).

The variable comm tells the function which processes are involved in the
calculation of the Fourier transform. After calling the function on process i,
the variable local n, gives the number of points along the x-direction which
are transformed on the current process. Each process therefore only needs
to store a vector with size local _n, x n, x n,, where local _n, may differ
between each process. The variable local x start tells the user where the
local _ng x n, X n, sized portion lies in the original vector, so each process
takes care of a part of the original vector, which starts at local _x start and
goes to local _x_start+(local _n,—1) in the z-direction. This is illustrated in
Fig. for a given process i and corresponding local variables local _n' and
local _x  start’. This data distribution is used throughout the parallelized
ZNG algorithm for the condensate and for the thermal density.

2.4.2 Collisionless motion and ghost cells

The mean-field terms in the Hartree-Fock potential depend on the condensate
and the thermal cloud density. Therefore, in order to evolve a test particle
i at position r; in time, the Hartree-Fock potential U = 2g (n.(r;) + n(r;))
corresponding to r; has to be stored on the same process as the test particle.
Hence, the data distribution discussed in the former section also dictates how
test particles are assigned to processes. This is done by binning each test
particle to a grid point in the z-direction and sending it to the corresponding
process.

Although this provides values for the thermal cloud and the condensate
density at the position r; of the test particle ¢, the data distribution over
several cores causes an inconvenience. The time iterator for a test particle
demands the calculation of the potential term U(F;) at an estimated midpoint

T; (see Egs. (2.27) - (2.29))

1
If a particle’s z-coordinate is close to the boundary of the local grid on the
current process, it may happen that the necessary grid point r; is stored on
another process. Additionally the gradient of the potential term, VU (r;), has
to be calculated in order to update the test particle’s velocity, which involves
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Figure 2.12 — Illustration of ghost cells for a two-dimensional grid. Every
cell along the border of a process in the z-direction is copied and sent to the
neighboring process.

information about neighboring grid points. So even more grid points, which
may not be available on the process where the test particle is stored, have to
be taken into account for the thermal cloud time evolution.

This problem can be solved by mirroring adjacent cells which are stored
on different processes. Therefore the cells which lie at the border of a process
are copied and sent to the next neighboring process, where they are stored
into so-called ghost cells [128] after each time step, as illustrated in Fig. [2.12
A function which needs values from a neighboring process can then access this
information using the corresponding ghost cells. Because two rows of ghost
cells may be needed for the term VU(F;) a process has to store 4 X n, X n,
ghost cells in total for each grid, 2 x n, x n, for both the upper and the
lower neighboring process. This is done for the thermal density and the
wavefunction of the current and the previous time step. The ghost cells
not only provide an effective method to parallelize the test particle time
evolution but also allow one to calculate physical values in parallel which
require derivatives of the wavefunction, such as the condensate energy or the
condensate velocity.

After each time step the ghost cells have to be updated and particles
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which crossed the line between two processes have to be sent to their new
process. In addition processes have to communicate with each other when
values are assigned to grid points using the cloud-in-cell method. A value
(for example the R-term) which is calculated at the border of a process may
be assigned to a grid point of an adjacent process. In that case the values
are summed and assigned to ghost cell points, which are then sent to the
neighboring process and added to the corresponding grid point.

2.4.3 Collisions

Parallel calculations of collisions are done by assigning an equal number of
master cells to each process. In this way the calculation of subcells and TASC
is straightforward but it introduces the constraint that the grid size has to
be an integer multiple of the master cell number along the z-direction, to
avoid master cells of differing size. In addition if the grid size is not an integer
multiple of the number of processes used, the FFTW package distributes a
data portion to the last process, which has a different size than all the others.
This leads to master cell sizes in the last process, which differ from those in
the other processes. However if the number of processes is high enough and
the box is large enough, only a few particles reside on the last process and a
difference in the master cell size at the border of the region has only a small
effect on the dynamics.

2.4.4 Overview

To close the discussion about the implementation details of the ZNG method,
this section gives an overview of the algorithm as a whole and shows in a
simplified way, how a single time step is calculated (see Fig. [2.13).

At a given time step n+1 the algorithm iterates the discretized condensate
wavefunction (7, t, ), where k,l,m are the discretization indices in the - y-
and z-direction, in time using the split-step method. This gives a new value
for the condensate density n.(Txum,tnr1). With the help of this new density
the potential acting on the thermal atoms U (rg;n,t,+1) can be calculated and
the test particles’ positions and velocities are updated accordingly. This is
the calculation of the collisionless part of the quantum Boltzmann equation.
Afterwards, particles are assigned to grid points using the cloud-in-cell method
and a convolution of the resulting histogram with a broadening function yields
a new thermal density 7(rgim,tni1)-

The algorithm then proceeds by assigning test particles to master cells
which are further divided into subcells depending on the test particle number
in each cell. In the case of Cy collisions, collision partners are searched for
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within TASCs. After calculating C'5 collisions, the R-term, which ensures
total particle number conservation in a statistical sense, is determined and as
a final step, boundary conditions concerning the test particles are calculated.
These boundary conditions are given by the experimental setup.

time evolution
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Figure 2.13 — A single, simplified time step of the ZNG algorithm. Main
steps of the algorithm are highlighted in golden boxes, gray boxes give insight
into the implementation, which is described in more detail in previous sections.
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2.4.5 Benchmark

To show the effects of the previously discussed parallelization on run times, an
initial state with a different number of test particles and a different number
of cores is iterated in time. This is done using a full ZNG implementation
including the collisionless Boltzmann term, collisions and condensate dynamics.
The result is shown in Fig. The time costs per single step of the algorithm
are plotted against the number of test particles, where different colors denote
different number of processes. For large test particle numbers the algorithm
scales with O(N) and saturates for very low numbers mainly because of the
time evolution of the condensate. By using 24 cores the cost of one single
time step is approximately an order of magnitude lower than for the case of
one single core for a gas with 1.8 x 10° test particles. Increasing the process
number further leads to a saturation of the time used per step because the
communication costs between processes becomes dominant.
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Figure 2.14 — Time per step for different test particle numbers shown for one
core (gold open circle), four cores (gray open circles), eight cores (black open
circles) and twenty four cores (red open circles).
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2.5 Testing

Testing of implemented algorithms is an essential task, especially in numerical
science. In most cases this is done by simulating a simple system which
can either be described analytically or whose behavior is predictable. A
comparison between the simulated data and the analytical values not only
offers possibilities to debug the written code, but also gives insight into
applicability and errors of a given model.

2.5.1 Equilibrium state

A system which is well studied, experimentally as well as theoretically, is an
equilibrium state of bosons in a harmonic trap at very low temperatures. It
is therefore an excellent system to test the ZNG implementation. In the first
instance, this may be done by comparing the collision rate 'y of a full ZNG
simulation with a direct Monte Carlo solution of the collision integral for the
state discussed in Sec. [2.1.2| (Fig[2.15]). Using the distribution function of the
numerical Hartree-Fock equilibrium solver for that state one may calculate
[y9 directly using the expression (see Appendix |A.2| Eq. (A.10))

1 /
1—‘22 =~ (pmax)ﬁwmaxﬁ Z 9(]%)7 (268)

where W,y i the maximum of the function w(p)

f(p1)f(P2)

w(p) = @rh) (2.69)

and
(2.70)
o) = [ Grotvi = val(i+ £ (14 10, @.11)

Only accepted points p; contribute to the sum in Eq. , which is denoted
by the prime.

The golden curve in Fig. shows the result of this direct calculation
depending on the distance r from the trap center. The collision rate exhibits a
sharp maximum in the region where the condensate vanishes and the thermal
density is highest. This peak is enhanced in Fig. by the multiplication
with 47r?, which corresponds to an integration over # and ¢ in spherical
coordinates, because of the isotropic trap geometry. The direct calculation
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Figure 2.15 — Collision rate I'yo over the distance r from the trap center. The
golden curve shows direct Monte Carlo calculations of the collision integral
using Eq. . Gray open circles are from a ZNG simulation with a fixed
number of collision bins and no adaptive subdivision. Red crosses show the
result from a ZNG simulation with adaptive subdivision of collision cells. The
threshold particle number for a subdivision was 85 particles.

differs from a ZNG simulation with 24 collision cells in each dimension and no
subdivision of cells (open gray circles) by approximately a factor of two in the
region where collision rates are highest. Without a subdivision of collision cells
the resolution of the distribution function is too low and the sharp peak in
the collision rate cannot be modeled by the test particle simulation. However
with an adaptive subdivision and a threshold number of 85 particles per cell
(red crosses) the resolution of the distribution function rises significantly in
regions where many test particles reside (and hence where the thermal density
is highest). In this case the ZNG results are in good agreement with the
direct calculation.

To further explore the behavior of the ZNG model over time the initial
state was iterated using a full-dynamical ZNG code, which included the
motion of test particles in the effective potential and the calculation of
collisions. The resulting condensate and thermal atom numbers are shown
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in. Fig. [2.16] Because the cloud is supposed to be in thermal equilibrium
during the simulation no net transfer of particles from one region to the other
should be observed. However, at the beginning of the simulation, a small
imbalance between the “in”- and “out”-collisions leads to a rethermalization of
the state. After approximately 10 ms the gas reaches a new equilibrium state
with ca. 17100 condensate atoms instead of 16735 atoms, which corresponds
to an error of approximately 2.0%. This small error is mainly a consequence
of differences between the calculations of “in™ and “out”-collisions (Eq.
and Eq. ) and discretization errors in the Hartree-Fock equilibrium state.
However, after the initial thermalization the atom numbers in the thermal
cloud and the condensate fluctuate around the new equilibrium values, where
the fluctuations are on the order of about 0.5%. The total atom number is
only conserved in a statistical sense.

2.5.2 Quench simulation

Although the equilibrium state is an important test for every finite-temperature
model, it is not sufficient if one wants to study dynamics in a gas. Far from
equilibrium, the collisions should rethermalize the initial system and drive it
towards equilibrium again. It is therefore useful to look at the time evolution
of a non-equilibrium initial state.

Taking an initial equilibrium state and reducing the temperature suddenly
by a factor 2 yields an easy way to test this behavior. This has been done by
Jackson et al [I07] and by comparing the results of this “quench” simulation
with their work yields the opportunity to test whether the presented ZNG
implementation is consistent with former work. In addition, this system
models radio-frequency evaporative cooling in a simplified way, which is a
common way to produce a BEC in experiments [129]. It is therefore important
to show that the implemented ZNG model reproduces the quench results of
Jackson to be confident that it can describe cooling and condensate growth.

The initial state for this simulation consists of N = 50000 8’Rb atoms
in an isotropic trap with frequency w = 27 x 187rads™! at a temperature
T = 200nK. The state is prepared using the Hartree-Fock equilibrium code
leading to 2.58 x 10* atoms in the condensate. Using the rejection method,
positions and velocities are assigned to the test particles, but in this case a
distribution function was used, in which the temperature was reduced by a
factor of 2

1

f(p,r) =22 :
z(r)—lew% -1

(2.72)
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Figure 2.16 — Time evolution of the condensate (lower panel) and thermal
particle (upper panel) number for the equilibrium state in Sec. m The
initial state, which was calculated using the Hartree-Fock ground-state code as
outlined in Sec. [2.1.2] rethermalizes to a new equilibrium state with a slightly
higher condensate fraction.

As the simulation proceeds, the lowered velocities result in a motion of thermal
particles towards the trap center and the thermal cloud collapses. However
the mean-field potential as well as collisions lead to a repulsion of thermal
atoms as the density in the middle of the trap rises and thermal atoms
are again pushed away from the trap center. This leads to an oscillation
of the cloud, which is damped out over time because of collisions. At the
same time the “in”-collisions lead to a condensate growth and loss of thermal
particles. This behavior is shown in Fig. [2.17] where the red curve shows the
thermal atom number and the black curve refers to the atom number in the
condensate. The golden curve shows the total atom number divided by 2 (for
convenience of illustration), revealing that there is no significant total particle
number drift beside the fluctuations mentioned in Sec. This graph is in
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Figure 2.17 — Quench simulation for a state with 50000 8"Rb atoms at
an initial temperature T' = 200nK in an isotropic trap with frequency
w = 27 x 187rads~!. Shown is the condensate atom number (black curve),
the thermal atom number (red curve) and total atom number divided by 2
(golden curve). The quench in momentum-space leads to a damped oscillation
of the cloud and a growing condensate. Particle drifts due to numerical errors
are small, which is indicated by a nearly constant total atom number.

close agreement with the results from Jackson et al [107], showing that the
presented implementation is consistent with former work in the field.



