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Abstract

This thesis reports on experiments with ultracold fermionic YK atoms in an optical lattice realising
a quantum simulation of the two-dimensional Hubbard model. A central aspect of the experiments
presented here is the combination of radio frequency spectroscopy techniques and a high resolution
imaging setup. Thereby, both the in-situ density and spin distributions can be studied in a spatially
resolved way.

In a first experiment, the in-situ density distribution has been investigated. Due to the high resolution of
the imaging system, phases coexisting in the inhomogeneous trapping potential have been distinguished.
Furthermore, the precise characterisation of the external confinement allows to determine the density
equation of state, which fully characterises the thermodynamic properties of the many-body system in the
investigated range of temperatures. As a hallmark of the repulsive Hubbard model, the crossover from a
metal to a Mott-insulator has been observed.

Furthermore, the precise determination of the equation of states allows us to apply the fluctuation
dissipation theorem, in order to infer the suppression of non-local density fluctuations in the repulsive
Hubbard model from the compressibility and the on-site occupation.

Finally, a study of the spin degree of freedom is presented. This experiment relies on a novel spin
sensitive detection technique, which has been developed during this thesis. Through a correlation
analysis of the spatially resolved spin distribution, we have been investigating the influence of doping,
interactions and temperature on the uniform spin structure factor. For strongly repulsive interactions and
low temperatures, the data show the onset of antiferromagnetic correlations in the Mott-Insulator, which
is a key step towards investigating the low temperature phase diagram of the two dimensional Hubbard
model.

Kurzfassung

In dieser Arbeit werden Experimente an ultrakalten g Fermigasen in optischen Gittern vorgestellt,
mit denen eine analoge Quantensimulation des zweidimensionalen Hubbard-Modells realisiert wur-
de. Ein zentrales Merkmal der vorgestellten Experimente ist die Kombination von Radiofrequenz-
Spektroskopiemethoden mit einem hochauflosenden Abbildungssystem. Diese Kombination ermoglicht
die raumlich aufgeldste Untersuchung sowohl der Dichte- als auch der Spinverteilung.

In einem ersten Experiment wurde die Dichteverteilung untersucht. Durch die hohe Auflosung des
Abbildungssystems konnen unterschiedliche in der Falle koexistierende Phasen unterschieden werden.
Dariiber hinaus erlaubt die genaue Charakterisierung des einschliefenden Potentials die Bestimmung der
Zustandsgleichung, die die thermodynamischen Eigenschaften des Vielteilchensystems im untersuchten
Temperaturbereich vollstéindig beschreibt. Dabei wurde mit dem Ubergang von einem Metall zu einem
Mott-Isolator eines der Schliisselmerkmale des repulsiven Hubbard Modells nachgewiesen.

Aufbauend auf der prizisen Bestimmung der Zustandsgleichung wurde in einem weiteren Expe-
riment das Fluktuations-Dissipations Theorems angewandt, um die Unterdriickung von nichtlokalen
Dichtefluktuationen im repulsiven Hubbard-Modell abzuleiten.

AbschlieBend wird eine Untersuchung des Spinfreiheitsgrades vorgestellt. Dieses Experiment beruht
auf einer wihrend dieser Arbeit entwickelten spin-sensitiven Detektionsmethode. Mittels einer Korrelati-
onsanalyse der rdumlich aufgelosten Spinverteilung wurde der Einfluss von Doping, Wechselwirkung
und Temperatur auf den Spinstrukturfaktor untersucht. Fiir starke repulsive Wechselwirkungen und tiefe
Temperaturen zeigen die Messungen die Prdsenz von antiferromagnetischen Korrelationen im Mott
Isolator und stellen damit einen wichtigen Schritt fiir zukiinftige experimentelle Untersuchungen des
Hubbard-Modells bei tiefen Temperaturen dar.
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CHAPTER 1

Introduction

In a many-body system, the interplay of the particles within the ensemble can give rise to intriguing and
often unforeseen behaviour that cannot be understood from the properties of the individual constituents
of the system alone [1]. In fact, the large number of degrees of freedom in many-body systems is a
precondition for the emergence of the laws of thermodynamics and the existence of phase transitions.
Beyond that, in solid state materials in particular, several phases are associated with the correlated
behaviour of strongly interacting electrons. The most prominent example in this context is high
temperature superconductivity (HTS) [2], where the interaction among electrons leads to pairing and
lossless conductance. Despite numerous years of both experimental and theoretical research on HTS,
the phenomenon has not yet been fully understood and strongly correlated materials remain among the
most studied topics in modern physics. Indeed, it is precisely the presence of strong electron-electron
interactions in these materials that, together with the large number of particles involved, renders their
detailed understanding exceedingly difficult. Therefore, simplified microscopic models have been
developed in order to gain insight into the basic physics of strongly correlated materials. However, even
simple models describing strongly interacting electrons regularly withhold a complete theoretical analysis.
At the same time, these simple models are usually only approximately realised in existing materials so that
a direct comparison is often difficult. In order to facilitate this comparison and to test theoretical models in
regimes that are not easily accessible by other means, novel platforms have been identified and established
as tools to realise interacting many-body systems in well controlled experimental environments [3].

