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ABSTRACT

Cold atomic gases are the ultimate quantum sensors. Embedded in a matter-wave interferometer,
they provide a platform for high-precision sensing of accelerations and rotations probing funda-
mental physical questions. As in all optical instruments, these devices require careful modeling.
Sources of possible aberrations need to be quantified and optimized to guarantee the best possible
performance. This applies in particular to high-demanding experiments in microgravity with low
repetition rates.

In this thesis, we present a theoretical (3+1)d aberration analysis of expanded Bose-Einstein
condensates. We demonstrate that the Bogoliubov modes of the scaled mean-field equation serve
as good basis states to obtain the corresponding aberration coefficients. Introducing the Stringari
polynomials, we describe density and phase variations in terms of a multipole decomposition
analogous to the Zernike wavefront analysis in classical optics.

We apply our aberration analysis to Bose-Einstein condensates on magnetic chip traps. We
obtain the trapping potential using magnetic field simulations with finite wire elements. Using
the multipole expansion, we characterize the anharmonic contributions of the Ioffe-Pritchard
type Zeeman potential. Used as a matter-wave lens for delta-kick collimation, we determine
the wavefront aberrations in terms of “Seidel-diagrams”. Supported by (3+1)d Gross-Pitaevskii
simulations we study mean-field interactions during long expansion times.

Matter-wave interferometry with Bose-Einstein condensates can also be performed in guiding
potentials. One of the building blocks are toroidal condensates in a ring-shaped geometry. The
required light field patterns are obtained by using the effect of conical refraction or with pro-
grammable digital micromirror devices. For the former, we study equilibrium properties and com-
pare them with experimental data. We investigate the collective excitations in the two-dimensional
ring-shaped condensate. Our result is compared to the numerical results of the Bogoliubov-de
Gennes equations. The latter is used to find signatures in the excitation spectrum during the topo-
logical transition from simply connected harmonic to multiply connected ring traps. Changing
the topology dynamically leads to radial excitations of the condensate. We propose a damping
mechanism based on feedback measurements to control the motion within the toroidal ring.



ZUSAMMENFASSUNG

Kalte atomare Gase sind die ultimativen Quantensensoren. Eingebettet in ein Materiewellenin-
terferometer bieten sie eine Plattform fiir die hochprizise Erfassung von Beschleunigungen und
Rotationen, mit der fundamentale physikalische Fragen untersucht werden kénnen. Wie bei allen
optischen Instrumenten miissen auch diese Gerite sorgfiltig modelliert werden. Die Quellen méog-
licher Aberrationen miissen quantifiziert und optimiert werden, um die bestmdgliche Leistung zu
gewihrleisten. Dies gilt insbesondere fiir anspruchsvolle Experimente, die in Mikrogravitation mit
niedrigen Wiederholungsraten durchgefiihrt werden.

In dieser Arbeit prisentieren wir eine theoretische (3+1)d-Aberrationsanalyse von expandierten
Bose-Einstein-Kondensaten. Wir zeigen, dass die Bogoliubov-Moden der skalierten klassischen
Feldgleichung als gute Basiszustinde dienen, um die entsprechenden Aberrationskoeffizienten zu
erhalten. Durch die Einfithrung der Stringari-Polynome beschreiben wir Dichte- und Phasenvaria-
tionen mit Hilfe einer Multipolzerlegung, die der Zernike-Wellenfrontanalyse in der klassischen
Optik entspricht.

Wir wenden unsere Aberrationsanalyse auf Bose-Einstein-Kondensate in magnetischen Chip-
Fallen an. Wir erhalten das Fallenpotential durch Magnetfeldsimulationen mit finiten Drahtele-
menten. Mit Hilfe der Multipolentwicklung charakterisieren wir die anharmonischen Beitrige des
Zeeman-Potentials vom Iofte-Pritchard-Typ. Bei Verwendung als Materiewellenlinse fiir Delta-
Kick-Kollimation bestimmen wir die Wellenfrontaberrationen in Form von Seidel-Diagrammen.
Mit Hilfe von (3+1)d Gross-Pitaevskii-Simulationen untersuchen wir die Dichte-Wechselwirkung
bei langen Expansionszeiten.

Materiewellen-Interferometrie mit Bose-Einstein-Kondensaten kann auch in leitenden Poten-
tialen durchgefiihrt werden. Einer der Bausteine sind toroidale Kondensate in einer ringférmigen
Geometrie. Die erforderlichen Lichtfeldmuster werden durch Nutzung des Eftekts der konischen
Brechung oder mit programmierbaren digitalen Mikrospiegeln erzielt. Fiir erstere untersuchen wir
Gleichgewichtseigenschaften und vergleichen sie mit experimentellen Daten. Wir untersuchen
die kollektiven Anregungen in zweidimensionalen ringférmigen Kondensaten. Unsere Ergebnisse
werden mit numerischen Ergebnissen der Bogoliubov-de Gennes-Gleichungen verglichen. Letztere
werden verwendet, um Signaturen im Anregungsspektrum wihrend des topologischen Ubergangs
von einfach verbundenen harmonischen zu mehrfach verbundenen Ringfallen zu finden. Die
dynamische Anderung der Topologie fiihrt zu radialen Anregungen des Kondensats. Wir schlagen
einen Dimpfungsmechanismus vor, der auf Riickkopplungsmessungen beruht, um die Bewegung
in der toroidalen Ringfalle zu kontrollieren.
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INTRODUCTION

In 1934 Frits Zernike introduced the orthogonal “Kreisflichenpolynome” [1] to describe the
optical path difference between light waves and a spherical reference wavefront. Understanding the
phase differences and minimizing the optical aberrations laid the base for the first phase-contrast
microscope [2] for which he was awarded the Nobel Prize in Physics 1953. Nowadays, the Zernike
polynomials are widely used in optical system design as a standard description of imperfections in
optical imaging [3]. As they are a complete orthogonal basis set, any wavefront distortion can be
described as a linear combination of these polynomials. The corresponding expansion coefficients
then refer to a specific type of wavefront aberration such as defocus, astigmatism, coma, spherical
aberration, and higher-order aberrations [4].

Balancing aberrations is also relevant for optical imaging with electron microscopes [5-7]. In
contrast to visible light, massive particles, such as electrons, atoms, and even larger molecules
[8], have a much smaller de Broglie wavelength, Aqg = h/p [9], and therefore a possible higher
resolving power with resolutions of ~ 1 A. Besides probing structures at atomic length scales,
matter waves that travel on two or more different paths can form an atom interferometer [10, 11].
The resulting interference pattern, which depends on the phase shift, can be used to study various
fundamental scientific questions like tests of the Einstein equivalence principle [12], probing the
quantum superposition on macroscopic scales [13] and the search for dark matter candidates
[14] and gravitational waves [15, 16]. Being very sensitive to accelerations and rotations, atom
interferometry could be used for inertial sensing, replacing commercial laser gyroscopes, and
satellite navigation in space [17].

The proposed experiments are typically light-pulse atom interferometers [18]. Beam splitters and
mirrors are based on the atom-light interaction in standing laser light waves [19-23]. Depending
on the pulse time, the gained velocity recoils lead to splitting or recombination of the atom cloud,
analogous to their mechanical counterpart in classical light interferometers. A sketch of a typical
time sequence for a Mach-Zehnder type atom interferometer is shown in figure 1.1.

-
93]
n

Figure 1.1: Time sequence in a light-pulse atom interferometer. Optical elements: collimating matter-wave
lens (L), first beam splitter (BS) pulse by two counter-propagating laser beams, mirror (M) pulse
to invert the motion, second beam splitter (BS) pulse for recombination. Path-depended phases
®a.b are accumulated in the interferometer arms.

The potential of atomic matter waves as quantum sensors is fully exploited in weightlessness as
sensitivity scales quadratically with the interrogation time [24]. Microgravity environments on
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earth have been mimicked in atomic fountains [13, 25], drop towers [26, 27] as well as in parabolic
flights [28, 29], allowing interferometer times of several seconds. In another approach magnetic
forces are used for gravity compensation, levitating the atoms in space [30]. Moreover, milestones
for future space applications have been demonstrated on a sounding rocket bringing the first
Bose-Einstein condensate to space [31, 32] and on the International Space Station (ISS) having the
first Bose-Einstein condensate in Earth’s orbit [33, 34].

Common to all pig-interferometric measurements with Bose-Einstein condensates are long
expansion times to reduce mean-field interaction as well as to increase the sensitivity of the interfer-
ometer. Atomic lenses ((L) in figure 1.1) [35-37] are used to reduce wave packet spreading. The
collimated condensate wave function defines the input state for the beam splitter laser pulses that
split and recombine the atomic wave packet. As in classical optics, these lenses cause undesired
aberrations in the form of additional phase contributions. Hence it is crucial to understand the
actual shape of the condensate’s phase as it determines the interference patterns at the end of the
interferometer [38]. Inspired by Zernike, we adapt his approach for analyzing these aberrations in
the world of matter waves.

The major part of this work ! was done in collaboration with the QUANTUS ? (QUA Ntengase
Unter Schwerelosigkeit) project. The QUANTUS’ experimental setups are miniaturized to fit
in a drop capsule that is launched at the drop tower facility ZARM (Zentrum fiir Angewandte
Raumfabrttechnologie und Mikrogravitation) in Bremen which provides up to 4.7 s free fall
time. The initial QUANTUS I project created the first Bose-Einstein condensate in microgravity
conditions [26, 39] and realized atom interferometry with long expansion times [27]. The follow-up
project QUANTUS II pursues long-term goals such as dual species interferometry with rubidium
and potassium. In addition, the scientific findings helped to realize the BEC apparatus for the
MAIUS (MAteriewellenInterferometer Unter Schwerelosigkeit) rocket mission and the planned
BECCAL (Bose-Einstein Condensate and Cold Atom Laboratory) project on the ISS. Due to
the high technical efforts and various other experiments which are performed at ZARM, the
QUANTUS collaboration has performed about 1000 drops in total [40], underlining the need for
precision modeling and numerical simulations.

The interferometric measurements discussed so far are performed in free space. Another ap-
proach uses guiding potential to build atomic wave guides [41-44]. The coherent and superfluid
properties of Bose-Einstein condensates [45, 46] make them also favorable to study persistent
flows [47] in exotic potential landscapes. The latter is investigated in the research topic called
ATOMTRONICS (Atom Electronics) [44] which highlights the analogy to superconductivity
in electronic circuits. At TU Darmstadt G. Birkl and his group 3 are developing new techniques
utilizing digital micro-optics to study ultra-cold atoms in innovative trapping geometries [48]. One
of the building blocks are toroidal ring traps that can serve as storage rings but also can be used for
interferometric measurements. We study various properties of toroidal Bose-Einstein condensates
in the last part of this thesis.

This thesis is organized as follows: In chapter 2, we review the theoretical basics of trapping
neutral atoms with magnetic fields and introduce the magnetic chip model that is used in current
QUANTUS II experiments. From experimental currents, we deduce trapping potentials that are
analyzed and applied in the ongoing thesis. In chapter 3 we briefly repeat the basic concepts of
classical mechanics that are important for a semi-classical description of atomic matter waves. We
introduce canonical transformations that are required to describe the atomic distributions in a
co-expanding frame [49, 50]. In chapter 4, we discuss the major concepts for cold atomic gases and

'Supported by the German Space Agency (DLR) with funds provided by the Federal Ministry for Economic Affairs
and Energy (BMWi) due to enactment of the German Bundestag under grant numbers DLR 50WM1957 and
SOWM2250E

thtps ://quantus-projects.de/

3h‘t‘cps ://www.iap.tu-darmstadt.de/apq/research_apqg/atomics_apq/index.en.jsp
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Bose-Einstein condensates. We present our results on the momentum widths in the Thomas-Fermi
approximation [51]. Based on that, we provide a Thomas-Fermi Wigner function description that
can be used as a phase-space representation of interacting condensates in chapter 5. In chapter 6, we
formulate a framework and the equation of motion that describe possible aberrations for expanding
Bose-Einstein condensates that are perturbed by non-harmonic potentials. These potentials are
investigated in chapter 7 in terms of a multipole expansion with physical hydrodynamical basis
functions. We apply the latter to characterize aberrations in a single-lens delta-kick collimation
sequence in chapter 8. In the last part of this work, chapter 9, we investigate static and dynamical
properties of toroidal ring traps and present our findings for the topological deformation from a

simply to a multiple connected trap. We summarize the results and provide an outlook in chapter
10.






2 MAGNETIC CHIP TRAPS

The miniaturization of complex wire structures produces tiny magnetic field configurations that
can be used for trapping, cooling, and manipulating ultra-cold atoms. As atomic chip traps can
be used to scale down the size of experimental setups, they have become very popular in various
micro-gravity facilities, for example at the drop tower ZARM [26, 27] or in the Cold Atom Lab on
the ISS [34].

In this chapter, we review the basic concepts for magnetic chip traps. We start by introducing
Maxwell’s equations for static magnetic fields and derive the Biot-Savart law [52]. For trapping
neutral atoms in a static magnetic field, we need to consider the interaction of the atom’s magnetic
dipole moment with the external magnetic field [53]. If the external field strength is small compared
to the hyperfine structure of the atoms, the energy shift of the magnetic sublevels is described
by the Zeeman effect [54]. In the limit of slow atomic, motion one finds the Zeeman potential,
which is proportional to the modulus of the magnetic induction. We briefly discuss simple wire
geometries that allow the trapping of neutral atoms in three spatial dimensions. We conclude
by introducing an actual model of the QUANTUS II atom chip [55, 56] and present different
trapping geometries that we use in this thesis.

2.1 STATIC MAGNETIC FIELDS

2.1.1 MAXWELL’S EQUATIONS

The time-independent Maxwell’s equations [52] for the magnetic induction B(r) read
V-B=0, VXxB=puj. (2.1)

While there are no magnetic charges, Ampere’s law links the circulation of the magnetic induction
to stationary current density j, with pig being the magnetic constant of the vacuum. Besides the
magnetic induction B, it is useful to introduce the magnetic vector potential A

V x A= B. (2.2)

The vector potential is not uniquely defined, as one can add a curl-free field to A without changing
the magnetic induction. Within the Coulomb gauge

V-A=0, (2.3)
one finds with the Maxwell equations (2.1) the following Poisson equation for the vector potential
NA = —ppg. (2.4)

In a volume free of any currents the vector potential and the magnetic induction are both satisfying

the Laplace equation
AA =0, AB=0. (2.5)

As the vector fields in equation (2.5) are harmonic functions, they do not have any stable minima
or maxima [57]. However, as discussed in the next section 2.2 the Zeeman potential depends on
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the strength of the magnetic induction, B(r) = |B(7)|. Wing’s theorem states that there are
no local maxima for the magnetic induction field strength which limits the available magnetic
substates that can be used for trapping neutral atoms [58, 59].

2.1.2 B1oT-SAVART Law

The Poisson equation (2.4) is solved by the Green’s function

_ Ho J(r’) /
A(r) = 47T/ P a3’ (2.6)

Evaluating the curl of equation (2.6), one finds the relation to the magnetic induction

o [J(r) x(r—1") 4,
B(r)—47r/ P (2.7)

Assuming that the current density consists of infinitesimally thin wires which carry the current I,
one may replace j d3r' the volume integral in equation (2.7) by the line integral I dr’, with the
line element d7’. In doing so, one finds the Biot-Savart law

B(r) - HOI/dr,X(T_T/) (2.8)

T 4rm |r — /|3

2.2 ZEEMAN POTENTIAL

2.2.1 ZEEMAN EFFECT

The Zeeman effect describes the energy shift of the atomic energy levels in the presence of an
external magnetic induction B, which interacts with all the different magnetic moments of the
atom. The interaction with a magnetic dipole £t is described by the Hamilton operator of the form

H = —j - B. (2.9)
The total magnetic moment operator & of an atom is given by

o= —%B (gsg +grL - meng>, (2.10)
my

where the operators L, S are referring to the total orbital angular momentum and the total spin
of the electrons with the corresponding Landé factors being gs ~ 2, g1, = 1. I denotes the total
angular momentum of the nuclear spin with g-factor g;. The fundamental constant

eh
np = (2.11)

2me’

is the Bohr magneton. The last term in equation (2.10) consists of the ratio of the electron and
proton masses, me/m, < 1, and is neglected in the ongoing discussion. For alkali atoms (cf.
section 2.2.2) in their ground state, the valence electron is an s-state and therefore does not possess
a fine structure splitting as L = 0 and equation (2.9) simplifies to

H, = 2uBS./h, (2.12)

for a magnetic induction orientated along the z-axis B = Be, [53].



2.2 Zeeman potential

The unperturbed Hamilton operator that represents the interaction of the nuclear magnetic
moment with the electron spin is

Hy= AI - S, (2.13)

whereas the c-number A can be found in [53]. To diagonalize Hy, one introduces the total angular
momentum of the atom

F=S+1, (2.14)

and the coupled basis states {|(5, 1); F, mp)} that consist of the common eigenstates of the
operators S2 v 2 F2 F,. If the magnetic interaction is smaller than the hyperfine splitting, we
can use the eigenstates of H o to determine the energy shift in first-order perturbation theory

Epmp = (S, 1); F,mp|H1|(S,1); F,mp) = ppmpgrB, (2.15)

with the Landé factor

CF(F+1)+S(S+1) = I(I+1)
g = F(F+1) ‘

(2.16)

For magnetic induction strengths that are comparable with the energy of the hyperfine splitting, one
needs to diagonalize the total Hamilton operator H o+ H 1. For angular momentaof F' = I £ %,
one finds the Breit-Rabi formula [60] that describes the transition from a weak (Zeeman regime)
to a strong external field (Paschen-Back regime).

2.2.2 ALKALI ATOMS

Cold atom experiments are mainly performed with bosonic and/or fermionic alkali atoms due to
their favorable atomic properties that are required for laser cooling and trapping. They have one
valence electron outside filled shells and behave as simple hydrogen-like atoms. The state of the
valence electron is characterized by the ket |n((LS), J, I), F, m). Figure 2.1 shows the relevant
level scheme of the ground state n%S, /2 as well as the first optical transitions to the excited states
n?P, /2 n2Ps /2 for alkali metals with nuclear spin I = 3/2. Without the external magnetic
field the magnetic substates m r are energetically degenerate. More detailed hyperfine structures,
spectroscopic data of the D1 and D2 transition lines as well as some of the collision properties of
different alkali atoms are collected in [61]. The data for 8"Rb is summarized in [62]. Properties for
different Potassium isotopes are provided in [63] and the references therein.

The total nuclear spin for ’Rb and for #'Kis I = 3/2. Hence, the total spin is either F' = 1
or F' = 2 and the Landé factors (2.16) become g1 = —1/2 and g2 = 1/2 respectively. Therefore,
for both atomic species, the magnetic sub-states |F' = 1,mp = —1), |[FF =2, mp = 2) and
|F' = 2, mp = 1) are weak-field seekers which can be trapped in static magnetic fields.

2.2.3 ADIABATIC APPROXIMATION

The energy shifts in equation (2.15) for the eigenstates | F', m ) may be interpreted as an external
potential U (r) when B(r) is spatially dependent. As the atoms are moving through this potential,
they experience a temporal change of the magnetic induction. As long as the change is small
compared to the typical time scales of the atom’s motion, the atom remains in its hyperfine state.
This can be expressed by the adiabatic condition

2.17

where the time scale is set by the Larmor frequency wy, = grpup|B|/h.
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Figure 2.1: Level scheme for alkali metals with nuclear angular momentum I = 3/2. Optical transitions to
the D1 and D2 lines. Hyperfine splittings in the different angular momentum manifolds Ay ¢,
Ahps By

Aslong as the adiabatic criterion (2.17) is fulfilled, atoms are trapped in a Zeeman potential
Ur,t) = ppmpgrB(r, 1), B(r,t) = |B(r,1)|. (218)

Formpgr > 0, the potential is always positive and atoms are trapped in a local field minimum
of B. Therefore, these states are called weak-field seekers. On the other hand, high-field seekers,
mpgr < 0would be trapped in a local maximum. As discussed in Wing’s theorem, local maxima
do not exist in free space, and therefore only low-field seeking states are trapped with the Zeeman
potential (2.18). For a region where B is very small or becomes zero, atoms may be transferred to
another hyperfine state. When the sign of m changes or mp = 0, the atoms are lost from the
trap which is known as Majorana spin-flip losses [64].

2.3 TRAPPING GEOMETRIES

In this section, we briefly discuss different wire geometries, that are used for trapping and manipu-
lating neutral atoms. We also like to mention that more advanced trapping geometries, e.g. lattices
and guiding structures, are feasible using atom chips [65, 66].

2.3.1 LINEAR WAVEGUIDE

The simplest confinement is achieved by superposing the magnetic induction of a single wire
carrying a current / and homogeneous bias field being perpendicular to the conductor

Tpo

B(r) = B, —_—
(/r-) bias €1 + 27_[_(:];2 + y2)

(—ye, + zey). (2.19)
The magnetic induction vanishes at xg = 0,y9 = I o/ (27 Bbis). To avoid Majorana flips in

the trap centers, one uses an additional offset field, parallel to the waveguide axis. Close to the
minimum, one finds the harmonic waveguide approximation

1
B(r) = V/b2r2 + By~ By + 5b2r2/Bog. (2.20)
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2.3.2 Z- AND U- SHAPED TRAPS

A waveguide just provides trapping in the radial direction. The axial confinement depends on the
actual shape of the finite wire endings. For a planar geometry, the wire endings can bend either
in the same (U shape) or in opposite directions (Z shape). While the U-shaped wire creates a
quadrupole trap, the Z-trap confines the atoms in an elongated three-dimensional Ioffe-Pritchard
type potential which is non-zero in the trap center [67-70].

2.4 QUANTUSII cHIP

The QUANTUS II chip is the successor of the QUANTUS I chip that was used successfully in
drop tower experiments to create a Bose-Einstein condensate in free fall experiments as well as to
perform atom interferometry in microgravity [26, 27]. The more recent model was developed to
create a high-flux source of Bose-condensed atoms that can be used for matter-wave interferometry
in the drop tower’s catapult mode. In addition, the chip was also designed to trap potassium as a
second Bosonic species [55].

2.4.1 CHIP MODEL

The atom chip that is used in this thesis (cf. figure 2.2) is designed in a three-layer structure
providing several possible trapping configurations. In combination with a magnetic bias field,
created by three pairs of Helmholtz coils, a wide range of difterent trapping potentials, e.g. magneto-
optical trap, evaporation trap, and magnetic lenses, are available. The first layer holds the largest
mesoscopic structures. The U-shaped wires form a quadrupole field that is used for the three-
dimensional magneto-optical trap (MOT). The second layer, the base chip (BC), and the third
layer, the science chip (SC), consist of 4 and S wires, respectively, which intersect with one central
orthogonal wire [56]. In the following, we regard the active conductors on the base as well as on

—20 / —10
—10 / -

.0
T 10 —20
n m m 2
Figure 2.2: QUANTUS II atom chip model [55, 56]. Light-gray wires belong to base chip structure. Gray
wires belong to science chip structure. Active conductors in Z-trap configuration in blue (science
chip) and red (base chip) colors. Helmholtz coils for the homogeneous field are not depicted.

the science chip in Z-trap configuration which are marked as red and blue in figure 2.2. Both are
creating an Joffe-Pritchard type trapping potential, that is used for releasing (section 2.4.4) and
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collimating the condensate (section 2.4.5). The field is superposed by a magnetic bias field created
by pairs of Helmholtz coils.

2.4.2 FINITE WIRES

The magnetic induction field for the atom chip is modeled by using finite wire elements that
describe the shape of the actual wire for the specified chip geometry. For the atomic waveguide
in equation (2.19), we have considered the magnetic induction of an infinite wire. For modeling
more complicated structures, we use finite wires with lengths {; = |rq; — 71 ;| that point into
the directions w; = (r2; — 71,;)/l; and carry a steady current I; (cf. figure 2.3). We compute
the magnetic induction for a single finite wire element using the law of Biot-Savart (2.8). For the
parametrization of one wire 7’ (s) = 1 + wls, s € [0, 1], one finds

pol  erxw

B(r) 2 (e2 —e1) - w, (2.21)

drrl—(e;-w
where the unit vectors ez, (e1) are pointing from the conductor’s end (start) to the observation
pointr and r = |[r — 7| denotes the distance to the start of the wire element 7. As Maxwell’s
equations are linear, the total magnetic induction field for N wires is determined by the sum of all

individual fields

N
B(r)=Y Bir)="%" i %(eg,i —e1) w.  (222)

ril— (eri - w;

 4r
i=1 i=1

Figure 2.3: Magnetic induction B(7) at an observation point 7 created by a current in the finite wire
element pointing in direction w.

2.4.3 HARMONIC APPROXIMATION

A sketch of the chip coordinate system is shown in figure 2.4. The chip surface lies in the 2-y plane,
whereas the y-coordinate points into the direction of gravity when the chip is mounted in the drop
capsule. To describe the dynamics of ultra-cold gases within the resulting Zeeman potential (2.18),
it is convenient to use a coordinate system that fits the atom’s center of mass motion. In particular,
the minimum of the potential is typically located at a position that is much larger than the typical
extent of the atomic cloud.
In general, transformations between two coordinate systems (cf. appendix M) may be considered
as either active or passive transformations. From the active point of view, the object is rotated in a
fixed coordinate system. In a passive rotation, the object remains fixed while the coordinate system
is rotated. The relation for the Zeeman potential between old, chip coordinates 7 and new center
of mass coordinates 7’ is
r=Rr' +a, (2.23)

10
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g = gey

Figure 2.4: Sketch of coordinate system referring to the atomic chip. O refers to the origin defined by the
wire geometry. O’ refers to the potential minimum aligned with the principle axis of the Hesse
matrix K. Gravity points into g = ge,, direction.

where R denotes an orthogonal rotation matrix and a is a translation vector. The value of potential
must be equal at the same point regardless of which coordinate system is used

U'r'y=U(r). (2.24)

As the location of the potential determines the center of mass position of the trapped atoms,
we are usually interested in the location of the potential minimum U (rg) = Uy, which is found
numerically using standard optimization algorithms [71]. Therein, we do a Taylor expansion up to
the second order to obtain the quadratic approximation

U(r) :U()—i-%(T—TU)TK(T'—T'())—I—... . (2.25)

The real, symmetric Hesse matrix K defines the stiffness as well as the orientation of the trap. For
the Zeeman potential (2.18), one finds

9’B (r0)
K = il WY 2.26
j = UBMFIF oz 837]- ( )
The main axes of the potential are obtained from the eigenvalue equation
KR = Kk, k= diag(ki, ko, k3), (2.27)

which defines the 3 X 3 rotation matrix in equation (2.23) and the corresponding Euler or Tait-
Bryan angles. The definition of the rotation matrices and angles are described in appendix M.1. In
our case, the rotation matrix R refers to a passive rotation, where the chip object is fixed and the
coordinate system changes. As a convention, we refer the lowest eigenvalue to the first axis, the
x-direction. Knowing the mass M of the trapped atomic species, the trap trapping-frequencies are
obtained

Lk
oV M

by using the eigenvalues k; from equation (2.27). If not stated explicitly otherwise, we are using

Vi (2.28)

the center of mass frame of the Bose-Einstein condensate, whose principle axis is aligned to the
release trap axis.

11
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2.4.4 RELEASE TRAP

The release trap configuration is the final stage before the condensate is released to free space to
perform matter-wave interferometry with long expansion times. Hence, it is crucial to understand
the final state of the condensate in the trap for further explorations. Before the release, there is
a sequence of forced evaporation cooling to create a Bose-Einstein condensate and a transport
moving the condensate away from the chip surface. During the transport, trap frequencies are
decreased to decompress the Bose-condensed gas and to reduce the mean-field energy. The sequence
has been optimized to minimize center of mass and quadrupole oscillations via methods of reverse
engineering [72]. In addition, controlled quadrupole excitations and a timed release depending
on the oscillation phase are used for a lower expansion rate in a specific direction [37]. The set of
currents that are used in [37] is summarized in table 2.1.

wires current

science chip 2.0 A

base chip 6.0A

x-coils 0.1A
y-coils —0.37431A
z-coils 0.0A

Table 2.1: Applied currents to the atom chip to create the release trap.

Cross-sections of the magnetic field strength for the release trap at a mesoscopic length scale
are depicted in figure 2.5. Therein, the origin of the coordinate corresponds to the center of

6 - 25
3.75 20 -
§ 390 g w151
=) = <
8 3.25 1 = 4 =)
= s g 10
3.00
3 5]
T I T T I T T
—2.5 0.0 2.5 —2.5 0.0 2.5 0 2
x/mm y/mm z/mm

Figure 2.5: One-dimensional cross-sections of the magnetic induction field strength B(7) for the so-called
release trap configuration. Currents as in table 2.1. Field minimum at ¢ =(0, 0, 1462) um.

the atom chip as sketched in figure 2.4. The minimum of magnetic inductions is at 7o =(0, 0,
1462) um. Hence, the atoms are located at the center of the atom chip with a displacement in
z-direction. After having determined the modulus of the magnetic induction, we can calculate
the Zeeman potential U (1) (2.18), where we used the magnetic |F' = 2, mp = 2) substate for
alkali atoms. Two-dimensional cross-sections in each plane are shown in figure 2.6. In contrast to
figure 2.5, we evaluate the potential in the trap minimum and at a microscopic length scale that
covers the spatial extent of the atoms. The typical length scales are set by the thermal de Broglie

12
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Figure 2.6: Two-dimensional cross-sections of the release trap Zeeman potential for the |F' = 2, mp = 2)
magnetic substate. Coordinates are shifted towards the trap minimum. Principle axis of the
spring constant K (2.27) marked as black - - -. The constant energy shift is set to zero, Uy = 0.

wavelength, the harmonic oscillator wavelength, and the Thomas-Fermi size of an interacting
condensate (cf. section 4.3.3). In addition, we recognize that the equipotential lines in the -y
plane are rotated by an angle v with respect to chip coordinates. To determine the length scales,
the trapping frequencies, as well as the Tait-Bryan angles, we evaluate the Hesse matrix in equation
(2.26) and use the masses of the alkali atoms 8”Rb and 'K. The trap parameters of the harmonic
approximation are shown in table 2.2. For a large condensate consisting of 10° 8"Rb atoms, we

parameter symbol  value

spring constant k (709, 6685, 5210) kHz mm 2
frequencies 5"Rb Vra (9.08,27.88, 24.61) Hz
frequencies 'K e (13.23,40.41, 35.86) Hz

trap minimum T (0,0,1462) um

Tait-Bryan angles (xyz) «, 3,7 (0,0,9.7)°

Table 2.2: Physical parameters of the QUANTUS II release trap. Spring constants and trap frequencies are
corresponding to the magnetic substate | F' = 2, mp = 2).

find in section 4.3.3 that the maximal extent of the condensed cloud is 7max ~ 25.5 um, (cf. figure
4.1). Within this length scale, the harmonic approximation matches the Zeeman potential quite
well as shown in figure 2.7. The potential is evaluated using the coordinate transformation in
equation (2.23), with @ = rq such that the coordinate system is aligned with the principle axis of
the Hesse matrix. We provide a more detailed analysis of the release trap potential in chapter 7.1 in
terms of a multipole decomposition and in chapter 8 when we analyze a sequence of delta-kick
collimation.