Chapter 3

Surface evaporation

A cold cloud in front of a solid surface is one of the most basic hybrid systems
consisting of cold atoms and solid-state devices. It is also rather common, as
it is realizable in every atom chip experiment [58-63], T30-132] and the atom
loss curves are frequently used to calibrate the position of the surface [47, [133].
Furthermore, bringing an atom cloud close to a surface can be an effective
technique to cool the cloud [49] 134]. Atoms in a harmonic trap, which hit
the surface, are lost either because they scatter from, or are absorbed by the
surface. The surface cuts off atoms which have enough energy to reach it,
leaving the other atoms nearly unperturbed and, depending on the position of
the surface, evaporative cooling can be achieved [132, 135]. Counterintuitively,
this holds true even for very cold atoms and a surface at room temperature,
which makes it possible to cool a cold thermal cloud of 8Rb down below the
critical temperature T, using a hot silicon surface.

However, despite the prevalence of the cloud-surface system there is little
theoretical work on the subject. In fact, even for free-space radio-frequency
(RF) evaporative cooling, most studies relied either on the uncontrolled
assumption of ergodicity [60, 136], or were based on a classical model such as
the classical Boltzmann equation [129, [137HI39]. In this context condensate
growth due to the cooling mechanism was studied. This was either done by
a sudden truncation of the thermal distribution [136], [140H142] or through a
dynamical quench [143HI4§].

However, the surface problem is even more complex and has not been
theoretically studied, either qualitatively or quantitatively [149]. The descrip-
tion of the interactions between the atoms and a surface and between the
atoms themselves makes the numerical simulation a challenging task. This
holds especially true when the cloud undergoes a phase transition because of
the cooling mechanism. A full dynamical description of the thermal cloud is
needed, which allows one to model thermalization effects far from equilibrium,

67
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taking Bose enhancement into account.

To confirm the validity of ZNG for this set up, data from simulations
is compared with experimental results in the following section. It is shown
that ZNG, although not designed to model phase transitions, may capture
the key physics of this system and the simulations lead to reasonable results
considering the atom loss curves and condensate growth. Comparison with
other simpler analytical models for the atom loss curves is provided and
deviations from the ZNG simulations are discussed.

3.1 Atom-wall interaction

For distances larger than the atomic radius the potential between a single
atom and a wall can be described by the Casimir-Polder potential [I50]. In the
case of an infinite wall it can be approximated by a so-called single-correction
function [I5I]. For a surface lying in the z = 0 plane it takes the form

Cy

ch<.1') = —m, (31)

where \ ~ 780 nm is the effective atomic transition wavelength for 8"Rb and
Cy is a material constant

C, = Shea (e_ 1) B(e), (3.2)

B 32m2e¢g \e+ 1

with € the relative permittivity of the surface, ¢y the vacuum permittivity, «
the static polarizability of the atom, and ®(¢) a dimensionless constant for
the surface [I52]. For a silicon surface and ®"Rb, Cy = 1.22 x 107°° Jm* [153)].

Atoms which are confined by magnetic fields of a microchip trap see this
attractive Casimir-Polder potential and a harmonic potential coming from the
trap. For a surface lying in the = 0 plane and a trap center at a distance
x, to the surface, the total potential becomes

1 1 1
V(r) = émwz(x — )+ §mw;y2 + 5mw§22 + Vep(x). (3.3)
Far away from the surface the atoms only see the trapping potential, whereas
close to the surface the attractive Casimir-Polder potential dominates. In
the intermediate regime, the Casimir-Polder potential leads to an opening of
the trap and atoms are lost due to the surface. This behavior is sketched in

Fig.
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surface

total

Figure 3.1 — The total potential V(z,y = 0,2 = 0) (red solid curve) for
atoms in a harmonic trap in the vicinity of a surface. For short distances
the Casimir-Polder potential (gray dashed curve) dominates. Far away from
the surface the atoms only see the trapping potential (gold dashed curve). In
between, the Casimir-Polder potential leads to an opening of the trap. Solid
rectangle indicates the surface and the colored oval indicates the atom cloud.
Black arrow shows the z-axis with x; the distance between the trap center
and the surface.

3.2 Implementation details

In the simulations the total potential in Eq. was calculated for the
condensate evolution and combined with a linear imaginary potential, starting
from the point where the trap opens, which leads to particle loss. In addition,
test particles beyond this point were deleted after each time step. For a
constant value of v = N / Mp this also leads to a loss of physical thermal
particles.

During experiments, a condensate may form due to the evaporative cooling
effect. In order to describe condensate growth in the simulations, the “in’-
collision probability in Eq. needs to be finite. However, when starting
with a thermal gas in a simulation the condensate density is zero and hence
the “in”-collision probability is also zero. In reality, large occupation-number
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fluctuations near the critical temperature T, would provide a condensate
seed, which allows an enhanced growth of the ground-state population due to
Bose statistics. Because these fluctuations are neglected in the ZNG model a
condensate seed is implemented artificially. The approximate size of the seed
was estimated by using the Bose-Einstein distribution and assuming p. = 0,
which results in a ground-state occupation of about ~ 200 atoms. Thus a
seed of 200 atoms was planted in the thermal cloud and was not allowed to
drop below this critical value. This is a mere 0.1% of the total atom number
and hence should not affect other results.

3.3 Time series

Particle loss curves of a cold cloud in front of a surface exhibit a non-trivial
behavior. The curves are influenced by the atom species, the surface material,
the initial particle number, the trap frequencies, the temperature, the distance
to the surface and the transport velocity of the cloud. In this section,
experimental loss curves as a function of time, which were measured by
Federsel in the group of Prof. Fortagh, are compared with ZNG simulations
and it is shown that the method may be used to describe the experimental
data within the given error bounds.

In the experiments a cloud of Rb atoms was prepared in a trap with
frequencies w, = 27 x 16rads™!, w, = w, = 27 x 85rads™' and a trap
center located at x, ~ 134 pm away from the surface. The cloud was then
transported in 1s towards the surface and held at a final position for a
variable time. In order to measure the remaining atom number, N, after a
certain hold time the cloud was swiftly brought back to its initial position and
time-of-flight and CCD imaging measurements were performed. Because this
technique leads to a destruction of the cloud, different hold times, and hence
different experimental points, correspond to different experimental runs. This
whole procedure was repeated for three final hold points, =, ~ 14 pm, 29 pm
and 72m. The hold points were estimated by measuring the reference point,
where the trap completely opened and all atoms were lost to the surface.
However, these reference measurements revealed temperature induced drifts of
the surface position by up to 10 pm. Hence the hold points were approximate
and the uncertainty in the absolute position was the dominant source of error
in the experiments. The estimated initial cloud temperatures were 130 nK for
the 14 pm and 29 pm hold point and 140 nK for the 72 pm hold point. The
initial atom number was 1.4 x 10° in all three cases.

Fig. shows the measured data (points) and simulations (curves), which
were performed using the same parameters as in the experiments. However,
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Figure 3.2 — Total atom number, NV, against time t for three different trap-
surface separations 68.0 um (gold solid curve), 30.0 um (red dashed curve) and
15.0 um (black dotted curve). Points correspond to experimental data and the
curves correspond to simulations. The dot-dash gold curve shows a simulation
for x5 = 68.0 um without collisions (C12 = C22 = 0). The vertical dashed gray
line marks the point when the atom cloud reaches its final hold position. The
gray hashed area shows the shift of the curve when the surface position is

varied by £2.5 ym.

because of the uncertainty in the absolute surface position, varying cloud-
surface separations were used in the simulations and the best fit was used
to model the corresponding experimental loss curve. Thus the simulations
served as a calibration tool and the best fits were obtained at a cloud-surface
separation of x, = 15pm, x, = 30pm and x;, = 68 pm for the z, ~ 14 nm,
29 pm and 72 pm curves respectively. In order to help increase the simulation
grid resolution, the initial cloud-surface separation was x, = 100 pm instead
of zs = 134 um leading to different starting points in time for each simulation.
However, this did not affect the loss curves, as there was still negligible overlap
between the cloud and the surface at the beginning of the simulation and the
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transport velocities were the same as in the corresponding experiments.

The gold star points and golden curve in Fig. correspond to the 68 pm
hold position, red open circles and red dashed curve to the 30 pm, and black
crosses and black dotted curve to the 14 pm hold position. To illustrate the
effect of surface drifts, the gray hashed area shows the shift of the 68 pm
curve when the surface position is varied by £2.5 pm in the simulations. Both,
experiments and simulations reveal a non-trivial behavior for the atom losses.
As the cloud is transported towards the surface the losses increase, until the
point where the final trap position is reached. After that point (denoted by
the gray dashed vertical line at ¢ = 0s) the losses swiftly reduce. Only atoms
with sufficient kinetic energy in the z-direction, which are able to reach the
opening point, are lost after the trap reaches its final position. Hence without
collisions the atom losses would stop after one trap period fiap.

However, atoms which initially do not have enough kinetic energy in the
x-direction may get this energy from other atoms in the gas through collision
events. Therefore a slow loss of atoms continues long after the trap has
stopped moving. Without collisions these atom losses would not occur, which
is illustrated by the gold dot-dashed curve showing the results of a simulation
without collisions (i.e. Cjy = Cyy = 0).

The resulting loss curves are further complicated by the fact that the
cloud may change its shape during the time in which atoms are lost to the
surface (foverlap)- Depending on the thermalization time, tiperm, the cloud
can be cooled significantly during the evaporation process, thereby reducing
its spatial extent and hence the overlap between the cloud and the surface.
This lowers the atom losses. Fig. reveals a cooling effect during the
simulations by showing condensate growth over time for the 68 pm hold
position. Approximately 0.5s after reaching the final position the number of
thermal atoms decreases abruptly and the condensate atom number shows
the expected, broad s-shaped growth curve [136].

The appearance of a condensate can also be seen by looking at the density
profiles during the simulations which are shown in Fig. [3.4] The upper panels
show the total cloud densities integrated along the y-direction and the lower
panels show cross sections of the thermal cloud density at (a) time ¢t = 0s, (b)
t =1.2s and (c) t = 2.85s. The simulation starts with a gas above T, with a
thermal density distribution. After ¢t = 1.2 s a condensate is clearly visible
in the total density, which takes the form of a bimodal distribution. The
condensate starts to push thermal atoms out of the trap center resulting in a
lower thermal density. After ¢ = 2.85s only a small thermal cloud remains
and the depletion of the thermal cloud is clearly visible. Along the long trap
axis in the z-direction two density “shoulders” have emerged, which is typical
for a ZNG simulation in an anisotropic trap and has also been experimentally
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Figure 3.3 — A breakdown of the cloud atom numbers against time for a trap
surface separation xs = 68.0 um (corresponds to gold solid curve in Fig. |3.2))
from the point when the cloud reaches its holding position. Solid curve shows
the total atom number, dashed curve corresponds to thermal atoms, and the
dotted curve to the condensate atom number.

observed in other cold quantum gas systems [154].

The condensate growth is also seen in the experiments and an average of
N, = 9000 condensate atoms between 1.5s and 3.0 s at least reveals no serious
inconsistencies with a predicted condensate atom number of N, ~ 11000 from
the simulation. The same holds true for the 15pm curve with N, =~ 3000
in the experiments and N, ~ 2500 in the simulation. However, to study
condensate growth over time in detail, further work with small atom number
fluctuations and surface drifts is needed.

3.4 Distance series

To further investigate the influence of the introduced time scales tiap, toverlap
and tiherm On the atom losses, it is useful to study final atom numbers after
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Figure 3.4 — Density profiles of the gas during the 68 pm simulation at (a)
time ¢t = 0's, (b) time t = 1.2s and (c¢) ¢t = 2.85s. The upper panels show the
full cloud density, integrated along the y-direction and the lower panels show
cross sections of the thermal cloud density through the y = 0 plane. Arrows
indicate axes and bars indicate scale. In the upper panels, the z-direction has
been stretched by a factor of 4 leading to a quadratic profile to improve clarity.
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several time series at varying final hold points x,. The resulting curves
are also of particular interest for hybrid system experiments, because they
can be used to calibrate the approximate surface position and the cloud
temperature [47, [49] 133]. The same trap parameters were used as before in
the experiments and reference measurements showed a slightly smaller initial
temperature of 115nK for 1.37 x 10° atoms. Time series measurements with
a hold time of ¢ = 0.6 s were performed and final surface-trap center distances
varied from 110 pm down to 5 pm. The transport time was again 1s and the
starting point was 134 pm.

Gold crosses in Fig. show the measured remaining atom number, N,
after the full hold time over distance. The red curve shows a full ZNG
simulation and the gray curve with open circles a ZNG simulation without
collisions (C1a = Coy = 0). The gray hashed area around the red curve shows
the error for the full ZNG simulation due to temperature induced surface
position drifts of £2.5 pum.

As discussed before, collisions may have a big effect on atom losses and the
deviation between the two ZNG simulations is significant. This reveals that
thermalization plays an important role for the used parameters and in the
context of the three dominant time scales this means tyap < tiherm S foverlap-

Thermalization effects in this regime are further analyzed by comparing the
simulated losses with three different simplified analytical models in Fig. [3.5}
an error function (black dash dotted line) and classical energy cutoff models
in 1D (black dashed line) and 3D (black dotted line) [I53]. The error function
yields a description of a truncated Boltzmann distribution in space along one

direction
N=N,- / \/ge_o‘(””_“)zdm. (3.4)
0 m
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Figure 3.5 — Measured (crosses) and simulated (curves) atom number, N, for
a cloud held for 600 ms at a surface for varying trap surface separations. The
red curve corresponds to a ZNG simulation with collisions, gray curve with
open circles to a simulation without collisions. The black dashed curve comes
from a 1D classical model and the dotted curve from a 3D classical model (see
text). The black dot-dashed curve is an error function (Eq. (3.4)).

Here Ny is the initial atom number and «a = mw?/2kgT. This models the
situation of a cloud which is instantaneously shifted towards the surface and
also instantaneously removed. Thus half of the atoms are lost in the case
of x, = 0. This is, of course, an idealistic approach. In experiments rapid
transport would lead to in-trap sloshing of the cloud, which has dramatic
effects on the atom losses. However if foyerlap is very small compared with
tirap and tinerm this model may still lead to reasonable results even for lower
transport velocities.

Instead of considering a spatial cutoff it is convenient to compare the losses
with a model which describes a cutoff in energy space. These calculations
were performed by Giinther at the university of Tiibingen. As discussed, the
Casimir-Polder potential leads to an opening of the trap and the resulting



76 3.4. DISTANCE SERIES

potential can be approximated by a harmonic potential with a finite trap
height AV. The fraction of remaining atoms N(AV')/Ny is then given by

NQAV) [ D(B)e TR 5
No  J°D(E)e E/ksTdE’ '
where D(E) denotes the density of states which takes the form [77]
1 Fd-1
D(E) = (3.6)

(d— 1) T, wy

for a harmonic oscillator potential in d dimensions. For d = 1,2,3 this results
in

1—e™ ford=1
——= =< 1—(1+mn)e™" for d =2 (3.7)
1— (1+77+%772)e’” for d = 3,

with the dimensionless parameter n = AV/kgT.

In the case of d = 1 the model only cuts off atoms which initially have
enough energy in the z-direction. That means collisions are neglected com-
pletely and no redistribution of velocities and hence no rethermalization can
be described with it. In Fig. losses in the classical 1D energy cutoff model
(dashed black curve) are significantly higher than in the case of the error
function approach (dot-dashed black curve), because atoms which are not in
contact with the surface (more precisely atoms which are not beyond the point
where the trap opens) but have enough energy to reach it within a trap period,
tirap, are lost in the energy model but not in the error function model. The 1D
energy cutoff calculations correspond to a ZNG simulation without collisions
(gray curve with open circles) and the only deviation between the two curves
comes from the Bose enhancement in the initial state of the simulation. For
a system in which tiyap & toverlap <K ttherm holds true, this model denotes an
appropriate approximation for the atom losses.

An energy cutoff for d = 3 takes a redistribution of velocities from the y-
and z-direction into the z-direction into account. Atoms which initially do not
have enough energy along the z-direction, but with a total energy higher than
the trap depth AV, are additionally lost. This simulates a redistribution of
velocities due to scattering events. However, as the change in total energy of
an atom during collisions is not described by the analytical model in Eq. (3.7)),
it can not simulate an evaporative cooling effect. Hence for a system which is
supposed to be evaporatively cooled by the surface, the estimated losses are
higher in the 3D model (black dotted curve) than in the experiments, because
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the model does not account for a change in the cloud’s spatial extent during
the evaporation. A gas which is cooled by the surface shrinks and therefore
reduces its overlap with the surface, which is not considered by the classical
3D model. Hence in contrast to the 1D model the predicted losses are too
high when rethermalization and cooling become important. Therefore the 3D
model can be seen as an upper bound for the expected losses.

Although the simple models presented here may work in the discussed
limiting situations, the relevant experimental systems spend most of the time
in an intermediate regime, where there is a complex interplay between the
different time scales tivap, toverlap a0d tinerm. As can be seen by the presented
experimental data in Fig. only a full ZNG simulation can describe losses
in these regimes where thermalization plays an important role.

3.5 Condensate Optimization

From an experimental point of view it is desirable to know beforehand how to
optimize condensate growth using a surface. But just as with the loss curves,
the final condensate atom number depends on many factors. Because a full
exploration of the parameter space is not possible, a simplified test system is
considered in order to study condensate optimization. Based on an isotropic
trap and a fixed transport velocity of the cloud, the final hold position and
the trap frequency are varied to explore the effects on condensate formation,
which should at least provide some basic guidance on how to obtain large and
pure condensates.

Four different trap frequencies were considered in this context w; =
27 x 40rads™!, wy = 27 x 80rads™!, w3 = 27 x 120rads™! and ws =
27 x 160rads™!. For each trap geometry an initial equilibrium state just
above T, is created using 10° 8"Rb atoms. The cloud was prepared at 2.215
W, away from the surface, where W, = \/2k,T/mw? is the thermal width of
the initial state, leading to different starting positions for each trap frequency
w;. The cloud was then transported with a velocity v = 0.1 mms~! towards
the surface and held at a final distance x, from the surface using a total
simulation time of t = 0.75s. Fig.[3.6|(a) shows the condensate fraction against
different holding distances x5. For better comparison between the curves, the
holding distance is shown in harmonic oscillator units ap, = \/h/mw;. Gold
solid diamond-shaped points show the condensate fraction for wq, gray solid
triangles for wq, open red circles for w3 and black stars for wy. In all four
cases a fairly pure condensate with up to 80% condensate fraction is formed
at relatively close distances to the surface between 4 ay, and 7.5 ay,. However,
at these distances, there is already significant overlap between the condensate
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and the surface leading to loss of condensate atoms. Hence, the resulting
condensate atom numbers are relatively small which is shown in Fig.
(b). Larger condensates are observed further away from the surface with a
maximum between 10 ay, and 15 ay,. In order to maximize the condensate
fraction and minimize the remaining thermal atoms at the same time, a
holding distance zs ~ 10 ay, appears to be a good compromise. The observed
optimal distances were largely independent of transport velocities.

The effect of transport velocity on the condensate formation for the trap
with w3 = 27 x 120rads™! is shown in the inset of Fig. 3.6, By reducing
the velocity below 0.1 mms~— the condensate fraction increases from ~ 60%
to up to ~ 70% but saturates for velocities below < 20pms~—t. In terms
of condensate fraction there is, therefore, little to be gained through lower
approach speeds. However, as expected, larger and purer condensates are
obtained in traps with higher frequencies due to higher densities and hence
smaller thermalization times.

The results in Fig. are for a very cold cloud just above 7. In order to
mimic a more realistic starting state when atoms are loaded into a chip trap,
further simulations for w, = 27 x 160 rads s~! were performed, but with a
significantly higher starting temperature of 2 uK and 2 x 10% atoms. A hold
position of 10 ap, was used, as suggested by the results in Fig. 3.6l Due to
the higher atom number, condensates of ~ 90% purity and ~ 100,000 atoms
were observed. It is interesting to note that the ZNG method remains at least
qualitatively correct even for this unusually warm starting state. It suggests
the primary limitations of the method are the simulation run time and the
s-wave scattering approximation, which is valid up to approximately 100 K

[103).
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Figure 3.6 — Condensate fraction N/N, (a) and condensate atom number (b)
for different hold points in the case of an isotropic trap, in units of the harmonic
oscillator length ap,. The results for four different trap frequencies wy =
27 x 40rads™! (gold diamond points), wy = 27 x 80rads~! (gray triangles),
wg = 2m x 120rads~! (open red circles) and wy = 27 x 160rads~* (black stars)
are shown. Condensate fractions are highest for these parameters between 4 ay,
and 7.5 ayo, whereas the condensate atom number has a maximum between
10 apo and 15 ape. The inset in (a) shows condensate fractions plotted against
transport velocity for a trap with frequency ws = 27 x 120rads™".
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3.6 Conclusions

The data shown in this chapter suggests that the ZNG model is capable
of describing loss rates of a thermal or a condensed gas in the vicinity of
a solid surface, while at the same time leading to reasonable results for
condensate growth. Despite the fact that in principle many parameters affect
loss curves in front of the surface, different theoretical models suggest that
these parameters can be summarized in different time scales tiherm, toverlap
and tiperm- The atom losses in front of the surface are then just governed by
the interplay between these time scales. While simpler analytical approaches,
like the error function or classical energy cutoff models in 1D or 3D, may only
be used in extreme or idealistic situations, the ZNG model yields good results
even in an intermediate regime, in which thermalization plays an important
role. In experiments the model may therefore be used to calibrate the surface
position.

Although resulting loss curves are well described and condensate atom
numbers seem to be consistent with experiments, further work is needed to
investigate whether all aspects of an emerging condensate can be captured by
the method. Time resolved condensate atom numbers are of special interest
because quantitative discrepancies between theory and experiments were
observed in previous work in the field [136]. This suggests that there are still
unexplored effects concerning the BEC phase transition.

Experimental work has also shown that surface evaporation is an efficient
route to Bose-Einstein condensation, despite initial concerns in the 1990s
that surface cooling might not be competitive compared with free space radio
frequency (RF) cooling, because of its limitation to 1D. This was confirmed
by the shown simulations. In addition surface cooling may convey certain
advantages: the Casimir-Polder potential leads to a very sharp energy “knife”,
which together with the position accuracy of the atom chip trap (<2nm [133])
introduces a well controlled energy cutoff, without the need for a RF-signal
generator.

As a final remark, the results from section can be used to derive a
complete cooling scheme of 8Rb atoms in a chip trap within the explored
parameter space: as a starting point the cloud should be rapidly transported
to a hold position z, = 3.0 W; while avoiding in-trap sloshing. At this point
there is negligible overlap between the cloud and the surface. The trap should
then be moved with a velocity v < 0.1 mm s~ to a final hold position at about
10ay,. In this way a large and relatively pure condensate can be achieved even
for low trap frequencies in a time which is comparable to that of conventional
RF cooling [134]. In order to obtain purer or larger condensates the cloud
should be shifted closer to, or further away from the surface, respectively.



Chapter 4

Ion buffer gas cooling

Over the last two decades not only the manipulation of cold neutral atoms
has experienced tremendous progress but also the cooling, trapping and
manipulation of charged particles. In experiments, so called Paul traps, which
create an oscillating saddle-shaped potential for any charged particle, have
allowed researchers to store cold, single, positively charged ions [155] [156].
Combined with laser cooling techniques this offered the possibility to cool
the ions down to the zero-point energy [I57]. Since then, cold ions have
been a promising system for the realization of a scalable quantum computer
[31H33] 158], as they allow for a deterministic entanglement of quantum states
and they can be stored for long durations, without being perturbed by their
environment. This provides long coherence times and the accessibility needed
for quantum computation [159).

Despite the experimental progress in trapping ions and neutral cold atoms,
the two fields have been largely separated for a long time. However, a hybrid
system combining both components may yield the opportunity to study new
ultra-cold quantum mechanical effects in a very controlled way. It has already
been theoretically predicted that the charge transfer radius between the ion
and a neutral atom becomes greater than the s-wave scattering length in
the case of very low temperatures [I60]. This would lead to a diffusion of
the charge through the whole cloud, because electrons would be able to hop
from atoms to ions resulting in a conductive cloud. Similar theoretical work
predicted the creation of mesoscopic molecular ions in atom-ion systems [161],
where a large number of polarized neutral atoms are loosely bound due to
the 1/r* potential surrounding the ion.