13
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Figure 2.7: One-dimensional cross-sections of the release trap Zeeman potential and its harmonic approxi-
mation (red - - -). Coordinate axes are aligned with the principle axis of the harmonic approxi-

mation. The constant energy shift is set to zero, Uy = 0.
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2.4.5 MAGNETIC LENS

The magnetic lens is based on the release trap configuration, meaning that shape and frequencies
are adjusted for optimal collimation. As the magnetic lens is also used in the Z-shape configuration
the magnetic field strength does not differ much from the release trap configuration as shown in
figure 2.8. As the currents in science chip as well as in the base chip are reduced, the field strength
and curvature of the magnetic lens are smaller compared to the release trap. The set of currents

0.8 1
1.0 1 1.5 1
g 0.7 8 D)
=3 > i <
\2{ S 0.8 S 1.0
Q0.6 1 q Q
0.6
0-5 T T T T T T 0.5 T
—-2.5 0.0 2.5 —2.5 0.0 2.5 0 2
x/mm y/mm z/mm

Figure 2.8: Cross-sections of the magnetic induction field strength B() for the magnetic lens configuration.
Currents as in table 2.3.

for the magnetic lens is shown in the table 2.3. As the magnetic lens is applied after a certain

wires current

science chip 0.0 A

base chip 1.828 A

x-coils 0.1A
y-coils —0.075428 3 A
z-coils 0.0A

Table 2.3: Applied currents to the atom chip to create the magnetic lens.

expansion time of the condensate, we need to consider a larger length scale, . ~ 100 pm,
when we evaluated the Zeeman potential for the atoms. The potential for the |F' = 2, mp = 2)
state is shown in figures 2.9 and 2.10. 'The atom chip model provides the parameters of the
harmonic approximation in the table 2.4. We note that the trap minimum of the lens differs by
Az = 17 um (cf. table 2.4) with respect to the minimum of the release trap. As discussed in
chapter 8, a deviation of the trap minimum for the center of mass position leads to an additional
momentum kick. However, the offset is chosen on purpose as an additional center of mass velocity
is observed experimentally which is compensated by the spatial position of the lens [38, 73]. The
shape of the magnetic lens is almost cylindrical w, ~ w. which can be used for collimation of
the atomic ensemble in at least two directions. The velocity spread in the third direction may be

reduced by shaping the corresponding quadrupole mode [37].
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Figure 2.9: Two-dimensional cross-sections of the magnetic lens potential for the |F' = 2, mp = 2) mag-
netic substate. Coordinates are shifted towards the trap minimum. Principle axis of the string

constant K (2.27) marked as black - - -. The constant energy shift is set to zero, Uy = 0.
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Figure 2.10: One-dimensional cross-sections of the magnetic lens potential and its harmonic approximation
(red - - -). Coordinate axes are aligned with the principle axis of the harmonic approximation.
The constant energy shift is set to zero, Uy = 0.

parameter symbol  value

spring constant k (75,978, 975) kHz mm 2
frequencies 8"Rb Uiy (2.96,10.66, 10.65) Hz
frequencies 'K vy (4.31,15.53,15.51) Hz
trap minimum T (0,0,1479) pm

Tait-Bryan angles (XYZ) o, 3,7y (0,0,9.3)°

Table 2.4: Physical parameters of the QUANTUS II magnetic lens. Spring constants and trap frequencies
are corresponding to the magnetic substate | F' = 2, mp = 2).
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3 CLASSICAL DESCRIPTION OF ATOMIC
MATTER WAVES

For an ideal gas, the either classical or quantum phase-space distribution function factorizes to an
effective single-particle distribution function whose dynamic is described by a classical or quantum
Liouville-von Neumann equation respectively [74]. If the Hamiltonian of the system is at most
quadratic in position and momentum, the time-evolution of the quantum system coincides with
its classical counterpart [75]. Therefore, it is often sufficient and insightful to study the trajectories
of a classical single particle in phase space. In this chapter, we will briefly introduce the basic
concepts of classical mechanics [76-78]. We recap the principle of least action and Hamilton’s
equation of motion. Afterward, we discuss the concept of canonical transformations as they play a
major role in an efficient description of Bose-condensed gas in quadratic potentials [49, 50, 79].

3.1 PRINCIPLE OF LEAST ACTION

The state of a classical system in configuration space with N particles in d spatial dimensions is
characterized by its generalized coordinates and velocities

To obtain the equations of motion for classical particles, we formulate Hamilton’s principle of
least action which states that the action functional,

t1

Slal =/ L(q,q)dt, (3.2)
to

becomes stationary for the actual path of the motion. The action S[q] is defined by the integral of

the Lagrange function

L(q,q) =T -U, (3.3)

over the time interval (¢, ¢1). 7' and U are the kinetic and potential energy of the system. For a
stationary point, the variation of the integral for fixed t and ¢ is zero

55 = 0. (3.4)
The change of the action is then given by
sg_ [N~ (OLy L OLs
=/ ;<aqi5q’ + aqié%) dt. (3.5)

Applying partial integration on the second term on the right-hand side and demanding that the
variations at the endpoints are vanishing, §¢;(to) = d¢;(t1) = 0, one finds

nd /o doL
58 = = = )5 dt 3.6
> (G o) 50
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3 Classical description of atomic matter waves

According to the least action principle, equation (3.4) is satisfied when all terms of the sum are
vanishing simultaneously. Therefore, the integrand has to be zero and we arrive at the Euler-
Lagrange equations

doL_o
dtdg;  Oq;’

that describe the dynamics of a conservative system.

(3.7)

3.2 HAMILTON DYNAMICS

An alternative formulation of classical mechanics is the Hamiltonian description in terms of two
first-order differential equations of the two independent variables (g, p), with conjugate momenta

that are defined as
oL

:aiqi‘

Though physics is unaltered in the new formalism, it is useful to provide a framework for theoretical

Di (3.8)

extensions such as the Hamilton-Jacobi theory in classical mechanics or the Hamilton formulation
of quantum mechanics and field theory. Mathematically we switch from coordinates (g, g, t) to
(g, p,t) by a Legendre transformation with respect to the velocities . We write the Lagrangian in
its differential form

!
oL oL . oL
dL = ;(quﬁ aqiqu) + 5 dt

f

oL
E (pidg; + pidgi) + Bt dt.
i—1

In the first line within the brackets, we recognize the generalized momenta defined in equation

(3.8). For the second term, we used the Euler-Lagrange equation. The Legendre transformation is
generated by the Hamilton function

/
H(g,p,t) = pigi — L, (3.10)
=1

which is a function of @, p and £. One can write the Hamilton function in its differential form

f
dH = Z(—Pi dg; + ¢; dp;) — 0L dt. (3.11)
=1

using equation (3.9). Comparing the equation (3.11) with

f
oH OH oH
dH = ; <8m dp; + Ba dqi> + 5 d, (3.12)

and using the differential form of the Lagrange function in equation (3.9), one finds the following
set of equations

. OH . oOH oL OH
qi = =

_61)," pi__aqi’ E__E7

which are the Hamilton’s equations of motion, replacing the Euler-Lagrange equations.

(3.13)
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3.3 Canonical transformation

3.3 CANONICAL TRANSFORMATION

In the Lagrangian description, the Euler-Lagrange equations are invariant under a so-called point
transformation

where we have introduced a new coordinate Q; that is a function of the old generalized coor-
dinates and may depend explicitly on time ¢. The strength of the Hamilton formalism is the
treatment of coordinates and momenta as independent variables. Therefore a much wider class of
transformations

to new coordinates, (); and P, are allowed as they may depend on the old phase space coordinates
and explicitly on time. Q and P are called canonical variables, and the transformation from (g, p)
to (Q, P) is said to be a canonical transformation with respect to a new Hamilton function
K(Q, P, t) such that the equations of motion are of the form

oK . oK

Qi = a5, P, = ~90; (3.16)

To derive a relation between old coordinates and momenta and the new ones, we express the

Lagrange functions L(q, ¢) and L'(Q, Q) in their differential form

pidg — Hdt = P;dQ; — K dt + dF. (3.17)

They differ by a total differential dF' that does not alter the equations of motion. Assuming that
F = F(q,Q,1) is afunction of old and new coordinates and time, the differential takes the form

d " dg; + idQ + . dt (3.18)

Comparing equation (3.17) with equation (3.18) one finds the following relation

OF OF OF
==, P=——, K=H+ — 3.19
Pi= 5 ) + o (3.19)
F is called the generating function and defines the coordinate transformation from one set of
canonical variables to another one. In general, there are four basic types of generating functions
being related to each other by a Legendre transformation. Their properties are summarized in
table 3.1.

Generating function Relation to coordinates and momenta
F = Fi(q,Q,1) pi = 0F1/0q;, P =—-0F/0Q;
Fy(q, P,t) — Q; P; pi = 0F»/0q;, Qi = 0F»/0P;
F3(P,Q,t) + qipi ¢ = —0F3/0p;, P; = —0F3/0Q;
F = Fy(p, P,t) + qipi — Qi P; | ¢i = 0F4/0p;, Qi = 0F,/0P;

Table 3.1: Properties of the four basic generating functions for canonical transformations
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3 Classical description of atomic matter waves

A special generating function is found when the new Hamilton function K = 0 vanishes. Let
S = S(q, P,t) be the corresponding generating function with p; = 9, S (cf. table 3.1). Then S

must satisfy the so-called Hamilton-Jacobi equation

oS oS
H(g, 22)+ 22 —o. 2
<q aq) 5o (3.20)

For a general Hamilton function, a complete solution of the Hamilton-Jacobi equation is not
available. However, if the Hamilton function is of the form

H = Hy+ Hy, (3.21)

where the dynamics of Hy is known and H is a small perturbation, the generating of H can be
used to study the transformed Hamiltonian K = Hj in perturbation theory [80]. Ideally, the
canonical variables of K (Q, P, t) show less time dependence than the original phase-space coor-
dinates. The latter becomes important for numerical studies over long periods. Hence, canonical
coordinate transformations are required to study the dynamics of cold gases on macroscopic time
scales and large distances [81].

3.3.1 BALLISTIC EXPANSION

The simplest system is the free-moving point particle. In the absence of the external potential, the

Hamilton function is merely

p2

T oM’

the kinetic energy. According to the Hamilton equations (3.13), the equations of motion are

Hy (3.22)

p

== p=0. 2
a=-; P (3.23)

Including the initial conditions the general solution reads

a| (1 de-w) (@) 520

p(t) 0 Do Do

Go(t,to)

where Go(t, to) is the transfer matrix of the free particle. To obtain the generating function for
the free particle Hamiltonian, one considers the inverse transformation with Gy ! of equation
(3.24) which defines the canonical variables go = Q, po = P. Let So(q, Q. t) be the generating
function depending on old and new coordinates. Using the corresponding relations in table 3.1,

one finds )
M(Q —
So(q,Q,t) = 2“5 tq) : (3.25)
— b
which transforms the system to
K = Hy + 050 = 0. (3.26)
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3.4 Scaling transformation

3.3.2 HARMONIC OSCILLATOR

One of the most important systems is the harmonic oscillator. The Hamilton function reads

Hyo = L LiTKe, (3.27)
2M 2
where the real symmetric matrix K describes the stiffness of the trap. For a particle with mass M,
one finds the trapping matrix Q2 = K /M. The Hamilton’s equations are
b

G=45 P= —MQ3q. (3.28)

The transfer function for the harmonic oscillator is given by

q(t cos Qt MQ) sinQt q
() = ( ) ’ , (3.29)

p(t) —MQsin Qt cos Qt Do

Gro (t,t0)

representing a rotation in phase space. As described in the previous section, we can look for the
corresponding generating function, that solves the Hamilton-Jacobi equation. It reads

. MQ
~ 2sinQt

Sto(q, Q. 1) [(@% + Q%) cos Qt — 2¢Q)]. (3.30)

It is worth noting that the generating functions for the free particle Sg in equation (3.25) and
for the harmonic oscillator Sy in equation (3.30) coincide with the Green’s functions for the
corresponding single-particle Schrédinger equations. In particular, this statement holds as long as
the time evolution is generated by a quadratic Hamilton operator. This can be formalized in terms
of the quantum action principle and quantum canonical transformation [82, 83].

3.4 SCALING TRANSFORMATION

In this section, we discuss the Hamilton function

2

H(r,p,t) = 2t 2 r —ro()] QW) —mo0)] + FTr 4 Ui(rt), (331
for a general time-dependent harmonic oscillator, that may have changing frequencies Q2(t) and a
changing spatial position 7 (¢). In addition, we have included a constant force F acting on the
atoms as well as a small perturbation U (7, t) to the harmonic oscillator. The time-dependent
quadratic system (F' = U; = 0) has been heavily studied in classical as well as in quantum
mechanics. In particular for constructing Lewis-Riesenfeld invariants [84-86], that map the

motion of the quantum particle to a set of ordinary differential equations.
In order to solve the mechanical problem, one considers the following canonical transformation

3 A0 r—n(t)
_ , (3.32)

™ —~MAT AT ) \p— Mn(t)

with time-dependent function () and a time-dependent 3 x 3 matrix A(t) with initial value
A(to) = 1, A(to) = 0. As the A-matrix acts as a rescaling of the original position coordinate, the
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3 Classical description of atomic matter waves

transformation is a so-called scaling transformation with adaptive scales to the new phase-space
coordinates (&, 7). The transformed Hamilton function with respect to the new coordinates
reads

H'(¢,m,t) = H(r,p,t) + 0,S(r,m,t), (3.33)

with Hamilton’s equations of motion

. OH' . OH'
£_a7r’ L (3.34)

The generating function S(r, 7, t) depends on the old position and new momentum variables

such that

0S8 oS

e= p=""
onm or

After integrating these equations using the relation between the old and new coordinates in (3.32),

one finds the generating function for the scaling transformation

(3.35)

Sr 1) = — (0] A — (1)
+ M'rTﬁ(t) + ﬂ'T/\*l[r —n(t)] (3.36)
+5(0),

where s(t) denotes some time-dependent function, that does not depend on the phase space
coordinates. Using equation (3.33) the new Hamilton function becomes

1
H'(§,m) =om M7lm + Ui (A + 7, 1)

+ %5 [AT/"\ + /\TQQ(t)A] ¢

(3.37)
+ METAT 7+ Q*(t)(n — ro) + F/M]
d
M—(nn) — L+ 3
+ M () — L+3,
where we have introduced the Lagrange function
) M . M
L(n,n,t) = 7?72 ~F'n- 5 (= ro)  Q*(t)(n — 7o), (3.38)
and the time-dependent mass matrix
M=ATA, (3.39)
in the kinetic energy of H'. The last line defines the action variable which reads
t
s(0) = [ Lin i)t = M) - n(toyi(eo). (3.40)
to
Further, one demands that the coordinates 7(t) follow the Newton equation
ij = —Q*(t)(n —ro) — F/M, (3.41)

in the time-dependent harmonic oscillator potential and the constant force. To simplify the second
line being quadratic in the coordinate &, one can specify a matrix differential equation for the
adaptive scales A(t), depending on the further treatment of the system.
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3.4 Scaling transformation

FREE-PARTICLE If one chooses the matrix differential equation to be
A+ Q% (t)A =0, (3.42)

the Hamilton function in equation (3.37) is transformed to a free-particle system with time-
dependent mass, for a vanishing perturbation U; = 0 and constant force F' = 0.

HaRrRMONIC 0SCILLATOR  Besides the free-particle solution, one can transform the system to a
time-independent harmonic oscillator by choosing the following non-linear matrix differential
equation

AT [/"\ n Q?(z:)/\] — FINQ2(0), (3.43)

where f is a scalar function of the time-dependent scales. The explicit form depends on the spatial
dimension as well as the shape of the trapping matrix Q2 (t).

For a non-interacting, single particle in a one-dimensional harmonic oscillator, one recovers the
famous Ermakov-Pinney [87, 88] equation

A4 W2 (X = wir 73, (3.44)

which arises naturally when constructing Lewis-Riesenfeld [84] invariants for the time-dependent
harmonic oscillator. For a wave packet solution (cf. appendix A) of the time-dependent Schrédinger
equation, A(t) corresponds to the width or position uncertainty. 7)(¢) describes the classical
position of the Gaussian having a momentum of M) [85].
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4 CONCEPTS OF COLD ATOMIC GASES

In this chapter, we review the basic concepts of cold atomic gases. In particular, we focus on
the physics of a Bose-condensed gas, which provides a coherent atomic source for matter-wave
optics. In ultra-cold gases, the interparticle interaction is strongly influenced by the collision
properties in the low-energy regime for small relative momenta. We introduce important scattering
properties such as the phase shift and the s-wave scattering length. Afterwards, we derive the
classical field equation for Bosons by modeling the state of the condensate as a multimode coherent
state that is macroscopically occupied. We present our results for the d-dimensional Thomas-Fermi
approximation, which we use in chapter 5 to calculate the single-particle Wigner function [51]. We
conclude by introducing the scaling solutions for the classical Euler equation which we require for
(3+1)d-dimensional simulations with long expansion times in chapter 8.

4.1 DILUTE GASES AT LOW TEMPERATURES

We consider an IV particle system with atoms of mass M. From the classical point of view, we can
assign to each particle a position in configuration space 7 and momentum p = M v in momentum
space where v is the velocity of the atom. For matter waves, we associate to the momentum p = hk
a de Broglie wavelength \jg = 27/k [9], where k = |k| is a wavenumber. For a thermal gas, one
can define a thermal de Broglie wavelength

orh2 \/?
v (1) (41

ata temperature 7". The length Ay, describes the position uncertainty associated with the thermal
momentum distribution. Quantum effects become visible when the phase space density is

A S 1 (4.2)

that is when the size of the atomic wave packets is comparable to the interparticle distance [89].

4.2 MODEL FOR INTERACTIONS

For dilute gases at low temperatures, the atoms move slowly at large distances from each other
and interact pairwise via a van-der Waals-like potential. Slowly means that the thermal de Broglie
wavelength is much larger than the range of the interaction potential Ay,79 > 1 or in terms of the
wavenumber for the relative particle motion

kro < 1. (4.3)

In this low-energy collision regime, the asymptotic wave function (r >> rg) becomes independent
of the details of the interaction potential as the short-range physics is not resolved. Instead, one
introduces the concepts of the phase shift and the associated scattering length to describe the
collisional properties of the quantum gas [90].
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4 Concepts of cold atomic gases

4.2.1 ELASTIC SCATTERING FOR NEUTRAL ATOMS

In time-independent scattering theory [91, 92] the asymptotic wave function at large distances may
be written in terms

" 9 elfr
el 7 COS + f(’l9) , (4'4)

~
r—00 r

¢k) (T, 9) = win + wsc

of an incident plane wave, traveling in the z-direction, and a scattered, outgoing spherical wave.
The prefactor f(19) is the scattering amplitude representing the probability for scattering at an
angle ¥.

To describe the scattering process for neutral atoms in a spherical symmetric central potential
V(|71 — 72]), itis convenient to introduce the center of mass

Miry + Mar
R= ﬁ (4.5)
and the relative position coordinates
=17 — 7. (4.6)
In these coordinates the total wave function separates as
(R, 7) = theom(R)Y(T), (47)

where the center of mass wave function is a constant, while the wave function for the relative
motion obeys the single-particle Schrédinger equation

A2 2
Py
= F 4.
for a particle with reduced mass
_ MM (4.9)
=2+ ‘

The kinetic energy in position representation is written terms of the radial momentum

10
b = —ih— (1), 410
br = —ih o (1) (4.10)
as well as the angular momentum operator
. 1 0 0 1 02
L* = —h? — | sinv— —— - 411
Linﬁ a9 (Sm &9) T SmZo 8g02] (411
The general solution for a particle in a central potential
o l
k() =D Y cm Rim (r, k) Yim (9, 0) (412)
=0 m=—I
= (20 + V)il Ry(r, k) Py(cos ), (4.13)
=0

is a linear combination of radial R, and angular Y7,,, eigenfunctions, known as a partial wave
expansion [93]. In equation (4.13), we have exploited the azimuthal independence of the scattering
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4.2 Model for interactions

solutions by choosing the incident wave vector in z-direction. P are the Legendre polynomials.
The radial functions are the eigenfunctions of the radial Schrédinger equation

" d—2+gi + Vig(r) | Ri(r, k) = Ex Ry (r, k) (4.14)
i\ a2 " rdr off (1) | L0(7y k) = L ly(r, k), -

with an effective potential

RA(1+1
Varlr) = V) + Vi) = V) + 05D, (415
that consists of the central potential V(1) and the centrifugal barrier Vioe(7).

For large distances beyond the effective range of the interactions potential (r > r¢) the solution
of equation (4.14) must coincide with the free Schrédinger equation which consists of spherical
Bessel and spherical von-Neumann functions [90]. Regarding large distances in the far field zone,

7 — 00, the functions have the asymptotic behavior

1
Ry(r k) === o sin(kr +m —Im/2), (4.16)
r
where 7); represents the collisional phase shift, containing the physical information of the scattering
process.
The partial wave expansion of the scattering amplitude

o e2im _
F@) = Y1+ VAR Aleos ), filk) = (4.17)
=0

connects the amplitudes f; to the scattering phase shift 7; by combining equations (4.4), (4.16)
and (4.13).

For cold atoms at low energies kr < 1, we are particularly interested in the limit & — 0. For
typical parameters of alkali atoms, the centrifugal barrier allows only s-wave scattering with angular
momentum of [ = 0. The short-range, low-energy expansion of the scattering phase

1
ko = ——+ O(k?), (4.18)

leads to the definition of the s-wave scattering length a. For the scattering wave function of the
colliding atoms, one finds in the low-energy limit

a
Ro(r)=1- =, (4.19)
r
and the scattering observables, such as the scattering amplitude, the differential, and the total
cross-section are given by

d
fo=-an SG=IP= o= [IAPPa=itmd  (420)

So far we discussed only the collisions of distinguishable particles, for example, atoms in different
internal states or atoms that belong to different species. For identical Bosons or Fermionsin the same
spin state, the wave function for the relative motion must be either symmetric or anti-symmetric.
One finds for the asymptotic wave function

eikr

~ (e +[f(9) & f(9 - m)]—, (4.21)

7—00
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4 Concepts of cold atomic gases

where 4 (—) is used for bosonic (fermionic) atoms. Equation (4.21) leads to an enhanced scattering
amplitude for Bosons and a vanishing s-wave scattering length for the fermionic counterpart.

4.2.2 PSEUDO POTENTIAL

In the ongoing thesis, we are not working with the exact interaction potential of the difterent alkali
atoms. In general, V (r) is very difficult to calculate to the required precision level. In addition,
the mean-field treatment (cf. 4.3.1) of a Bose-condensed gas relies on the convergence of the Born
approximation, which is not provided for a potential with a hard repulsive core [94, 95].

The key idea is to replace the exact interaction potential with a so-called pseudo potential
[96], which is treatable by the Born approximation and which reproduces the same low-energy
scattering properties such as the scattering length (4.18). The potential operator which satisfies
these conditions may be written

0
V() = go){ 5]}, (422)
in terms of a Dirac delta distribution and a regularizing operator. The coupling constant
_ Arh2a, (4.23)
g - M 9 .

contains the s-wave scattering length. For a wave function that is regularly close to 7 = 0, the
pseudo-potential is merely a contact interaction potential

V(r) = gd(r). (4.24)

4.3 WEAKLY INTERACTING BOSE GAS

The many-body Hamilton operator for Bosons trapped in an external potential with pairwise
two-particle interactions reads as

d :/ / V(") (| T+ U |r) W (r) @' &Pr (4.25)
+;////@T(Tll)‘iﬁ(ré)<7'/1’°§W|7‘17“2)\i’(rz)‘i’(m)dgridg’r'zd?’?”ldgm

where T"and U are single-particle operators representing the kinetic, as well as the potential energy,
and V is the two-particle operator describing the interactions between the atoms [90]. If the

interatomic potential is approximated by a contact potential (4.24), one can simplify equation
(4.25) to

H= / () [—JZVQ + U(r)]\i/<r)d3r+g / T ()T ()W (r) T (r) dPr. (4.26)

The field operators T (I) create (annihilate) bosonic particles at a position 7 in Fock space
Ui(r)0) = |r), (4.27)

obeying the following commutation relationships

[B(r), U@ =6(r —7'), [E(r),U(r)] =0. (4.28)
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4.3 Weakly interacting Bose gas

A general many-particle states may be expanded in the Fock basis

) = Z/m...m) (1. o] W)y AN, (4.29)
N=0
with many-particle amplitudes ¥ (71, ...,7n) = (71 ... rN|¥) 5. One obtains the equation of

motion from the Lagrangian formulation
£1W, 9] = (W(t)]ihd, — HT (D) (430)

with the canonical momentum 7 = §£/6¥ = i¥*. Using the Hamilton formulation with
7 = 0L/dV, one recovers the Schrodinger equation in Fock space

10 |[W(t)) = H|WU(t)). (4.31)

4.3.1 MEAN-FIELD APPROXIMATION FOR BOSONS

In general, it is impossible to solve the many-body Schrédinger equation (4.31) in most cases. How-
ever, in a Bose-Einstein condensate the atoms occupy the same quantum states macroscopically,
and one can approximate the general state of the systems

T(r) W), = U(r)|T),, (4.32)

by a coherent state | W) .. The eigenvalue W(r) is often called the macroscopic wave function or
order parameter for the ordered, coherent state of Bosons. A coherent state has not a well-defined
number of particles but the fractional uncertainty, AN/N, tends to zero for a large number
of particles in the same mode. One can associate a modulus as well as a well-defined phase to
the complex field which corresponds to a spontaneous symmetry breaking of the phase of the
many-particle system [97, 98].

4.3.2 GROSS-PITAEVSKII EQUATION

From the coherent-state approximation, one derives mean-field equations using variational princi-
ples. This leads to the Hartree-Fock equations for a Bose condensate [97]. Using the Hamilton
operator with the contact interaction (4.26), the Lagrangian field equation for the condensate
becomes

L =ihv*ov — &, (4.33)
with the energy density
|nV |2 9 G
= Y == 4.34
E(r,t) Wi + U|Y| +2| | (4.34)

Inserting (4.33) into the Euler-Lagrange equations

4L _ oL 5
dt 5 ST+’ '
one obtains the time-dependent Gross-Pitaevskii equation
) K22 9
0¥ (r,t)=|— i +U(r,t) + g|¥|* | ¥(r, 1), (4.36)
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4 Concepts of cold atomic gases
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Figure 4.1: Cross-sections of the atomic density n(z,y, z) versus position in each spatial direction.
--- lines correspond to the Thomas-Fermi approximation nyr. We have used 105 8"Rb
atoms in a harmonic trap with frequencies as in table 2.2. The Thomas-Fermi radii are
re = (25.5,8.3,9.4)um with chemical potential pry = 25.3 Aiw,. Density scaled to the

maximal value.

which has the form of a non-linear Schrodinger equation. In a static external potential U = U (),
one finds the stationary Gross-Pitaevskii equation
h2v?
- 2M

+ U + gV ¥ = p0, (4.37)

by making the ansatz U(r, ) = V() exp(—iput/h) for the time-dependent field where 1 denotes
the chemical potential of the ground state [45].

4.3.3 THOMAS-FERMI APPROXIMATION

In the limit of large repulsive interactions, one may neglect the quantum kinetic energy in the
stationary Gross-Pitaevskii (4.37)

[U(r) + gnre(r) — ] ¥re(r) = 0, (4.38)

which as known as the Thomas-Fermi approximation [99-101]. Equation (4.38) admits the alge-
braic solution for the condensate density

p=U(r)

g )

0 else,

w—U(r) >0,

(1) = (4.39)

and the corresponding wave function Wy = /nre. In [S1], we have considered the Thomas-Fermi
field for a general harmonic oscillator potential

U= %TTQQT,

: (4.40)

in d spatial dimensions. The trap frequencies w; > 0 are the entries of the diagonal eigenvalue
matrix

O°R = Rw?. (4.41)
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4.3 Weakly interacting Bose gas

From the geometrical average of the frequencies w = (w; - - - wd)% one can define the length of the
harmonic oscillator @ = y/h/M as the primary length scale for the non-interacting condensed
Bose gas. In figure 4.1 we depict the atomic ground state density obtained by solving the stationary
Gross-Pitaevskii equation in a three-dimensional harmonic potential. The analytic Thomas-Fermi
density shows good agreement with the numerical solution for the given number of 8"Rb atoms.

To cope with the physical anisotropy of the potential in the Cartesian lab frame r = (z1, ..., zq4),
it is useful to introduce a rotated, scaled frame with new coordinates defined 7’ = (21, ..., z})
by
r = RS7/, (4.42)

introducing the scaling transformation S = /2 /Mw?. For each direction, the scale factors
are determined by the Thomas-Fermi radii 7z ; = /2p/M wf. It is also relevant to introduce

the averaged radial condensate extent ry = /2 /M w? asa secondary global length scale or the
strongly interacting condensate. The particle normalization of the fields links the dimensional
lab-coordinates amplitude ¥ () to the dimensionless amplitude W/ () in the scaled coordinates
by
d

U'(r") = r2V(r). (4.43)
In d-dimensional spherical coordinates [102], the hyper-radius 7’ = v/7/2 is given by the Euclidean
norm. The differential solid angle ddle, is obtained from the Cartesian volume element d%z’ =
4147’ 4%71Q and encompasses a total solid angle of 24 = 97s /F(%) where I'( ) denotes the
Gamma function. With these definitions, one finds a compact expression for the non-vanishing

field
d
V() = Va1 -2, o= % (4.44)

within the Thomas-Fermi volume defined by equation (4.39). Here, the parameter n denotes
the ratio between chemical potential and internal energy and is proportional to the total particle
number.

An ensemble with fixed particle number N defines the chemical potential ;(IN) implicitly by

1
N= [ ng(r)dr=nQ / P — ) ar (4.45)
1%% 0
Evaluating the hyperradial integral, the chemical potential as a function of particle number is then
given by
2
dd+2)_[(d\|"? N
W(N) = h n(er)r<) L ok=2 (4.46)
4(2m)2 2 a®hw

Thus, the chemical potential exhibits a characteristic algebraic dependence on the geometric
dimension, the potential shape, and the internal energy & is given in energy units of the harmonic
oscillator Aw.

In figure 4.2, we depict the density of the Gross-Pitaevskii state n', as well as the Thomas-Fermi
density n/;, at equal chemical potential 4 = 14.12 fiw in different spatial dimensions. This implies
different coupling constants « for each dimension d according to (4.46). The inset magnifies the
region around 7', where the approximation exhibits the characteristic first-order discontinuity.

Besides the position density, one can also evaluate the momentum distribution of the Thomas-
Fermi field using the definition of the Fourier transform

B(k) = /_ h (‘2’27:;; U(r) A%, k=p/h, (4.47)
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4 Concepts of cold atomic gases
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Figure 4.2: Ground-state position density versus Cartesian coordinate ' in a d-dimensional harmonic
potential in dimensionless units: Gross-Pitaevskii solution with d = 1, n/(z) (red —),
d=2,n'(2/,0) (green —), d = 3, n’(2’,0,0) (blue —) and Thomas-Fermi density with
d=1,nl(2") (---),d =2, nly(2',0) (----),d = 3, nlx(2',0,0) (------). We have chosen
different coupling constants K = 100 (d = 1), k = 625.96 (d = 2) and xk = 3547.62(d = 3)
in each dimension to obtain the same chemical potential pirr = 14.12 héw. The inset shows a
close-up view of the Thomas-Fermi region.

in d spatial dimensions. According to (4.43), one can define a dimensionless Fourier amplitude

and density
- d _
U(k) =r2V' (K, (4.48a)
a'(K) = UK, (4.48b)
with scaled Cartesian wave vectors
k' =SRk. (4.49)

All things considered, the dimensionless Fourier transform to the Thomas-Fermi field reads

B —ik’-r’
V() =vn [ V12 (4.50)
VTF (27'[')§

In hyper-spherical coordinates, the integral over the hyper-angles factorizes and evaluates to

—ik’-r’ Ja_ (]{7/7“/)

oalkry= | S qdlg="2"1 7 (4.51)
Sr (2m)%
TF i

with J being the Bessel function of the first kind of order d [103]. The remaining radial integral
also admits a closed-form solution

1
(k) = v /0 P T o (k) dr’ = \/ﬁ\/ZOdm(k'). (452)

It is interesting to present this result with the original physical Cartesian wave-vectors

B(k) = r2 v, To KT 2E (4.53)
TF 9 d+3 MQ2 s .
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4.3 Weakly interacting Bose gas

which demonstrates that the diagonalization (4.41) is not required to obtain the Fourier amplitude
of the Thomas-Fermi field in the anisotropic oscillator in d dimensions. In particular, for the
most relevant three-dimensional case d = 3, our result agrees with [101]. In figure 4.3, we show
the momentum spectra of the numerical Gross-Pitaevskii field and the analytical Thomas-Fermi

solution (4.53). As a guide to the eye, we have added algebraic £’ ~4=2 (see equation (4.54)) and

~K /2

exponential e envelopes to match the asymptotic behavior for large wavenumbers.