Additionally, because the ion represents a small impurity when immersed
in a neutral cold gas, polaron physics, which has already been studied theoret-
ically in solid-state physics [162] or in cold gases [163], 164], may be explored
experimentally due to the high controllability of the ion. The polaron, a
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quasi particle consisting of the impurity and the coupling to its surrounding
environment, may even be in the strong-coupling regime in the case of an
atom-ion system, which could not be realized in any other system so far [56].
This strong coupling could lead to a self-trapping and localization of the
polaron (Frohlich polaron) [57].

Furthermore, ions are believed to play a crucial role for cold chemical
reactions in interstellar gases [165, [166] and may explain unexpected molecule
formation in diffuse and dense clouds inside our Milky Way galaxy. An
atom-ion system is a suitable test bed for theoretical models describing these
chemical reactions.

However, although an ion confined in a Paul trap in combination with a
cold buffer gas seems to be a promising system for these effects, there are
certain limitations, which prevent the experiments from reaching the regimes
of interest. Because the Paul trap creates a rotating saddle instead of a simple
harmonic oscillator potential, the ion undergoes an additional fast oscillating
motion, the so-called micromotion. This micromotion leads to heating and
coherence loss and its minimization is an important challenge not only in
the context of hybrid systems but in every experiment involving a Paul trap.
While a certain micromotion, which is induced by the ion’s movement in the
trapping potential, is inevitable, the excess micromotion, coming from electric
stray fields can in principle be compensated.

However, in order to do so, another experimental challenge arises. In most
setups the excess micromotion is not known and hard to measure, making a
compensation impossible. Hence, to reduce the excess micromotion, yielding
the possibility to reach very low temperature regimes for the ion, a tool is
needed to extract detailed information about the ion’s energy.

In this chapter a numerical description of a single trapped ion in a thermal
atom cloud is discussed. The atom cloud is modeled by a quantum Boltzmann
equation but instead of coupling it to a generalized GPE via a collision
integral, as in the case of the ZNG model, collision probabilities between the
ion and thermal atoms are calculated using multiple partial waves. As in
the case of the surface evaporation the simulation results are first compared
with experimental data. It is shown that the simulations are capable of
describing atom-loss curves within the given error bars. Furthermore, a
method that allows one to use the thermal cloud as a calorimeter for the
ion is presented. This enables the determination of the unknown excess
micromotion in the experiments. The chapter proceeds by investigating so
far unexplored non-equilibrium properties of the system.
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4.1 Interactions between an ion and a neutral
atom

The interactions between an ion and a neutral atom are governed by the
long-range polarization potential. The electric field of the ion shifts the
charges in a neutral atom resulting in an attractive force. This electric field
can be approximated by that of a point charge [167], and for a singly charged
ion it becomes

e

E(r) (4.1)

- dregr?’
where e is the elementary charge, ¢, is the vacuum permittivity and r the
distance of the neutral atom from the ion.

The charge separation in a neutral atom at a distance r leads to a dipole
moment p(r)

p(r) = dmeqaE (1), (4.2)

which depends on the polarizability « of the atom. The potential of an electric
dipole in an electric field is given by

V(r) = gp(n) (), (13)

and by substituting the expressions from Eq. (4.1]) and Eq. (4.2)) into Eq. (4.3))

the resulting potential becomes

Vr)= —%, (4.4)
with Cy = ae?/(8mey). The 1/r* dependence leads to a long-range interaction
between atoms and ions with an energy-dependent elastic cross section o,;,
that is usually orders of magnitude higher compared with the cross section
for the scattering between two neutral atoms [168].

It should be noted that only elastic-scattering processes are considered in
this chapter. In general inelastic charge-transfer collisions may also happen
in an atom-ion system. However, neglecting these inelastic processes is both
convenient and justifiable as they occur very rarely.

4.1.1 Semi-classical model for the differential cross sec-
tion

The full differential cross section between an ion and an atom for a given
collision energy F.,; can be numerically calculated using the partial wave
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expansion in a semi-classical approach. The partial wave expansion leads to
a differential cross section of the form [169]

0o 2

fz% :é > _(20+ D)e"™ sin(m) P(cos(9))] (4.5)

=0

where 6 is the deflection angle and P, denotes the [-th Legendre polynomial
with [ being the angular momentum quantum number of the partial wave.
The collision momentum is hk = \/2uFn, where p is the reduced mass of
the atom-ion system

MionMMn (4 6)

H= my + mion’
with m, the mass of the neutral atom and mj,, the mass of the ion. The
scattering phase 7;, which depends on the scattering potential, can be obtained
by solving the radial Schrodinger equation containing a centrifugal barrier
term R2[(I + 1)/(2uR?), with R the distance from the origin in the center-of-
mass frame.

Because the centrifugal barrier increases with angular momentum [ this
term dominates for higher partial-wave numbers and the phase shift 7, is
only given by the long-range interaction potential (Eq. ) However lower
partial waves with [ < ly = 1/hv/2u\/2CyEon have a collision energy higher
than the centrifugal barrier and the inner structure of the potential well
contributes to the scattering phase. Because this inner structure is typically
not known, scattering phases for [ < [y are assumed to be uniformly distributed
within [0,27). Each partial wave with [ < [y therefore contributes o; = 27l/k?
to the total cross section [170].

When tunneling effects are neglected, the phase shift for higher partial
waves with [ > [y can be approximated using a semi-classical model [I71], [172]

(R)

Y v
" h/RO NS (4.7)
with
Ry *kl/ 2. (4.8)

For the long-range polarization potential in Eq. (4.4) the phase shift can
alternatively be approximated with the expression [168]

7T:u204Ecoll

= s (4.9)
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In order to numerically calculate the differential cross section for a given
collision energy the approach outlined in [I70] was used. The sum in Eq.
was performed with up to 10000 partial waves. This was done by using 100
sets of random scattering phases n; for each partial wave with [ < [y and using
Eq. for partial waves with [ > [,.

With the help of the determined differential cross section, g—g, a collision
probability distribution I(0,E..n) can be calculated, which only depends on
the collision energy, E ., and the deflection angle, 6, for a given atom species

d T d d

I(Q,Ecou):d—g: /O d—gsin(ﬁ)dqb:QWSin(é’)d—g. (4.10)
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Figure 4.1 — Probability distribution I(0,E) over the deflection angle
for three different collision energies F.oi = 10K X kg, Eeon = 16 mK x kg
and E. = 10K x kg for the case of a 8Rb* ion colliding with a neutral
87TRb atom. When normalizing the collision probability to unity the forward-
scattering peak becomes more pronounced for higher collision energies.

In Fig. collision probabilities over the deflection angle 6 are shown
for three different collision energies E.,y = 10K X kg, E.on = 16 mK X kg
and F.; = 10uK x kg for a Rb™ ion interacting with a neutral 3 Rb
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atom. The double logarithmic scale reveals a forward-scattering peak, leading
to high collision probabilities for small deflection angles. These peaks get
more pronounced for high collision energies when the collision probability is
normalized to unity. A hot ion in a cold atom cloud is therefore involved in
many so-called glancing collisions with a small deflection angle. Although
they have little effect on the ion’s trajectory, they have a big influence on the
temperature and losses from the cloud and cannot be neglected in a detailed
description. To model the cross section in the simulations, fifty collision
probability distributions were calculated in this way for collision energies
between E.op = 10K x kg and E.,; = 10 pK x kg.

4.2 Jon motion in a Paul trap

The Earnshaw theorem states that there are no local minima of an electro-
static potential in free space [I73]. Therefore a charged particle can not
be trapped by electro-static forces alone. In a Paul trap this problem is
solved by combining an electro-static field with a radio-frequency (RF) driven,
oscillating electric quadrupole field. In this way a rotating saddle potential
can be achieved leading to an effective potential, which is similar to that of a
three-dimensional harmonic oscillator. This effective potential is sketched in
Fig.[4.2

Figure 4.2 — Sketch of the oscillating trapping potential created by a Paul
trap.

The total potential of a linear Paul trap, @, consisting of a superposition
of the oscillating potential term, ®rp, and the static potential term, Pg.yic, 1S
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given by the expression [50, [174]

(I)tot :q)RF + (I)static
W
2

Py 2 on 1
o - o] + et (- 56 7).

(1 i rad z 2Q
(4.11)

where Vj is the RF-voltage amplitude, which oscillates with a frequency 2p.
Q is the charge and ., the mass of the ion. R.,; and R, denote the effective
radial and axial extension of the trap. The classical motion of an ion in the
total potential in Eq. is given by the Mathieu equations

0 02
S T (@i + 2 cos(Qpt))—2ri = 0, (4.12)

in three different spatial dimensions ¢ = x,y,z. The trap-specific parameters g;
and a; depend on the applied voltages, the ion species and the trap geometry.
For |a;] < 1 and ¢; < 1 the motion of the ion can be approximately split
into two parts - a slow secular harmonic motion ry,. and a fast oscillating
micromotion. This is often referred to as the pseudo-potential approximation
[175, 176]. The slow secular term describes the motion of a particle with
energies F; in a harmonic potential with trapping frequencies wion i

1 [2E;

Wion,i Mion

Tseci = sin(Wion it + i), (4.13)
where ¢; are the oscillation phases.

The fast micromotion is driven by the oscillating electrode voltages with
frequency €2p and is due to the displacement of the ion from the trap center.
On the one hand, this displacement occurs because of the slow secular motion
and on the other hand, small offset fields drag the ion away from the trap
center even for an ion at rest. This second micromotion resulting from stray
electric fields is called the excess micromotion, Viym excess; and it sets a lower
limit for the ion’s energy in a Paul trap. The total micromotion velocity can
be written in the form

me :(me,sec + me,excess)

4z - (Tsec,x(t) + ATJ:) D
= | qy - (—Tsecy(t) — Ary) | —= cos(Qpt), (4.14)
q: (rsec,z(t) + Arz)

with Ar; being the displacement as a result of electric stray fields and v sec
the micromotion resulting from the secular motion of the ion.
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4.3 Numerical realization of atom-ion collisions

To study the dynamics of an ion in a cold but thermal buffer gas, the DSMC
techniques described in chapter [2| for solving the quantum Boltzmann equation
were used, in order to model the thermal cloud. But instead of coupling the
Boltzmann equation to a generalized GPE via the (15 collision integral, as in
the case of the ZNG model, another collision term, Cj,,, describing scattering
between neutral atoms and the ion is considered. The time evolution of the
thermal-cloud distribution function then becomes

Of (r,p,t)

ot + % ) Vrf(r,p,t) - VU - fo(r,p,t) = Cion + CQ?[f]' (4‘15)

This new scattering term is calculated using a Monte Carlo method described
in [I70]. In this scheme an upper bound for the time-dependent collision rate,
IMax, is calculated leading to an estimated time interval t,,;,, after which a
collision is likely to happen.

In detail the algorithm works as follows: the collision probability distribu-
tion, P(t), gives the probability for an event to take place after a time ¢ and
it takes the form

P(t) = D(t) exp (— /0 t r(tl)dtl) (4.16)

for a time-dependent scattering rate I'(¢). In the case of an ion in a thermal
buffer gas this rate is given by the thermal cloud density n(r), the total
scattering cross section o(Fq) for a collision with energy F., and the
velocity of the ion vjop ()

F<t) = ﬁ(r)a—(Ecoll)vion(t)- (417)

An upper bound for I'(¢) can be found by using the neutral-cloud peak density
Nmax and the highest possible total ion velocity vionmax. The highest ion
velocity also determines the highest collision energy Econmax (When neglecting
the neutral atom’s velocity) and the upper bound for T'(t) becomes

I‘max = ﬁmaxo-(Ecoll,max)vion,max- (418)

Using inverse transform sampling, a collision time, t,;,, corresponding to this
I',ax can be estimated

tmin = —

-log(p1), (4.19)

Fmax
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with p; being a uniformly distributed random number between 0 and 1. The
whole system is then iterated in time using t,,;,. For the thermal cloud this
is done by the DSMC method; the analytical expressions in Eq. and
Eq. in the pseudo-potential approximation are used to iterate the ion’s
properties]l| Because #.,, is a collision time estimated by an upper bound for
the collision rate, a rejection method is then used to check whether a collision
should take place after ¢, for the actual collision rate I'(¢), which is lower.
For that purpose a rescaled rate, y(t + tyin) = I'(t 4 tmin)/Tmax, 1S compared
with another uniformly distributed random number py. If ps > (¢t + tin)
the collision is rejected, a new collision time ¢, is calculated and the system
is iterated accordingly. If py < (t + tmin) & collision takes place.

In previous work on an ion in a gas [I70] the thermal cloud was modeled by
a simple, classical Boltzmann distribution with instantaneous thermalization.
An atom-ion collision was implemented by updating the ion’s properties
according to the deflection angle #, while neglecting the velocity of the neutral
atom. In this work a more sophisticated approach, which takes the neutral
atom velocity into account and allows for the description of non-equilibirum
effects in the thermal cloud, is used. This works as follows: because the
DSMC wuses test particles to solve the quantum Boltzmann equation, a
collision partner is sought within the collision cell where the ion resides. The
ion and the test particle velocities are transformed into the center-of-mass
frame, where a deflection angle 6 is determined with the help of a rejection
method and the corresponding cross section. Cross sections for a range of
collision energies are calculated only once and can be used for all simulations
with the corresponding atom-ion species. The velocities of the ion and of
the test particle are updated taking energy and momentum conservation into
account. This changes the secular energies F; and the phases ; of the ion,
while leaving the micromotion velocity and position of the ion unaltered. This
is convenient because the micromotion is driven by external fields, and it is
therefore not affected by collisions.

However, the described method may cause a numerical inconvenience. In
the case of a dilute cold gas the test particle number is usually bigger than
the actual physical particle number. Therefore when an ion-atom collision
takes place, the ion has to scatter with an ensemble of 1/v test particles
representing a physical atom. Because the ion’s velocity has to take a specific
value, one atom-ion collision pair is chosen randomly to determine the ion’s
properties after the collision. However, the velocities of the test particles are
adjusted using the actual corresponding center-of-mass frames with a given

! A numerical iteration of the ion’s trajectory would be computationally expensive due
to the high Paul trap frequencies, which would demand small numerical time steps.
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scattering angle. In this way energy and momentum is only conserved in
a statistical sense, but it should provide a more realistic description of the
system, compared with a model that neglects the neutral atom’s velocity.

Another numerical problem arises from the comparatively high tempera-
tures of the initial states of the thermal clouds. Some of the clouds considered
in this chapter have an initial temperature, which is much higher than the
critical temperature T,.. The assumption that the chemical potential vanishes
(i.e. = 0) is not appropriate for these states and would lead to unphysically
high trap-center densities. Therefore the chemical potential is estimated
beforehand using the constraint [76]

1
N :;m (4.20)

The constraint states that the total particle number N is given by the sum
over all expected particle numbers of state ¢ with energy ¢;. In the case of an
ideal gas in a harmonic trap Eq. (4.20) becomes

1
N = Z eBlexim—n) — 1’ (4'21)
k,l,m=0
with
1 1 1
€kim = ez (ng + 5) + hwy (ng + 5) + hw. (N, + 5). (4.22)

In order to calculate the chemical potential p the sum in Eq. (4.21) was
performed over 8 x 10° modes for a given temperature 7. The chemical
potential then was used to set up an Hartree-Fock equilibrium state (see

Sec. .

4.4 Steady-state energy and excess micromo-
tion

A hot ion in a cold atom cloud is cooled by collisions with the cloud, which
therefore acts as a buffer gas. However, after an initial cool-down phase the
ion’s energy fluctuates around a so-called steady-state energy. For a relatively
hot ion and negligible neutral-atom velocities this energy is given by the trap
geometry, the atom-ion species and most importantly the excess micromotion.
The micromotion couples to the ion’s secular motion in each collision event
and sets a lower limit for the steady-state energy.



CHAPTER 4. ION BUFFER GAS COOLING 91

102

10"}
10°

%)

M
=
&

—_
=
[\

1 11T 1 11T

-5 | | | |
10 0.2 0.4 0.6 0.8

t(s)

Figure 4.3 — Simulated ion energy over time for two different initial energies
Einit = 10K x kg (gold curve) and Ein, = 100K x kg (red curve). The
excess micromotion energy in both cases was Eoym = 1.0 mK x kg. After an
initial cool-down the energy fluctuates around a steady-state energy of about
Esteady ~ 1.18 x EeMM-
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A typical cool-down simulation is illustrated in Fig. for a 1*¥Ba™ in a
neutral cloud consisting of 13500 8’ Rb atoms at a temperature 7' = 205nK
for two different initial ion energies, Ei,, = 10K x kg (gold curve) and
Fion = 100K x kg (red curve). The ion was confined in a linear Paul trap
with trapping frequencies wgjon = Wyion = 27 X 122 X 103 rad s~ 1, Wyjon =
27 % 15.8 x 10®rad s~! and a driving frequency Qp = 2m x 4.214 x 10%rads™!.
In both cases the excess micromotion was chosen to be Equy = 1 mK X kg.
Trapping frequencies for the neutral cloud were w, = 27 x 28rads™, w, =
27 x 134rads™! and w, = 27 x 144rads~!. The parameters are chosen to
model real experiments in the group of Prof. Denschlag in Ulm.

The hot ion (red curve) remains close to its starting energy of Ei,, =
100K x kg for a relatively long time, before it undergoes a major collision
event, which reduces the energy significantly. For such high secular energies
the radius of the ion in the Paul trap is much higher than the extent of
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the thermal cloud, thereby reducing the effective overlap between the ion’s
trajectory and the cloud. This leads to few collisions at the beginning of
the simulation. In addition the scattering peak for small deflection angles
is more pronounced for higher ion energies. As a result collisions are likely
to be glancing collisions with a small deflection angle. Glancing collisions
have little effect on the ion’s energy, and, as can be seen in Fig. the ion
cooling is dominated by only a few collisions with a high energy transfer and
hence big deflection angles. As a consequence, the high ion-trajectory radius
and the higher scattering peak for small deflection angles both increase the
cooling time of the ion. In contrast, for a starting energy of E,, = 10K x kg
(gold curve) the initial overlap between the cloud and the ion’s trajectory is
increased and the smaller energy also reduces the ratio of glancing collisions.
This leads to a cooling time, which is approximately an order of magnitude
lower compared with the cooling time of the hot ion.

After cooling down, the ion’s energy undergoes rapid fluctuations by
up to two orders of magnitude on time scales of about 10 ms. The steady-
state energy, Fgcady, Was extracted by taking the mean energy value after
cooling and was comparable to the ion’s micromotion in this setup (Esteady ~

1.18 x EeMM)-

4.5 Atom losses and excess micromotion

Collisions between the ion and the neutral cloud lead to atom losses from
the trap. A laser-cooled ion in a Paul trap is usually much hotter than a
neutral bosonic cloud close to T, and the energy transfer in a scattering event
often results in an atom leaving the trap, even for small deflection angles.
In this section, simulated atom-loss curves are compared with experimental
results. As in the case of the surface evaporation problem this demonstrates
the applicability of the model. In addition, it is shown how the simulation
curves can be used as a calorimeter for the ion, yielding a possibility to
directly measure the excess micromotion and the steady-state energy in the
experiments.

The experiments were done in the group of Prof. Denschlag in Ulm and
were mostly performed by Héarter and Kritkow using the setup described in
[56]. Single 8Rb* or 3¥Ba™ ions in a Paul trap were immersed in a neutral
8"Rb cloud. By applying external electro-static fields, a well known, additional
excess micromotion was added to an unknown inherent excess micromotion,
ERres, to explore the effects on the atom losses.

Figure shows remaining atoms for a 8’Rb" ion in a thermal atom
cloud with initially 10870 atoms for different excess micromotions over an
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Figure 4.4 — Remaining thermal atoms, IV, over interaction time ¢ for a
8TRb™ ion in a thermal gas of initially 10870 neutral 8’Rb atoms. Different
colors correspond to different artificial excess-micromotion energies, which were
produced by well controlled electro-static fields, with values Fyym = 0.270 nK x
kg (gold curve), Epm = 1.04mK X kg (gray curve), Fy, = 8.9 mK x kg (black
curve) and Ep, = 43.8mK X kp (red curve). The data points corresponding
to Emm = 0.270 pK x kg were used to estimate the unknown residual excess
micromotion, ERes, and the best fit was obtained with Fres = 500 pK x kg.
The dashed gold curve shows a simulation with E, = 0.270 pK x kg and no
residual micromotion.

interaction time t. Trapping frequencies for the cloud were w, = w, =
21 x 136rads™! and w, = 27 x 40rads™'. The ion was confined in a linear
Paul trap with frequencies wy jon = Wy ion = 2m X 350 X 103rads™*, Wyion =
21 x 70 x 10°rads~* and Mathieu parameters ¢, = —q, = 0.24, and ¢, =
—0.043 x ¢,. In this and in all further setups, the ion trap center coincided
with the trap center of the neutral cloud. The different curves in Fig. [4.4
correspond to different electro-static fields, which add a well defined, artificial
excess micromotion energy to the system. The resulting energies were Fy,, =
0.270 uK x kg (gold curve), En, = 1.04mK x kg (gray curve), Fp, =
8.9mK x kg (black curve) and Ep,, = 43.8mK x kg (red curve). The initial
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ion energy was Ej,;; = 6 K X kg, equally distributed in all three dimensions.
As mentioned above, another unknown excess micromotion, Fges, the result
of electric stray fields in the middle of the Paul trap, was present in the
experiments. This residual energy was estimated to be below 1mK x kg
and therefore has little effect on losses for high electro-static fields (black
and red open circles). However, it dominates the losses for the smallest
electric field (gold data points). Thus, by fitting the simulation for the
smallest electric field to the corresponding data points (gold open circles) for
varying FRres, the unknown residual energy in the experiments was determined.
Independent of Fges, the measured data for high electro-static fields (black
and red open circles) could be described using the experimental parameters.
The simulations shown were performed using Fre = 500K x kg and the
figure reveals good agreement between theory and experiments in all four
cases.

The conclusions which can be drawn from Fig. [£.4] are hence twofold:
the curves corresponding to higher excess micromotions (red and black solid
curves) show that the method is capable of describing the interactions between
an ion and a thermal cloud in the experiments within the given, small,
experimental error bars, whereas the curves for lower excess micromotions
can be used to estimate the intrinsic residual micromotion of the ion setup.
The second point is of special interest, because this residual energy is the
most crucial parameter in almost every experiment involving a Paul trap.
It determines the ion’s lowest reachable steady-state energy and is hard to
measure in experiments. With the help of the simulations atom loss curves
may be used to examine the ion’s micromotion and hence its steady-state
energy.

4.6 Non-equilibrium effects on the thermal cloud

When studying effects of an ion on a thermal cloud, previous approaches
mostly relied on equilibrium descriptions of the cloud [I70], i.e. the cloud
was modeled by a Gaussian distribution with a given temperature at any
time. The method described here offers a big advantage compared with
the equilibrium model, because it gives rise to non-equilibrium phenomena
affecting the velocity and spatial distribution of the cloud. The scattering rate
of the ion depends on the thermal cloud density and hence it influences the
atom-loss curves. Therefore, when the thermal cloud is used as a calorimeter
for the ion, as discussed in the former section, these deviations may become
important.

A demonstration that these deviation effects can be strong is given in
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Figure 4.5 — Cross-sections of the thermal cloud density in the y = 0 plane
at different interaction times 3ms (upper figure) and 50ms (lower figure)
are shown. Black dots in the lower figure illustrate the position of atom-ion
collision events in the cloud. Deviations from a Gaussian distribution are
clearly visible after 50 ms.

Fig. |4.5] for different interaction times. In the simulation a **Ba™ ion was
immersed in a neutral atom cloud of 10870 8"Rb atoms at a temperature
T = 120nK with trap frequencies w, = w, = 27 x 110rads™' and w, =
27 x 40rads™'. The ion’s trap frequencies were Wgjon = Wyjon = 2T X
130 x 103rads™! in radial direction and Wajon = 27 X 15.5 X 103rads™! in
the axial direction, the driving frequency was Qp = 27 x 4.214 x 10°rads™*
and the Mathieu parameters ¢, = —¢q, = 0.089 and ¢, = 0.0. The excess
micromotion energy was Eeyy = 2.46 mK X kg. The initial ion energy was
E = 6mK x kg equally distributed in all three dimensions.