(a) (b)
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Figure 4.3: (2) Ground-state Fourier density versus scaled Cartesian wavenumber £/, in a d-dimensional
harmonic potential in dimensionless units: Gross-Pitaevskii density for d = 1, /(k,) (red
—),d =2, ?/(kl,,0) (green —), d = 3, 7’ (k.,, 0, 0) (blue —) and Thomas-Fermi density
ford = 1, ay(ky) (---), d = 2, (K5, 0) (---), d = 3, g (K5, 0,0) (). (b) The
double logarithmic plot shows the high-energy algebraic decay ~ k'~4~2 (gray —) of i, (k'),
and an exponential ~ ek /2 decay (magenta —) for the numerical Gross-Pitaevskii density.
Fourier densities are all normalized to one.

To foster physical interpretation and to choose suitable numerical grids in simulations of the
Gross-Pitaevskii equation, it is important to understand the high energy behavior of the Fourier
amplitude. From the asymptotic representation of the Bessel functions, one finds a periodic
oscillation with algebraic decay

sin (k' — d%)

Wl (kK — 00) ~ v e (4.54)
For small wave vectors, the Fourier amplitude stays regular and approaches
(K — 0) ~ ML (4.55)
2% I(%7)

The Heisenberg uncertainty principle of quantum physics and the uncertainty relation of
harmonic analysis [104]

ArAk > (4.56)

N

are connected by the de Broglie relation p = hk [9]. It provides the basis for the rule-of-thumb
estimate of a minimal width, i. e., the standard deviation of the Thomas-Fermi field in k-space

AER > d

TF — .
27 ¢

(4.57)
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4 Concepts of cold atomic gases

Solid angle  Bessel zero ~ Rayleigh width ~ Heisenberg width %

d Qq k) A, ARH B

1 2 3.83 0.38 pm ™! 0.05 pm ™! 0.98
2 27 4.49 0.45 pm ™! 0.10 pm ™! 0.95
3 4n 5.14 0.51 pm 1 0.15 um ™1 0.93

Table 4.1: Widths in k space according to the Rayleigh and Heisenberg criterion for an explicit Thomas-
Fermi radius of 7y = 10 pm.

If the Thomas-Fermi radius is a measure of the position width Ar = 7. Alternatively, we can
specify a width of the Thomas-Fermi field (4.53) according to the Rayleigh criterion

k/
ARR, = 7L (4.58)

Trr

by the first root of the Bessel function Jat1 (k}) = 0. Then, the fraction of atoms
2

5=N [0 - (e (459)

measures the localization of the spectrum for wave numbers ¢ < kj. In table 4.1, we have
summarized these parameters as a function of the spatial dimension d for a given Thomas-Fermi
radius.

4.4 HYDRODYNAMIC FIELD EQUATIONS

In the hydrodynamic formulation of a Bose-Einstein condensate, the classical complex Gross-
Pitaevskii wave function is written in terms of the two real hydrodynamical variables, the density
of the condensates n(r, t) and its phase ¢(r, t),

U(r,t) = vne?, W (r,t) =/ne (4.60)

also known as a Madelung transform. Inserting the equations (4.60) into the Lagrange density
(4.33) one finds

h .
L= i§h —nh¢ — €, (4.61)
with the energy density expressed in terms of velocity and density

2 2
E(r,t) = MQ“ n+ (hzﬂ*/f)

Y Un+ gn2. (4.62)

The first term in the energy density consists of the classical kinetic energy with velocity v. Itis
usually defined by the particle-current density

. h S * _ h _
j= M\S{\If VU} = nMV¢ = nw, (4.63)
h
_ 4.64
v Mqu, (4.64)
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4.4 Hydrodynamic field equations

where the velocity field is proportional to the gradient of the phase. The second term in (4.62) is
purely quantum and corresponds to the localization energy of the wave function. The equations
of motion are determined by the Euler-Lagrange equations

doL oL (4.65a)
dt 5 06 o
d 6L oL

Applying equation (4.65a) and using the definition of local velocity (4.64) and particle current
density (4.63), one finds the continuity equation for the particle density

i+ Vi =0, (4.66)

as a consequence of particle number conservation of the Bose-Einstein condensate. Equation
(4.65b) leads to an Euler equation for a fluid

Muv? n? Ayn
U -
S LT VA

with an additional quantum pressure due to the localization energy. Equation (4.66) and (4.67)

—h¢ = (4.67)

are equivalent to the Gross-Pitaevskii equation (4.36) connected by the Madelung transformation
in equation (4.60).

4.4.1 SCALING SOLUTION OF THE EULER EQUATION

If one neglects the quantum pressure in the Euler equation (4.67), one recovers the Thomas-
Fermi density (4.39) as the stationary solution. An analytic solution of the hydrodynamic Euler
(4.67) and continuity equation (4.66) can be found within a time-dependent harmonic oscillator
potential [105]

U(r,t) = %TTQQ(t)r. (4.68)

In section 3.4, we have discussed that a change of phase space coordinates by a canonical trans-
formation simplifies the equations of motion for a classical particle in a harmonic oscillator with
time-dependent frequencies. As the initial Thomas-Fermi density itself is quadratic in its spatial
shape, the Thomas-Fermi density obeys the following scaling ansatz [105]

nee(r, ) = [A(E)| " o (N (t)r), (4.69)
where n denotes the initial density in the harmonic trap (4.39). Inserting the (4.69) into the
continuity equation (4.66), one finds the corresponding phase evolution [49, 50, 79]

T

t
notrit) = "B 50, py= Mo 60 = [wilar, 7o)

where the velocity field (4.64) of the superfluid is given by

vy = At (4.71)
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4 Concepts of cold atomic gases

In order to determine the unknown A(t), one inserts the Thomas-Fermi density (4.39) into
equation (4.67) neglecting the quantum pressure. One finds that the scales fulfill the second-order
matrix differential equation

-- _22(0)
AT (1) [/\(t) +§22(t)/\(t)] = AT

Comparing equation (4.72) with the differential equation (3.43), one finds that f(A) = |A(t)|~*
as a consequence of the mean-field interactions within the quantum fluid. The nonlinear differen-
tial equation can be used for the ballistic expansion for Q2(¢) = 0, when the condensate is released
from the trap. In addition, for small amplitude oscillations, one finds modes that correspond to

(4.72)

the excitation spectrum in the hydrodynamic regime [49, 106].

4.4.2 HYDRODYNAMIC SOUND WAVE EXCITATIONS

Hydrodynamic sound waves are found considering density and phase perturbations, 1, ¢1

TL(’I“, t) = nTF(T‘) +ny (’I“, t)7 (4.73)
d)(ra t) = o (t) + ¢1 (Ta t)a (4.74)

around the stationary Thomas-Fermi density n+(7) which oscillates with the uniform phase
¢o(t) = pt/h[107,108]. One can expand the Lagrangian (4.61) for the hydrodynamic variables
up to second order in ny and ¢

U )2 — In2, (4.75)

e -y v 2

Using the Euler-Lagrange equations, one finds the coupled differential equations

h

hé1 = —gni, Ny = _MV(nTde)l)? (4.76)

describing the hydrodynamic excitations. The set of first-order differential equations can be
rewritten as a wave equation for either the density nq

ny = V(c2Vn1), (4-77)
or phase perturbations respectively. Equation (4.77) describes the propagation of sound waves

c(r) = \/gnw(r)/M, (4.78)

which depends on the spatially varying Thomas-Fermi density. One seeks stationary solutions of

with the local sound velocity

equation (4.77) by making the ansatz
ni(r,t) = ag(r)e ™ + cc., (4.79)
where the positive frequency components 721 (1) are solutions of the differential equation

wQﬁl = —V(CQV’ﬁl). (4.80)
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4.5 Linearization of the Gross-Pitaevskii equation

SOUND WAVES IN 3D SPHERICAL SYMMETRIC TRAP

One can find analytical solutions of equation (4.80) for some external trapping potentials and
for the homogeneous condensate. For spherical symmetric traps U (r) = U(r), equation (4.80)
becomes

U’ .
Wi = (Mar + an.l-FT) n1, (4.81)
with U" = dU/ dr and the operator
n2 T2
7 Py L
T = . 4.82
2M + 2Mr? ( )

L2 is the square of the angular momentum operator (4.11) and p,- denotes the radial momentum
operator (4.10) with i = 1. The most general solution of equation (4.81) is a linear combination of
the form 721 (1) = Ry (7)Y} (9, ) consisting of radial functions R;(7) and angular momentum
eigenfunctions Yy, (19, ¢) (cf. equation (4.12)). The radial function R; is determined by the

equation
! D/

UR
wQRl(r) = Ml + 2gnTF[

2M + 2Mr?

pr o, M0+ 1)] R (4.83)

2
For the isotropic harmonic potential U = M “2 72, the ansatz Ry (r) = 2!/2F)(x), with new ra-

dial coordinate z = 72 = (7 /ry)?, transform equation (4.83) to the hypergeometrical differential
equation

21 21 A=l
z(1—z)F] + A3 H)x] F/ +

5 5 F=0, \=w?/ui (4.84)

[103]. Regular solutions of (4.84) are the Jacobi polynomials J7SZ+1/2’0) (1 — 272) [109,110]. The
eigenfrequencies of the systems, expressed in terms of principle quantum number 7 and angular
momentum [, are given by

w(n,l) = wov/2n? + 2nl + 3n + L. (4.85)

Besides the three-dimensional harmonic trap, there exist analytic solutions for the isotropic two and
one-dimensional harmonic trap. They become relevant in highly deformed traps which can reduce
the degrees of freedom in the system [107]. There exists also solutions for the three-dimensional
axial symmetric [111] and for the general triaxially anisotropic parabolic potential [112]. For the
latter, the eigenfunctions are finite polynomials and the corresponding energies can be labeled in
terms of three integer quantum numbers.

4.5 LINEARIZATION OF THE GROSS-PITAEVSKII EQUATION

In section 4.4.2, we have already studied the response of the density and the phase of the condensate
with respect to small perturbations around the steady Thomas-Fermi ground state density. For
inhomogeneous systems that also include particle-like excitations, one needs to linearize the Gross-
Pitaevskii equation (4.36) around the stationary solution (4.37). The linear response of the non-
linear equation is used to prove that the stationary solutions are stable with respect to small
perturbations. Moreover, one can study the excitation spectrum which is useful to interpret
experimental imperfections.
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4 Concepts of cold atomic gases

4.5.1 BoGOLIUBOV - DE GENNES EQUATIONS

We assume that the trapping potential in equation (4.37) is slightly modified by a time-dependent
perturbation

U(r,t) = Uy(r) + Ui (r,t). (4.86)

If Uy is assumed to be small, one can linearize (4.36) in terms of the small perturbation ¥ by
inserting the following ansatz

(r,t) = e Mo (r) + By (r, ). (4.87)
Neglecting the second orders in W1 and Uy, one finds the linear equation
iho X (t) = ZBX(t) + S(t). (4.88)

for the two-component vector X' = (¥, U%) T with the source term S = (U1 W, —U; V) T
and the linear Hartree-Fock-Bogoliubov self-energy operator

h2V2 Vs M 10
yB—_ , = , 4.89
oa <M* Y A I (489)
Vs =U + 29|92 —pp, M =g¥2. (4.90)

The mathematical properties of the non-hermitian operator ¥® are discussed in detail in [97,113]
and are summarized in the appendix H. One finds that the spectrum has a real-valued spectrum of
pairwise positive and negative eigenvalues

ZBij:t = :tEka;t, E, >0, (4.91)

where the positive right eigenvectors W, 4 = (us, vk)T contain the particle and hole-like mode
functions ug (1), vg () which are normalized as

[ = )Pt = 1. (492)

In the literature, the eigenvalue problem (4.91) is known as the Bogoliubov - de Gennes equations
[114, 115] equations, though Pitaevskii applied them first to non-uniform systems. In addition, the
operator =5 has an eigenvector P = (¥q, —¥) T with doubly degenerate zero eigenvalue

yBp=o, (4.93)

as the energy is unaltered for a change in the global phase of the condensate wave function [46].
Equation (4.88) has the formal solution

. usBa [t
X(t) = = (0) 4 <o / /NS (5) ds. (4.94)
0
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4.5 Linearization of the Gross-Pitaevskii equation

Using the completeness relation for the Bogoliubov basis (H.11), one finds for an initial vanishing
perturbation X' (0) = 0,

t
x(t) =" / e E=9/g S () ds
0

t

L1 /0 [iQSx(s) — iPSo(s)] ds (495)
t iPSn(s)

[y

where we have introduced the amplitudes,

’

S =wiocl" Vs Sy=PlosS, Sp=QlosS. (4.96)

4.5.2 DENSITY AND PHASE AMPLITUDES

In order to connect the perturbations W1 of the complex field with experimental observables, we
can use the Madelung transform (4.60)

U(r,t) = Wo(r) + Uy (r, t) = /no(r) + ni(r, t)e? (0. (4.97)

If the density n1 < ng and phase perturbation ¢1 < 1 are small compared to their initial values,
one can linearize (4.97) as,

\I/( ) \Ifo <1 + 1¢1 + > \IJO + 1¢1 (4.98)

20 oy

The complex-valued perturbation field ¥y is then determined by

\Ifl(’l",t)

2W + igy/no. (4.99)

Thus density and phase aberrations are related to the real and imaginary part of U1. We can express
(4.99) in terms of density and phase

SO ),

¢1= Jmo  2iyno (4.100)
ny =2y/noR[W1] = v/no(¥1 + ¥7),

which consists of a rotation in the complex plane and a squeezing transformation in the amplitude
direction.
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S WIGNER REPRESENTATION OF
INTERACTING BOSE-EINSTEIN
CONDENSATES

In this chapter, we discuss the properties of the single-particle Wigner function for an interacting
Bose-Einstein condensate. In particular, we demonstrate the effect of mean-field interaction on
the phase-space distribution. Afterward, we find a suitable approximation of the Thomas-Fermi
Wigner function in a one-dimensional harmonic oscillator potential. The latter is useful to illustrate
the time evolution using the exact scaling solution for the ballistic expansion and reducing the
velocity width with delta-kick collimation.

5.1 WIGNER DISTRIBUTION

The Wigner function [75, 116] is a powerful concept in optics and wave mechanics to describe
partially and fully coherent optical as well as matter waves. It is defined in d-dimension space

00 o—ikE/h
Wirk) = [ g e 651

as the Fourier transform of the coherence function

plr,€) = W' (r — £/2)U(r + €/2). (5.2)

For the classical Gross-Pitaevskii field, the coherence function p(r, ') is just the single-particle
density matrix [117]

plr,v') = (WH(r)T(r")). (53)

As the Fourier transformation is unitary, the Wigner function contains the same physical informa-
tion as the single-particle density matrix. From equation (5.1), one can determine the position and
Fourier densities

= /OO W (r, k) d?r, (5.4a)
w = [ Wk ik, (5.4b)

which are the marginal distributions of the Wigner function. The Wigner function is only a
quasi-probability distribution, as it can acquire negative values. This is not a bug, but the central
feature of interference of waves in phase space.

If the physical system is described by an Hamilton operator H = T" 4- U, the time-evolution of
the (d = 3) Wigner function W = W (r, p, t) is described by a quantum Liouville-von Neumann
equation

o] 21
[8t + ﬁp -V —(V W Z (20 + 1 < > Z (V‘mlU)az‘?mIVK (5.5)
I=1 |m|=21+1
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5 Wigner representation of interacting Bose-Einstein condensates

using m = (mq, ma, m3) and the norm [m| = my + mg + m3 as an abbreviation. The left-
hand side of equation (5.5) describes the classical transport, whereas the right-hand side contains
quantum corrections of the order O(h?!). By taking the limit & — 0, one recovers the classical
limit which is also known as the truncated Wigner approach [118, 119]. For external potentials
whose third and higher derivatives vanish, the quantum Liouville equation coincides with its
classical counterpart. Although the time evolution of the quantum state moves alongside the
classical trajectories, its quantumness is still encoded in the initial Wigner function. Widely used
examples are the ballistic expansion and the evolution in a harmonic oscillator potential, which we
introduced in sections 3.3.1 and 3.3.2. .

As discussed in chapter 4.4.1, the correct scaling laws in a time-dependent quadratic potential
for the Thomas-Fermi field are obtained by using the scaling coordinate transformation (3.32)
described in chapter 3.4. The time-dependence for the scales for the interacting Thomas-Fermi
density is given by equation (4.72). Hence, the dynamic for a Thomas-Fermi Wigner function is
described by

W(r,p,t) = W/(g(t),ﬁ(t),()), (5.6)

where W' (&, 7, 0) represents the Wigner function of the initial state, but with time-dependent
coordinates (§(t), 7 (t)). In [119] only a Gaussian ansatz was considered which disregards the
quantum nature of the interacting Gross-Pitaevskii field as discussed in the following.

5.2 THOMAS-FERMI WIGNER FUNCTION

5.2.1 ONE-DIMENSIONAL HARMONIC OSCILLATOR

For a chemical potential, 1 > 1 we expect the mean-field Wigner function to differ from the
Gaussian Wigner function

2
_ 1 _—2H(z,p)/(hw D M 5 5
W(x,p) = j-e @p)/(h), H(x,p)—mﬁ-?w x”, (5.7)
of the one-dimensional harmonic oscillator ground state [75]. As the Thomas-Fermi field for the
interacting condensate is a good approximation for the interacting condensate, we look for its
Wigner representation in phase space.
In the following, we use our results from chapter 4.3.3. where we have introduced the Thomas-

Fermi size 1y = 1/2/1/(Mw?) to define the dimensionless phase space coordinates as
(:L',7 k/) = (55/33'Th kxTF)~ (5.8)

Further, we use the dimensionless Thomas-Fermi field (4.44) to evaluate the coherence function

m 2y: N
il ) = (1= a7 = (1407 + 5] 59)
that was defined in equation (5.2). In equation (5.9) the coordinates are in the range of |2/| < 1
and [¢'] < &, (2") = 2(1 — |2/|). The coherence function vanishes otherwise. £/, (2) defines the
upper and lower limit of the Fourier integral (5.1) and leads to the Thomas-Fermi Wigner function

A &) ke A /
Wi k) = [ (€ (5.10)
—&4(2) 4T

The Fourier-integral (5.10) can be evaluated by numerical quadrature and is shown in figure 5.1.
In the Thomas-Fermi regime p >> hw, the mean-field pressure increases the spatial size of the
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5.2 Thomas-Fermi Wigner function

condensates beyond the harmonic oscillator size, 7z > 1//(Mw), but squeezes the distribution
in the k-direction reciprocally. The negative domains in the Wigner function that appear for non-
Gaussian states can be seen clearly by dark-blue stripes in the color-coded density plot.

10
0.3
5
0.2__
e
% 0 -
0.1%
—5
0.0

—10
—-1.0

Figure 5.1: Color-coded density plot of the numerically calculated Thomas-Fermi Wigner function
Wie(z', k") for an one-dimensional harmonic oscillator in phase-space. Cross-sections along
the phase-space coordinates ' = {0.1,0.5} and k&’ = {1.0, 3.0} are marked by the gray lines
(— - - -) and are depicted in the figures 5.3 and 5.4. The parameters are £ = 100 (4.46) and
e = 14.12 hw.

We have already compared the numerical exact Gross-Pitaevskii field with the Thomas-Fermi
approximation in position space in figure 4.2 and reciprocal space in 4.3. In figure 5.2 (a), we depict
the full phase-space representation of the numerical Gross-Pitaevskii field with strong interaction.
Indeed, the two-dimensional phase-space density plot exhibits the same qualitative appearance as
in figure 5.1 for the Thomas-Fermi Wigner function. However, the more detailed cross-section
plots in the figures 5.3, 5.4 and highlights the deviations between the Wigner functions of the
Gross-Pitaevskii, the Thomas-Fermi field as well as the factorizing ansatz (5.14) of the coherence
function as discussed in the following paragraph. The limit for weak interaction, it = 0.54 fw, is
shown in subfigure 5.2 (b) where we almost recover the positive Gaussian phase-space distribution
in equation (5.7) of a harmonic oscillator ground state for zero interaction.

43



5 Wigner representation of interacting Bose-Einstein condensates

Figure 5.2: Color-coded density plot of the Gross-Pitaevskii Wigner function W' (2, k') for the ground
state in an one-dimensional harmonic potential. In subfigure (a), we have strong interaction
k =100, o = 14.11 hw and weak interaction £ = 0.1, p = 0.54 hw in subfigure (b). In (b)
dimensionless coordinates are with respect to the Thomas-Fermi size determined by the chemical
potential in (a).

W (2!, K = 3)

0.00
0.0 0.2 04 06 0.8 1.0

Figure 5.3: Cross-section of the Wigner function versus 2’ for fixed wave-number & for the one-dimensional
harmonic oscillator. Comparison of Thomas-Fermi approximation W{.(z', k") (gray —),
with the Gross-Pitaevskii Wigner function W’(2’, k) (blue ----) and the factorizing approach
Wiee(2', k") in equation (5.14) (black - - -). We have chosen the same parameters as in figure
5.1: (a) K = 1.0, (b) K = 3.0.
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Figure 5.4: Cross-section of the Wigner function versus &’ for fixed position 2’ for the one-dimensional
harmonic oscillator. Comparison of Thomas-Fermi approximation W/, (z', k') (gray —),
with the Gross-Pitaevskii Wigner function W’ (z', k') (blue ----) and the factorizing approach
Wiee(a', k") (5.14) (black - - -). We have chosen the same parameters as in figure 5.1: (a) &’ =

0.1,(b) 2’ = 0.5.

45



5 Wigner representation of interacting Bose-Einstein condensates

FACTORIZING THE COHERENCE FUNCTION  Despite the functional simplicity of the Thomas-
Fermi Wigner function, we have not succeeded in finding closed-form expression for the one-
dimensional harmonic oscillator. Therefore, we consider a physical factorization ansatz for the
coherence function (5.9)

!
/ i / / 5
= 1
e €) =i () (511
where the factors consist of the position Thomas-Fermi density
n(a’) = p'(2,0) = n(1 - 2%), (5.12)
as well as 0.6 -
0,€ §
(€)= =120 (5.13)

- 0,00 47
that includes an unspecified z-dependent scale 7)(z). With a suitable scale, the factorized coherence

function pl (2, ') in equation (5.11) has the same support in phase space as the full coherence
function (5.9). By choosing this scale as 7)(2’) = &/, (2)/2, one obtains the Wigner function as

21 [K'E ()]

k! ’

WéFf(w/7 k/) = n{l'l—‘(x/) (5.14)
where 71 is the spherical Bessel function of order one. Equation (5.14) matches the numerical
simulations quite well for various values of « and k as regarded in figures 5.3 and 5.4. Further, the
factorized Wigner function (5.14) features the correct marginal distribution (5.4b)

n,TFf(x,) = n/TF(x/) >0, (5.15)

for the position density. For the marginal distribution in k-space , one finds

Al (k) = #[%’ Si(2k") + cos 2k’ — k' sin 2k’ — 1] > 0, (5.16)

where Si denotes the sine-integral [103]. The Fourier density 7, (k’) is shown in figure 5.5. In
contrast to the analytical result in equation (4.52), it lacks the nodal structure and shows some de-
viations for small values of k. Nevertheless, it is positive and exhibits the same algebraic asymptotic
behavior 7 (k' — 00) ~ nk’~3, as in equation (4.54).

0.3 1
-~ N ~ ~
N\ 1075 4 > -~
0.2 N \\
i \ 10710 4 A
0.1 \
A N T T
N 10 103
N
~
~ o
0.0 4 — m—
T T T T
0 1 2 3 4 5

Figure 5.5: Fourier density fi;(k’) of the Thomas-Fermi approximation versus wave-number &’ in a one-
dimensional oscillator (4.52) (—) and 7(k’) of the factorized Wigner function (5.16) (- - -).
The double logarithmic inset displays the algebraic decay for large £’
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5.2 Thomas-Fermi Wigner function

BALLISTIC EXPANSION In the previous section, we have found a suitable approximation of
the Thomas-Fermi Wigner function Wik(x, k) (5.14). Using the scaling ansatz for the time-
evolution in equation (5.6), we can study the ballistic expansion of a one-dimensional Bose-Einstein
condensate in phase space. For a wave packet, the scales in equation (3.32) are obtained by the
Ermakov-Pinney equation [87, 88], A = w2\P, with p = 2 for the interacting and p = 3 for the
non-interacting wave packet (cf. equations (3.44) and (4.72)). For the latter one finds the analytic
form A(t) = V1 + w?t?, which corresponds to the correct time-dependence of the width of a
spreading wave packet (cf. appendix (A.8)) [120].

In figure 5.6, we show the shearing of the Wigner function during the ballistic expansion for
the Gross-Pitaevskii wave function (a), the Thomas-Fermi Wigner function Wi(§(t), 7(t)) with
time-dependent coordinates (b), and for the non-interacting Gaussian wave packet (c). For short

t=0, (a) (b) (c)
5 5 —
TS 0.2 T2 0.2 0.2 <
= 0 = 0
— — &
—H 0.0 -5 0.0 0.0 =
-5 0 5 -5 0 5 -5 0 b}
:r/(f-ho 3-‘/0!10 "L‘/(L;m
t=0.2T
5 _
T.% 0.2 7=z 0 0.2 -:3
g 5 o
e A =
—
—5 =
0.0 5 0.0
I/aho
5 -
T2 0.2 72 0.2 =
= g 0 =
=~
- -
0.0 ) 0.0
-5 0 5 -5 0 5
1-'/(1-}1 o x/ah.n :I-'/G-h o

Figure 5.6: Shearing of the Wigner phase-space distribution during the ballistic expansion at three different
times. Columns (a): Wigner function of the Gross-Pitaevskii field, & = 100, p = 14.11 hw (b):
Thomas-Fermi Wigner function W (z, k). (c) non-interacting £ = 0 Gaussian wave packet.
Sketch of the shearing angle avatt = 1T in (b).

expansion (t = 0.27, T = 1/w), we see qualitative differences in the shearing behavior for the
interacting (a), (b), and the non-interacting limit (c), due to the different extents of the distribution
in position as well as in momentum spaces. For the latter more k-values are distributed at higher
momenta. At the same, the distribution has a smaller extent in the position direction, resulting in
a different shearing angle at small expansion times, t = 0.27".

DELTA-KICK COLLIMATION  Delta-kick collimation is used to narrow the momentum width
of an atomic ensemble. It consists of a two-step protocol: 1) a free expansion of the atomic wave
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5 Wigner representation of interacting Bose-Einstein condensates

packet, and 2) a short application of a harmonic potential that acts as a matter-wave lens. The
method can be visualized using the Wigner representation in phase space. As mentioned in 3.3.1
and demonstrated in the previous section, the ballistic expansion corresponds to shearing of
the Wigner function by an angle o (cf. figure 5.6). The application of the harmonic potential
rotates the phase space distribution by an angle 3 that ideally corresponds to the shearing angle
as B = —a. Afterward, the Wigner function is aligned with z-coordinate axis such that the
momentum width is smaller than the width of the initial distribution, Ap?(t) < Ap?(0). Asone
can connect a thermodynamic temperature to a momentum width, Ap2 x kpT/2, the method
is also sometimes called delta-kick cooling.

In terms of the Thomas-Fermi scaling solution (4.69), (4.70) and the coordinate transformation
(3.32), one finds for the variance of the one-dimensional momentum using equation (B.11),

_ LAy MMNAE? + 2M§(<m§> — (m) (€)). (5.17)

Here, A7 = Ap?(0) and A2 = Az%(0) denote the initial variance of the trapped condensate
in momentum and position respectively. As the scale A(t) > 0, one finds the minimal velocity

for A = 0, with Ap?(t) < Ap?(0) [120]. The latter is illustrated in figure 5.7. The change

At =T)/2, (b)

0.0

x/ap, x/ap,

Figure 5.7: Illustration of delta-kick collimation using the Thomas-Fermi Wigner function W (5.14) for
different values of A(%).

instantaneous change of A corresponds to different rotation angles of the Thomas-Fermi Wigner
function with minimal velocity spread in subfigure (c).

5.2.2 THREE-DIMENSIONAL HARMONIC OSCILLATOR

So far we have only discussed the Thomas-Fermi Wigner function in two-dimensional phase
space. In [51], we investigated similar approximations for the six-dimensional Wigner function.
As discussed in section 4.3.3, we have considered an anisotropic tilted harmonic oscillator and
defined the coordinate transformation (4.42) between lab- and body-fixed scaled coordinates. In
turn, this induces a relation between the field amplitudes in the two frames (4.43). For the Wigner
representation, this transformation reads

W'(r' k') =W(r, k). (5.18)
In the body-fixed scaled coordinates, the Thomas-Fermi field (4.44) becomes an isotropic s-wave.

Thus, the complexity of the Wigner function is reduced, W/ (', k') = W/.(r', k', v" - k') ,asit
must depend only on the three rotation invariant scalars [121], 7’ = |/|, k' = |K/| and the scalar
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5.2 Thomas-Fermi Wigner function

product 7’ - k' = 'k’ cos U}, with enclosed angle ¥}, = Z(r’, k). This rotation invariance can
be also seen directly in the coherence function

2\ 2
i1 =nf (1= ) g o2

In figure 5.8, we have depicted a two-dimensional cross-section (', k.,) of the six-dimensional

Thomas-Fermi Wigner function for an isotropic three-dimensional harmonic oscillator potential
using numerical quadrature.

0.030

0.015

W' (2',0,0,k%,0,0)

0.000

Figure 5.8: Color-coded two-dimensional cross-section of the six-dimensional Cartesian Thomas-Fermi
Wigner function Wi (2, 0,0, k., 0, 0) for the isotropic three-dimensional harmonic oscillator
in phase space.

If the integration variable £’ is expressed in spherical coordinates (£, 8, ¢) with v’ aligned with
the 2’-direction and k’ € x’-z’ plane, then § = Z(7’, £’) denotes the polar angle. The coherence
function p’.(r', &, 0)

1

ro_ 1_/2_£2_// 212
Py =1 r 1 (rfcos@)] , (5.20)

€0",0) = 2(v/1— 2@ — | cost]), (5.21)

is finite only, when ' < 1and &' < &/(r’, 0). Exploiting the axial-symmetry of the coherence
function yields the Wigner function as

m €' (r',0) —ikLEL
Wi K O)) = / d0sinf / de'e™ Jo(k,E0) o Pl €1.0),  (5.22)

0 0 (2m)?
where k!, = k' sin O, k., = k' cos 0 and £/, = &' sin 6, &, = &' cos 6. So far we have not found
any simplification of the integral in equation (5.22). Neglecting the angular dependence in the
coherence function by a similar factorization ansatz as in the previous section is possible but leads

to significant deviations from the numerical solution [51].
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6 WAVEFRONT ABERRATION OF EXPANDING
BOSE-EINSTEIN CONDENSATES

In classical optics, it is very convenient to analyze the deformation of the wavefront in terms of
suitable basis functions. The expansion coeflicients for the wavefront are then related to specific
types of aberrations in the optical system. For circular pupil shapes, Zernike polynomials are a
convenient choice as they represent a complete orthogonal set.

In this chapter, we show that the Bogliubov basis functions introduced in chapter 4.5 are a
suitable basis to describe the aberrations for the condensate wave function. In particular, this
statement remains true regarding condensates in quadratic time-dependent potentials including the
free expansion. Approximations to the numerical Bogoliubov functions in form of hydrodynamic
polynomials have been used for example in [122-126] to characterize phase fluctuations in highly
elongated condensates.

6.1 GROSS-PITAEVSKII EQUATION IN ADAPTIVE SCALES

So far we have discussed the classical motion of a single particle 3.4 as well as the motion for a
fluid with mean-field pressure in time-dependent harmonic trapping potentials by using a co-
ordinate scaling transformation. One can apply the same ansatz for the exact time-dependent
Gross-Pitaevskii equation (4.36) which leads to the affine transformation of the Gross-Pitaevskii
mean-field wave function [49, 50, 79],

W(r,t) = SO [ — (1)), t)I/\I_%7 (6.1)

where the local action is given by

Sr1) = o r (] A ()] + MeTa() +5() — 0. (62)

The scales A(t) obey the matrix differential equation (4.72) as in the Thomas-Fermi limit. The
center of mass coordinates 1(t) follow the Newton equation (3.41) which in free fall reduces
to a time-dependent harmonic oscillator equation. The global phases s(t), 5(¢) are defined in
the equations (3.40) and (4.70). Therein, the chemical potential y is obtained by the stationary
Gross-Pitaevskii equation (4.37).
By inserting the ansatz (6.1) into the time-dependent Gross-Pitaevskii equation (4.36), one finds
a new equation of motion for the transformed wave function (&, t) with respect to the new
coordinates &,
h2
ihO0p(€,t) = — 577

+ Ur(A§ +n, 1)),

M
VIM Vey + \/1\y<25T92<0>5 +alvl - “)w (6.3)

where we have defined the mass-matrix M = AT A in equation (3.39). Equation (6.3) is now the
optimal Gross-Pitaevskii equation to describe the motion of the condensate, as it takes into account
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6 Wavefront aberration of expanding Bose-Einstein condensates

the Kohn-Dobson harmonic potential theorem [127, 128], where the center mass motion decouples
from the condensate’s wave function and the time-dependence of the oscillator frequencies Q2 (¢).