After an interaction time of 3ms (upper figure) a small dip in the thermal
cloud density appears in the middle of the cloud, where collisions are most
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Figure 4.6 — Integrated densities along the z-direction after 3 ms (gold curve)
and 50ms (red curve) interaction time. After 50ms the thermal density
exhibits a dip at z = 0 of about 12.5%, which may be visible in experiments.

likely to happen. Because the long z-axis of the Paul trap and the long axis
of the ion trap coincide, a small tunnel through the gas along this direction
can be seen after an interaction time of 50 ms (lower figure). The position of
the scattering events (black points) reveals that atom-ion collisions mostly
happen in that region, thereby repelling the scattered thermal atoms and
leaving a gap where the collisions took place. This depletion effect in the
thermal cloud density obviously affects the scattering rate after Eq.
and hence the atom-loss curves.

The strong deviation from a Gaussian distribution can also be seen in an
integrated version of the thermal cloud density along the z-direction, nip, as
shown in Fig. After 3ms only small changes to the integrated density are
visible, whereas after 50 ms the integrated density shows a dip of about 12.5%
around x = 0, which should be visible in experiments for imaging systems
with a spatial resolution higher than 2 pm.

In order to quantify this depletion effect in the density distribution further,
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the simulated density is compared with a density of an instantaneously
thermalized Gaussian distribution. This is of special interest because the
simpler model of a Gaussian distribution has been used in previous analyses of
the atom-ion system [56, [I70]. In this model the temperature T of the gas is
updated after each collision, depending on whether the neutral particle leaves
the gas or remains trapped. If the particle is still trapped, the transferred
energy B, = 4(1 — B)Eonsin?(0/2) increases the system temperature by

Ey

AT = :
3kg N

(4.23)

However, if the neutral atom leaves the trap the total particle number N is
decreased by one and the new temperature is calculated using [170]

 3NEsT — (3/2)ksT — Eps(r)

T = N =13 , (4.24)

where E,. is the harmonic oscillator potential at position r. That means the
model simply subtracts the mean kinetic energy and the potential energy of a
single atom at the position of the collision from the total energy of the cloud.
This new total energy leads to the temperature 7" in Eq. and it is used
to calculate an updated version of the Gaussian density, which is given by
the expression [177]

nalr) = N exp (—9”—2 Y 2—2) , (4.25)

2m)3/% o, 0y 0,

where

(4.26)

This Gaussian density can be compared with the density in the quantum Boltz-
mann simulation, n(r), to quantify deviations between the classical model
with instantaneous thermalization and the quantum Boltzmann equation. For
that purpose the mean values of the densities are calculated in a region around
the middle of the trap, where collisions are likely to happen. In order to deter-
mine that region, the steady-state energy of the ion was used. For the setup
in Fig. a steady-state energy Fgeaqy ~ 9 mK X kg was estimated, which
results in oscillation amplitudes ryax z = Tmaxy = \/ 2Egteady/ (Mionw?) ~ 1 pm
and Tpay ., = \/ 2Eteady/ (Mionw?) ~ 3pm for the ion. Therefore the mean
value of the thermal cloud density in the simulation was taken in a box with
length 2 X rpax, = 2pm in the - and y-direction and 2 X ryax . ~ 6 pm in
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the z-direction. In order to reduce fluctuations this spatial mean value was
additionally averaged over 0.5 ms in time. The same procedure was performed
in the classical simulation resulting in spatial and time mean values, n for the
classical and Nyean for the quantum Boltzmann density. Both averaged densi-
ties were compared with each other by calculating the percentage variation

€gauss

€gauss — M x 100. (427)

nmean

0 0.1 0.2

Figure 4.7 — The deviation eg,uss between an instantaneously thermalized
Gaussian distribution and a thermal cloud described by the quantum Boltz-
mann equation for four different initial neutral cloud temperatures T'= 90 nK
(black curve), T = 150nK (gold curve), T' = 200nK (gray curve) and
T = 800nK (red curve).

In Fig. €gauss 15 plotted over the interaction time ¢ of the ion and the
cloud for four different temperatures 7' = 90nK (black curve), 7" = 150 nK
(gold curve), T' = 200nK (gray curve) and 7" = 800nK (red curve) for
the same setup as in Fig. [£.5] The critical temperature of this system,
which was estimated using Eq [I.5, was T, = 78.8nK. In all four cases
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the deviation between the models grows with increasing interaction time
and is higher for lower temperatures. This deviation is the result of two
competing effects. One effect is the discussed depletion of thermal atoms,
which leads to a reduced density around the trap center. In the setup
considered here, this is the dominant error source of the equilibrium model,
which overestimates the density in the middle of the trap. However, another
effect, which underestimates the density in the equilibrium model is the
assumption of instantaneous thermalization. If a neutral atom stays in the
trap after the collision, it will most likely have a much higher energy compared
with the mean energy, even for small deflection angles. For ion-atom collisions
this happens on a much smaller time scale than the thermalization time of
the cloud, and therefore results in a few thermal atoms with a very high
kinetic energy compared with the mean kinetic energy. As a consequence, the
assumption of instantaneous thermalization overestimates the temperature
of the whole system because of these few, highly energetic thermal atoms.
Therefore, the assumption results in a lower thermal cloud density. However,
in the discussed setup this error is small compared with the depletion effect and
hence the observed deviations eg,,ss are positive after 0.2 s for all temperatures.
As can be seen in Fig. the density deviation between the equilibrium
model and the simulations is large for cold clouds close to T, and increases
with interaction time. However, in the case of a relatively warm gas the error
is on the order of 10% for this setup and it yields a reasonable estimate for
the thermal cloud density. The initial negative error for the state with 90 nK
is due to the fact that Bose enhancement already has significant effects on
the density distribution of the cloud. The density in the middle of the trap is
therefore higher than in the case of a Gaussian distribution.

4.7 Evaporative cooling with ions

Depending on the ion’s position in the cloud the induced atom losses lead
to cooling or heating of the cloud. An ion far away from the neutral-cloud
trap center is more likely to collide with relatively energetic atoms, which
may leave the trap because of the transferred collision energy, and cooling
can be observed. If the ion is in the center of the trap and scatters mostly
with neutral atoms having a smaller energy than the mean kinetic energy,
collisions lead to an effective heating.

This behavior can be seen in Fig. for the setup described in Sec.
The ion trap center was shifted relative to the neutral cloud trap center along
the z-axis and the resulting energy per particle € is shown over the interaction
time ¢. This was done for four different trap-center separations d; = 20 pm
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(black curve), dy = 40 pm (red curve), ds = 60 pm (gray curve) and dy = 80 pm
(gold curve). The excess micromotion of the ion was Feyy = 2.46 mK x kg.

In all four cases the energy per particle decreases during the very short
ion cool-down phase, which lasts about 0.05s. Before cooling down, the ion’s
energy is sufficient to reach regions with more energetic neutral particles.
Collisions resulting in an atom leaving the trap are therefore likely to lower
the energy per particle irrespective of the atom-ion trap separation. After
the cool-down phase, the ion’s range of movement is significantly reduced
and collisions increase € for d; = 20m, dy = 40 pm and d3 = 60 pm. For
dy = 80 pm the ion still resides in regions of the cloud, where atoms have
a higher energy than the mean energy, even after the ion has cooled down.
Hence the evaporative cooling effect continues, albeit slowly.

Although this cooling scheme is less efficient compared with surface evapo-
ration or RF-free-space evaporative cooling, it offers the possibility to truncate
only well defined portions of a cloud, given a low ion excess micromotion.
This may help in reaching even lower temperatures in ultra-cold gases, when
technical heating effects are small.

4.8 Conclusions

The coupling between the quantum Boltzmann equation and a Monte Carlo
technique to simulate atom-ion collisions is an adequate model for describing
a single trapped ion in a cold thermal cloud. The method is able to describe
experimental atom loss curves and gives a detailed description of the ion’s
motion and energy evolution. Because the atom loss curves depend on the
ion’s energy, the simulations can be used as a calorimeter for the ion in the
experiments, giving insight into the ion’s initial energy, the excess micromotion
and its steady-state energy. This is of special interest because the excess
micromotion is the limiting factor in almost every experiment involving a
Paul trap and its minimization is crucial for reaching the ultra-cold regime.
In addition the model gives rise to non-equilibrium effects in the distribution
function of the thermal cloud. Such an effect is the depletion of thermal
atoms from regions where collisions are likely to happen. This leads to a
lowered thermal cloud density around the center of the ion trap, which should
be measurable in the experiments. The effect is more dominant for cold gases
with high densities and becomes negligible for higher temperatures. As with
the surface evaporation, the simulations also show a cooling effect due to
atom-ion collisions for an ion which resides far away from the trap center.
Because the ion’s trajectory can be tuned via the excess micromotion this
can be used to truncate only small, well defined regions of the cloud in order
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Figure 4.8 — Energy per particle, €, over interaction time ¢ for four different
atom-ion trap center separations d; = 20 pm (black curve), dy = 40 pm (red
curve), dg = 60 pm (gray curve) and ds = 80 pm (gold curve). After a short
cool-down phase the mean energy per particle starts to rise again for dy, do
and ds. A cooling effect over a longer period can only be observed for a trap
center separation of dy = 80 pm.

to reach even smaller temperatures in ultra-cold gases.
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Chapter 5

Cold atoms and vibrating
Nanostructures

Mechanical resonators on the micro- or nano-scale offer the possibility to study
the transition between classical and quantum physics [I78]. In optomechanics
the interaction between light and a mechanical resonator is studied and cooling
of resonators is an important topic [I79-I81]. In the context of hybrid systems,
nano-mechanical resonators, such as small membranes [I82], cantilevers [51]
or carbon nanotubes [I83] can be coupled to cold atom clouds in order to
combine the long coherence times of cold atoms and the accessibility and
controllability of the nano structure [42]. This yields new possibilities in the
fields of high-precision measurement [45] and quantum-memory devices [184].
However, an oscillating nano object may disrupt clouds of quantum coherent
atoms leading to coherence loss, which is unfavorable if the cloud is used to
store quantum information |I59].

This chapter provides a brief analysis of how an oscillating nanotube
lowers the coherence of a BEC depending on its oscillation frequency. It
is also discussed how thermal excitations of a nano oscillator may affect a
condensed cloud. This is first done for a pure condensate using the GPE and
it is shown how to estimate the condensate fraction using the one-particle
density matrix in the ergodic hypothesis. The system is then analyzed using
the ZNG method and condensate atom numbers as well as density plots are
shown over time.

5.1 Oscillating nanotube in a pure condensate

The starting point for the simulations was a fully coherent cloud consisting of
10% 8"Rb atoms, i.e. T = 0 and all atoms were in the ground state. Hence
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no thermal particles and test particles were present in the system, which
could therefore be described by a GPE. The nanotube was modeled by an
attractive step function combined with an imaginary potential [I85]. The
results produced using this simplified potential are not expected to differ much
from results obtained with the full Casimir-Polder potential [186]. When
at rest the nanotube was located in the cloud-trap center aligned along the
y-axis.
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Figure 5.1 — Remaining condensate fraction, f. = N./N, against nanotube
oscillation frequencies for an interaction time of 0.02s and for oscillation
amplitudes A = 0.75pm (open gold points) and 1.5 pm (solid red points).
Insets show cross-section cloud profiles at the end of the oscillation process.

The cloud was confined in a cigar-shaped trapping potential with trap
frequencies w, = 2w x80rad s~ in the radial direction and w, = 27 x 37rads™!
in the axial direction. To simulate the insertion of the nanotube into the
cloud, the tube potential was ramped up within 1 ms. The tube was oscillated
with frequency f and amplitude A in the z-direction for 0.02s, then the tube
potential was immediately turned off. Spatial and energy cutoffs absorbed
atoms that were excited to very high energies by the process.
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In order to estimate the coherence of the cloud, the one-particle density
matrix p(z,2') = (Uf(2)¥(2')) along the line + = 0 and y = 0 in the
z-direction was calculated. This was done using the ergodic hypothesis, which
allows one to replace the ensemble average in p(!)(z,2') by a time average of
the line ¥(0,0,2). The time average was taken over 0.04s after the oscillation
stopped. Diagonalization of p(*)(2,2') then gave the highest eigenvalue and
hence the relative ground state occupation, after Penrose and Onsager [187].

The relative ground state occupation, i.e. ground state atoms over re-
maining atom number f, = N./N, is plotted in Fig. against oscillation
frequencies for two oscillation amplitudes A = 1.5 um (solid red points) and
A = 0.75pm (open gold points). Although the insertion and removal of
the tube already leads to excitations of ground state atoms, f. is largely
maintained for low frequencies. When raising the frequency, f. decreases
until it reaches a minimum at around f = 800 Hz. If the frequency is fur-
ther increased the condensate fraction becomes larger again, saturating at a
constant value. As expected, higher amplitudes create more disruption.

The occurence of a resonant frequency can be explained by looking at the
local speed of sound v(r)

drh2a
m2

vs(t) = 4/ ne(r) (5.1)

and the correlation time, t. = Iy /vs, of the BEC, where ly is the condensate
healing length [77]. The local speed of sound sets a lower limit for the
formation of topological excitations. Therefore a drop in f. occurs when the
tube velocity exceeds vs(r). The maximal velocity for an oscillating tube is
given by v = A27f. By using the peak density in the middle of the trap,
this leads to a threshold frequency of f ~ 60 Hz for an amplitude A = 1.5 pm;
the population of excited modes increases with frequency.

However, if the oscillation period is much smaller than the correlation
time, i.e. 1/f < t., the condensate is not able to respond to the fast varying
tube potential and sees an effective static, time-averaged potential causing
only minimal disruption in the cloud (Fig. inset bottom right). Hence, f.
is also retained for very high oscillation frequencies and another threshold
frequency of 1/t. ~ 3000 Hz is obtained, by assuming the peak density for
the correlation time. Therefore the cloud should only be strongly disrupted
for 60 Hz < f < 3000 Hz, which is confirmed by the simulation results.

Concerns that thermal vibrations of a nanotube might reduce the coherence
of a cold cloud are hence baseless: thermally excited mechanical vibrations in
nanotubes typically have frequencies f > 100 kHz and amplitudes A < 1pm
[188], and are therefore very unlikely to disrupt the cloud. Hence coherence
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loss due to oscillations of the nanotube should only be observed if it is
externally driven at frequencies, which are much lower than thermally excited
oscillation frequencies.

5.2 Oscillating nanotube in a cold cloud at fi-
nite temperatures

In addition to a fully coherent cloud, the behavior of a gas surrounding
an oscillating nanotube at a very low but finite temperature was studied
using the ZNG formalism. This description differs significantly from the one
described in the previous section and hence a direct comparison between
the two models is not practicable. Compared with the former analysis
ZNG includes the simulation of highly energetic excitations, which affect the
condensate fraction of the cloud. In addition, the condensate atom number is
determined by an integral over the wavefunction, N. = [ dry(r,t), instead of
the biggest eigenvalue of the one-particle density matrix. Furthermore, the
initial condensate fraction is necessarily below one in the ZNG simulation,
because the starting state is at a temperature 7" > 0. Nevertheless, the
ZNG model confirms the resonant behavior, which was observed in the fully
coherent simulations.

In order to model particle loss, test particles were deleted when hitting
the nanotube, as in the case of the surface problem. The scattering between
condensate atoms and the tube was simulated by the same attractive step
potential as in the section before. A total number of 9850 8"Rb atoms was
simulated. The initial temperature was 7" = 5 nK resulting in approximately
9100 condensate and 750 thermal atoms in the Hartree-Fock ground state.
The geometry, position and oscillation direction of the tube were identical
to those in the previous section. The oscillation time was chosen to be
tose = 10ms, the oscillation amplitude A = 2pm and the total simulation
time was 1s.

In Fig. the resulting condensate atom numbers (upper plot) and
thermal atom numbers (lower plot) are shown over time for two different tube
oscillation frequencies f = 80Hz (red curve) and f = 200 Hz (black curve).
During the oscillation time, t,.., the condensate atom number experiences
a rapid drop, which stops abruptly when the nanotube is removed. This
drop is much more pronounced for the condensate than for the thermal
cloud, because the overlap between the tube and the condensate is much
higher than the overlap between the thermal cloud and the tube. After the
short oscillation time the cloud is not in thermal equilibrium any more and
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Figure 5.2 — Condensate (upper plot) and thermal atom number (lower plot)
over time for a cold cloud, which was exposed to an oscillating nanotube with
two different frequencies f = 80 Hz (red curves) and f = 200 Hz (black curves).
The initial temperature of the cloud was 5nK, the oscillation amplitude
A = 2pm and the oscillation time tosc = 10ms. Trap frequencies were the

same as in Sec.

condensate particles scatter into the thermal cloud. Hence, a heating effect
due to the oscillating nanotube is evident. After 1s the cloud consists of
approximately 7650 condensate and 1100 thermal atoms in the f = 80 Hz
case, leading to a final condensate fraction of f. ~ 88%. The final condensate
fraction in the case of f = 200Hz is f, ~ 76%.

In Fig. [5.3| the final condensate fraction for different oscillation frequencies
f is shown. For a gas at 5nK the ZNG method reveals the same resonance
frequency for coherence loss around f ~ 800 Hz as the density matrix cal-
culations in the previous section. However, a direct comparison between
condensate fractions is difficult due to the difference in the initial condensate
atom numbers and the neglection of highly energetic excitations in the case
of the one-particle density matrix approach. In addition the oscillation time
for the ZNG simulations was half as long as the one used in Fig. [5.1]in order
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to keep more atoms in the trap and hence lower the following thermalization
times (simulation times would have otherwise been unacceptably long). This
led to significantly higher condensate fractions.
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Figure 5.3 — Remaining condensate fraction, f. = N./N, in the ZNG
simulations against nanotube oscillation frequencies for an interaction time
tosc = 10ms and oscillation amplitude A = 2.0 pm. The initial state tempera-
ture was T' = 5 nK resulting in 9100 condensate and 750 thermal atoms.

Figure [5.4] shows density cross sections of the condensate and the ther-
mal cloud through the y = 0 plane at different simulation times, ¢, for the
f =200 Hz simulation. The top row shows the densities after a full oscil-
lation period at t = 5ms. Topological excitations such as sound waves in
the condensate are visible. In contrast, the thermal cloud is still nearly
unperturbed. After ¢ = 75ms the condensate as well as the thermal cloud
are clearly disrupted. Unlike in the equilibrium case, where both regions are
largely separated, the thermal cloud and the condensate are mingled inside
the trap. After t = 975 ms the cloud has enough time to re-thermalize and
the two regions are again separated, with the condensate sitting in the middle
of the trap and the thermal cloud surrounding it.
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Figure 5.4 — Condensate (left column) and thermal-cloud-density cross sec-
tions (right column) in the y = 0 plane at different times, ¢, for a cloud
exposed to an oscillating nanotube with oscillation frequency f = 200 Hz. The
interaction time was tosc = 10ms. The first row is after one oscillation period
of the tube at t = 5 ms, the second row is at t = 75 ms and the third row shows
the densities after ¢ = 975 ms. The color bar has been rescaled for each image.
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Chapter 6

Conclusions

In this thesis a numerical implementation of the ZNG model was outlined. In
contrast to previous implementations, the presented algorithms were based
on square collision bins to solve the collision integrals, which should allow
for simulations of arbitrary geometries. In addition an adaptive scheme was
used to minimize the effects of finite test-particle numbers and increase the
collision-grid resolution. The code was written in parallel, which reduced
calculation times by approximately an order of magnitude for test-particle
numbers used in the simulations. The new code was carefully tested by
recreating known results for finite-temperature systems. The model was then
used to study finite-temperature effects in three different hybrid systems.

The numerical simulations of a cold 8 Rb cloud in front of a solid surface
showed that the ZNG model in the presented form meets the demanding
criteria necessary to describe the arising atom losses. Although these losses
are governed by many factors, the simulations revealed that these factors can
be summarized by three different time scales, determining the atom losses.
Whereas analytical models can only be used in extremely limited situations,
the ZNG model, including collisions, is able to describe non-equilibrium ther-
malization effects, which are important for the surface-evaporation problem.
In addition, ZNG allows for a description of condensate growth and reasonable
condensate atom numbers are achieved even for initial states well above T,.
This is of special interest because the model was initially not designed for
phase transitions, as it neglects fluctuations. However simulating ground-
state-number fluctuations by setting a condensate seed creates the expected
broad s-shaped growth curves.

The simulations seem to suggest that the main fundamental limitation of
the model is the assumption of s-wave scattering, which breaks down at about
100 pK. A first attempt to consider scattering events that go beyond s-wave
scattering was made for a hot ion in a cold thermal cloud. The scattering
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cross section was calculated semi-classically using many partial waves and the
time evolution of the thermal cloud was determined by a quantum Boltzmann
equation. The observed atom losses are in agreement with experimental data.
It was outlined how the corresponding loss curves may be used to estimate the
steady-state energy and micromotion of the ion, which is difficult to measure
experimentally. In comparison with other methods, the quantum Boltzmann
equation allows for non-equilibrium effects in this system. An example of such
an effect is a density depletion due to atom-ion collisions. Differences between
the quantum Boltzmann and a Gaussian equilibrium model were quantified
by comparing the simulated density with the equilibrium distribution.

As a final consideration, the coherence loss of a pure BEC was explored
when coupled to an oscillating nanotube. A resonance frequency was observed
at which the condensate fraction drops to a minimum, whereas very large or
small frequencies had little effect on the coherence of the cloud. This was
explained by looking at the speed of sound and the healing length of the
condensate, which together form a coherence time, allowing one to estimate
the resonance frequency. Because thermal excitations of a nanotube usually
have much larger frequencies and much smaller amplitudes, coherence loss is
expected to be negligible.

In summary, the simulations showed that the derived tools are able to
describe common, yet numerically challenging hybrid systems. Where possible
this was confirmed by comparing the numerical results with experimental
data. The ZNG model yields a full dynamical description of the thermal
cloud and gives rise to non-equilibrium effects, which is a big advantage not
only in the context of hybrid systems. It should be noted that, whenever
thermalization plays an important role in these systems a full implementation
of the ZNG algorithm, which includes collision integrals, is needed. Descrip-
tions of collisions beyond s-wave scattering can also be numerically calculated,
reproducing experimental loss rates and hence collision rates, as shown by
the discussion of the atom-ion hybrid system.

6.1 Future work

In order to simulate more realistic hybrid setups an intuitive next step would
be to improve the models used for solid-state devices. This includes the
implementation of a back action on the device, yielding the possibility to
describe energy exchange between the two systems and hence cooling or
heating of the solid-state device. Another way towards the simulation of a
relevant system can be done by modeling the detailed Casimir-Polder potential
of a solid-state device used for precision measurement. Although the exact
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shape of the potential has little effect on atom losses in a BEC, the smaller
de Broglie wavelength of thermal atoms leads to a higher sensitivity towards
the external potential [I86]. So far there is still a discrepancy between the
theoretically predicted and measured Casimir-Polder potential for a carbon
nanotube immersed in a thermal cloud [I86]. Simulating these losses using the
quantum Boltzmann equation and the theoretically predicted Casimir-Polder
potential may help to explain these deviations. In precision measurement
approaches, which consist of a hybrid system with a condensed gas, the effect
of thermal excitations might not be negligible. In these cases the derived
tools are excellent candidates for estimating the effect of the thermal cloud
on the quantities of interest.

In addition, the numerical methods outlined in this thesis offer also great
potential in areas other than hybrid systems. Because every experiment
in the lab is performed at non-zero temperature, the ZNG method may
yield a possibility to describe a broad range of problems in a very realistic
manner, especially as the role of thermal fluctuations is not always predictable
beforehand. For example, this includes cold atoms in optical lattices or two-
component gas mixtures. The method may also be improved to give a full
dynamical simulation of thermal excitations in dipolar condensed Bose gases,
which are the subject of experimental and theoretical studies because of the
long-ranged dipole-dipole interaction potential [I89-191]. For example, these
dipolar gases are used to simulate magnetic effects in superconductors [192].

In the context of fluid dynamics a form of the classical Boltzmann equation
has already been used [193] to study “the most important unsolved problem
of classical physics”, a quote by Feynman about the still unsolved problem
of turbulence [194]. In the fully quantum degenerate regime the GPE was
used to study quantum turbulence. However, the ZNG method, combining
both equations, should allow for a description in an intermediate regime for a
not-fully condensed gas. Also, a regime close to T,, where the ground state
occupation is still negligible but Bose statistic becomes important, may be
studied by using the quantum Boltzmann equation instead of its classical
counterpart.