In the following, we introduce the scaling approximation of the Gross-Pitaesvkii field. Therefore,
we rewrite the transformed Gross-Pitaevskii equation (6.3) as

ihdy = [N~ [Ho + Hi ()Y + [Ha(t) + H3(t)]¢. (6.4)

The first two terms on the right-hand side are defined by the time-independent Gross-Pitaevskii
operator

Hy = LR MeTQ2(0)¢ + glyof? — (65)
oM "¢ 2 ’
and a non-linear perturbation
Hy(y) = g(|¢* = [vol?), (6.6)

that depends on the non-linear response of the Gross-Pitaevskki field during the time evolution. It
is easy to see that Hy + H represents the usual time-dependent Gross-Pitaevskii equation for the
transformed wave function ¢(&, t). Moreover, we define a kinetic energy perturbation

[
with a time-dependent “mass difference” matrix
SM™L(t) = ML) — AL (6.8)

The last contribution arises from any residual anharmonicities
Hs(t) = Ui(N§ +m,t), (6.9)

of the external potential which vanishes during a ballistic expansion. We note thatif attg = 0
all perturbations are equal to zero, H; = Hy = H3 = 0, the macroscopic wave function of the
condensate satisfies the stationary Gross-Pitaevskii equation

Hybo = 0. (6.10)

In the strongly interacting regime, the kinetic perturbation H> is usually small compared to the
energetic contributions in Hy + H1. Thus for a harmonic potential, when H3 = 0, the time
evolution of the condensate wave function is completely determined by the scales A(t) and position
coordinates 7)() as 9¢1p ~ 0. Thus, we obtain

() = ST o (AN — m()])IA 72, (6.11)

the so-called scaling approximation of the Gross-Pitaevskii field in time-dependent harmonic
traps. We emphasize that we use in equation (6.11), the exact ground state solution and not the
analytic Thomas-Fermi field 1)+ which would also neglect the kinetic energy in Hy. If the scaling
approximation has high fidelity with the exact Gross-Pitaevksii solution, one can directly evaluate
important quantities such as the expectation values

(T07p0) = (<T> ) <p>)) (6.12)
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6.2 Aberration analysis in linear response

and covariance matrices

Lr.=(r—ro)®(r—mro), Ip={((P—po)®([P—po)), (6.13)

in either position or momentum space by solving the ordinary differential equations (4.72), (3.41),
and evaluating the stationary ground state wave function once (cf. appendix B and [79]).

The wave function W in equation (6.11) is often used for approximation schemes that estimate
the time evolution in quadratic potentials [26, 27]. We use the scaling approximation as the matter-
wave analog to the paraxial solution in classical ray and wave optics [129]. For the latter, one
defines aberrations in optical systems as optical path differences between the actual to the reference
wavefront from the paraxial approximation. Hence, the aberrated complex wave function reads

S, (r,t) = W(r, 1) — (1) = SSTON 24y (6, 1), (6.14)
with
V1(€,t) = ¥(§,t) — Yo(§)- (6.15)

The deviations in (6.14) include the intrinsic kinetic energy perturbation H» that is neglected in
the scaling approximation as well as non-quadratic contributions of the external potential H3.

6.2 ABERRATION ANALYSIS IN LINEAR RESPONSE

In the previous section, we have defined a reference wave function in equation (6.14) that can be
used for an aberration analysis of interacting Bose-Einstein condensates. As the time-dependence
of the field ¢)(&, t) is considered to be small, 9;1) ~ 0, we analyze the deviations to the scaling ap-
proximation in linear response. As in section 4.5, we linearize equation (6.4) around the stationary
solution using the ansatz as in equation (6.15),

V(&) = Yo(&) +¢1(§, 1) (6.16)

Neglecting terms of the order @b%, Hy1 and H31)1, one finds for the two-component vector

X(&,t) = (Y1, 97)7,
ihdyx(€,t) = NI EBx + S, (6.17)

where the Bogoliubov operator was defined in equation (4.89) and the source term reads
* T
S(&.t) = {[Ha(t) + Hs(t)]vo(§), —[Ha(t) + H(t)[¥5(€)} - (6.18)

Equation (6.17) can now formally be solved by expanding the fields in terms of the Bogoliubov
basis functions of the initially trapped condensate. Hence, we state that by comparing (6.17)
with equation (4.88), the deviations to the scaling approximation (6.14) are well described by the
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6 Wavefront aberration of expanding Bose-Einstein condensates

Bogoliubov basis function for the initially trapped condensate and whose time-evolution is given
by equation (6.17). Comparing (6.17) with equation (4.88), we find for the distorted complex field

X(8) =W E Ty (0)

iPON
— () o

+iQSN — iP§®

t
L / OO/ (=D 51 5) g (6.19)
0

L1 /0 1QSy (s) — iPS(s)] ds

b [ - ren s

with amplitudes defined in equation (4.96) and [113],
X = WITO'3X, 6N = Plosy, 6® = Qfosx. (6.20)

In addition, we introduced the new time variable

t
7(t) = /0 A"t (6.21)

Equation (6.19) describes all deviations to the scaling approximation (6.11) in linear response. The
first three terms arise if the initial state exhibits non-quadratic density or phase perturbations at
t = 0. The last three summands correspond to the source term (6.18) which includes the kinetic
energy perturbation Hj as well as the appearance of time-dependent anharmonic potentials.
Hence, we state that most deviations are well described by the Bogoliubov basis function for
the initially trapped condensate. From equation (6.19), one can extract the density and phase
deviations, (n1, ¢1) using the relations to complex fields (1)1, 1] ) in equation (4.100). Instead of
recalculating the required modes and amplitudes for each separate problem, we approximate the
Bogoliubov problem with known basis functions obtained from the hydrodynamic formulation
in section 4.4.2. In the following chapters, we apply these in terms of a multipole expansion of
known trapping potential 7.4. Moreover, we use the partial wave expansion to characterize the
properties of the condensate. In particular, we study the phase evolution for delta-kick collimation
8.4.3 with magnetic chip traps analog Zernike’s description of classical wavefront aberrations.
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7 EFFICIENT MULTIPOLE REPRESENTATION
FOR MATTER-WAVE OPTICS

In this chapter, we present a multipole analysis for an efficient description of matter-wave optics
with Bose-Einstein condensates in three-dimensional space. For this purpose, we characterize
external potentials obtained by magnetic chip traps and Laguerre-Gaussian beams in terms of
expansion coefficients and polynomial basis functions. We conclude by studying an efficient
interpolation scheme for different density distributions.

7.1 TRAPPING POTENTIALS

Cold atoms may be trapped or guided in either optical dipole or Zeeman potentials. Furthermore,
the method of phase imprinting maps [130] the shape of the external potential onto the phase
of the atomic wave packet. Thus, as the shape of the potential defines the shape and evolution
of the condensate’s density and phase, it is vital to characterize the potential for high-precision
matter-wave optics.

7.1.1 OPTICAL DIPOLE POTENTIALS

Conservative optical potentials are typically created by laser light far detuned from the atomic
resonance

Up(r) = Upe ™), (7.1)

with constant amplitude Uy = h|€|?/(4A). Here, A = wy, — wy describes the laser detuning
and ) is the Rabi frequency. If the laser is red-detuned A < 0 with respect to the atomic
transition, the dipole potential is negative and the atoms are attracted into the light field. For blue
detuning, A > 0, the atoms are repelled from the light field (cf. equation (9.10)). Therefore, the
potential minimum corresponds to minimal intensity [131]. We have summarized more details
about the physical mechanisms in chapter 9.

For a single Laguerre-Gaussian beam, the exponent in equation (7.1) has the spatial dependence

2 2 2 2 2 2

Tt +y z r°+y z
O(r)=2 In{l+—)~2 — 7.2
() w(z)? * n< * z%) w(z)? 2%’ (7:2)

where the Rayleigh range zg = 7'("[1)(2) /AL, is typically much larger than the extension of the

condensate wave packet. A\, = 27 /ky, denotes the laser wavelength and w(z) = woy/1 + 22/2%
is the beam waist. Figure 7.1 shows the isolines of equal energy of an optical dipole potential created
by a single Laguerre-Gaussian beam. The chosen parameters are similar to [132], where the dipole
potential acts as an optical lens to perform matter-wave optics in the time domain. For a large
Rayleigh range (zr >> #), the potential is of cylindrical shape with very weak confinement in the
longitudinal direction.
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7 Efficient multipole representation for matter-wave optics
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Figure 7.1: Isolines of an optical dipole potential generated by a single Laguerre-Gaussian beam. Parameters
used as in [132]. Trap depth for laser power of 60 mW, |Uy|/h = 5uK kg /h, Rayleigh range
Zgp = 3.2mm, wy = 33 pm, trapping frequencies vy, ~ (211,211,1.5)Hz.

7.1.2 ZEEMAN POTENTIAL

Besides optical dipole potentials, we consider Zeeman potentials (2.18) that have been introduced
in chapter 2. In figure 7.2 we depict the isolines of equal energy of the release trap potential,
discussed in section 2.4.4. In contrast to figure 2.5, we have shifted the coordinate system by the
value of the trap minimum, @ = 79, but have not included any rotations. The tilt in the x-y plane
corresponds to the rotation angle v = 9.7° in table 2.2.

50 5 50 5 50 5
4 o ; 4 4«
= Vo 3T ¢ | 3T ¢ | 3D
I O0f=m- 22 = 0t ToreE & 0T TR 2=
> 3 1R = ! 1R = ! 1K

-50 A 0 —50 i 0 —50 i 0

—-50 0 50 -50 0 50 —-50 0 50
/pm y/pm /pm

Figure 7.2: Contour lines of a magnetic Zeeman potential generated by the Z-wire structures of an atomic
chip trap. Parameters as in table 2.1 and 2.2. The principle axis of the ellipsoid obtained by the
Hesse matrix (2.26), are marked as - - - lines.

7.2 MULTIPOLE EXPANSION WITH STRINGARI POLYNOMIALS

The three-dimensional trapping potentials discussed above can be approximated by a Taylor
expansion around ¢ (7.3)

L )TV (o) (r — 7o) + - ..

U(r) =Uo + (r —r0)  VU(ro) + o1

(7.3)
(7.4)

or in a multipole expansion (7.4). The Taylor polynomial (7.3) is useful for extracting the trapping
frequencies in the second-order coefficients. However, the Taylor monomials z"y* 2" are not well
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7.2 Multipole expansion with Stringart polynomials

suited for efficient approximation schemes. Therefore, we introduce orthonormal basis functions
in spherical coordinates 7 = (7,7, ¢),

(rinlm) = Spm(r) = Su (1) Yim (9, 0),  (n'U'm/|nlm) = OO0 O » (7.5)

that consist of spherical harmonics ¥7,,, (¢, ¢) and radial polynomials Sy; (). The latter, we name
Stringari’s polynomials because they appear naturally as sound wave excitations of a Bose-Einstein
condensate in an isotropic three-dimensional harmonic oscillator potential (cf. section 4.4.2) [109,
133]. The Stringari polynomials

Snl(r) = anfl‘]'r(zl+1/2’0)(1 - 2f2)a T = T/Ra

(7.6)
Ny = [(4n + 21 + 3)/R%]V/2,
consist explicitly of Jacobi polynomials J7(1l+1/ 20) (1-— 27:2) with quadratic dependence of the

radial coordinate. The constant V,,; is chosen such as the polynomials are orthonormal on the
interval 0 < r < R (cf. appendix E)

R
/ 28,1 (1) Spi (1) dr = 8y . (7.7)
0

Therefore, the expansion coefficients in (7.4) are given by
Upim = (ndm|U) = / St (MU () dPr, (7.8)
\%

with spherical volume V' = 47 R3 /3. For the trapping potentials, we usually choose R to be of
the order of typical atomic length scales.

Alternatively, it is useful to introduce the logarithm of the exponential which is also called the
cumulant generating function [134]. This is particularly useful for Gaussian functions as the series
terminates after the second order. The general multipole expansion for an exponential of the form
(7.1) is then given by

0o 00 l
O(r) = —log U(%') = Z Z Z Onim (rinlm) . (7.9)

n=0 =0 m=-1

SPECTRAL POWERS In the next sections, we analyze the potentials and the cumulants in terms
of this multipole expansion. However, to visualize and compress the information stored in the
complex expansion coeflicients 1y, Opnim, we recap how the multipole expansion coefhicients
transform under a rotation of the coordinate system. We consider a coordinate transformation
r’ = Rr, where R denotes an orthogonal rotation matrix RRT = 1. In both frames, the values of
the potential must be equal

(r|U) = ('[Uy = > (¢ |nlm/) Uy (7.10)
nlm/
The coefficients in the new reference frame U}, = are given by

l
1/1lm’ = Z Dgl)/m(R)Unlmy (7.11)

m=—1
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7 Efficient multipole representation for matter-wave optics

where the fol), m(R) = (Im/| R|lm) are the Wigner D-matrices as the matrix representation of
the rotation operator in the angular momentum basis [93, 135, 136], (cf. appendix M.3). Using the
unitarity of the rotation operator, RRI = RIR = 1, as well the orthonormality of the Stringari
polynomials (7.5), we specify rotational invariant measures such as the total power

P(U):/ U(r)? d®r = |Upim|*- (7.12)
v nlm
Moreover, we define the marginals P,,;, P} as well as the relative fractional powers py,; as
Py, (U)
Py (U) = Uuml?, PU)=Y Pu(U) pu(U)= . 1
1(U) ;|l‘ 1(U) ; 1(U) pu(U) P(0) (7.13)

Thus, the relative fractional powers sumto ) ., pry = 1.

7.3 NUMERICAL EVALUATION

While the multipole coefficients for the quadratic harmonic oscillator potential may be evaluated
analytically using the scalar product in equation (7.8), we are using a least-square evaluation [71]
when the potential is represented on a numerical grid. As the discretized Stringari polynomials are
non-orthogonal basis functions, we introduce the finite complex scalar product

(alb) = > Va*(ry)b(r;) = alb, (7.14)
r;eV

with discrete position coordinates {r;}, the measure of the Cartesian volume element V =

AxAyAzandits norm ||a|| = y/(ala). Hence, the distance of the squared residuals is given by
e=||Su—U|> (7.15)

Here, we have introduced the complex coefficient vector w = { Uy, }, the values of the discrete
target potential U = {U(7;)} and the complex matrix S = {Sy,;;,(7;)} that contains the
discrete set of the finite Stringari basis functions. One finds the least square minimizer

Oe/0u* =0, (7.16)
by setting the derivative to zero which leads to the best estimate
u = (S'S)7IsTU. (7.17)

In the following, we will examine some popular trapping potentials using this multipole decom-
position. We discuss several cases of the harmonic oscillator potential with different symmetries.
Afterward, we discuss the multipole expansion of the optical dipole potential with a Laguerre-
Gaussian beam and the Zeeman potential obtained by the chip model from section 2.4.

As the potentials are approximated as polynomials, we are free to choose the radius R of the
spherical volume that defines the interval where we evaluated the Stringaris. For the potentials, we
choose R to be of the order of typical atomic length scales.
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7.4 Example potentials

7.4 EXAMPLE POTENTIALS

7.4.1 3D ISOTROPIC HARMONIC OSCILLATOR POTENTIAL

The isotropic harmonic oscillator potential, characterized by the stiffness parameter £,

ko, < 3 12
U("‘) = 57" = Z UnOO <7‘|n00> = U¢ g <T'|000> - 1775 <'I"|].00> 5 (718)
n=0

is invariant under rotations. Thus, only the monopoles I = 0 in equation (7.4) are present. For a
Stringari Spoo of order n, the polynomial is of the order 72". Thus the Stringari-polynomials (7.6)
with n < 2 suffice to parametrize a harmonic oscillator trap. The expansion coeflicients Uy, are
given in terms of a dimensional factor [J m>/2]

M 2
Ug = %R%FV : (7.19)

considering the harmonic oscillator energy and the volume of a sphere with radius 2. As only
s-waves are contributing, we can directly calculate the total and the fractional powers

3 21

4
P(U) = ?ui, poo(U) = 5z = 084, pio(U) = 5= = 0.16. (7.20)

25

7.4.2 ANISOTROPIC HARMONIC OSCILLATOR POTENTIAL
PROLATE OR OBLATE SPHEROIDAL HARMONIC POTENTIAL

For a prolate or oblate spheroidal harmonic oscillator, the potential is characterized by two angular
frequencies w and wi|> but it is still rotational symmetric around the z-axis

Ulr) = %( 21 y? +a??). (7.21)

The anisotropy is measured by o = k)|/ k. In contrast to the isotropic oscillator, one needs also
a quadrupole within the multipole expansion

2+ a? 4+ 202
U = Ue, U - — cy
000 5 100 \/%
2 — 202 Muw? (7:22)
Uo2o = — Ue, U= ——ERNVV
V105 2
Using the coefficients in (7.22) we can evaluate
(8 +4a? +3a%) , 7 (2+a?)?
PU) = Uy=-_—“=>""/
©) 35 ter Pooll) = F R T L et 7.23)
4 (24 a?)? 4 (1-a?) ‘
pl()(U) = Tz D) 4\ pOQ(U) = 5 D) 4\
15 (8 + 4% 4 3a4) 3 (8 +4a? + 3a)

the angular powers for the cylindrical symmetric oscillator potential. It is noteworthy that this
expansion encompasses degenerate traps with vanishing z-confinement o = 0, as well as the
isotropic trap (7.18) with & = 1. The former becomes relevant, for very large Rayleigh lengths 2z
in equation (7.2) which exhibits very small confinement in the z-direction.

59



7 Efficient multipole representation for matter-wave optics

TILTED ANISOTROPIC HARMONIC OSCILLATOR POTENTIAL

We consider a general oscillator potential in a coordinate system, e.g. the coordinates of an atomic
chip trap, where the potential minimum is at position 7. Hence, the harmonic approximation of
the potential reads

= 5= o) K (r — 70)

1 1
=570 o Krg — g Kr + irTKr

U(r)
(7.24)

=UO +UW(r)+ U3 (r).

In the last line of equation (7.24) we sort it into different homogeneous potentials of the order ",
U™ (7). In order to determine the coefficients, we write the Cartesian position vectors in (7.24)
in terms of the three spherical basis vectors {e1, ey, e_1},

1 1
r= Z gme™ = Z q"em, me{£l1,0}, (7.25)

m=—1 m=—1
whereas the spherical and Cartesian basis vectors are connected by

Fe, —iey

ey = ————7,

In equation (7.25), we introduced also the dual basis {e', €°, 71} with

ey = e,. (7.26)

m?

On,m.- (7.28)

e (-1)™"e_, = e (7.27)
e,e”" =e,e =

with the standard complex scalar product. The covariant components ¢, = (47/3)/?Ry,n (1) =
rT,Sll ) (7) are the regular solid harmonics R 1, that may be rewritten in terms of a spherical tensor

T (#) of rank 1 with a unit vector # [137). The dipole coefficients for U1 in equation (7.24) are
then given by the spherical components of the vector 7

1
uh(r Z ULT (), Ul = - Z q0,sKms- (7.29)
m=—1 s=—1

The second order contribution U in equation (7.24) contains a product of two spherical tensors
that can be simplified using the Clebsch-Gordan expansion

li+l2
T( )( T(ZQ) Z Z C lllgl mlmgm)Tﬁ)( ), (730)

1= |ll l2| m=—I
with Clebsch-Gordan coefficients C'(11l2l; mimam) = (liymylama|lm) [93]. Hence, we can

rewrite U (1) as

2 2
r N
UP(r) = 3 SV aq ok =5 > > URTYE), (73D
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7.4 Example potentials

with multipole coefficients that contain the matrix elements of K in the spherical basis and Clebsch-

Gordan coefficients
1

U2 = 3 (~1)°CLr(—s)m)Kps. (7.32)
r,s=—1

For the remaining radial part, one can use the results from the expansion of isotropic oscillator
7.4.1in terms of the Stringari polynomials with [ = 0. The total power in equation (7.12) of U @)

evaluates to

2tr K2 + tr K2 tr K
(U¥) =9 5 K2 u, U 5 R“VV (7.33)

7.4.3 MAGNETIC ZEEMAN POTENTIAL OF AN ATOM CHIP

For the Zeeman potential (2.18) we use the finite wire model of the atom chip discussed in chapter
2.4. We use the multipole expansion (7.4) to evaluate the chip potential, as well as its harmonic
approximation. For comparison, we extract also the multipoles of the cumulant in equation (7.9).
The results are summarized in figure 7.3 where we show the relative fractional angular powers
Py for the harmonic approximation pp;(Uyo ) (2), the full Zeeman potential p,,; (U,) (b) and the
cumulant p,,;(€) (c). In each case we have used the same number of basis functions, replacing the
infinite sums in equation (7.4) and (7.9) with finite sums

Nmax Imax l

Ur) =Y > Unim (r|nim), (7.34)
n=0 [=0 m=—1
Tmax {max l

0(r)=> "> > bnim (rlnim). (7.35)

n=0 =0 m=-1

The multipole expansion is performed at the position of the trap minimum 7y shifting the position
vector in equation (7.24) by r = 7’ + 1. The latter implies a vanishing dipole component
UM (r,79) = 0 for the harmonic approximation. To calculate the cumulant, the potential
is shifted by a positive constant to avoid artificial anomalies when taking the logarithm of the
potential at the origin.

As discussed in the previous section 7.4.2, the anisotropic harmonic oscillator potential exhibits
just two monopoles (I = 0) and one quadrupole contribution (I = 2) validated in subfigure 7.3
(a). For a Z-wire trap configuration, one finds particular multipoles in the dipole (I = 1) as well
as in the octupole (I = 3), (b). The latter corresponds to the mostly cubic anharmonicity for
distances closer to the chip surface when the strength of the magnetic induction diverges (cf. figure
2.5). The dipole moment reflects that the position of the trap minimum does not match the center
of mass position of the trap. Hence, the Zeeman potential causes an additional momentum kick to
the atomic distribution when applied as a magnetic lens for delta-kick collimation. Multipoles of
higher order | > 3 are decaying rapidly. In addition, we find that the expansion of the cumulant
converges more slowly for the given number of basis functions due to the logarithmic character of
equation (7.9), see subfigure 7.3 (c).

7.4.4 LAGUERRE-GAUSSIAN DIPOLE POTENTIAL

The harmonic approximation of equation (7.2), corresponds to the spheroidal trapping potential
in equation (7.21) with stiftness

4l 20y

- =0 (7.36)
2R
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Figure 7.3: Multipole expansion of the magnetic chip trap potential. Relative powers py,; (U) versus angular
momentum ! of the Zeeman potential shown in Fig. 7.2. Different principle numbers: red
n = 0,bluen = 1, greenn = 2, purple n = 3. (a) harmonic approximation py,;(Un, ), (b)
Zeeman potential p,; (Uy), (c) cumulant p,; (). We used R = 40 pm and 1oy = 3, lpax = 5
in equation (7.6), (7.4), and (7.9).

and the anisotropy a? = w3 /(2zg) depending on the ratio of the minimal waist and the Rayleigh
length.

We evaluate the relative powers for the optical dipole potential of a single Laguerre-Gaussian (cf.
figure 7.1), in figure 7.4. We compare the harmonic approximation py,; (Uy,) (7.21) (a), the dipole
potential p,,;(Uy) (7.1) (b) and the cumulant p,,; () in equation (7.2) (c). In contrast to the
Zeeman potential of the atom chip, the expansion of the cumulant is much more efficient than the
multipole expansion of the potential (compare subfigures 7.4 (b) and 7.4 (c)). As the considered
Rayleigh length zr > R is much larger than the regarded length scale, the spatial dependence
of the exponent 6(7) almost matches the harmonic approximation 7.4.2, which is shown in
subfigures 7.4 (a) and (c). Additional corrections to the harmonic potential in higher angular
momentum components [ > 2 are of the order 10~ and smaller.
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Figure 7.4: Multipole expansion of the optical dipole potential for a single Laguerre-Gaussian beam shown
in figure 7.1. Relative powers p,,; (U) versus angular momentum [. Different principle numbers:
redn = 0,bluen = 1, green n = 2, purple n = 3. (a) harmonic approximation pp;(Uko),
(b) optical dipole potential pp; (Up ), (c) cumulant p,;(6). We used R = 40 pm and nyp,y = 3,
lmax = 5 in equation (7.6), (7.4), and (7.9).

7.5 GROUND STATE DENSITY DISTRIBUTIONS

Besides the external trapping potentials, we are also interested in an efficient representation of a
three-dimensional Bose-Einstein condensate. Therefore, we study the multipole expansion for
ground-state density distributions

oo 00 l
n(r) = Z Z Z Nonim (7|nlm) (7.37)

n=0 =0 m=—1

in some of the trapping potentials discussed in the previous section. Thereby, we discuss the
strongly interacting Thomas-Fermi regime (4.39) as well as the exact numerical solution of the
stationary Gross-Pitaevskii equation (4.37), that also covers the weakly interacting regime. For
the Thomas-Fermi density, we expect an exact interpolation by the Stringaris, if the potential is of
polynomial form.

Setting the interaction strength to ¢ = 0 and considering a harmonic oscillator potential, one
obtains a Gaussian distribution as the harmonic oscillator ground state [93]

2
rs

n(r) =noe ™, o(r) = Z 2;2. (7.38)
J=1 J

The widths of the Gaussian correspond to the harmonic oscillator lengths 0 = /h/(Mwj),

J = 1,2, 3 for the three spatial directions. For the latter, the cumulant expansion
n (T) oo 0o l
O(r)=—log— = Ornim Im), 7.39
(r) = —log =~ ;};m;l im (r|nim) (7.39)

is always of quadratic form which we have already covered in the previous section for the optical
dipole potential of a single Laguerre-Gaussian beam.
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7 Efficient multipole representation for matter-wave optics

We should note that in principle the Stringaris as polynomials can exhibit negative values which
is nonphysical when regarding positive-valued atomic densities. In order to avoid this anomaly, the
Stringari polynomials should just be considered in the interval for coordinates suchas 0 < r < R
and for n(r) > 0 in equation (7.37).

7.5.1 3D ISOTROPIC HARMONIC OSCILLATOR POTENTIAL

We consider the atomic density distributions in an isotropic harmonic oscillator potential (7.18).
As the symmetry of the external potential determines the symmetry of the density, the condensate is
interpolated by monopoles only. The efficiency of the interpolation with the Stringaris polynomials
depends on the actual radial shape n(7) = n(r), which will be determined by either the Thomas-
Fermi density (4.39) or the stationary Gross-Pitaevskii equation (4.37). For the Gross-Pitaevskii
density, we also evaluate the cumulant expansion to investigate the effect of different mean-field
interactions.

THOMAS-FERMI DENSITY  As the Thomas-Fermi density is directly proportional to the trapping
potential, the interpolation is obtained by

N (1) = nooo (r]000) + 1100 (r|100) , (7.40)

two Stringari polynomials. Using the Thomas-Fermi approximation in its dimensionless form (cf.
equation (4.44)) with ' = r /1,

15N

n(r) = o nl(r'), (7.41)

we find for the three-dimensional inverted, isotropic Thomas-Fermi parabola
(') =1 =17, (7.42)

the dimensionless monopole coefficients

, 4 |m , 4 |m
Moo = £4/30 M00 = z4/ 7 (7.43)

Figure 7.5 depicts the corresponding two relative angular powers pyo(n) which were obtained
numerically. The benchmark test shows that errors in higher-order radial coefficients are of the
order < 1012, Figure 7.6 presents the interpolation of the Thomas-Fermi density by the Stringari
polynomials. As noted before, the polynomials are regarded within the region of interest for the
position coordinates {7} € Viy.

GROSs-PITAEVSKII DENSITY  For the Gross-Pitaevskii density, we use different particle numbers
to study the behavior of the radial expansion coefficients in different regimes. The 12,,,’s in
equation (7.37) are obtained using the method of least-squares (7.15) replacing the target potential
with the discrete Gross-Pitaevskii target density n4(7;). In contrast to the Thomas-Fermi density
the radius R of the spherical integration volume in equation (7.6) is not known a priori. Therefore,
we are minimizing the least-square error €(R) with respect to a variable parameter R

min e(R) = [|S(R)n — nyl|?, (7.44)

for a fixed number of basis functions. The monopole coefficients pyq for the isotropic Gross-
Pitaevskii density are depicted in figure 7.7 on a semi-logarithmic scale for n,x = 14 basis
functions. For small particle numbers 7.7 (a), the coefficients are declining exponentially for n > 6
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Figure 7.5: Monopole coefficients py,o (715) of the Thomas-Fermi density with 72, = 14 in an isotropic
harmonic oscillator potential (7.18).
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Figure 7.6: Cross-section of the scaled Thomas-Fermi density n¢(z, 0, 0) (blue —). Interpolation of
the density with Stringari polynomials (red - - -). Parameters: trap frequency v = 22.1 Hz,
Thomas-Fermi radius 7z = 11.7 wm, chemical potential i1y /h = 287 Hz, particle number
N =10°.

whereas the magnitude of the tenth coeflicient is p1g,0 < 107S. Entering the intermediate and
strong interacting regime, the decline in magnitude becomes more irregular, as the Gaussian-like
shape of the density is modified towards a polynomial shape. In (b), the most contributions to
the polynomial expansion are within the first five coefficients, and in (c) within the first three.
The latter reflects the transition to the pure quadratic Thomas-Fermi regime. However, we also
recognize that the magnitude of the expansion coefficients does not converge to the same level as
in the low interacting regime. In contrast to the Thomas-Fermi solution, the density also contains
high-energetic modes at the Thomas-Fermi radius, whose interpolation requires a lot of Stringari
polynomials. As we are interested in good interpolation in the region of significant density, we

introduce a cutoff
2
o ‘nnlm|

Pe= By = 1075, P(n) =" [nnml?, (7.45)

nlm

which disregards some of the highly energetic modes. In figure 7.8, we plot the corresponding
expansion in terms of the polynomials which matches the Gross-Pitaevskii density quite well. We
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7 Efficient multipole representation for matter-wave optics

also use the Stringari polynomials with a reduced number of basis functions, neglecting coefficients

smaller than the chosen cutoff.
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Figure 7.7: Multipole expansion of the Gross-Pitaevskii density n(r) for the isotropic harmonic oscilla-
tor (7.18). Monopole coefficients py,o(n) versus principle number 1 up to Ny = 14. Parame-
ters: Trap frequency v = 22.1 Hz, particle number, chemical potential, aperture radius R: (a)
N =10, u/h = 35.6 Hz, R = 9.21 pm; (b) N = 1000, u/h = 55.8 Hz, R = 8.95 pum; (c)
N =105, w/h = 289.2Hz, R = 14.1 pm. For the reconstruction of the density in figure 7.8
we mark the cutoff p. = 107 (gray - - -).

Besides the multipole coefficients for the density, we also look into the cumulant expansion,
equation (7.9), for which we expect a faster convergence in the low-interacting limit. Figure 7.9
(a) confirms that the density distribution is more of Gaussian shape, as the cumulant expansion
almost terminates for monopole powers n. > 3. For larger particle numbers, subfigures (b) and
(c), the cumulant expansion works quite efficiently as the polynomial series converges faster as in
figure 7.7. Cross-sections of the cumulant and the interpolation by the Stringari polynomials are
shown in figure 7.10.
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Figure 7.8: Cross-sections of the scaled Gross-Pitaevskii ground-state density distribution n(z, 0, 0) ver-
sus Cartesian coordinate  in a three-dimensional isotropic harmonic oscillator potential.
Gross-Pitaevskii solution (blue —). Interpolation of the density with Stringari polynomi-
als n(r) (7.37) (red - - -) and alternatively with the cutoff p. = 107¢ n/(r) (green - ).
Parameters as in figure 7.7.
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Figure 7.9: Multipole expansion of the isotropic Gross-Pitaevskii cumulant 8(r) (7.39). Monopole co-
efficients py,0(6) versus principle number n with 7,x = 14. For the reconstruction of the
cumulant in figure 7.10 we mark the cutoff p. = 107 (gray - - -). Parameters as in figure 7.7.
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Figure 7.10: Cross-sections of the cumulant of the isotropic ground-state density distribution (z, 0, 0)
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versus Cartesian coordinate x in a three-dimensional harmonic oscillator potential. Cumulant
evaluated up to the aperture radius R. Gross-Pitaevskii solution (blue —), interpolation of the
cumulant with Stringari polynomials 6 (red - - -) and alternatively with the cutoff p. = 1076
¢’ (green-----). Parameters as in figure 7.7.



7.5 Ground state density distributions

7.5.2 3D ANISOTROPIC HARMONIC OSCILLATOR POTENTIAL

We face two major obstacles when interpolating an anisotropic density distribution by the Stringari
polynomials. First, it is not clear what the optimal radius R in equation (7.6) is. Second, the density
should be a positive valued function. To cover both problems as best as possible, we consider a
coordinate transformation as in equation (4.42) that rescales Thomas-Fermi wave function to an
isotropic s-wave.

For a non-Thomas-Fermi-like distribution, we evaluate the covariance matrix

Yr={((r—ro)®((r—mry), ro=/{(r)= /rn('r) d3r, (7.46)

which contains the information of the quadrupole moments

Nom = /Y;‘m(ﬂ, ©)n(r)r® ddr. (7.47)
For the positive, semi-definite matrix ;. we do a Cholesky decomposition of the form
Y, =CC', C=Qo. (7.48)
The matrices Q and o are defined by the eigenvalue equation
¥Q = Q2. (7.49)
The matrix C and the expectation value 7 define the required affine coordinate transformation
¢=Clr—mry), (7.50)
that we use to evaluate a multipole expansion of the form

0o 00 l
ZZ Z Ntim Sim (€), (7.51)

n=0 =0 m=-1

oo 00 l
>0 Y OumSum(C), (7.52)

n=0 =0 m=-—1

n(r)

o(r)

where the Stringari polynomials are evaluated with respect to the new coordinates ¢ and new
coeflicients 1y, Opiyn. We define also the corresponding spectral powers

! 2
pu(n) = 3 Bl ) = 3 g, 75)

m=—1 ‘B(n)’ nlm
Pt (6) Elj Ouinl®  s55) > 1Oniml? (7.54)
nl = ) = nlm| > .
m=—1 ‘13(0) nlm

THOMAS-FERMI DENSITY ~ As a benchmark test, we investigate the Thomas-Fermi density in an
anisotropic oscillator with cylindrical symmetry, which we discussed in paragraph 7.4.2. For the
anisotropy we use & = 2. Applying the coordinate transformation in equation (4.42) or equation
(7.50), we obtain the angular powers p,,; (1) shown in figure 7.11. As the multipole expansion is
performed in the scaled reference frame (7.51), where the ellipsoid is rescaled to a sphere, we expect
only the monopoles that were presented in figure 7.5 and in equation (7.43). Indeed, we find good
agreement with the isotropic Thomas-Fermi density as the quadrupoles are ppa(n:) < 107 as
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7 Efficient multipole representation for matter-wave optics

displayed in figure 7.11. Using the monopoles 11,09 and the quadrupoles within the transformation
matrix C, one can reconstruct the original oblate-shaped Thomas-Fermi density as depicted in
figure 7.12.
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Figure 7.11: Multipole expansion of the scaled Thomas-Fermi density nre(7) for the spheroidal harmonic
oscillator (7.21) with anisotropy o« = 2. Relative angular powers p,,;(rrr) versus principle
number n. Different principle numbers: red n = 0, blue n = 1, green n = 2. Ny = 14,

lmax - 43 R=6.6 pam.
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Figure 7.12: Cross-sections of the scaled Thomas-Fermi density nyx(z, 0, 0), nye(0, 0, 2) (blue —) versus
Cartesian coordinates z, z in a spheroidal harmonic oscillator (7.21). Interpolation of the
density with Stringari polynomials n(7) (7.37) (red - - -). Parameters: & = 2, Thomas-Fermi
radii 2r¢ = Yrr = 14.4pum, zp = 7.2 pm, particle number N = 10°, chemical potential
fire/h = 304 Hz.
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7.5 Ground state density distributions

GROSS-PITAEVSKII DENSITY  As in the previous section, we study the Gross-Pitaevskii density
for difterent particle numbers. In addition, we compare the multipole expansion of the density with
the multipole expansion of the cumulant. In both cases, the evaluated expansion coefficients are in
the scaled reference frame defined by equation (7.51). In contrast to the ellipsoidal Thomas-Fermi
density, we observe non-negligible quadrupole contributions in the relative angular powers for the
low as well as for the high interacting regime, which is presented in figure 7.13. For low particle
numbers, subfigure (a), the angular powers p,,0(n), Pn2(n), Pna(n) are decaying exponentially
with respect to the principle number 7 as we already stated in the isotropic case. Increasing the
angular momentum for a fixed value of n, the magnitudes of the p,,;(n) decrease by roughly 1.5-2
orders of magnitude. The angular momentum dependence decreases for increasing interactions as
shown in the subfigures 7.13 (b), (c). In particular, the powers p,,4(n) < 1075, are emphasizing
the change of the Gross-Pitaevskii density towards the Thomas-Fermi shape. Moreover, the
spectrum of the monopoles Py (n) in the rescaled reference frame exhibits the same structure
as in the isotropic case (cf. figure 7.7), reflecting again the high-energetic modes in the Gross-
Pitaevskii density that require a large number of Stringari polynomials. Nevertheless, we are able
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Figure 7.13: Multipole expansion of the scaled Gross-Pitaevskii density 72(7) for the spheroidal harmonic
oscillator (7.21) with anisotropy o« = 2. Relative angular powers p,,;(n) versus principle
number n. Different angular momenta: red [ = 0, blue [ = 2, green | = 4 with 1y, = 14,
lmax = 4. For the reconstruction of the density in figure. 7.14 we mark the cutoft p. = 106,
Particle number, chemical potential, aperture radius: Particle number, chemical potential,
aperture radius: (a) N = 10, u/h = 37.2Hz, R = 11.6 wm; (b) N = 1000, pu/h =
60.6 Hz, R = 12.1pum; (c) N = 10°, u/h = 307Hz, R = 17.6 .

to interpolate the ground-state density distributions also in the anisotropic harmonic oscillator as
depicted in figure 7.14. In particular, we can neglect modes with [ = 4 for the condensate with
large particle numbers to obtain a good approximation with the Stringari polynomials. The results
for the anisotropic cumulant expansion are presented in the figures 7.15 and 7.16. The monopoles
Pr0(0) exhibit again the same features as for the isotropic density, while the cumulant expansion
works more efficiently describing the low-interacting regime. The latter is well described by just
three multipole coefficients @ggp, Op20 and O2p, subfigure 7.15 (a). In contrast to the direct
multipole expansion of the density, the cumulant expansion contains significant angular powers
Pna(6) which needs to be considered for the polynomial interpolation.

71



7 Efficient multipole representation for matter-wave optics

(a) (c)
1.0 1.0
-
— 0.8 1 — — 0.8 1 ’
I N N ==rn
S S S
S 0.6 S S 0.6
N N IS
S 04 2 S 04 -
o o o
= 0.241 N = 0.2 1 \
0.0 1 t 0.0 T
0 10 10 0 20
x, z/pm x, z/pm x,z/pm

Figure 7.14: Cross-sections of the scaled ground-state density distributions n(z, 0, 0), n(0, 0, z) versus
Cartesian coordinates x, z in a spheroidal harmonic oscillator (7.21). Gross-Pitaevskii solution
(blue —). Interpolation of the density with Stringari polynomials n(r) (7.37) (red - - -),
alternatively with the cutoff n/(7) at p. = 107° (green -----). Parameters as in figure 7.13.
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Figure 7.15: Multipole expansion of the Gross-Pitaevskii cumulant §(7) (7.39) for the spheroidal harmonic
oscillator (7.21) with anisotropy @ = 2. Relative angular powers p,,;(#) versus principle
number n. Different angular momenta: red I = 0, blue ! = 2, green | = 4 with ny,, = 14,
lmax = 4. For the reconstruction of the cumulant in figure 7.16 we mark the cutoff p. = 106
(gray - - -). Parameters as in figure 7.13.

72



7.5 Ground state density distributions

(a) (b) (c)
20
w w w
s B =) S 84
S =) =)
5 < 10+ T 4
= 10 1 = =
S S S
=) =3 S 4
2 5 G £
S > B 2 4
0 - T T 0 A T T 0 A T T
0 5 10 0 5 10 0 10 20
x,z/pm x, z/pm x, z/pm

Figure 7.16: Cross-section of the cumulants (x, 0,0), 6(0, 0, z) of the ground state density distribution
versus Cartesian coordinates , 2 in a spheroidal harmonic oscillator (7.21). Cumulant evalu-
ated up to the aperture radius R. Gross-Pitaevskii solution (blue —). Interpolation of the
cumulant with Stringari polynomials 8(r) (7.9) (red - - -), alternatively with the cutoff 6’ ()
atp. = 1075 (green -+ ). Parameters as in figure 7.13.

73






8 COLDEST CLOUDS IN UNIVERSE

The method of delta-kick collimation limits [35] the spatial extent of a freely expanding Bose-
Einstein condensate. Hence, it allows the detection of the atoms in the diluted gas even after
several seconds in an interferometer. Analogous to ray optics with thin lenses in the paraxial
approximation, a short-pulsed parabolic potential can act as a matter-wave lens in the time domain.
An infinite focal length, also known as collimation, reduces the momentum width of the atomic
cloud. In the drop tower ZARM [37] and on the ISS [33] the condensates were “cooled” to record
temperatures in the pK regime, providing the best sources for atom-interferometry with long
expansion times.

In this chapter, we analyze a delta-kick collimation sequence similar to the experiment in [37].
We use full (3+1)d Gross-Pitaevskii simulations in anharmonic chip trap potentials [138]. We
compare these results to the ideal scaling approximation. Deviations are quantified by applying a
multipole expansion to density variations, Bogoliubov excitations, and phases. For the latter, we
can construct the Seidel diagram [4] for matter waves indicating the main aberrations of the optical
system.

8.1 DELTA-KICK COLLIMATION USING ADAPTIVE SCALES

We start this chapter by illustrating the delta-kick collimation sequence using the scaling approxi-
mation in the Thomas-Fermi regime, which was introduced in chapter 4.4.1. The sequence in the
time domain is sketched in figure 8.1. It consists of the first time of flight 1, the application of a

Release Trap; Lens
(B l TOF1 ' TOF2  f
i 1 T to
} >
to t

Figure 8.1: Illustration of delta-kick collimation sequence: Initial state in release trap, first time of flight ¢1,
application of matter-wave lens 7, imaging after the second time of flight £5.

harmonic, parabolic lens 7, and the second time of flight ¢5. Within this sequence, one needs to
solve the differential equations (4.72) for the scales A(t) = diag(A1, A2, Az),

. w?
N2 g<t<t 8.1
i Ai)\lAQ)\?,’ >~ U101, ( )
. w?
)\i+wl2,i/\i:m7 hh <t<t+r, (8:2)
7
2

= h4r<i<t (8.3)
Nz

A
where we have assumed that the trapping matrix of the release trap Q(0) = diag(w1, w2, ws3) and
the trapping matrix of the lens ©; = diag(wy, 1, w2, w;,3) are aligned to each other. Further, the
lens is turned on and off immediately in form of a box-shaped pulse. Assuming that the lensing
time 7 is small, 7wy ; < 1, 7 < t1, compared to the timescale of the angular frequencies of
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8 Coldest clouds in universe

the lens, and to the first time of flight, the right-hand side of equation (8.2) is approximately of
constant value. During this impact approximation, the density of condensate is unaltered, while
we change its superfluid velocity rapidly (4.71). Hence equation (8.2) simplifies to

)\z + Wz’%l}‘i = ¢, (8.4)

}\i (t) = j\i7t1 COS(wl’it) — wm (Ai,tl — Lj;) sin(wl’it), (8.5)

1

a harmonic oscillator equation with \; (1) = A; ¢,, constant lens frequency w; ; and inhomogene-
ity ¢; = wz o/ (AiA1A2A3) that depends on the scales of the first time of flight and the angular
frequencies of the release trap.

For optimal collimation, we like to reduce the velocity spread. In terms of the scaling solutions
and the applied phase space transformation (3.32) that means that the velocities, )\Z = 0, are
vanishing (cf. equation (B.11)). The angular frequencies of the lens allow (2.4), collimation in just
two spatial directions, i = 2, 3 (y, z). Hence, we look for minimizing the square of the velocity

v2(t) = A3 + A3, (8.6)

with respect to time for an optimal lens time estimator. In figure 8.2, we show the evolution of
the time-derivative dv?/ dt of the squared velocities (8.6) during the evolution in the harmonic
oscillator potential. The root of the curve corresponds to the optimal lensing time. We use the
angular frequencies for 8"Rb in the tables 2.2 and 2.4 for the initial release trap and the harmonic
approximation of the lens. We estimate the lens time to be 7, = 2.716 ms for a time of flight
t1 = 80 ms.

x 108

djdt >, N2

t/ms

Figure 8.2: Lens time estimation using the scaling equations (8.1), (8.2) for cylindrical symmetric traps. The
root of the function (8.6) corresponds to minimal velocity spread.

Figure 8.3 shows the time evolution of the Thomas-Fermi size r;(t) = A(t)ry; and the
superfluid velocity vy (4.71) evaluated at the Thomas-Fermi radius of the condensate during the
whole delta-kick collimation sequence. When we apply the lens at ¢ = 80 ms, the expansion
in the y as well as in the z-direction is dramatically reduced. The velocity drops from v + =
(0.62,1.42,1.32) mms ! to vy = (0.55,0.01, —0.003) mm s~ ! while the size just increases
from r = (70.9,116.2,108.8)pum to 7 = (183.5,119.8,109.5) um by ~ 1 — 3 pm during
the second time of flight of t2 = 200 ms in the lensed directions. Without the matter-wave lens,
the size of the condensate would expand linearly in time as \;(t) ~ a;t, constants a;, for long
expansion times, t — 00 [79]. The latter is shown in 8.4, where we depict the scaling solutions
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Figure 8.3: Delta-kick collimation shown for the Thomas-Fermi scaling approximation. (a) Initial size at £,
rre = (25.5,8.3,9.4) pm. After time of flight 1 = 80ms, i = (70.9,116.2,108.8) pm.
Final size after second time of flight to = 200ms, r+ = (183.8,119.8,109.5) pm. (b)

Superfluid velocity vy at r = 7 before matter-wave lens vy 1+ = (0.62, 1.42,1.32) mm s™L,

after matter-wave lens 1 + 7, 7 = 2.716 ms, v 1+ = (0.55,0.01, —0.003) mm s—L.

Ai(t) for ballistic expansion with ¢; = 500 ms. The double-logarithmic scales and the linear curve
fitting with coefficients @ = (0.84,0.99, 0.98) confirm the linear time dependence.

0
100,
g
E "I: [
< 10% 4 = T
§ 1] =™ Yrr - 1072 ;
& [
-0 =
10* 4
T LY | AL AL | AL AL | T
107! 10° 10! 10?
t/ms
Figure 8.4: Time evolution of the Thomas-Fermi size 71 (red, blue, green —) for long expansion times.

Results of the linear fit: @ = (0.84,0.99, 0.98), marked as - - - lines. We also display |A(¢)| !
(black —) and the time 7(t) 6.21 (gray - - -).

We conclude this section by showing the wavefronts of the condensate during the delta-kick
collimation protocol in figure 8.5. The wavefronts are surfaces of constant phase ¢ (7, t) = const..
According to equation (4.70), the Thomas-Fermi wavefronts are ellipsoids whose curvatures and
orientations are determined by the matrix AA~!. During the free expansion, the curvature gets
more shallow. After the collimation when A — 0, one finds a planar surface with vanishing
curvature analogous to classical (2+1)d ray optics.
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O(t1/2) = (t1)

T p(ti+7)=m7

Figure 8.5: Isosurfaces of the three-dimensional wavefront ¢(r, t) = 7 during the free expansion of the
condensate at t = 40ms (green), t = 80ms (red) and after delta-kick collimation (purple)
(from left to right).

8.2 CONDENSATE IN THE RELEASE TRAP

In this section, we investigate the state of the condensate in the release trap (cf. section 2.4.4).
From our multipole analysis in chapter 7, we have characterized the anharmonic contributions
in the Zeeman potential in terms of different angular momentum states and radial polynomials,
the Stringari (7.6) polynomials. Now, we focus on the physical impact on the condensates density
distribution as well as on the collective excitations using the Bogoliubov theory from section 4.5.
For all our three-dimensional simulations that do not exhibit any symmetries, we use a Fourier series
representation and the method of Fast Fourier transform (FFT) on a discretized Cartesian grid.
We provide the details about the Fourier representation of the fields and the numerical treatment
of the Bogoliubov-de Gennes equation in the appendices F and H.2.

8.2.1 GROUND STATE DENSITY DISTRIBUTION

We obtain the ground state densities of the condensate by solving the stationary Gross-Pitaevskii
equation (4.37) within the Zeeman potential U, (2.18) of the release trap and its harmonic ap-
proximation (2.25). We choose a large condensate with N = 10° 87Rb atoms which correspond
to the experimental parameter used in the QUANTUS drop tower experiments [37, 38]. One-
and two-dimensional cross-sections of the density n(r) in the release trap are shown in figure
8.6. To study the stationary density deviations, we investigate the normalized, f n(r) dBr =1,
equilibrium densities

on(r) = n(r) — ngo(r), (8.7)

in the release trap and the corresponding harmonic approximation. The density deviations are
depicted in figure 8.7. Within the spatial extent of the atomic cloud, we find maximal deviations
of max[dn(r)] ~ 0.01%. Moreover, we analyze the shape deviations in terms of our multipole
analysis

0o 00 l
on(r) =33 D SumSum(C), ¢ =C ' (r—ro). (8.8)
n=0 =0 m=—I

If the anharmonicities of the trap were applied instantaneously, the Stringari polynomials would
approximately describe the excited eigenmodes of the perturbation in the hydrodynamic regime
(cf. sections 4.4.2 and 4.5) underlining the physical motivation of using these basis functions.
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Figure 8.6: One -and two-dimensional cross sections of the ground state density distribution n(r) in the
release trap Zeeman potential 2.4.4. Particle number N = 10°. Thomas-Fermi size 7y =

(25.5,8.3,9.4) pm.

The parameters of the affine coordinate transformations C, 7 and the radius of the spherical
integration volume R are obtained from the anisotropic density 72(7) as explained in the section
7.5.2. We expect the multipole coefficients o1, to reflect the anharmonic contributions in the
potential which are now mapped onto the density distribution. The relative angular powers

l
pnl(én) = Z |5nnlm|2p_1(6n)a P(dn) = Z |5nnlm|2a (8.9)

m=—1 nlm

are depicted in figure 8.8. As we regard the density difference, the angular momenta with odd
parity are particularly prominent. Similar to the Zeeman potential in figure 7.3, the dominant
non-harmonic coefficients are the dipole (I = 1) as well as the octupole (I = 3) powers.
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Figure 8.7: One-dimensional cross-sections of density deviations dn(r) (8.7) of the equilibrium distribu-
tions in the release trap and its harmonic approximation. ---- lines corresponds to Stringari
interpolation (8.8) with Nye = 9, lmax = 5 up the Thomas-Fermi radii 7r¢.

l

Figure 8.8: Multipole expansion of the density deviation 6n(r) (8.7) in the release trap. Relative angular
powers Ppi(0n) (8.9) versus I. Different principle numbers: red n = 0, blue n = 1, green

n = 2, purplen = 3.
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8.2.2 COLLECTIVE EXCITATIONS

Having determined the ground-state density distributions, we can compute the collective excitation
inside the different trapping potentials in linear response by solving the Bogoliubov- de Gennes
equations (4.91),

YW, = E,W,, E >0, (8.10)

numerically on a three-dimensional Cartesian grid (cf. appendix F and H.2). The excitation
frequencies inside the release trap are relevant to control the center of mass motion as well as the
quadrupole modes that are excited during the transport to the final trap [37, 73]. Because of the
anharmonicities in the Zeeman potential, we expect violations of the harmonic potential theorem
[127, 128] in the excitation spectrum that affects the center of mass oscillations in the trap. In
particular, we find the absolute frequency shifts in the three Kohn modes, v = v — vyo,

Svy = —7.2-10"*Hz, Oy, =—-23-10"3Hz, v, =—1.5-10"2Hg, (8.11)

where v = (9.08,27.88, 24.61)Hz (cf. table 2.2). The differences are in the mHz regime with
lower excitation frequencies for the Zeeman potential. Cross-sections of the three-dimensional
particle-hole mode functions, uy(7), vg(7), that correspond to the three symmetry broken Kohn
modes in the release trap are shown in figure 8.9. More detailed figures as well as pictures of the
first eleven Bogoliubov excitations are found in the appendix J.

Theindex k in the eigenvalue equation (8.10) labels the k-th eigenvalue obtained by the ARPACK
eigenvalue solver [139] which are sorted by their magnitude in increasing order. We analyze the
eigenfunctions of the Bogoliubov operator

Tmax lmax

l
— k
W)= 33 3 kim0 -

n=0 =0 m=—1
Wi = (u, vk)Tﬂ mZlm = (uqlilmv Uﬁlm)Ta
by our established partial wave expansion. If the physical system were spherical symmetric, the ex-
pansion in basis state, {|n{m) }, could be used to construct the numerical eigenfunctions Wy, ()
of the angular momentum operators L2 and L, in the degenerate manifold (cf. appendix I). As
the rotational symmetry of the condensate density in the release trap is broken, there is no exact
one-to-one correspondence between the dipole coefficients, ¥,
Kohn modes in the harmonic trap. However within the rescaled coordinate system (7.50), we
expect a strong overlap between the angular momentum eigenfunctions ¥;,,, (¢, ¢) and the eigen-
functions W, () of the Bogoliubov operator. We also include the expanded Kohn modes to figure

8.9. With the help of the expansion coefficients mﬁlm we characterize the spectrum in terms of

in equation (8.12), and the

radial and angular momentum quantum numbers. In addition to the rotational symmetry, the
Zeeman potential also breaks the space inversion symmetry

T——x, Y=Yy, z——z (8.13)

of a three-dimensional harmonic oscillator potential. Hence, we expect coefficients with odd and
even parities to appear in our multipole expansion (cf. figures 7.3 and 8.16). We depict the different
angular powers for the mode u(7),

|ukz ? k k|2
P'Z(ZL]C)’ PP (uy) = Z |unlm’ ) (8.14)

nlm

k
pnl(uk) =

m=—1
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for the Zeeman as well as for the harmonic potential in the figures 8.10, 8.11, and 8.12. As the particle-
hole functions are very similar in the low-energy regime, we restrict ourselves by just analyzing
one of the modes. The angular powers p¥, (uy,) for the exact Kohn modes in the harmonic trap
exhibit strong contributions from the dipole (I = 1) and little contributions from the octupoles
(I = 3). As the parity symmetry is preserved we just find multipole coefficients with odd symmetry.
As the pfll are rotational invariants, we can not distinguish between the preferred directions of
the center of mass oscillations when comparing the bottom pictures in the figures 8.10, 8.11, and
8.12. In contrast to the exact Kohn modes, the spectrum of the multipole coefficients uﬁlm in
the Zeeman potential is much richer. Besides the prominent dipoles p¥; (uy,), we find angular
powers in all different angular momentum states. In figure 8.11, we note the additional appearance
of different monopoles p3 (u5) in the power spectrum. This hints towards an additional weak
coupling mechanism of the ! = 1 and [ = 0 modes caused by the anharmonic potential.

Comparing the power spectra in the different figures, we conclude that the partial wave ex-
pansion of the eigenfunctions W, in equation (8.12) is very sensitive to the shape of the external
trapping potential. Even for small frequency shifts for the center of mass oscillations, we resolve the
perturbations in the mode functions which corresponds to physical perturbations in the density as
well as in the phase (cf. equation (4.100)). We can characterize the spectrum in terms of radial and
angular momentum eigenfunctions |nlm), and identify non-trivial couplings in the anharmonic
trap.
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8.2 Condensate in the release trap
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Figure 8.9: One-dimensional cross-sections of the particle-hole excitations, (ux, vy ) (— lines), that cor-
responds to the symmetry broken Kohn modes in the Zeeman potential of the release trap.
---- lines corresponds to the Stringari interpolation (8.12) up the Thomas-Fermi radii 7r¢.
From top to bottom: angular excitation frequencies w; = 9.082 83 Hz, ws = 24.6014 Hz,
wy = 27.8809 Hz.
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10°

1073

Figure 8.10: Multipole expansion of the Bogoliubov mode u(7) that corresponds to the first Kohn mode w .
First row in figure 8.9. Relative angular powers p’., (u1) versus [. Different principle numbers:
redn = 0,bluen = 1, greenn = 2, purplen = 3. Ny = 5, Imax = 6. Top: Zeeman
potential. Bottom: Harmonic potential.
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Figure 8.11: Multipole expansion of the Bogoliubov mode () that corresponds to the second Kohn mode
ws, second row in figure 8.9. Relative angular powers p?, (u5) versus [. Different principle
numbers: red n = 0, bluen = 1, greenn = 2, purple n = 3. Nypax = 5, Imax = 6. Top:
Zeeman potential. Bottom: Harmonic potential.
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10°

1073

Figure 8.12: Multipole expansion of the Bogoliubov mode (7) that corresponds to the third Kohn mode
w7, second row in figure 8.9. Relative angular powers le (ur) versus I. Different principle
numbers: red n = 0, bluen = 1, green n = 2, purple n = 3. Moy = 5, lax = 6. Top:
Zeeman potential. Bottom: Harmonic potential.
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8.3 BALLISTIC EXPANSION: PRE LENS

To perform atom interferometry with long interferometer times, one aims to reduce the mean-field
pressure of the condensate before atomic lenses, beam splitter, and mirrors are applied to the
condensate. In the previous section, we have characterized the ground state in the trap that we use
as the initial state for the time evolution. As density variations are small, we assume that the initial
state is characterized by its harmonic approximation. Hence, the release trap is purely characterized
by its trapping matrix Q(0) = diag(wy, w2, ws). To verify our assumption we propagate both
input states using the three-dimensional Gross-Pitaevskii equation in adaptive scales (6.3) with
initial conditions .

A0) =1, A0)=0, mn(0)=mn(0)=0. (8.15)
To solve the time-dependent Gross-Pitaevskii equation on adaptive scales A(t), we use we use a
4th-order Runge-Kutta integrator (appendix L.1). For the numerical grid we chose the parameters
as N, = N, =20 =64, N, =27 = 128, L, = 28.5, L, = 11.9, L, = 13.1 and time step
dt = 5 x 10~ for the time evolution with numerical integrator.

During the time evolution. we monitor the fidelity

F(t) = [¥(1), Us(t)* = !/‘I’*(’r,t)‘lfs(r,t) &rl?, (8.16)

with respect to the scaling approximation (6.11) which we present in figure 8.13. Indeed, we find
tiny differences, |AF| = 0.06%, in the fidelity for the simulation with large particle numbers,
N = 10° atoms (cf. figure 8.13 (b)). Nevertheless, the total fidelity stays close to one, F(¢1) ~ 1.
For lower particle numbers, N = 10, N = 1000, we expect even fewer density deviations for
the input states due to their smaller spatial extent. Therefore, differences in the fidelity are smaller
compared to the former being less than 0.01% after the first time of flight. However, we need to
consider significant deviations to the scaling approximation which decrease to F(¢;) = 0.95 and
F(t1) = 0.83 respectively. Non-quadratic deviations in the initial atomic density distribution

(a) (b)
1.00
0.00 +
0.95
< —0.02 +
. }i N =10
= 0.90 1 = — N=1000
N [y —— N = 100000
<1 —0.04 +
085+ N=10
— N =1000
—— N = 100000 0,06 -
0.80 . . . ' . 1 1 .
0 25 50 75 0 25 50 75
t/ms t/ms

Figure 8.13: (a) Fidelity of the scaling approximation (8.16) during the ballistic expansion. Initial state in
Zeeman potential (—). Initial state in harmonic potential approximation (- - -). (b) Difference
in the fidelity for the different input states.

result in additional contributions to the quadratic Thomas-Fermi phase ¢ (4.70). Beyond the
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scaling solution, we also experience tiny phase terms that arise when the initial condensate is trapped
in the anharmonic Zeeman potential. Hence, we find for the total phase

¢(£7t1) = ¢0(£7t1) + ¢1(£7t1)

. 8.17
= S ETATAE + on(E 1), o

after the first time of flight, where ¢ (€, t) incorporates all non-quadratic parts of the total phase.
We show ¢ (&, t1) (8.17) in figure 8.14 for the simulation with N = 10° atoms. To analyze the

10 50 50
8 - 40 A 40
(S (S 3
= 6 = 30 - = 30
Oﬁ Oﬂ u\t‘;{
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& 4 1 S 20 = 20 A
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Figure 8.14: One-dimensional cross-sections of the ¢(&, t1) (8.17) after the first time of flight ¢, = 80 ms.
Phase of the condensate initially trapped in the release trap potential (blue —). Interpolation
by Stringari polynomials (red ----).

shape of the phase in detail, we perform the multipole expansion as

Nmax Imax

l
A& 1) =YD > buim(t1)Sum(§). (8.18)

n=0 =0 m=-—I

The relative angular powers pp;(¢),

! 2
(@) = 3 22l () = 37 o, (8.19)
m=—1

nlm

are shown in figure 8.15. In the subfigures, we compare the phase of the condensate that was initially
trapped in the Zeeman potential (a) to the condensate initially in the harmonic trap approximation
(b). From the latter, we state that the next leading orders to the scaling approximation are of the
form r* with spectral powers pag(¢), p12(9), and poa(¢). They are related to the kinetic energy
perturbations H3 in equation (6.18). In addition, we find that their values are approximately three
orders of magnitude higher than the anharmonic corrections of the input state in the release trap.

88



8.3 Ballistic expansion: pre lens

(

—

o @ - =0 o (b) - =0
10 Il =1 10 m =1
I n =2 I n=2
1073 4 Il =3 1073 4 N =3
= e_l I = 6_I I
é 10 I I Qﬁ‘ 10 I I
10—9_-- 10_9_-
10712 - 1072 —I—I—L
0 2 4 6
l l

Figure 8.15: Multipole expansion of the phase ¢(&, t1) after a time of flight £; = 80 ms. Relative angular
powers Py, (@) (8.19). Same parameter as in figure 8.6. (a) condensate initially trapped in the
Zeeman potential (b) condensate initially trapped in the harmonic trap. Different principle
numbers: red n = 0, blue n = 1, green n = 2, purple n = 3. Ny = 3, lmax = 4.
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8.4 DELTA-KICK COLLIMATION WITH MAGNETIC CHIP TRAPS

8.4.1 CHARACTERIZATION OF THE MAGNETIC LENS

We have depicted the Zeeman potential of the magnetic lens in chapter 2 in the figures 2.9, 2.10.
We decompose the potential of the magnetic lens in terms of the Stringari polynomials as we did
for the release trap in chapter 7. Figure 8.16 depicts the angular powers p,,; (U ) for the Zeeman
potential (7.34), the harmonic approximation, and the cumulant expansion (7.35). As the Zeeman
potential of the lens is also obtained in a Z-wire configuration, the relative multipole components
are very similar to the release trap that we presented in figure 7.3. In the following, we discuss the

b
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Figure 8.16: Multipole expansion of the magnetic lens. Relative angular powers p,;(U,) versus angular
momentum [. Different principle numbers: red n = 0, blue n = 1, green n = 2. (a) harmonic
approximation, (b) multipoles of the Zeeman potential Uy, (c) multipoles of the cumulant. We
used R = 140 um and Npex = 2, lyax = 5.

impact of the magnetic lens on the optimal lens time and the momentum width of the condensate
using the full (3+1)d Gross-Pitaevskii equation in the magnetic lens potential. Afterward, we
discuss the wavefront aberrations in terms of a “Seidel-diagram” for matter-wave optics and the
momentum distribution of the condensate. The latter is imaged in the far-field zone after a second
time of flight measurement.