Another interesting future project would be the inclusion of fluctuations,
which are neglected by ZNG, and are important for a gas close to T,. A
possible way to include these fluctuations could be to couple the quantum
Boltzmann equation to the stochastic GPE instead of a generalized GPE.
Although the choice of an energy cutoff defining the coherent region is a non-
trivial problem, the resulting method might be able to capture all the physics
necessary to model the BEC phase transition and answer open questions
concerning the growth rate of a BEC [136].

In summary many effects on the promising “small” scale, mentioned by
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Feynman in his speech, are still not understood completely and need to be
explored, in order to get a better picture of the fundamental physics taking
place at the quantum scale. There is still a lot to learn about Casimir forces,
decoherence, quantum fluctuations and quantum reflection effects, and their
importance for newly engineered nano- or quantum-computation devices. But
in order to explore these effects in detail, hybrid-system experiments need
a well-founded theoretical background. Depending on the system thermal
fluctuations and temperature can play an important role and should therefore
be considered by the underlying theory. In this thesis it has been shown
how finite temperatures can be included in a numerical description of hybrid
systems and the applied models may be used as a basis for further work in
the field, to get a better theoretical understanding of “the bottom”.



Appendix A

Monte Carlo calculations

In this Appendix, numerical methods, which are based on random number
sampling or Monte Carlo methods that are mentioned in the main text, are
discussed in detail.

A.1 Rejection method

To calculate random numbers from a distribution function f(x), for which
other common sampling methods fail (for example if the corresponding cu-
mulative distribution function does not exist or can not be calculated easily,
which makes inverse transform sampling difficult), the von Neumann rejection
method offers an elegant solution [I95]. In order to sample f(x), another
distribution function g(z) with

f(z) < g(x) (A1)

for all x, is used. The distribution function g(x) is also referred to as
the comparison function. If one chooses a point (x,y) which is uniformly
distributed in the area under the comparison function g(z), the point is
rejected if it lies above the original distribution function f(z) and another
point is chosen. The point is accepted if it lies in the area below f(z). Because
the selected points were uniformly distributed in the area under g(z) they
are also uniformly distributed in the area under f(x) and therefore their x
values follow the desired distribution.

The ratio between rejected and accepted points is given by the ratio between
the areas under f(z) and g(z). The actual method works as follows:

e Choose a random number X which follows the distribution function
g(z) (for example with inverse transform sampling).
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e Choose another random number Y with Y € [0,g(X)]. The point (X,Y)
is then uniformly distributed under the area of g(x).

o If Y < f(X) accept X, otherwise select another random pair (X,Y).

This scheme gives random variables X which follow the distribution f(x).

A.2 Collision rates

The connection between the collision rates (I'ys and I'12) and the collision
probabilities (P77, PP** and P") can be seen by integrating them numerically
using Monte Carlo methods [75].

As outlined in section the mean collision rate between two thermal

atoms per unit time and unit volume is given by

ou dp ou
F22t(r,t) :/WCQJ(I',IS)

o v [ vt [ d, [ a, (A2)

X 0(Py + Py —P3 — Py)O(E1 + & — € — &)
X (1 + f3)<1 + f4)
As in the case of a classical two-body problem it is convenient to split

the dynamics into a relative and center-of-mass motion by introducing new
momenta

1 P17 P2
=1 ~2 A3
P 7 (A.3)

Po \/5

Together with the constraint of momentum and energy conservation this leads

to a collision rate of the form

dp dp ds2
Iogt = [ —1 2 /— —v|(1 (1 A5
8= [ G | G [ Geot vl ) R (9
with p3 4 = (Pg £ p'a(Q))/v2, where p’ denotes the magnitude of p’, and @
a unit vector in a direction determined by the scattering angle €2. To write
the above expression in a more compact form, the integrand in the above
expression is split into two functions w(p) and g(p)

f(P1)f(P2)
w(p) = T rh)s (A.6)

s

o) = [ Eolvi=vil(+ 1) (1+ 1) (AT
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where p is a point in the six dimensional momentum space

D1
pyl
Pz1
= ) A8
b Pz2 ( )
py2
D=2

Substituting these expressions in Eq. (A.5) leads to

r9yt = / d°pw(p)g(p). (A.9)

The six dimensional integral is now solved using a rejection method. For that
purpose a momentum interval [—pmax/2,Pmax/2] for each component of p is de-
fined on which the integrand is non-zero. Then a six-dimensional random point
pi, where each component p;—1__¢ of p; fulfills p,1 6 € [—Pmax/2:Pmax/2],
and a uniformly distributed random number R; € [0,wn,x] are chosen. Here
Wmax denotes the maximum of the function w(p). If R; < w(p;) the point
is accepted. For every accepted point the quantity g(p;) is accumulated
and divided by the total number of random points N chosen, leading to an
approximation of the integral

. 1 /
FC2)2t = (pmax)ﬁwmaXN Z g(pi)‘ (A.lO)
The prime on the summation denotes the fact that only accepted points are
considered for the sum. For g = 1 the approximated integral would be 7(r)?
and therefore

- N,
TL(I')2 = (pmax)ﬁwmaxﬁ- (A]_l)

With this expression Eq. (A.10) becomes

ou ~ 1 4
Tgut ~ n(r)2F > i) (A.12)

All N accepted points correspond to Ny momentum pairs, p; and p,, in a
volume A®r around the position r, which follow the distribution f(p). The
accepted points can therefore be identified with IV, pairs of phase-space points
or test particles. As these test particles model the thermal density in a
collision cell it follows

s 2N
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By inserting this and the exact expression for g into Eq. (A.12)) one obtains

ABTS ~ 2y Z A(r)o|vi — vl / %(1 + f3)(1+ fa), (A.14)
(4,9
where the sum over accepted points was rewritten to emphasize the fact that
it is equivalent to a sum over test particle pairs (4,7). This equation allows
the definition of a collision probability PéQ for a test particle pair (4,7) in a
time interval At to be written as

fﬁ:ﬁWﬂW—M/é%LH@ﬂﬁmm, (A.15)

which is equal to Eq. (2.48)).

For the (', collisions it is convenient to split the collision rate into an “in”-
and “out”-rate which refers to particles scattering into or out of the condensate.
This leads to “in”- and “out’-collision probabilities for each individual test
particle. By rewriting the “out™collision rate with respect to the center-of-
mass and relative motion as in the case of I'93" (with the relative velocity now

being v2" = /|v. — va| — 4gn./m), one finds
dp ds
out __ 2 out i .
pont _ / G fanc / oL+ o) (L fy) (A.16)
As before, the integrand can be split up into two functions g(p) and w(p)
out dQ
g(p) =noo E“ + f3)- (14 fa) (A.17)
f(p)
= A.18
wlp) = 3 (A18)
and the Monte Carlo integration leads to a sum over N, test particles
N
ATH ~ 5> " g(pi), (A.19)
i=1

which gives the “out’-collision probability PP" for each test particle

dQ)
P = g(p;) At = n.ov™ / E(l + f3) - (L+ fa)At. (A.20)

For the “in"-collision rate, defined by Eq. (2.3.2), energy conservation can
be rewritten, taking into account that the thermal atom scattering into the
condensate has a lower potential energy. This leads to

2 2 2
Py by P Dy (A.21)
2m  2m 2m  2m
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for two incoming thermal atoms 2 and 4, one outgoing thermal atom 3 and
an outgoing condensate atom. Together with momentum conservation

Py + Py = P3 + P. (A.22)
this leads to a constraint for p, and p,
(P. = Py) - (P. = P4) — mygne = 0. (A.23)

Therefore the integration over p5 leads to an “in”-collision rate of the form

, dp, dp, . n.o(2nh)?
Fln —
12 / (27?71)3f2/ (27rh)3f4 ™m

“0((P. — P2) * (P — Py) — mgne). (A.24)

Because of the constraint given by Eq. (A.23)) p, may be written as

gn in
Py =DP.+P,+ D, (A.25)
mo?!

where p™ = m|vy — v.| and p, is a momentum vector perpendicular to pi".
With that, the integral over p, in Eq. ({A.24)) can be substituted by an integral
over velocities v, , which are perpendicular to vi" = |vy — v,|

Iy = /&fzm—a/duﬁ;(wfg). (A.26)

(2wh)3 " "ol

Following the same procedure as for the “out”collisions this leads to an
“in”-collision probability for each test particle, P, of the form

oN,

P = /def4(1 + f3)At. (A.27)

in
U,
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Appendix B

Algorithms

This Appendix shows pseudo-code examples of some of the discussed algo-
rithms to facilitate the implementation of a full ZNG code. The algorithms
give insight into implementation details, which are typically not presented in
the literature.
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Hartree-Fock equilibrium state code

input : N N, T,a,wi—y, .
output : Equilibrium values ®¢(r), 1o and n

// Initialize data;

Oy (r) < Gaussian function normalized to N;

n(r) < 0;

po <= 0

/* Iterate imaginary time solver ImTimeSolve(®;) with

adjusting values N., n and n., until chemical potential
converges */

while iy is not converged do
Do(r), po < ImTimeSolve (Py) ;
ne(r) < [Po(r)[* ;

// calculate thermal properties and new N,
a(r) < 3393/2(%0(r)) 5

N « [drng(r);

N,+ N—N:

// renormalize wavefunction

Do(r) = VN Po(r)/y/ [ drPo(r);

end

Algorithm 1: Self consistent equilibrium solver for the coupled equations
Eq. (2.1) and Eq. (2.2). The function ImTimeSolve(®,) iterates the wave

function @ in imaginary time for one small time step At.
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Condensate time evolution

input : ®(z,f)
output: ¢(z,t + At)

V(t) « : V() —V(t— At ; // calculate mixed potential

B(x,t) < e VOA/2h Pz 1) - // multiply V-term
O(k,t) < FFTW(P(x,t)) ; // transform in momentum space
D(kyt) < e At/2m (k1) // multiply T-term
O (z,t) < FFTW 1 (D (k,t)) ; // transform in position space
Dzt + At) < e~ VOA2D G (g ¢) // multiply V-term

Algorithm 2: Single time step of the pseudo-spectral method. FFTW
denotes a fast Fourier transformation and FFTW ™! is the corresponding
inverse transform.
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Test particle time evolution

input : N test particles at time ¢ with positions r and velocities v,
Hartree-Fock potential U(r)
output: NV test particles at time ¢ + At

for i<N do
T < ri(t) + % v;i(t)At // apply Ly
vi(t + At) < vi(t) — ZVU(T;) At ; // apply Lr
ri(t + At) « T; + 2vi(t + At)At // apply Ly
end

Algorithm 3: Simplectic time evolution of test particles.
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Calculation of thermal cloud density

input : N test particles at positions (,,yn,2,)
output : Smooth thermal density 74(r,t)

// Calculate histogram using the cloud-in-cell method

for n<N do

// Calculate lower grid points;

k < floor ((z, + Tymas)/AT);

I 1007 (Yo + Yonaw) A9

m < floor ((z, + Zmaz)/A2);

// Calculate alpha factors;

Q= (Tn — 71) [ (Thg1 — Tk);

ay < (Yn — Y1)/ W11 — 01);

;4 (20 = 2m)/(Zms1 — 2m);

// Add weighting factors to corresponding grid point;

ﬁS(ijaylazm) — fzs(:ck,yl,zm) + (1 - aw)(l - ay)(l - O‘Z)Q

Ns (Tt 15U 2m) = Ns (1, Y1,2m) + (1 — o) (1 — ay);

ﬁss(xlcayl—f—l7Zm) A ﬁs{xkayl—&-lrzm) + (1 - O‘x)o‘y(l - sz)?

s(xkaylyzm-i-l) < ﬁs(xk:aylyzm-i-l) + (1 - ax)(l - ay)a/z;

s(Thg 1, Y1415 2m) = s (Thg1,Y141,2m) + (1 — o)

(
(
(

St 3 3

s(Trg 1, Y1 2m1) = s (g1, Y1 2ma1) + (1 — o) oz
s l‘k,yz+172m+1) — ﬁs($k,yz+172m+1) + (1 - Oém)OéyOéz;
s $k+1,yz+172m+1) — ﬁs($k+1,yz+1azm+1) T Q0

3

]

end

// Smooth density with the sampling function;

// using the convolution theorem;

Ns <= FFTW(R,)-F(S);

sy < FFTW ! (71,);
Algorithm 4: Calculation of the thermal density using test particles and
the cloud-in-cell method followed by a convolution with the broadening
function S.
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