8.4.2 OPTIMAL LENS TIME

In section 8.1 we have illustrated the delta-kick collimation protocol using the Thomas-Fermi
scaling approximation. To include the realistic Zeeman potential of the chip model in our analysis,
we need to solve the full (3+1)d Gross-Pitaevskii equation (6.3). First, we investigate the lens time as
a function of different particle numbers. Further, we can study the influence of the non-harmonic
potential on the momentum width of the condensate. In figure 8.17 we present the width in
momentum space

Shai ()] = ona(t), i=1,2,3, (8.20)

for different spatial directions as a function of the lensing time 7. The widths during the application
of the potential are normalized to the width after the first time of flight. As mentioned in section
8.1, the shape of the lens is most efficient in y- and z-direction where the velocity spread is reduced
by almost 90%. For the third direction, one finds a reduction of ~ 20%. During the application
of the lens the widths are reduced linearly in the short time limit (cf figure 8.2), where the impact
approximation is valid. Minimal values are found to be in good agreement with the result in
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8.4 Delta-kick collimation with magnetic chip traps

sections 8.1, 7 = 2.716 ms, even for smaller condensates with lower particle numbers (subfigures
8.17 (a), (b)). Moreover, the smaller extent of the atomic cloud is advantageous regarding the
aberrations of the Zeeman potential as the magnetic lens does not affect either the momentum
widths or the lensing time. In general, the harmonic approximation of the lens matches the result
when we consider the full Zeeman potential. The impact of the anharmonic lens becomes visible
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Figure 8.17: Normalized momentum widths o, as a function of lensing time 7. - - - lines correspond to
harmonic lens approximation. Optimal lens time 7y = 2.716 ms marked as ------ line. Particle

numbers: (a) N = 10, (b) N = 1000, (¢) N = 10°.

in the momentum width in 2z-direction for large atom numbers which correspond to the subfigure
8.17 (c). It broadens the velocity distribution (cf. 8.4.5) without affecting the optimal lens time for
infinite focal length, cf. figure 8.18.
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Figure 8.18: Normalized momentum width o}, for different as function of lensing time. Particle number
N =1 x 10°, cf. figure 8.17 (c). - - - lines is the harmonic lens approximation. Optimal lens
time 7y, = 2.716 ms marked as------ line.

8.4.3 WAVEFRONT ABERRATIONS

To analyze the wavefront aberrations we solve the time-dependent Gross-Pitaevskii equation (6.3)
in the Zeeman potential including all the anharmonic contributions for the estimated lens time 7).
We compare the result with the harmonic approximation of the potential. We show the phase for
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both cases in figure 8.19. In addition, we depict the phase one finds using the phase imprinting
where the total phase after the lens is of the form

P&, 11+ 7) = ¢(&,t1) — T[Uo(A§) + Ur(AE)]/h. (8.21)

The first term on the right-hand side corresponds to the total phase before the lens from equation
(8.17). Up denotes the harmonic, and Uy the perturbation of the potential. The latter matches the
full numerical solution quite well approving the thin lens presumption. To analyze the wavefront
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Figure 8.19: One-dimensional cross-sections of the phase ¢ (&, t1 + 7) after the matter-wave lens. (a) Gross-
Pitaevskii solution with anharmonic lens (blue —). Interpolation by Stringari polynomials (red
----). Impact approximation anharmonic lens (green - - -). Impact approximation harmonic
lens (purple +). (b) Gross-Pitaevskii solution with harmonic lens (blue —).

aberrations after the lens, we use again our polynomials expansion in equation 8.18. The coefhicients
in figure 8.20 in terms of the relative powers are now completely analogous to the famously known
Seidel coefficients, that one uses to characterize the aberrations in optic design problems [4]. For
perfect collimation, the wavefront becomes a planar surface and one expects all coefficients to be
zero. As mentioned before, this matter-wave lens is not designed for collimation in z-direction.
Hence, we see that quadratic coeflicients are still present in figures 8.20 (a) and (b). Parts of the
wavefront are still of parabolic shape in (cf. figure 8.19) and the orientation is encoded in the raw
coefficient ¢y,y,. Besides the quadratic expansion coefhicients, we find the phase contributions
that correspond to the first time of flight which are still present in the system. However, these
aberrations are small compared to the other phase summands imprinted by the Zeeman potential.
The main contributions in the spectrum are in the dipole (I = 1) as well as in the octupole (I = 3)

92



8.4 Delta-kick collimation with magnetic chip traps

that we have already determined for the Zeeman potential in figure 8.16. The coeflicients ¢y,
in equation (8.18) and the diagrams in figures 8.15 and 8.20 can be used for designing corrective
optics in a multi-lens approach. The latter could be realized with painted potentials [132] or optical
dipole potential shaped by digital micromirror devices [140].
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Figure 8.20: "Seidel-Diagram" in terms of relative angular powers p,; (¢) versus angular momenta  for the
phase after the lens ¢(&, t1 + 7) showing the wavefront aberrations after the matter-wave lens:
(a) Zeeman potential, (b) Harmonic approximation. Different principle numbers: red n = 0,
bluen = 1, greenn = 2, purple n = 3. Nimax = 3, Imax = 5.

8.4.4 MOMENTUM KICKS

The magnetic Zeeman potential exhibits multipole moments with odd symmetries. In particular, it
has an existing dipole moment that leads to an additional momentum kick even when the potential
minimum of the lens is aligned with the center of mass position of the atoms. The momentum
distribution

) —inTE |
Vimt) = [ Somuendas vien = Vagne e, (22)
(k1) = [ (r, 1), (8.23)

in the co-expanded frame with momenta kK = ATk as defined in equation (A.10) is depicted in
figure 8.21. The momentum expectation value in the impact approximation, assuming initial zero
mean momentum, is given by

<k> = / n‘(/aa]irl)/\_TVg [Z ¢nlm(t1 + T)Snlm(g) d3§, (8.24)

nlm

where we used equation (B.8) to evaluate the momentum expectation value in the co-expanded
reference frame. For further analysis, we assume from the Seidel diagram 8.20 that corrections of
the quadratic phase are mostly determined by the multipole coefficients ¢o10, ¢110, P30 Which
correspond to a cubic phase aberration of the form

€
P1(&, 1 +7) = ggf. (8.25)
Inserting the phase into equation (8.24), the additional momentum kick reads

(k) =N Te.e(€2), (8.26)
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Figure 8.21: First row: One-dimensional cross-sections of the normalized, f 7/ d®k = 1, Fourier densi-
ties 7/ (k) (8.22) after Zeeman lens (blue —), after ideal lens (red - - -). Second row: Two-
dimensional cross-sections of the Fourier densities 7’ (k) (8.22) after Zeeman lens.

which depends on the second moment of the initially trapped condensate. In figure 8.22 we evalu-
ate the momentum kick (k(t)) and the mean position (7 (¢)) during the delta-kick collimation
sequence for a second time of flight 5 = 2000 ms. The kick in the k. direction is displayed
in subfigure (b), whereas the other momentum components are unaffected by the matter-wave
lens. As the mean momentum is a constant of motion after the lens, the condensate’s position in
z-directions grows linearly in time with

(2(1)) = (k=) t Ot — (t1 + 7)), (8.27)

as shown in subfigure (a), matching the numerical Gross-Pitaevskii solution exactly. After to =
2000 ms, we find the z-position to be at 2 = 73.9 um. One can balance the kick by re-positioning
the trap minimum of the lens which adds a dipole moment to the phase in equation (8.24).

Besides the shift of the distribution along the positive & -direction, one finds a wide-reaching
oscillating momentum tail in the Fourier density which is caused by the higher order multipole
moments in the condensate’s phase. Due to the cubic phase perturbation (8.25), the momentum
distribution is very similar to the intensity pattern of finite-energy Airy beams in (1+1)d and (2+1)d
paraxial optics [141, 142].

8.4.5 MOMENTUM WIDTH

In section 8.4.2 we investigated the effect of the lens on the momentum width of the condensate.
While the magnetic lens does not affect the optimal lens time, the Zeeman potential broadens the
momentum width

Tr(t) = ro(t) + X1 (D), (8.28)
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(a) (b)
N 0.05
60 y _0.047
T |
g = i — k-
= g Y
= < 0.02 1 —_— ks
= =
= 0.01
0 0.00
T T T T
0 1000 2000 0 1000 2000
t/ms t/ms

Figure 8.22: (a) mean position (r(t)) of the condensate, (- - -equation (8.27)) (b) momentum kick (k(¢))
after the magnetic lens.

asshown in the figure 8.18. Here 1, ( describes the covariance matrix for the unperturbed parabolic
lens. Taking the same multipole moments as in the previous section, we can describe the additional
width in the k,-direction as

Yei=tr{AN AN Te.@el } () — (@) el AT oA Te (), (829)

where we used the expression in equation (B.11) to evaluate the covariance matrix in momentum
space. Hence, the aberrational shift depends on the initial fourth central moment of the condensate.

8.5 BALLISTIC EXPANSION: POST LENS

In this section, we study the fidelity of the (3+1)d Gross-Pitaevskii dynamics with the scaling
approximation (8.16) throughout the whole delta-kick collimation sequence. For the second time
of flight after the matter-wave lens, we use very long expansion times that “images” the condensate
density at to = 2 s in the far field zone. Hereby, we investigate four difterent scenarios:

1) Gross-Pitaevskii propagation after the magnetic lens (U;)

2) Gross-Pitaevskii propagation after the ideal lens (Up)

3) “Schrodinger” propagation after the magnetic lens (U, g = 0)
4) “Schrodinger” propagation after the ideal lens (Up, g = 0)

Cross-sections of the different densities at the end of the propagation are depicted in figure 8.23.
As we know from the non-interacting wave packet expansion A.9, the position distribution of the
diluted gas is mainly determined by its initial momentum distribution (cf. figure 8.21), analogous
to the Fraunhofer diffraction limit [143]. Hence, we recover the oscillating tails in the density after
the second time of flight for the condensates that passed the anharmonic lens.

The first scenario reflects the influence on the fidelity in the presence of the anharmonic lens.
In contrast to the first time of flight sequence in section 8.3, we expect clear deviations to the
scaling approach, when we consider the full (3+1)d Gross-Pitaevskii simulation in 1). For the
Gross-Pitaevskii simulation with the harmonic lens 2), we check again the validity of the scaling
approach during very long expansion times that can be accomplished in microgravity experiments.
In the last two cases, 3) and 4), we study the effect of residual mean-field effects in the diluted gas.
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Figure 8.23: One-dimensional cross-sections of the condensate density n(7) after second time of flight

ty = 2s.1) blue —, 2) red ----, 3) dark gray —, 4) gray - - -.
To do this, we turn off the interaction strength, g = 0, immediately after the lens and propagate

the condensate wave function with the Schrédinger equation,

h2
2M

1 /M
VMV + — <2§T§22(0)g — M>¢, ti+7 <t<ty

1hat¢(€7 t) |/\|

(8.30)

Experimentally this could be realized using a Feshbach resonance [144] which tunes the s-wave
scattering length by an external magnetic field.

We summarize the results for all different sequences in figure 8.24. As the scaling ansatz (6.1)
just includes the time-dependent harmonic part of the external potential, the fidelity drops from
F(t1) = 0.99 to F(t; + 7) = 0.24 in the scenarios 1) and 3), when we phase-imprint non-
harmonic contributions to the condensate wave function. During the time evolution, we note an
additional decrease in fidelity for the aberrated atomic cloud from ¢ = 82.7ms to ¢ ~ 1000 ms,
while the fidelity for the non-interacting cloud increase during approximately the same time
interval. Regarding the pictures in appendix C, most of the density distortions that fractionate
the condensate take place during this time interval. As both solutions differ in their non-linear
interaction strength, we presume that mean-field interactions are still present and have a non-trivial
impact on the condensate distribution after the magnetic lens.

In contrast to the first time of flight (cf. section 8.3) with intermediate expansion times (t1 ~
80 ms), we find discrepancies with respect to the pure scaling approximation of =~ 7% after
ta = 2s for the scenario 2). We obtain additional deviations when we disregard the residual mean-
field interactions after the ideal lens, in 4), where the fidelity reads F (t2) = 0.88 at the end of the
propagation compared to F(t2) = 0.93 for the interacting case in 2). As the effect of mean-field
interactions on the interference pattern is currently investigated in different experiments [145,
146], we look into the evolved phases ¢(&, t1 + 7 + t2) after the delta-kick collimation sequence
for the cases 2) and 4), disregarding the phase aberrations of the magnetic lens. Comparing the
“Seidel”-diagram in figure 8.26, we notice just subtle changes when interactions are turned off after
the lens. In particular, we find an enhanced quadrupole moment, p22, being proportional to 70 as
well as coefficients in the angular momentum [ = 4.
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Figure 8.24: Fidelity of the Gross-Pitaevskii scaling solution (8.16) during the delta-kick collimation se-
quence: for Zeeman lens U, (blue —), Zeeman lens zero interaction U, g = 0 (red —),
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Figure 8.26: "Seidel-Diagram" in terms of relative angular powers p,,;(¢) versus angular momenta [ showing
the wavefront aberrations after the second time of flight t5 = 25 : (a) harmonic lens zero
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9 TOPOLOGICAL DEFORMATION OF
BOSE-EINSTEIN CONDENSATES IN OPTICAL
DIPOLE TRAPS

In this chapter, we investigate the statical and dynamical properties of a Bose-condensed gas in a
toroidal ring geometry. Due to the properties of phase coherence as well as superfluidity, a ring
geometry allows persistent flow and the measurement of rotations in a Sagnac interferometer
scheme. Further, toroidal condensates may be regarded as a building block for atomtronic devices:
circuits and networks of guided matter waves [44] that are built in analogy to their electronic
counterpart. Ring-shaped geometries can be realized by magnetic as well as optical dipole trapping.
Technical details of both methods are presented in [44] and the references therein.

This chapter is organized as follows: First, we briefly discuss the basic mechanisms of trapping
neutral atoms using the optical dipole force. We present two methods to create ring geometries
based on the effect of conical refraction and imaging optical potentials with digital micromirror
devices. For the former, we look at the equilibrium properties of the three-dimensional condensate
which is compared to experimental data. Afterward, we focus on the geometrical change in topology
by investigating the collective excitations of a two-dimensional Bose-condensed gas. We conclude
by introducing a feedback mechanism that damps the radial motion after the transformation
toward a ring-shaped potential.

9.1 OPTICAL DIPOLE TRAPS

The first proposals of using the optical dipole force for atom manipulation were considered by
[147] in 1962. In 1970 Arthur Ashkin demonstrated the acceleration and trapping of micron-
sized particles using the radiation pressure and the optical dipole force [148]. In 2018 he won the
Nobel Prize in physics for his invention of optical tweezers and their application to biological
systems. With the invention of the laser, the advance in laser cooling and trapping [149] as well as
the availability of different techniques of optical beam manipulation and shaping, optical dipole
traps have become a great tool to generate a wide range of diverse potential landscapes for cold
atoms [44, 131,150]. In chapter 2 we have already discussed the basic physical concepts for trapping
neutral atoms in a static magnetic field. In contrast to magnetic traps, optical dipole traps rely
on the interaction of the atom’s induced electric dipole moment with an external light field. The
coupling to the intrinsic atomic energy levels induces two competing forces: the radiative and the
conservative dipole force which we discuss in the following.

Two-LEVEL SYSTEM  The motion of a two-level atom in an electromagnetic field is one of the
major problems in quantum optics and is treated in many textbooks [151, 152]. In the following,
we briefly discuss the forces acting on the center of mass motion of a two-level atom {|g) , |e)}
which interacts with a classical laser and quantized vacuum field. The total Hamilton operator of
the interacting system reads

H=Hy+ Hy + Hap + Hay, (9.1)
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9 Topological deformation of Bose-Einstein condensates in optical dipole traps

where the atomic Hamilton operator

P2

A= 5 4 husele) (el + by lg) (gl ©:2)
consists of the kinetic energy of the center of mass motion and the internal energies. The energy
levels of the excited |e) and the ground state |g) are separated by the frequency weg = wWe — wy.

The interaction of the electric field with the atom is described within the dipole approximation
Hap =—d-EL(R1), (9.3)

as the wavelength for available laser systems is typically much larger than the extent of the atomic
wave function. The electric field of the monochromatic laser is given by

Ep(r,t) = E(r)e(r) cosjwrt — ®(r, )], (9.4)

where €(7), E(r), (7, ), are the polarization, the amplitude, and the phase of the laser field. We
denote the monochromatic laser frequency as wz, which is detuned by A = wy, — wey towards
the atomic resonance. The atomic electric dipole moment within the atomic basis states reads as

d = dege) (g] + dye |g) (], dij = (ild]3). (95)

Further, the atom interacts with the vacuum field H v, which is responsible for the spontaneous
emission of photons which is characterized by the natural lifetime I" of the excited state |€). The
Hamilton operator of the vacuum field Hy is regarded as a large reservoir with infinite degrees of
freedom leading to fluctuations and damping in the system [153].

OrT1icAL FORCES The force acting on the center of mass motion, described by the center of
mass position /2 and center of mass momentum P, is given by the Heisenberg equation

5 1
F=-0P=_
O in

[P, H]. (9.6)
The observable of interest is the force expectation value F' = tr{F 9} where { is the density
operator of the total system consisting of the atom and the vacuum field. Tracing out the dynamical
degrees of freedom of the reservoir, one finds the mean force

F = t0r{Fp} ~ Fyyp+ Fu, = 2hym2%(%)v<b + m(%)vym?, (9.7)
with respect to the reduced density operator p of the atom [154]. p;; are the oft-diagonal matrix
elements of the internal atomic density operator and 2(r) = —d., - £() /I denotes the complex
Rabi frequency. The first term Fygqp, is related to a dissipative force caused by the radiation pressure
when the atom is absorbing and emitting photons. It is proportional to the gradient of the laser
phase and points into the direction of the local wave vector k1. The second term Fy;, is called
optical dipole force. It points into the direction V|2|* oc W I where I denotes the light intensity.

Essential for atom trapping in a conservative optical dipole potential is a laser light field that is
far-detuned from the atomic resonance, |A| > ||, I". In this case, the two competing forces in
equation (9.7) simplify to

h

Fdissp = Fschv(ba Fdip = _E

vIQP, (9.8)
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9.2 Ring geometries with dipole optical potential

with the spatially-dependent photonic scattering rate

3mc? (T\?
Cy(r) = Dhioeg <A> I(r). (9.9)
As the force is the negative gradient of a potential, one finds for the optical dipole potential

h _ 3rc T

Ugip(T) = E\Q(T)\Q BTN (7).

(9.10)

From equations (9.9) and (9.10), one finds that dipole potential scales with I /A, whereas the
scattering rate scales as I/ A2, Therefore, one tries to stay in the far-detuned regime, with high
light intensities to limit the number of scattering events inside the trap. In addition, the optical
dipole potential depends on the sign of the detuning A. Below the atomic resonance, A < 0
(red-detuned), atoms are attracted into the light field and the potential minimum coincides with
the maximum of intensity. For blue-detuned laser light A > 0, the atoms are repelled by the light
field and potential minima occur at the minima of the intensity [131, 153].

MULTILEVEL ATOMS  For trapping alkali atoms (cf. section 2.2.2) in their atomic ground state,
one needs to consider multiple atomic transitions as the optical dipole generally depends on the
sub-state of the atom. Relevant energy scales are the fine and hyperfine-splittings of the ground
state Apg as well as the excited states A[ ., Al (cf. figure 2.1). Aslong as all the light’s detuning is
much larger than all the hyperfine splittings, the hyperfine structure is not resolved and the optical
dipole potential for linearly polarized light in the rotating wave approximation reads

Udip(r):—37;02[2FD2< ! >+FD1< ! )]1(7«), (9.11)

3wy \wp2 —w 3w \wp1 —w

whereas D1 and D2 correspond to the optical transition from the nS; /2 to n’P /2 n’Py /2
manifolds [131].

9.2 RING GEOMETRIES WITH DIPOLE OPTICAL POTENTIAL

The optical dipole potential (9.10) is directly proportional to the light intensity. Hence, ring-shaped
trapping geometries are obtained by creating light fields in ring-shaped optical patterns. For a
Laguerre-Gaussian beam a toroidal intensity profile is obtained in the donut-like LGy mode.
Alternatively one can use so-called painted potential with a fast rotating focused laser beam that
creates a time-averaged ring-shaped potential for the atoms [44]. In the ongoing chapter, we will
discuss optical potentials that are created by using the effect of conical refraction in birefringent
biaxial crystals and programmable potentials using digital micromirror devices.

9.2.1 CONICAL REFRACTION

The AG Birkl at TU Darmstadt has examined a new technique to create toroidal ring structures
which are based on the effect of conical refraction [155, 156]. The effect of conical refraction occurs
in biaxial crystals. A focused Gaussian beam with waist wg propagating along one of the optical
axes of the crystal creates one or more concentric rings of light in the focal plane. If one is blue-
detuned to the atomic resonance, atoms are trapped either in the dark focus of a single ring with
radius Ry, the so-called bottle-beam configuration, or in between two bright rings, resulting in a
toroidal trap configuration. For ultra-cold atoms, trapping in dark traps is advantageous because
the photonic scattering rate (9.9) is proportional to the light intensity, and decoherence processes
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9 Topological deformation of Bose-Einstein condensates in optical dipole traps

are minimized. One can vary between these two different distinct topological patterns by changing
the beam size of the input laser beam which changes the waist of the focused beam in the focal
plane. Quasi-two-dimensional trapping configuration and gravity compensation are achieved by
using an additional attractive light sheet potential.

In the following, we will briefly discuss the light intensity distribution created by conical refrac-
tion. As in [155, 157], we consider a cylindrical symmetric input beam with transverse electrical

field amplitude
E(r) = Ege w0, (9.12)

A paraxial solution for the output field is given in terms of the Belskii-Khapalyuk-Berry integrals

1 ;
By(p, 2) = / /@'a(n)e_ﬁ”QZcos(/fpo)Jo(ﬁ'p) dr,

2 Jo (9.13)

1 e _LHQZ . )
Bi(p, Z) = o /. ka(k)e 2n"“ sin(kpo)J1(kp) dk,

with dimensionless wave vector k = kwy, coordinates p = r/wp, Z = z/zR, the mean re-
fractive index of the crystal n and normalized ring radius pg = Ro/wo. The function a(k) =
2m [ £(r)Jo(rk)r dr denotes the radial part of the two-dimensional Fourier transform of the
electric input field and .J,, is the n-th Bessel function of the first kind [158-160]. If the input field
is circularly polarized, the output density distribution created by conical refraction is given by

I =|By]* +|B1|> (9.14)

As the light pattern of the conical refraction directly depends on the Fourier components a(x) of
the focused laser beam, one can manipulate the output light field, e.g. using a digital micromirror
device (DMD), in a very controllable fashion. Besides toroidal ring structures, bucket-like potential
for atomic transport and acceleration, as well as periodic structures, might be generated with
suitable DMD images [156].

CHANGE oF ToroLoGy A change of topology in the optical potential was investigated in [156].
In this work, a DMD creates a variable circular aperture with radius R 4, which blocks the input
light of a Gaussian laser beam for values 7 > R 4. In figure 9.1 we depict the optical potential in
the focal plane z = 0 for three different aperture values for a circular polarized, cylinder symmetric
Gaussian beam using equations (9.11), (9.13) and (9.14) for our simulation. The optical parameters
and the atomic data of 8"Rb are summarized in table 9.1 The potential shape changes from simply

(a) (b) (©) .
25 - 25 7.5 25 g
g ! g Ps
~ 0 ~ 0 5.0 ~—~ 07 -
= 50 = 10
—25 —25 —25 - i
T T T =)

—-25 0 25 —-25 0 25 —-25 0 25

x/pm x/pm x/pm

Figure 9.1: Optical dipole potential in the focal plane U(z, y, 0) obtained by conical refraction. DMD
aperture radii R 4: (a) 920 um, (b) 1152 um, (c) 1840 um. Optical parameters as in table 9.1.

connected almost harmonic confinement to a multiple-connected ring-shaped confinement. For
a maximal DMD aperture value of R4 = 1840 um the ring size is pg ~ 25 um with a radial
trapping frequency of v, ~ 150 Hz for 8TRb (cf. figure 9.3 (b) and (c)).
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9.2 Ring geometries with dipole optical potential

For three-dimensional trapping, we consider a harmonic confinement created by an optical light
sheet potential in the perpendicular direction. Hence the total three-dimensional potential reads

M
Utip(p: ) = Uson(p) + 5 w22". (9.15)
For agiven potential ata fixed DMD aperture and light sheet potential with frequency v, = 169 Hz
in the transverse directions, we have examined the equilibrium density distribution solving the
stationary Gross-Pitaevskii equation for 17 000 8"Rb atoms. The corresponding atomic densities
in the focal plane z = 0 are presented in figure 9.2. The trapping frequencies in the radial direction,

(a) -
g
: 0 0 2
i —
= 25 10 Z
0 0 =

~25 0 25 ~25 0 25

2/pm 2/pm

Figure 9.2: Ground state density distribution n(x, y, 0) of a Bose-Einstein condensate in the optical dipole
potential shown in figure 9.1. Parameters as in table 9.1

as well as the ring radii pg, are obtained numerically by a second-order Taylor expansion in the
trap minimum. The results are summarized in figure 9.3 (b) and (c). From this, we can determine
the chemical potentials in the Thomas-Fermi approximation for the three-dimensional harmonic
oscillator (4.46) and for the three-dimensional toroidal trap [161]

2N
i = h szs, W= \/wpwz, (9.16)

which we compare with the calculated chemical potential of the Gross-Pitaevskii simulations. The
results are depicted in figure 9.3 (a). In the limits of the harmonic as well the in the toroidal ring
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Figure 9.3: (a) chemical potential 14 versus aperture radius R 4 (blue). Thomas-Fermi approximation for the
harmonic oscillator potential £41° (red). Thomas-Fermi approximation for toroidal potential
139 (9.16) (green). (b) radial frequency v, and (c) ring radius p versus aperture radius R 4.

trap, the chemical potential describes the quantitative behavior quite well. The reduction of the
trapping frequency, see figure 9.3 (b), leads to an increase of the effective volume Vg = N /My
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9 Topological deformation of Bose-Einstein condensates in optical dipole traps

and a decrease of the chemical potential. As the trapping potential transforms towards a ring,
and the radial trap frequency tends to zero, the chemical potential stops the monotonic decline
and flattens as the chemical 139 oc /Wy for an almost constant ring radius (cf. figure 9.3 (c)).
The drastic change in the behavior of the chemical potential may be regarded as one sign of the
topological change in the trapping geometry. Moreover, we can use the chemical potential to
determine the conditions for reaching a lower dimensional regime [162]. The reduction of spatial
dimension has an impact on the coherence properties of the condensate as phase fluctuations
become more relevant. In addition, new phases of matter such as the fermionization of Bosons
in highly elongated one-dimensional [150] or the BKT transition [163, 164] in two-dimensional
quantum gases may be studied [165]. The conditions for reaching a lower quasi-dimensional regime
may be expressed in terms of the different energy scales of the Bose-condensed gas

> hw, (3d), hw, < p < hw;(2d), p < hw,(1d), (9.17)

and the external trapping energies [161]. Within the harmonic simply connected as well as in
the multiple connected ring potential, the experimental setting stays in the three-dimensional
regime as /1/h > 169 Hz for all DMD aperture radii. A two-dimensional regime would require a
modification of the light sheet potential that increases the harmonic confinement in z-direction.

EXPERIMENTAL DATA In the model for conical refraction, we have considered only a Gaussian
beam with perfect circular polarization as an input state. Further, we did not assume any optical
aberrations that change the intensity pattern in the focal plane nor any defects in the biaxial crystal
that may affect the ring structure. The AG Birkl ! provided us with recorded two-dimensional light
field patterns in the focal plane which are shown in the figure 9.4 for comparable parameters as in
table 9.1. We note that the measured intensities do not exhibit the azimuthal symmetry as in figure

(a) (b) (c) _
1.0 = 1.0 1.0 =
25 25 25 =
g 2 2 =
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Figure 9.4: Measured light intensities for three different aperture values R 4: (a) 920 pm, (b) 1152 pm, (c)
1840 wm. As the laser light is blue-detuned towards the atomic resonance atoms are trapped in
the local minima of the intensity.

9.1. In addition, they show inhomogeneities in the radial as well as in the azimuthal direction for
all values of the DMD aperture. One finds that the most divergent configuration to the analytic
model is close to the point where the topology of the light field should change to a ring-shaped
geometry 9.4 (b). Instead of the emergence of one central bright spot, the light field fractionates
into an intensity distribution with two distinct local minima.

From the light intensities, we have extracted the physical potentials: We normalize the central
spot in the figure 9.4 (c) to the maximal potential energy obtained by the model for the conical
refraction, Espor /h = 26.4 kHz. The spatial extent of the optical dipole trap is obtained from the
estimated pixel size 0.56 um /pxl. In order to estimate the effect on the atomic distribution when
applying different potentials to them, we display the stationary equilibrium density n(x, y, 0),
shown in figure 9.5, that we obtain from the extracted optical potential. While the density in figure

1Experimental results by F. Schmaltz. Data provided by D. Pfeiffer.
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9.3 Bose-Einstein condensate in a quasi-two-dimensional harmonic ring potential
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Figure 9.5: Equilibrium density distribution n(x, y, 0) for the measured optical dipole potential (cf. figure
9.4).

9.5 (a) agrees qualitatively well with the distribution in figure 9.2 (a), the condensate separates
into different pieces during the transformation into the ring potential 9.5 (b) and (c), as the
chemical potential is lower than the intrinsic energetic barriers in the distorted potential. From the
latter, we would expect a highly excited state with radial as well as azimuthal flow in the final ring
configuration that would affect the coherence properties as well as the lifetime of the condensed
atoms in the toroidal trap.

9.2.2 DIGITAL MICROMIRROR DEVICES

Instead of using a digital micromirror device (DMD) for manipulating the beam shape that
propagates through the biaxial crystal, the desired light field may be generated on the DMD and
imaged directly into the vacuum chamber. Hence, the DMD allows in principle a much better
control of the external potential and therefore a better control of the dynamical degrees of freedom
of the system. A digital micromirror device consists of up to millions of individually addressable
mirrors that can be switched to either an on or an off state. One mirror is usually rectangular with
an edge length of =~ 10.8 um. Due to their small size and the grid-like arrangement, the DMD
acts as a classical two-dimensional optical diffraction grating when all mirrors are in their on-state.
Details on the image formation are found in [140, 166].

9.3 BOSE-EINSTEIN CONDENSATE IN A QUASI-TWO-DIMENSIONAL
HARMONIC RING POTENTIAL

In this section, we focus on the quasi-two-dimensional ring potential. In particular, we study
the collective excitations in a two-dimensional ring-shaped condensate. We provide an analytic
approximation for the energy spectrum in thin rings within the hydrodynamic Thomas-Fermi
regime. The result is compared to the numerical values obtained by the Bogoliubov-de Gennes
equations. We use the latter to exploit the excitation spectrum during the topological transition
from simply connected harmonic to multiply connected ring trap.

We represent the effective Gross-Pitaevskii equation (9.21) and the Bogoliubov-de Gennes
operator (9.27) on radial Fourier grid F.4. The wave functions in section 9.5 are propagated in
time using a 4th-order Kunge-Kutta integrator L.1.
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9 Topological deformation of Bose-Einstein condensates in optical dipole traps

Table 9.1: Symbols and values for the laser and the atom parameters.

Quantity Symbol  Value

particle number in BEC N 17000
scattering length 87Rb as 5.23nm
trapping frequency in z-direction W, 27 - 169 Hz

D1 decay rate I'py 27 - 5.74 MHz
D2 decay rate I'p2 27 - 6.07 MHz
D1 transition frequency wD1 27 - 377.1 THz
D2 transition frequency wD2 27 - 384.2 THz
laser frequency wr, 27 - 377.6 THz
laser wavelength A 793.95 nm
laser power P 1.681 mW
DMD aperture radius R4 920 to 1840 pm
beam size before aperture w’ 1.39 mm

waist of focused beam wo 22.7 pm

mean index of refraction of the crystal n 2

maximal height of the central spot FEax 26.4kHz

9.3.1 EFFECTIVE GROSS-PITAEVSKII EQUATION

We describe the Bose-condensed gas in the mean-field limit with the time-dependent Gross-
Pitaevskii equation (4.36) within the harmonic approximation of the toroidal trap given by the
external potential of the form

U(r) = %wé(p — po)? + %wizﬁ, (9.18)
with ring radius pg and harmonic trap frequencies wo and w, in transverse and longitudinal
directions. If the chemical potential satisfies the 2d condition for a lower dimension in equation
(9.17), we can formulate an effective two-dimensional equation of motion. Assuming that the
degrees of freedom in the longitudinal direction are frozen, that is w, >> wq the condensate wave
function factorizes

U(r,t) =v(p, o, t)x(2,1), (9.19)

in the wave function ¢(p, ¢, t) depending on the radial and the azimuthal coordinates as well as
in the ground state

X(Z,t) _ 7r—1/4lz—1/2e—iwzt/26—z2/(212)7 l, = /Miwz’ /‘X(Z,t)’Z dz =1, (9.20)
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9.3 Bose-Einstein condensate in a quasi-two-dimensional harmonic ring potential

of the one-dimensional harmonic oscillator potential. If not stated otherwise, we will use w, =
2m - 500 Hz in the ongoing chapter. After integrating equation (4.36) along the z-direction
and introducing the harmonic oscillator length lo = \/h/(Mwy) and the time T = 27 /wy as
the natural units (cf. appendix G), one finds an effective dimensionless two-dimensional Gross-
Pitaevskii equation

10 (p, 0, t) = (b + KlY*) 9. (9.21)
The coupling constant is K = /8ma, /1, and h denotes the Hamilton operator
1 9, 02
h=—218%4+=+2 _(p—py)°? 22
) o + 0 + p2 (10 PO) ’ (9 )

consisting of the two-dimensional Laplace operator in polar coordinates and the harmonic ring
potential. As the potential does not dependent on the azimuthal angle, one finds stationary states
of equation (9.21) for different angular momentum manifolds, |m| > 0, with the ansatz

P(ps,t) = hm(p)e e,

(A 4 kil = 1] Yim(p) = 0, (9.23)
with the Hamilton operator
1 0 m?2
(m) — _ 192 Yp v _ 2

for the angular momentum manifold |m/.

9.3.2 LINEAR RESPONSE ANALYSIS

After having introduced the equation of motion, we analyze the excitation spectrum of the Bose-
Einstein condensate in the two-dimensional ring configuration in linear response. We formulate the
corresponding radial Bogoliubov-de Gennes equations which are solved numerically. In addition,
we find an analytic approximation for the collective excitations in the hydrodynamic Thomas-Fermi
regime.

BoGOLIUBOV-DE GENNES EQUATION  From the effective Gross-Pitaevskii equation (9.21), one
can study the linear response to small external perturbations as described in section 4.5. We focus
on perturbations ¢ (p, ¢, t) around the non-rotational ground state m = 0, 1. As in equation
(4.87) we use the following ansatz for the wave function in (9.21)

b(pyo,t) = e M o(p) + 1 (p. o, 1)), (9.25)
with 10 and p being determined by the stationary equation (9.23) and
D1, o, t) = w(p)e ) 4 (p)l 1), (9.26)

uy, vy are denoting the excitation modes for positive energies € > 0 in the angular momentum
manifold |!| > 0. In linear response, one finds the radial Bogoliubov-de Gennes eigenvalue
problem for the rotational invariant system

2O 2 U w
= 9.27
(‘ 5220 )\ ) "\ ) ©27)

107



9 Topological deformation of Bose-Einstein condensates in optical dipole traps

with
SO = O 4 262 — p. (9.28)

The excitation spectrum for a rotating Bose-Einstein condensate in a ring trap has been also
investigated in [167] and [168].

HYDRODYNAMIC SOUND WAVES IN THE THOMAS-FERMI LIMIT ~ To get more insight into
the excitation spectrum obtained by the Bogoliubov equation (9.27), we study the sound waves
in the condensate using the hydrodynamic equations (4.76). Therein, we use the dimensionless
Thomas-Fermi density in the harmonic ring potential

ni(p) = [u - poﬂ /. (929)

with the radial Thomas-Fermi radius pr;/lo = 1/2tr¢ and the chemical potential in units of fuvg

3Nag 2/3
Mty = C1/3 (‘MWPO) , (= WZ/WOa (9.30)

as well as the gradient V = d,e,, + p~10,€, in polar coordinates.
In order to find the spectrum for the two-dimensional ring condensate, we look for solutions of
equation (4.80) which reads explicitly

2

Wi (p, @) = —uV [1 — <p p0> ]Vﬁl. (9.31)
Prr

We simplify equation (9.31) by introducing, 71 (p, ) = D(u)e'?, new radial functions D (u)

with argument u = (p — po)/pre, —1 < u < 1 and angular momentum eigenfunctions e''#. We

find the following difterential equation

(1—u2)D" — 2uD 4+ 2= @ op o hp (9.32)

— U — 22U - - ) .
u+¢ (u+&)?

with the ratio of the ring radius and the Thomas-Fermisize { = po/prs, cigenvalue A = —2w? / w%

and D’ = dD/ du. For large ring radii and small Thomas-Fermi sizes { >> 1, and relatively low
angular momenta such that [/ < 1, we linearize equation (9.32) as

(Lo + & 'Ly 4+ € 2Ly) Dy (u) = Ay Di (), (9.33)
L —(1—u2)d—2—2ui L —(1—u2)i Ly = —ulLy — (1 —u?), (9.34)
0 — dU2 du7 1 — du’ 2 — 1 B .
and study the eigenvalues
An = A0 4 eI\ 4 =202 4 o(73), (9.35)

in perturbation theory for the parameter {~ L
For { — oo, that s either the infinitely large or infinitely thin ring limit, the equations (9.32)

and (9.33), reduce to the Legendre’s differential equation, LOD,(LO) = )\%O)Dy(?) [103]. Regular
solutions are the normalized Legendre polynomials,

1
D) =" 2P, [ DO@DP ) du=bu (936
-1
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9.3 Bose-Einstein condensate in a quasi-two-dimensional harmonic ring potential

with eigenvalues

n + 1):|1/2

A = —nn+1), wOm)=uw [n( 5 (9.37)

Hence, the excitation frequencies in zeroth order are independent of the angular momentum
quantum number /, and the energy spectrum is dominated by collective excitations in the radial
direction. Indeed, one finds the same discrete dispersion relation for the Bose-condensed gas

trapped in the one-dimensional harmonic oscillator [107]. For higher-order corrections in a thicker
ring with a finite ring size, we find

AL = (DO DOY = 0, (9.38)
(0) O |2
2) _ | (Dn”"|L1| D) | 0 0
m#n n m
1 12 1
_ sn(nt1) (9.39)

22n+3)(2n—1) 2 (2n+3)(2n—1)]
For the evaluation of the matrix elements, we used the derivative of the Legendre polynomials
(1 = u) Pl (w) = n[Pa_s () — uPo(w)], (9.40)

and the integral of the triple product

2

1 i o I3
[ Puw) PP () du =2 , (9.41)
-1 0O 0 O

where the expression in the bracket is the 3j-symbol [103]. Hence, the excitation spectrum in terms
of the ring trap frequency is

<c:;§>2 :n(n; - [1 * 3@n +3§)_(22n - 1)]

g_jﬂ { C (2n+ 3)1(2n — 1)] '

(9.42)
+

From equation (9.42), one sees that the frequency spectrum has two well-separated energy scales
for the radial and angular motion. The levels for different 7 are separated by O(wy) defining a
band structure for different angular momentum [ separated by O (€ ~1wp). We note that similar
results have been obtained for the collective excitations of thin three-dimensional, shell-shaped
Bose-Einstein condensates [169] as they share the same topology with the two-dimensional ring
condensate, having an inner and outer boundary. Therefore it is evident that the energetic spectrum
of the collective excitations is dominated by the topology of the condensate.

In figure 9.6 we compare the analytic results (9.42) for the hydrodynamic collective excitation
with the Bogoliubov spectrum for the quasi-two-dimensional Bose-Einstein in a ring potential
(9.27). For the lowest energy states €,,; < 2hwo, we find particularly very good agreement between
these two solutions, as the modes behave more like sound-wave excitations. While the energy
difference increases for higher radial excitations, equation (9.42) describes the qualitative behavior
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9 Topological deformation of Bose-Einstein condensates in optical dipole traps

quite well, as the frequencies show little dependence on the angular momentum [. For pure angular
collective modes n = 0, one finds

wor = wol 1|/V/3, (9.43)

a linear dispersion relation. In contrast to the filled two-dimensional harmonic oscillator (cf.
equation (9.48)), the ring-shaped condensate exhibits non-zero angular frequencies that are lower
than the radial trap frequency.

enyt /| hwo
[\
1

Figure 9.6: Excitation spectrum €,,; = Ay, of the quasi-two-dimensional BEC in a ring potential for the
non-rotational ground state m = 0. Solid lines are the numerical solutions of the Bogoliubov-de
Gennes equations (9.27) for different [ > 0 manifolds. Dashed horizontal lines are referring to
the hydrodynamic approximation (9.42) with £ = 6.44 for pg = 20 pm and prr = 3.1 pm.
Parameters: N = 17000 87 Rb atoms, v, = 100 Hz, v, = 500 Hz, pry/h = 414 Hz.

9.4 COLLECTIVE EXCITATIONS DURING TOPOLOGY CHANGE

In section 9.2.1 we have discussed the topology change from the harmonic to the ring potential for
the specific model of conical refraction. In doing so we noticed an abrupt change in the chemical
potential as one signature for the transition to different geometry. In the following, we look
into the change of the excitation spectrum for the trapped condensate for a model potential that
allows a smooth loading of the ring trap potential. As we have seen in the previous section, the
frequency spectrum of the collective excitations is strongly influenced by the actual topology of
the condensate. As in the transition from filled to hollow sphere [169, 170], we expect a dip in the
spectrum around the transition point towards the ring topology.

9.4.1 DEFINITION OF TRANSITION POTENTIAL

In order to describe a smooth transition from harmonic oscillator confinement to a ring geometry,
we consider the following model potential

M
Un(p) = 5 w’p” +ve#/E, (9.44)
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9.4 Collective excitations during topology change

consisting of an outer harmonic confinement with frequency w as well as a central Gaussian barrier
characterized by the central height v and width o. For Uy(p), one finds the following harmonic
2 g>1
w p ) — )

2
_ 1
Uiale) = { wilp—po)? B<1,

where we have introduced the dimensionless parameter 3 = 52/ with & = o//h/(Mw),
0 = v/(hw). For the corresponding trapping frequencies one finds

approximation

(9.45)

NSEIS

g2 g1
R (9.46)
w(=2mp)? p<1,
whereas the ring radius in equation (9.45) is given by
po = (—20%1n ﬂ)l/Q. (9.47)

Figure 9.7 depicts the potential (9.44) for different values of 3 including the initial harmonic
oscillator for > 1, (0 — 0), the transition regime at 5 = 1 (0 = 12.25) as well the ring
geometry 3 = 6.125 x 1072 (0 = 200).

2.0 1 T
\ I
1.5 \ |
\ 1
= |
2 1.0 4 \ 1
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\ / == 7 =12.25
/ & = 200
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Figure 9.7: Radial symmetric model potential (9.44) for different values of ¥ = 0, 12.25 and 200. Trap
parameters in equation (9.44): ¢ = 5.8 um and w/(27) = 42 Hz. Harmonic approximation
(9.45) (grey - - -) with pg = 13.8 um, w, /(27) = 99.3 Hz.

9.4.2 DISCUSSION OF EXCITATION SPECTRUM

In order to investigate the spectrum from harmonic to ring trap we solve the radial Bogoliubov-
de Gennes equation (9.27) for varying the potential height for 17 000 8TRb atoms. The outer
harmonic confinement has a trapping frequency of w = 27 - 42 Hz and the Gaussian barrier has
awidth of 0 = 5.8 pm as in figure 9.7. The radial excitation energies for the three lowest energy
levels are shown in figure 9.8. For 3 > 1, the trap may be considered as a fully two-dimensional
harmonic oscillator. In that case (v = 0, § — 00), one finds the exact hydrodynamic dispersion
relation

wn, 1) =w, 2n(n+1+1) +1]"2, (9.48)
within the Thomas-Fermi approximation [107]. The radial excitations of equation (9.48) are
marked as pentagons in figure 9.8 showing good agreement with the numerical solutions of
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Figure 9.8: First radial excitation frequencies (n = 1,n = 2,n = 3) for [ = 0 versus inverse transition
parameter 5. Pentagon markers at § — 00 refer to hydrodynamic approximations for the
two-dimensional harmonic oscillator (9.48). Square markers at 3 = 6.125 x 1072 referring to
two-dimensional ring solution in equation (9.42) with £ = 4.9.

equation (9.27). In the other limit, at 8 = 6.125 x 1072, the squares are marking first radial
excitations which are determined by equation (9.42).

As we have seen in the previous section, the frequency spectrum of the collective excitations
is strongly influenced by the actual topology of the condensate. The frequency curves can be
distinguished throughout the transition and do not cross each other. The topological change
appears as a clear visible dip in the spectrum at 37! = 2.5. That is where the radial density
n(0) ~ 0 vanishes at the origin and forms an inner and outer boundary. Thus, the condensate’s
density has changed its topology from single to multiple connected. The same signature is observed
in the hollowing transition from a three-dimensional filled sphere to a shell-shaped condensate
[169,170], stating that the spectrum is a feature of the topology change and does not depend on
the details of the potential or the spatial dimension.

9.5 DAMPING WITH FEEDBACK

So far we have only discussed static properties of the toroidal Bose-Einstein condensate. In addition,
we did not consider any mechanism of symmetry breaking in the external potential, which happens
inevitably in a realistic experimental setting. As an outlook, we will briefly discuss the radial
excitations of the condensate that occur during the loading of the ring trap and present a control
mechanism to damp the motion close to the ground state of the system.

The dynamical transfer from the simply connected harmonic oscillator to the multiple connected
toroidal trap configuration leads inevitably to excitations in the Bose-Einstein condensate. For the
radial symmetric trap, we expect a radial center of mass oscillations around the new equilibrium
positions. Further, a change in frequency in the different trap geometries will lead to quadrupole
excitations changing the radial width of the condensate. The dynamics of the system is described
by the time-dependent effective two-dimensional Gross-Pitaevskii equation (9.21) with the time-
dependent Hamilton operator

RO () = —% (83 + app) + Up(p, t). (9.49)
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9.5 Damping with feedback

In the transition potential Uy (9.44) we consider for the sake of convenience just the height of the
Gaussian barrier v = v(t) to be time-dependent. For the barrier, we choose a smooth pulse shape
in form of a Blackman time window

w(t) = ﬁ [21(7r + 1) + 25sin(t) + 25111(25)], t(t) = ti: t—. (9.50)

For the time evolution, we have chosen the same initial trap parameters as in the previous section,
with angular frequency w = 27 - 42 Hz and width of the Gaussian barrier o = 5.8 um. The
height of the Gaussian barrier is varied within 45 ms from v = 0 to v = 200 hw as shown in
figure 9.9. We end in the final ring geometry displayed in figure 9.7 with ring radius pg = 13.8 pm

200
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Figure 9.9: Central barrier v(¢) versus time ¢. Blackman pulse shape (9.50) with ¢, = 45 ms.

and trap frequency v| = 99.2 Hz. Figure 9.10 shows the initial density ng att = 0, the stationary
equilibrium density distribution of the final trap n s and the density n(p, t) att = 80.81 ms. We
monitor the fidelity

F(t) = (1), p(te))|* = !27T/w*(p,t)wo(pvte)pdp!{ (9.51)

with respect to the stationary state 1) (¢ ) in the final trap configuration as well as the first and
second moments (p"(t)) = 27 [ p" T ap(p,t)|? dp during the 45 ms transition and 55 ms
holding time in the final ring trap.

Figure 9.11 depicts the mean radial position (p(t)), the radial width o, (t) = 1/ (p2) — (p)* as
well as the fidelity F(t) (9.51). n(p, t) oscillates around the equilibrium position pg exhibiting
additional periodic density perturbations which change the shape of density, (cf. figure 9.10),
caused by the change of the frequency and the shape of the final potential which deviates from
the harmonic approximation. To the oscillatory motions, we fit sinusoidal functions to obtain
the excitation frequencies. For the radial oscillations, we find v/, = 96.5 Hz and for the widths
v, = 173.3 Hz. In addition to the sinusoidal fit, we investigate the spectra p(w), & (w) shown in
figure 9.12. The characteristic frequencies are visible as clear peaks in the spectrum. Moreover, we
added the first Bogoliubov excitations wpg (cf. figure 9.8) which characterize the radial excitations
as a “dipole” n = 1 and a “quadrupole” n = 2 mode.

In order to minimize radial excitations, one could implement methods of optimal control for a
quasi-adiabatic transfer to the ground state of the system. In [171], they investigated the loading
from a slightly elongated harmonic to a toroidal potential, using one frequency component of the
harmonic trap and the Gaussian barrier as control parameters with fixed boundaries. Alternatively,
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Figure 9.10: Radial density n(p, t) att = 80.81 ms after 45 ms transition from harmonic to ring potential
(blue —). ng initial density in the harmonic oscillator potential (red - - -). n is the ground
state density in the final ring trap (grey ----- ).
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Figure 9.11: (a) mean radial position (p(t)), v, = 96.5 Hz, (b) mean radial width o, (t), v, = 173.3 Hz,
(c) fidelity F () versus time. Fit of sinusoidal function f(t) = asin(w't + ¢) + ¢ (red - - -).
Sequence: transition ¢ = 45 ms, hold ¢ = 55 ms.

one could use shortcuts to adiabaticity which provide fast routes to the desired final state compared
to the slow adiabatic changes of the control parameters [86]. In [172], they have implemented a
scaling solution that solves approximately the hydrodynamic equations (4.66) and (4.67) for a
Bose-Einstein condensate inside a toroidal potential. Within this approach, they have modeled
the evolution of the condensate in an expanding harmonic ring potential [173]. Minimizing radial
mode oscillations could be accomplished by solving the obtained differential equations for the
scaling parameters with fixed boundary conditions.

We propose a method based on a feedback control as introduced in [174]. Therein external
perturbations in the trap potential and changes in the interaction strengths were used to control
the motion of a Bose-Einstein condensate in a one-dimensional harmonic oscillator potential. For
an appropriate choice of controls, the feedback alters the initial state 1o with energy E to a state
1 with energy 1, such that By < E when the feedback control is switched off.

We consider the following scheme to damp the motion in the final ring configuration: We solve
the time-dependent Gross-Pitaevskii equation within the potential

Ulp,t) = Uilp:ty) + D ai(t)Vilp). (9.52)

7
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Figure 9.12: Frequency spectrum of the radial excitations in the final ring trap. (a) p(w), (b) &, (w). Dashed
lines corresponds the first radial excitations wy,q in the Bogoliubov spectrum in figure 9.8.

Here U;(p, tf) denotes the final, desired trapping potential as discussed before (cf. figure 9.7).
Further, we have now included the set of control potentials {V; } with time-dependent coefficients
{ai}. They serve as control parameters which are based on the oscillatory change in the first and
second moments of the condensate. For damping the radial excitations, we choose the following
external control potentials

d

Vi=p, ai(t)= cla (p), (9.53)
d

Va=p' ax(t) = 2 (%), (9.54)

whereas the values of {¢; } can be used to optimize the damping rate.

IfU(p, t ¢ ) is well approximated by its quadratic approximation in equation (9.45), the Ehrenfest
theorem for the non-interacting gas x = 0 provides the equation of motion for the mean radial
position

d2
——5 (p) = — (p) [1 + 2a2(t)] — a1(t) + po
d

== (P& (t) —erg; (o) +po, @ =[1+2a5(t)]

(9.55)

which is a damped harmonic oscillator equation with time-dependent angular frequency. Critical
damping of the oscillatory motion is achieved by choosing the coefficient as ¢; = 24/1 + 2as(t).
The results of the feedback damping for damping coefficients ca = 0 and co = 0.2 are summarized
in figure 9.13 and 9.15 respectively. In both cases, we have turned on the feedback for 70 ms, after a
holding time for 10 ms in the final trap. In the first case (c2 = 0), we have disregarded the coupling
to the radial width of the condensate. While we see critical damping of the radial oscillations in
(p(t)), the change in 0,(t) is not affected. However, the mean fidelity increases from F ~ 0.3 to
F > 0.8 when we control the first moment (p(t)) of the condensate. The damping of the dipole
mode becomes also visible in the spectra depicted in figure 9.14, where the amplitude of the first
excited mode decreases by a factor of ~ 10, while the spectrum of 7, is almost unaffected after
the feedback.

When we set co = 0.2, we achieve exponential damping in the radial width and a fidelity close
to F ~ 0.98. As the center of mass motion is not decoupled from the relative motion in the
anharmonic ring configuration, we recognize that the damping of o ,(t) affects the motion of the
radial mean position (p(t)). The latter becomes clear when regarding the spectra in figure 9.16
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Figure 9.13: (a) mean radial position (p(t)), v, = 90.6 Hz, (b) mean radial width 0, (%), v, = 171.5 Hz,
(c) fidelity F (¢) versus time. Control potentials turned on after 10 ms holding in final trap
configuration. Control parameters: ¢; = 24/1 + 2a9, c2 = 0. Fit of sinusoidal function

f(t) = asin(w't + ¢) + ¢ (red - - -). Sequence: transition ¢ = 45ms, hold ¢ = 10 ms,
feedback ¢t = 70 ms.
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Figure 9.14: Frequency spectrum of the radial excitations in the final ring trap including the feedback

damping. (a) p(w), (b) &, (w). Dashed lines correspond to the first radial excitations wyg in
the Bogoliubov spectrum in figure 9.8.

(a) for p. The amplitude of the dipole mode is larger than in figure 9.14 when we considered pure
radial damping. In addition, the spectrum now contains a second frequency that corresponds to
the quadrupole excitation which is damped in the oscillatory motion of ¢, (t). In general, the
non-linearity in the Gross-Pitaevskii equation couples higher energetic modes to the controlled
modes which leads to an inefficient damping process. Performance of the feedback damping might

be increased using a non-linear control by tuning the interaction strength of the condensate via
Feshbach resonances [144, 174].
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Figure 9.15: (a) mean radial position (p(t)), (b) mean radial width o,(t), (c) fidelity F(t) versus time. Con-
trol potentials turned on after 10 ms holding in final trap configuration. Control parameters:
c1 = 2y/1+ 2ag, ca = 0.2. Sequence: transition t = 45ms, hold ¢ = 10ms, feedback
t = 70 ms.
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Figure 9.16: Frequency spectrum of the radial excitations in the final ring trap including the feedback
damping. (a) p(w), (b) &, (w). Dashed lines correspond to the first radial excitations wy in
the Bogoliubov spectrum in figure 9.8.
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1 O CONCLUSION AND OUTLOOK

This thesis investigates aberrations in (3+1)d matter-wave optics adapting Zernike’s approach from
light optics using orthogonal basis functions to describe wavefront distortions in expanded and
collimated Bose-Einstein condensates.

Microgravity platforms require a miniaturizing of the experimental setup utilizing magnetic
chip traps for realizing versatile trapping potential. The chip model consists of a set of finite wires
matching the geometry of its real-world copy. Based on magnetic field simulations, using the
Biot-Savart law, we deduce the Zeeman potential and trapping parameters for a Bose-Einstein
condensate of rubidium atoms.

For a theoretical description, we use the three-dimensional Gross-Pitaevskii equation without
any symmetries. Numerical ground state solutions are obtained efficiently using a Newton op-
timization scheme that includes the second-order expansion of the Gross-Pitaevskii functional.
Concerning the initial distribution, we have derived the Rayleigh widths in momentum space for
an initial Thomas-Fermi distribution in an anisotropic d-dimensional harmonic oscillator [51].
Neglecting the quantum pressure, one finds an analytic solution of the Euler equation in the
Thomas-Fermi approximation in terms of scaling equations. These scales define a canonical phase
space transformation transforming the initial time-dependent quadratic Hamiltonian to a new
time-independent Hamilton function with trivial dynamics. The latter can be used to solve the
Liouville equation which governs the time evolution for a classical phase distribution.

For representing matter waves in phase space, one utilizes the Wigner function. In a semi-
classical approximation, the Wigner function follows a phase flow on classical trajectories. As the
Gaussian trial states disregard the mean-field interactions, we approximate the Thomas-Fermi
coherence function to find an appropriate representation of the Thomas-Fermi Wigner function
in a one-dimensional harmonic oscillator potential. As discussed in [S1], a representation for the
six-dimensional s-wave Wigner function is still an open question. Due to the rotational symmetry,
it would be natural to expand the phase space distribution in terms of angular momentum states
and radial functions depending on the magnitude of position and momentum coordinates.

To make (3+1)d Gross-Pitaevskii simulation with long expansion times feasible, one requires a co-
expanding reference frame. Within the latter, we define the Gross-Pitaevskii scaling approximation
as a reference state for aberration analysis that includes the non-quadratic time evolution, either
generated by the kinetic energy perturbation or by anharmonic external potentials. For small
perturbations, these aberrations are characterized by the Bogoliubov basis of the initially trapped
condensate. We interpret the basis expansion coefficient as aberration coefficients for (3+1)d
matter-wave optics with interacting Bose-Einstein coefficients.

While the Bogoliubov modes are the optimal basis function to describe the perturbations for
an expanded Bose-Einstein condensate, we prefer to characterize density and phase aberrations
in terms of known three-dimensional basis functions. For the Thomas-Fermi density in a three-
dimensional spherical harmonic oscillator potential, density and phase fluctuations are given in
terms of the Jacobi polynomials.

As external potentials are a main source of aberrations, we use these Stringari polynomials
to characterize the shape of popular trapping potentials. In particular, we analyze the Zeeman
potential of the magnetic chip trap that is obtained in the Z-wire configuration. For an optical
dipole potential with Laguerre-Gaussian beam, the expansion of the cumulant is advantageous.
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10 Conclusion and outlook

By comparing the results with the harmonic approximation, we find that our multipole expansion
is very sensitive noting differences on machine precision level.

The polynomial approach opens up possibilities for efficient interpolation schemes for repre-
senting Bose-Einstein condensates. In the strongly interacting regime, the Thomas-Fermi approxi-
mation is directly proportional to the potential. Hence, our former results are directly applicable
to represent the three-dimensional condensate. Considering the exact numerical Gross-Pitaevskii
density, we regard difterent interaction strengths. Depending on the particle number, the expan-
sion of the cumulant or the plain density is more suitable. The expansion for the Gross-Pitaevskii
field in terms of Stringari polynomials is limited by the high-energetic density tails beyond the
Thomas-Fermi radius.

With our multipole expansion, we characterize aberrations in a single-lens delta-kick collimation
sequence with long expansion times. We look for deviations in the phase evolution of expanding
Bose-Einstein condensates that are needed to describe matter wave interference. As the condensate
probes different regions of the magnetic Zeeman potential, we find deviations of the quadratic
phase during the ballistic time evolution as well as after the magnetic lens. Resolved in angular
momentum states and radial polynomials, we present these wavefront aberrations in a “Seidel-
diagram”. Further, the influence on the beam splitter performance as well as on the contrast of the
inference pattern is required. Phase shifts in the interferometer due to mean-field interactions have
been investigated in [145, 146], but just include the quadratic temporal evolution in the Thomas-
Fermi regime [146]. For the latter, we found additional deviations for long expansion times that
could be potentially investigated on microgravity platforms.

The topology change to toroidal condensates has a substantial impact on the excitation spectrum
which has - to our knowledge - not been experimentally investigated yet. In this work, we have only
investigated rings with spherical symmetry. For a more realistic description of current experiments,
we need to take frequency shifts in symmetry-broken rings into account. Optical DMD potentials
could be used to investigate different geometries systematically. DMD patterns are usually based
on physical models and assumptions of the systems. As both pieces of information are limited,
an optimization of the optical dipole potential with respect to the desired potential also requires
experimental feedback measurements. Feedback optimization based on Iterative Learning Control
information has been investigated in [175,176], to shape one-dimensional potentials. Further, we
have not discussed the feasibility of the feedback damping mechanism in current experiments.
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A WAVE PACKET DYNAMICS

A.1 SCHRODINGER PROPAGATION

One can solve the free-particle Schrodinger equation directly in the momentum representation

d(k,t) = 2P (k,0), alt) = %t, (A1)
elkr
(v, t) :/W<1>(k,t) dk. (A.2)

The time evolution in the position representation is recovered using the Fourier integral (A.2). In
order to study the long-time solution, we rewrite equation (A.2) as a convolution integral

‘b(’l‘,tl) = /Go(r,tl;r’,t0)<1>(r’,t0) dBT/, (A.3)
where 4
a , _ T k)2 3 (123/252)(2a)
o(r,t;r,0) = (2#)3/26 d’k = (5) € , (A.4)

is the Green’s function for the free propagation of the Schrédinger equation evaluated at equal
points in space.

GAUSSIAN WAVE PACKET We consider a Gaussian wave packet in position

B(r,0) = eko(r—T0)g=5(r=ro)(2Zr )(r—ro), (AS)
d(k,0) =/ \22\3’“%*% (k—ko)(22r)(k—ko) (A.6)

as well as in Fourier space at the initial position 7p and with the initial momentum ko = pg/h.
The orientation and width of the Gaussian in position space are determined by the symmetric
covariance matrix X, = ((r — 7¢) ® (7 — 7()). One finds the free wave packet spreading

. . 1
d(r,t) = 4 /I)l_fzt‘)‘elko(’r’—To)e—lakg/?efﬁ[7‘77‘(15)}[ZZr(t)][TfT(t)]7 (A7)

by inserting equation (A.6) into the free particle propagation (A.2) of the Schrodinger equation.

The wave packet moves along the center of mass position 7 (t) = r( + vot with the group velocity
vo = hko/M. The time-dependent covariance matrix in equation (A.7) reads

Y. (t) = I, +ia/2. (A.8)

LONG-TIME EXPANSION  To study the free-particle Schrodinger evolution for long expansion
times, one can examine the convolution integral in equation (A.3). In the limit ¢ — oo, only
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A Wave packet dynamics

values at wavenumbers k = 7 /o are contributing to the integral. Thus the wave function for in

the far-field limit is given by
i\3/2 1 e}
®(r,t) ~ (L) [2¢ir?/(20) d(r/a), (A.9)

the Fourier transform of the initial state which corresponds to the Fraunhofer diffraction limit in
optics.

A.2 GROSS-PITAEVSKII PROPAGATION

The ballistic expansion for a Bose-Einstein condensate which was initially trapped in a harmonic
oscillator potential has been discussed in chapter 8. The ballistic expansion is already incorporated
in the scaling approximation, where the adaptive scales follow equation (4.72).

The momentum distribution of the expanding Bose-Einstein condensate in the scaling approxi-
mation (6.11) is given by

—ikTr —ikTE
~ e e ;
U(k,t) = / W‘I’ (1) dPr = |A2 / (%)3/265(5,@/71%(5) d*¢

1 .
= [N2¢o(k,t), Kk=ATk.

(A.10)

In order to determine the momentum distribution for long expansion times, we are using again
the convolution theorem. Disregarding the center mass motion, 1(t) = 7(t) = 0, in the phase
S(r,t), the equation above becomes

iﬁlTK/

Bk, 0) = (§)* A 250 [ e T Py @, a
S(Iﬂ‘,,t) :C—i[ﬁmTA_1/1/(2M)—&—,u,7—/h]7 €l _ /‘\71%, (A.12)

where we have introduced the new coordinate £’. AsA~! = A=A~ T we expect the quadratic
phase to decrease linearly in time for t — oco. Hence in the far-field zone, one obtains the following
relation for the Gross-Pitaevskii wave function in momentum space

Wk, t) = () A2y (&), (A13)

Thus, in contrast to the Schrédinger propagation the momentum distribution for the condensate,
depends on the initial distribution in position space.

THoMAS-FERMI LIMIT ~ Within the scaling approximation, we can use the Thomas-Fermi field
Yo (&) = (&) as the initial wave function in equation (A.13). The orientation of the ellipsoid
in k-space is then determined

Tu(t) = A [9(0)2} AT, (A.14)

by the dimensionless matrix 3_;, which depends on the initial trapping matrix and the time-
dependent scaling velocities A. For the Thomas-Fermi density distribution |\I/TF (k)|? = 7 (k)
in momentum space, one finds

h? _
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A.2 Gross-Pitaevskii propagation

for large expansion times.

As the diffraction efficiency for an atomic beam splitter depends on the shape of the wave
function in momentum space, the equations (A.13) and (A.15) provide an alternative description
to the Gaussian state approximation [177]. For experimental observables along a particular spatial
direction, we can use the integrated Thomas-Fermi distribution given in [79] to obtain the one-
dimensional integrated momentum distribution

ﬁ%g(km t) = //ﬁTF(ky t) dk, dky
wh

h2k2 2 (A16)

T M2 T OR20)] T 2ME (D)

where 3, 33 is the matrix entry corresponding to the k. direction at the third row and the third
column position of the matrix 3.
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B OBSERVABLES IN SCALED REFERENCE
FRAME

As the complex wave function is not a physical quantity that can be measured experimentally, we
discuss the evaluation of different expectation values of some important operators. Of special
significance are the first and second moments of the position and momentum. The central second
moment is given by the covariance matrices

¥ = ((r —10) @ (r — 7o), (B1)

and
Yp = ((p—p0) ® (P —p0))- (B.2)

To make use of the numerical advantage of the adaptive scales A(t), we require the canonical
scaling transformation (3.32) that describes the relation between initial § = r(0), w = p(0), and
rescaled coordinates in the original frame of reference.

Expectation value can be evaluated either using the evolved wave function ¢(&, t) using the
time-dependent Gross-Pitaevskii equation (6.3) or using the scaling approximation (6.11) with
the stationary solution 1y (&). In the following, we assume that the condensate wave function is
normalized as [ |¥|?>d3r = [ |¢|? d3¢ = 1 and expectation values in coordinate space read

€ = / El(E, )| ¢, (x) = —ih / (€, Vew(E, 1) €. (B3)

B.1 PosiTioN
The expectation value for the position operator reads
(r) =N(§) +n. (B.4)
The product s
(r) @ (r) = (€A ONE + (N @n+nOAE +n©. (B:5)
For the second moment, one finds

(rer) =(N+n) 2 (N +n))
= (ENT @A)
+ (ENT @ n) (B.6)
+ (n ® AE)
+nXn.

Therefore, we find the covariance matrix

Y,=(rer)—(r)Q ()= ENT @A) — (E)AT QA (E). (B.7)
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B Observables in scaled reference frame

B.2 MOMENTUM

The expectation value for the momentum operator reads
(p) = AT (7) + MA (&) + M. (B.8)

The product is

(p) ® (p) = (m) A" @ AT ()
+(m) A"t @ MA (€) + he.
+{(m) AN @ M7+ he.
+ M2(E)AT @1+ he
+ M2 (&) AT @ A(€)
+ MR @mn.
For the second moments we obtain

(pop)=(rA"" N )
+ M? (¢NT ® Ag)
+M*nen
+ M (mA 1 @ A¢) + he.
+ M (m)AN ' @9+ he
+ M?(€&)AT @9 +he.

(B.10)

For the covariance matrix, we find

Tp = (pep) = () @ (p) = (rA T @ ATm) — (m) AT A ()
+ M2 (EAT @ AE) — M? () AT @ A (€)
+ M (mA @ A¢) + hee.
—(m)A"L® MA (€) — he..

(B.11)

B.3 CORRELATIONS

Using the results from the previous sections, we find the position and momentum correlation
matrix

Yrp=(re@p) —(r)®(p) —ih/2
=N N TH) — (EOANT AT () (B.12)
+ M (ENT @ AE) — M (&) AT @ A (€) — ih/2.
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C TIME OF FLIGHT SERIES

We depict various atomic density distributions during the flight of flight after the anharmonic

magnetic lens, from ¢t = 82.7ms to ¢ = 2082.7 ms

= =
I I
R 0.05 - R 0.05
) =N
I =)
> I
= 0.00 += = o 0.00 ===
g ~1000 0 1000 g ~250 0 250
X/ pm y/pm
I’I(X:O, Y, Z) I’I(X, y:Oa Z)
. 250 0.050 250 0.050
§ 0 0.025 § 0] 0.025
250 250 -
0.000 . — L 0.000
—250 0 250 ~1000 0 1000
y/pm X/ pm
Figure C.1: ¢ = 82.7ms
= =
I I
N N
= 0.025 < 0.025
I =)
> I
= 0.000 4= | | o 0.000 = | ,
= ~1000 0 1000 = ~250 0 250
X/ pm y/pm
I’I(X:O, Y, Z) I’I(X, y:Oa Z)
. 250 0.03 250 0.03
3 0 0.02 = 0 0.02
~ ~
N 950 0.01 N _o5y | 0.01
0.00 . . 0.00
~250 0 250 ~1000 0 1000
y/pm X/ pm

Figure C.2:t = 182.7 ms

S
I 0.05 -
P
=
|
L 0.00 ==L A
= —250 0 250
z/pm
n(x, y, z=0)
g 250 0.050
3 0
= 0.025
—250 A
T T 0.000
—10000 1000
X/ pm
D)
=
|
<, 0.025 -
=
|
1 0.000 ==
= —250 0 250
z/pm
n(x, y, z=0)
g 250 A 0.03
= 0 4 0.02
~
> 950 4 0.01
T T 0.00
—1000 0 1000
X/ pm

127



C Time of flight series
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C Time of flight series
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D PROPERTIES OF SPHERICAL HARMONICS

D.1 GENERAL RELATIONS

The spherical harmonics Yy, (19, ) [103, 135] with non-negative integers { (! > 0) and integer m
(Jm| < 1) form a complete set

o) l

DO Vi@, 0)Yim (9, @) = 60 — 9)d(0 — ). (D.1)

=0 m=-I

They are orthonormal

/ / Y (89, 0)Yim (9, ) d%Q = 6 pme - (D.2)
The connection between the spherical harmonics and its complex conjugate is

Y (0, 0) = (=1)"Yi_m (9, ). (D.3)

D.2 MULTIPOLE EXPANSION

Any square-integrable function f(1, ¢) can be expanded into a series of angular momentum

eigenfunctions,
; Z (0, plml) (Im|f) (D.4)
= ; Zlﬁmmw, ®), (D)
with
Yim(0,9) = (0, ¢lml),  f(9,0) = (0, 01f),  fum = (Im|f). (D.6)

The series is also known as multipole expansion. The complex coefficients fj,,, are found by

fom = {lm|f) = (]9, 0) (0, 0| f) = / / [0, d%, (D7)

projection from the continuous angle variables to the discrete variables [, m [135].
For a real-valued function f(¢, p) = f*(¢, ¢), one find the following relation between the
complex expansion coefficients

Jim = (=1)" [ (D.8)

Hence, it is sufficient to compute coefficients with m > 0.
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D Properties of spherical harmonics

D.3 PRODUCTS OF SPHERICAL HARMONICS

A product of two spherical harmonics may be expanded in a Clebsch-Gordon series [135],

2l1 + 1 (2[2 +1)
Y21m1(19 ‘P)Yizmz 19 90 Z Z X
L—=0 M——1 Am(2L +1) (D.9)

C(l112L;000)C(l1loL; mima M )Y (0, @).

D.4 VISUAL REPRESENTATION

Yoo

Yoo Yo Y20 Yo Y2

w 2 @& 2 =

Figure D.1: Visual representation of the spherical harmonics Y,,, (¢, ¢) for the first three angular momen-
tum manifolds [ = 0, 1, 2. Purple color indicates regions with a positive sign. Turquoise color
indicates regions with a negative sign. Distance from the origin represents the absolute value.
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E JACOBI POLYNOMIALS

The Jacobi polynomials are defined by a Gaussian hypergeometric function o F (a, o, ) [103] for
integer valuesa = —n,

+1 1—
Jfla’ﬁ)(x)zi(a " )"2F1<—n,n+a+/3+1;oz+1; 2$>. (E.1)
They are orthogonal on the interval z € [—1, 1],
1
/ We,5(2) ISP (2) JP) () dz = Anbnm, (E.2)
1
A = 208+ T(n+a+ )I(n+B+1) (E£3)
" mta+pB+1l Thta+B+Dn! ’
with respect to the weight function
Wap(x) = (1 —2)*(1 4+ z)°. (E.4)

Different Jacobi polynomials with o« = [ + 1/2, 8 = 0 are shown in figure E.1.

The Stringaris in equation (7.6) are shifted Jacobi polynomials with = [+ 1/2and 5 = 0
substituting the coordinate as x = 1 — 2(r/R)%, 7 € [0, R]. The orthogonality relation (E.2)
becomes

R
/ TQSn/l(’I")Snl(T‘) dr = 6y, (E.5)
0

where the normalization constant V,,; in equation (7.6) is obtained by using (E.3). Values into the
radial direction are shown in figure E.2.
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E Jacobi polynomials
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Figure E.1: Jacobi polynomials with @ = [ 4+ 1/2, 5 = 0 for different n and [.
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Figure E.2: Radial Stringari polynomials Sy,;0(r, 0, 0) for different 1 and 1.
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F FOURIER REPRESENTATION OF WAVE
FUNCTIONS

Throughout this thesis we make heavily use of Fourier methods [171, 178-180]. In particular, we
represent linear and non-linear operators as well as wave functions and fields by using discrete
Fourier basis functions. Fourier discretization requires periodic boundary conditions

U(r) =¢(r+2Lie;), i={z,y,z2}. (F.1)
The size of the numerical box is
D= [-Ly, L) x [-Ly,Ly) x [-L;, L.). (F.2)
Within the domain D, we discretize the position coordinates (2, Yk, 2;) as

2L,

L
zj:2Lx(—+‘7>, 0<j<No—1, A== (F.3)
xr

2 N,

where N, = 2P+, p, € IN. The discretization in the other spatial directions is analogous. The
three-dimensional wave function in position space

1/}(1) (1"’ Y, z, t) = TZ)(Z) (CC]', Yk, 21, t) = 1/)](?])671(15)7 (F4)

is represented by a complex array where the additional index (7) may represent e.g. an internal level
or another atomic species. The time variable is an attribute of the wave function object and is not
stored in the complex array. The total dimension of the wave function is then

dim |51, (1)] = i % Ni x Ny x N, (E.5)

F.1 DiscrRETE FOURIER TRANSFORM

Having imposed periodic boundary conditions, the wave function may be decomposed in terms
of the discrete Fourier basis {|u,) },

N;—1

(@il) = Y (wjltm) (umle) (F.6)
m=0

L pilkam o) ag—eo) — L ijEmi (E7)

aln) = 7, e

with discrete momenta

1 m ™
T,m — -5 Eval B < Nm_la A = 7 .
ks ( 2+N> 0<m< k 7 (F.8)

x x
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F Fourier representation of wave functions

and maximal values at the boundary

N7
2o = —Lg, kz,O = - 22 5 (F'9)
xT

such that (z|¢)) = (xj4n,[1). The Fourier amplitudes are obtained by

T = {unl) = 3 (unlay) (19). (E.10)

J

One can show, that the Fourier basis states are orthonormal

Nz—1 Nz—1
(ug|um) = Z (wg|zn) {xnum) = N Z B L (F.11)
n=0

with respect to the discrete scalar product. In addition, the basis states are eigenfunctions of the
momentum operator (A = 1)

<:L'j |ﬁx|um> = E:}:,m <1'j‘um> 5 Ea:,m = k:p,m - k;x,O- (F.IZ)

The latter is particularly useful when evaluating the kinetic energy operator F.3.

F.2 REPRESENTATION OF THE 3D DISCRETE WAVE FUNCTION

The three-dimensional discrete wave function is represented by Fourier basis states (F.7) and
amplitudes (F.10). For example, the value of the wave function at position (z, yx, 21) is

N;—1
i 1 . ) — xi—x0),7,(1
w(l)(xjaylmzlvt) - \/F Z el(k“” kac,O)( J O)wgn)(yk,Zl,t> (F13)
T m=0
The Fourier amplitudes are given by
5 1 Nl .
5D (Y, 21, ) = > e ilhem ke 0) @m0l O (g 2, ). (F.14)

VN =

F.3 EVALUATION OF THE KINETIC ENERGY

The kinetic energy 7' = p? /2 operator is separable in each spatial direction. Thus, we may write

(rlpz + by + BZlv) = (rlpzlv) + ... (E.15)

Using the eigenvalue relation in equation (F.12), one finds

Nz—1 _
<"“|1532E|¢> = Z <5L‘] |px|um> wm ykazl Z $]|Um ¢m(ykazl) (F-IG)
m=0 m=

Therefore, one evaluates the kinetic energy using a one-dimensional Fourier transform on the
first axis, multiplying the amplitudes with /%m and transforming it back using an inverse Fourier
transform. The other spatial directions are computed analogously.

The Fourier amplitudes in (F.10) are evaluated efficiently using the method of Fast Fourier
transform (FFT) which reduces the computation cost from O(N2) to O(N, log N,.) operations.
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F4 Radial Fourier grid

In most literature the algorithm is dedicated to J. W. Cooley and J. W. Tukey in 1965 [181] which
made the discrete Fourier transform feasible for digital signal processing and numerical analysis.
Nevertheless, the roots of the algorithm date back to C. F. Gauss in 1805 [182].

F.4 RADIAL FOURIER GRID

When the Hamilton operator commutes with the angular momentum operators L2, L., itis
sufficient to solve radial differential equations for a given angular momentum manifold. In order
to apply Fourier methods, we extend the radial coordinate negative values. Moreover, we shift the
grid by Ar/2 to avoid the point at = 0 which becomes singular when evaluating the Laplace
operator in spherical or cylindrical coordinates. The equidistant grid for the radial coordinate is

given by

2R,
N,

Tj (F.17)

_2R0<1 1 j-1

N + ) 1<j<N, Ar=

2 2N, ' N,

where Ry is the maximal radius and IV;. denotes the number of grid points in the radial direction.
The corresponding discrete momenta are

Ny 1 j5-1 ) T
- i <71 < = —. .
k; o < 2+ N, >, 1<j<N,, Ak (F.18)
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G GROSS-PITAEVSKII EQUATION IN
DIMENSIONLESS UNITS

As the typical length scale for Bose-Einstein condensate is of the order of pm, it is convenient to
work with dimensionless units when performing numerical simulations. The chosen length and
timescales depend on the specific system. We introduce the dimensionless variables as
t
r =7, t=—,
w (G.1)
U=hoU, U=0/P5,

with length scale [, timescale 1/w and energy scale iw. Omitting the tildes, one finds the time-
dependent Gross-Pitaevskii equation (4.36) with an external potential

471ha
) _ 2 S 2
0,0 = (—2 Vi +U+ l3|\IJy )\If (G.2)

A convenient choice for the angular frequency would be

h
W=7 (G.3)
which simplifies equation (G.2) to
1
10,0 = <—2v2 + U + g|\11|2> v, (G.4)

where we have introduced the dimensionless coupling constant g = 4ma, /.

HARMONIC OSCILLATOR UNITS  If the external potential is well approximated by a harmonic
oscillator potential, the natural length scales are the oscillator lengths, I; = \/i/(Mw;), i =
{z,y, z}. Choosing [, as a reference length scale, the harmonic oscillator potential in equation
(G.4) has the following form

Ulr) = %(sﬂ + Boy + B22°), (G.S)

with anisotropies 8y = wy/wa, B, = w. /ws.
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H HARTREE-FOCK-BOGOLIUBOV-SELE-
ENERGY OPERATOR

H.1 MATHEMATICAL PROPERTIES

The mathematical properties of a non-hermitian quadratic operator > are described in [97, 113].
The Bogoliubov operator (4.89) has the symmetry properties

ZB = —012]3*01, ZBT = UgZBO'?,, (Hl)

where o0; are the Pauli matrices
o1 = , 09 = ,03 = . (H.2)

Using the properties in equation (H.1), one finds that the energy spectrum is real-valued with pairs
of positive and negative energies

YWy = +E Wiy, Ep>0. (H.3)
The eigenvectors are orthonormal with respect to the metric o3,
Wi +03Wir + = £0p. (H.4)
Positive and negative eigenstates are connected by the relation
Wi =Wy 4, (H.5)

In the linear response analysis of the Gross-Pitaevskii mean field, X has a doubly degenerate zero
eigenvalue (gap-less spectrum). P denotes the eigenvector to zero energy

Y®P =0. (H.6)

For a complete basis, one needs to introduce the additional quadrature vector Q) which is defined
by

P

YPQ = —i—

Q=-ig:.

where there real number 9T can be interpreted as an inertial mass parameter. The vectors are

(H.7)

normalized as
QlosP =i, Qfo3Q = PlosP =0, (H.8)

and being orthogonal to the eigenstates Wj, . Further, they satisfy

P = —O’lp*, Q = —UlQ*. (H9)
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H Hartree-Fock-Bogolinbov-self-energy operator

The eigenvectors of non-zero energy and the linear combinations of the quadratures P, Q)
Wo. = J5(P +iQ), Wo,- = (P ~iQ), (H.10)
form abasis W = (W}, 1, Wy 4 Wy _, Wy, _) defining the following completeness relation
1 :Wagn)WTaén) = W’Uén_l)W,Ta?()n_l) +iQPTo3 — iPQTos

= (W Wl o3 = Wi W] _03) +iQP'os — iPQlos,
k>0

(H.11)

where the Pauli matrices acting on subspaces with dimension dim [Uél)} = 2] x 2l and W' are

the eigenvectors for non-zero positive and negative energies

W =w'FE. (H.12)
The matrices in equation (H.12) have dimensions dim [Z®] = 2n x2n, dim[W’] = 2nx2(n—1),
dim[E'] =2(n—1) x 2(n —1).
H.2 NUMERICAL TREATMENT OF THE BOGOLIUBOV EQUATIONS

To solve the Bogoliubov-de Gennes eigenvalue problem numerically (4.91) it is convenient to make
the change of variables

fr=utw, (H.13)
that transforms the linear equations to
0 Hol[f T
e, (H.14)
Hy+2g%% 0 f f
Hy = i V24U + g|%)? (H.15)
0 — IM gi¥o My .

Equation (H.14) is decoupled by applying the operator twice which leads to the eigenvalue problem

Lify=¢f, (H.16)

where we have introduced the operators
Ly = Ho(Ho +29gV3), L- = (Ho+ 29¥§)H. (H.17)

We solve (H.16) numerically by discretizing the operator L in a Fourier basis (cf. appendix F)
and using the sczpy.sparse.linalg.eigs routine. The latter is a wrapper to ARPACK which utilizes
the Implicitly Restarted Arnoldi Method to find eigenvalues and eigenvectors [139]. One obtains
the second eigenvector, applying one of the equations in (H.14) to the state vectors f or f_
respectively [171].
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I ANGULAR MOMENTUM FILTERING ON
CARTESIAN GRIDS

When solving the matrix-free eigenvalue problems for the operators H, L eigenfunctions ¢y, (1)
and eigenvalues €}, are typically ordered from lowest to highest magnitude with label k. If the
operators exhibit any symmetries, we find a set of energy degenerate solutions

Ho\ () = el (7), (L1)

where d denotes the level of degeneracy.
For an isotropic system, the Hamilton operator is invariant under rotations

[H,L*] =0, [H,L.]=0, (L.2)
and the operators { H, L?, L } form a complete set of commuting operators with common basis
states

H%( ) = &ﬂbn(?‘), (L3)
L2 (r) = W1+ 1) (), (14)
sznlm( ) = mh¢nlm(r)7 (IS)
where the three-dimensional eigenstates
Yt (1) = Ry, (1)Yim (9, ), (L6)

consist of usually unknown radial functions R, (r) and the well-known angular momentum
eigenstates Y, (9, ).
Within a degenerate manifold, we can expand the given energy eigenfunctions

Z ¢nlm C(dm) Z Rl lm 19 @)Cmm), (17)

. . . . d .
in terms of the basis states 1y, (7). The unknown expansion coefficients C l( ™) are obtained by

the projection of some known linear-independent basis functions, e.g. the regular solid harmonics

R(r) = r'Yim (0, ¢),
4m:/ﬁmwwmthqw,q:/rwmmm. (L8)
0

After inverting equation (I.7), one obtains the numerical eigenfunctions of H, L% L.

145






Bogoriusov MopEs QUANTUS II
RELEASE TRAP

In the following, we show two- and one-dimensional cross-sections of the first 11 Bogoliubov
modes for the QUANTUS II release trap potential (cf. section 2.4.4, table 2.2). We obtain the
modes numerically as discussed in the appendices F and H.2. For our results in section 8.2.2 we
use the following parameters: atom number 1 X 105 87 Rb, Fourier grid lengths L, = 27.81,
L, =11.69, L, = 11.82, Fourier points N, = Ny, = N, = 27 = 128.. All length scales are
in harmonic oscillator length [, = \/h/(Mw;) = 3.57 um. We sort the pictures with respect
to their energy eigenvalue, including the mode P = (W, —Wg) " with zero energy. All fields are
real-valued W, € R.
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J Bogoliubov modes QUANTUS II release trap
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K STATIONARY STATES IN EXTERNAL
POTENTIALS

Imaginary-time propagation is a standard technique to find the ground state of the non-linear
Gross-Pitaevskii equation. As long as the Euler step is small enough, the iterations will always
converge to the ground state. One can extend the methods of steepest descent by computing the
Newton direction of the Gross-Pitaevskii functional. The Newton method is particularly useful
for three-dimensional calculations as the convergence efficiency is dramatically improved [71].

K.1 NON-ROTATIONAL SINGLE-COMPONENT BEC

In order to find the ground state numerically, one needs to find an iterative scheme for the wave
function Wy, converging to a solution

F[\Ifo] > F[\I/l] >, (K.1)

with minimal free energy Gross-Pitaevskii energy functional

h2
F[¥] = /(2M|V\If|2 +Uv? + gl‘l’l4> d3r — u/ || d3r. (K.2)

To find a descent direction of the free energy functional, it is convenient to approximate F' to
second order with respect to a trial state W.

1
QY] = F[Wo] + (H, ¥ — W) +§<‘I’—‘I’07E(‘P—‘Po)>, (K.3)
where the gradient, H = 0 F'/0V, is defined as the functional derivative with respect to the field.

For the free energy of the single-component Gross-Pitaevskii equation one finds for real-valued

fields O = U™,

oF V2,
H=—=2- o + g0 — ¥y ). K.4
50 < 2+U0+90H0> (K.4)
The Hessian is given by
§2F \% 9

An extremal point of the quadratic approximation requires a vanishing gradient

Q B
sg = 0= H+ 30— ), (K.6)

= U=U,—-%'H (K.7)
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K Stationary states in external potentials

The stationary point is a minimum as long as the Hessian is positive definite. Equation (K.7) may
be regarded as in iterative scheme to minimize the free energy functional

Uyp1 = Uy — 5 1 Hy,

(K.8)
Uyq = Uy — 00y

The iteration scheme is called Newton’s method for optimization. It is the preferred method for
running three-dimensional calculations, as it dramatically improves the converge to the ground
state solution. However, there are some issues to keep in mind. First, the propagation is not
unitary and therefore the wave function needs to be renormalized to ensure the particle number
conservation. Second, the direct inversion of the operator might not be accessible. Hence, it is
better to solve the linear equation

YoV, = Hp, (K.9)

to have at least a very good approximation of the update step 6 Wy, Third, the Hessian might not
be positive definite and the Newton method does not converge to the ground state solution. Then,
it is easy to adopt the iteration scheme to the method of steepest descent (gradient descent)

Vi1 =¥y — 7Hy, (K.10)

with a fixed step size 7. It is also known as imaginary time propagation because it may be regarded
as an Euler step of the time-dependent Gross-Pitaevskii equation replacing the time ¢t — —i7
[179].

K.2 NON-ROTATIONAL MULTI-COMPONENT BEC

The iterative scheme for minimizing the free energy functional (K.8) can also be applied for two-
component Bose-Einstein condensates, replacing H and ¥ with the corresponding gradient and
Hesse matrix of the two-component Gross-Pitaevskii fields [46]

Hy — 0 Si1+ g12¥3  2g12¢11e
H= : , T= ? , (K.11)
0 Hy — po 2120012 Tao + grav?
- 2 2
Hii = { =5 —V" + Ui+ giilil” + gisl5 " ) i, (K.12)
T

[ 2

Y =— V= + U; + 3giili|” — i, (K.13)
2mi

with? # j, g;j = 27Th2aij/mij, reduced mass m;; = mym; /(m;+m;) and coupling constants
g12 = ga1.

160



L TIME-EVOLUTION OF WAVE FUNCTION

For propagating wave function in time we have implemented a standard 4th-order Runge-Kutta
integrator which is a convenient method for solving differential equations. Taking into account
that the time-evolution is usually generated by a Hamilton operator, it is advantageous to use
symplectic integrators which preserve the phase space geometry. We discuss both methods briefly
in the following sections. More details and other numerical methods are found in [178, 180, 183]
and references therein.

L.1 RUNGE-KUTTA INTEGRATOR

Consider the ordinary first-order differential equation

d
ay(t) = f(t7y)7 (L.1)

with initial condition y(tp) = yo. Since dy/ dt is just the slope of the function f(¢, y), we may
write the left hand side of equation (L.1) as a difference quotient

y(t+h) —y(t)

h ~ f(t, y), (L.2)

y(t+h) = y(t) + hf(t, v), (L3)

for a step width b # 0. Equation (L.3) defines a step-by-step iteration scheme, known as the
forward Euler method, which should give a good approximation for small values of . Nevertheless,
the Euler method is not recommended because of its low accuracy and instability. However, we
can use the step (cf. equation (L.3)) as a trial step to generate methods of higher order. A widely
used formula is the fourth-order Runge-Kutta algorithm,

1
Yn+1 = Yn + 6(k1 + 2k + 2k3 + ka), tpy1 =t +h, (L.4)
with weights

kl = hf(trwyn)a

1 1
kj? = hf<t7’b + ihvyn + §k1)7

1 1
k3 - hf(tn + ihvyn + §k2)7

that are used to give a good approximation for ¢ 41. To calculate the weights, f (¢, ) has to be
evaluated once at the initial point applying a full Euler step, twice at trail midpoints, and once at a
trail endpoint (figure L.1).
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L Time-evolution of wave function

ye) A

’
3
.?. .................... 3
>
to t, .

Figure L.1: Fourth order Runge-Kutta. In each iteration step the function is evaluated four times: once at
the initial point, twice at trial midpoints, and once at a trial endpoint.

L.2 SPLIT OPERATOR

The split operator method is a symplectic integration method [184]. When the dynamic is generated
by a Hamilton operator a symplectic integrator preservers the geometry of phase space. Therefore,
observables such as norm, energy, or angular momentum are conserved.

The formal solution of the time-dependent (non-linear) Schrédinger equation is given by

P(t) = U(t)(0), (L.6)

with the time-evolution operator
Ut) = Te o) (o) = 1, (L7)

where 7 denotes the time-ordering operator which is required when the Hamilton operator
H(t) = T+ U(t) depends explicitly on time. If H is time-independent [184], we can approximate
the time evolution operator in equation (L.7) as

k
U= e7'(T-i—U) _ HeCiTTediUT + O(,]_n—l-l)7 (L.8)

)

to the order n 4 1. The real numbers ¢;, d; depend on the splitting scheme and can be computed
using the Baker-Campbell Hausdorft formula. Typical splittings schemes are [178, 184]:

FIRST ORDER SPLITTING

Uy =elmelm, (L.9)

SECOND ORDER SPLITTING
Uy = eI7/2UTT/2, (L.10)

FOURTH ORDER SPLITTING
Uy = eGTTCQQUTe(G—O.E))TTe(l—46)UTe(9—0.5)TTeZGUT69T7" (L.11)

with [178],
1

0= (2 4ol/3 4 2*1/3). (L.12)
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L.2 Split operator

If the external potential depends explicitly on time U = U(t), the integral in equation (L.7) needs
to be approximated. For small time steps, we have

U(t + At ) m e T THU@] A (L.13)

The integral may be evaluated using different integration schemes, for example, the midpoint or
Simpson’s rule [185],

t+At At
/ Ut)dt = F[U(t) +4U(t + At/2) + U(t + At)] + O(ALD). (L.14)
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M COORDINATE SYSTEMS

M.1 ROTATION MATRICES

Arbitrary rotations of coordinates are represented by a sequence of elementary rotation matrices.
In three-dimensional space, these are 3 X 3 rotation matrices, which rotate the system around one
coordinate axes with a given angle,

cosy —siny 0
R:(v) =| siny cosy 0] (M.1)
0 0 1
cosff 0 sinf
Ry@B)=] o 1 o0 [ (M.2)
—sinf8 0 cospf
1 0 0
Re(@) =10 cosa —sina |- (M.3)

0 sina cosa

There are six different combinations of matrices to obtain the desired coordinate transformation
with two different conventions each [186]. In the Euler convention, the first and the last rotation
are about the same axis, while in the Tait-Bryan angle convention, one uses three distinct rotation
axes. Moreover, one differs between extrinsic (rotations in a fixed coordinate system) and intrinsic
rotations (rotations about the rotated axis). For a composition of three extrinsic rotations about
the axes z, y, x, with angles v, 3, a one finds the total rotation matrix

CpCy —CBCy S8

Rx(a)Ry(ﬁ)Rz(V) = | casy T 5a58cy  CaCy —SasS8Sy  —Sacg | (M.4)

SaSy — CaSBCy  SaCY F CaSBSy  Calp

cg =cosf, sp=-sinb.
The Tait-Bryan angles are given by

a = arctany(—Ra3, Rs3),
(8 = arcsin Rq3, (M.5)
v = arctana(—R12, R11),
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M Coordinate systems

where arctans (y, ) is the element wise arctan(y /) of y/x choosing the correct quadrant [186].

M.2 FINITE ROTATIONS

Euler rotations [136] in fixed coordinate system are obtained by the action of the operator (2-y-z
convention)

R(a, B,7y) = ¢miadzgmiBly =iz (M.6)

The action on a ket state reads R
') = R(a, B,7) 1) . (M.7)

For scalar field in coordinate space, one finds
W (r) = (r|R]Y) = (R™'rlep) = (R 7). (M.8)

Hence the action of the operator R on a position eigenstate reads

R |r) = |R71r). (M.9)

M.3 ROTATION OF ANGULAR MOMENTUM STATES

The action of the operator R(c, 3, y) on angular momentum eigenstates |lm) is,

R, B,7) [tm) = " [Umy (I'm’| R(a, B,7) [im) = Y |im) D), (o0, 8,7), (M.10)

'm/ m/

l . . . . .
where Dfn), 1 AT€ the Wigner D-matrices representing the rotation operator in angular momentum
basis states

{I'm'|R(a, B,7)|tm) = 5D (a, 8,7). (M.11)

The matrix is diagonal in I/, [ as the rotation operator commutes with 12

DY), (0, B,y) = eemmdl) (), (M.12)
dY, (8) = (Im'[e"B|im) , (M.13)
and unitary
=Y DU (R)DY.,(R). (M.14)
k

M.4 ROTATION OF MULTIPOLE COEFFICIENTS

Having introduced the Wigner D-matrices and the action of the rotation operator on position
eigenstates, one finds the following relation between the multipole coeflicients in equation (7.4),

(rlU) = (r'|U") = ('|RIU)

=" (/| Rinlm) Uy, = ZZ v/ Inim') DY), (0 B:7) Unin (M.15)

nlm nlm m/=

= Z "Inlm"y U},

nlm’
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M.4 Rotation of multipole coefficients

Therefore, one finds the rotated expansion coefficients

T/le/ = Z foq)/m(auﬁ77)Unlma (M.16)

as a matrix multiplication with the Wigner D-matrices in the angular momentum manifold /.
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