The study of mechanical, thermodynamic and electronic properties of solids has a long history and is
deeply connected to technological progress. Nevertheless, the development of quantum mechanics was
required to understand the behaviour of conductors, semi-conductors and insulators. This classification
applies to crystalline materials, which are formed by the regular arrangement of a large number of atoms in
a homogeneous lattice structure. When the most weakly bound electrons and ionic cores of the crystalline
solid are only weakly interacting, the thermodynamic and electronic properties of such a material may be
approximated by a nearly free electron gas [4]. In this picture, the electron-electron interaction is zero
and the periodic Coulomb potential induces only a weak periodic perturbation on the electron motion,
which results in the formation of energy bands. While the electronic properties of a material are usually
obtained from conduction measurements, the thermodynamics can be accessed through equations of state,
which provide a relation between thermodynamic properties of the many-body system. For example,
the density equation of state n(u) expresses the density n at fixed temperature and kinetic energy as a
function of the chemical potential u. An important thermodynamic quantity that can be derived from the
density equation of state is the isothermal compressibility, which acquires a finite value in a conductor
but vanishes in insulating phases.
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The picture of delocalised electrons fails when interparticle interactions are strong and correlations
among the electrons have to be taken into account. Among the first examples of such materials were
certain transition metal oxides. In obvious contradiction to the simple band theory, these were observed
to be insulating despite an only partially filled band [5]. This phenomenon could later be explained by
N. Mott, who proposed that in these materials the coulomb interaction is effectively short ranged and
therefore acts only between electrons of opposite spin, which populate the same atomic orbital [6, 7]. In
the so-called Mott-insulator each atom, or lattice site, is occupied by a single electron, which corresponds
to a half-filled band. In this situation the transport of charges between different sites necessarily requires
the creation of doubly occupied sites and therefore conduction is energetically suppressed by the strong
repulsive electron-electron interaction. Thermodynamically, the Mott-insulator is characterised by a
density plateau and a vanishing compressibility at half filling.

In the 1960s, the Hubbard model was developed to provide a conceptually simple microscopic model
of interacting electrons on a lattice [8—10]. It describes electrons in the lowest band of a periodic
potential, which tunnel between neighbouring sites and interact only when two electrons of opposite
spin occupy an identical site. While especially the latter approximation seems crude in the light of
the long-ranged nature of the Coulomb interaction between charged particles, the Hubbard model
successfully describes the metal-Mott-Insulator transition and smoothly connects between the two
opposing limits of free and completely localised electrons. Another fascinating aspect of the Hubbard
model is its link to quantum magnetism: While the interaction in the single-band Hubbard model is
restricted to act on-site, the interplay between strongly repulsive interactions and kinetic energy leads to
an effective spin-exchange, which couples spins on neighbouring lattice sites and drives the system into
an antiferromagnetically ordered ground state at half-filling. In fact, for strong repulsive interactions the
Hubbard model corresponds to the antiferromagnetic Heisenberg model of localised spins [11].

The Hubbard model attracted renewed interest in the 1980s due to the surprising observation of
superconductivity at unusually high temperatures in the cuprates [12]. The high critical temperatures
found could not be explained by the Bardeen-Cooper-Schrieffer theory, which describes the pairing of
electrons by phonon mediated interactions occurring in conventional superconductors. Therefore, the
HTS materials are also termed unconventional superconductors. The discovery of HTS fuelled theoretical
studies on the two-dimensional (2D) Hubbard model, since it resembles the CuO, planes found in the
cuprates. Much like the strongly repulsive Hubbard model, the cuprates show antiferromagnetic and
insulating behaviour at half-filling and only become conducting upon doping with electrons or holes
[13]. The 2D Hubbard model is believed to include the essential microscopic ingredients required for
HTS. However, despite its conceptual simplicity, the 2D Hubbard model has not been solved analytically.
At the same time, numerical simulations away from half-filling and at low-temperatures have proven
to be notoriously involved due to the sign problem [14]. Therefore, the thermodynamic and electronic
properties of the 2D Hubbard model at low temperatures remain unclear. In particular, its connection to
the microscopic pairing mechanism underlying the phenomenon of high-temperature superconductivity
is still under debate [2].

Since the mid 1990s, a new approach to the physics of strongly correlated many-body systems came
from the field of atomic physics. While electrons, like every fundamental building block of matter, are
fermions with half-integer spin, the quantum statistical properties of constituent particles depend on the
number of fundamental fermions of which they are composed. Neutrons and protons are themselves
formed by three fundamental fermions and are thus also fermionic. In the case of alkali metals, atoms
with an odd (even) number of neutrons in the nucleus can be identified as fermionic (bosonic) and are
subject to the corresponding quantum statistics. Experimentally, this was shown in a series of ground
breaking experiments realising Bose-Einstein condensates in cold dilute gases of neutral atoms in 1995
[15, 16]. It took nearly ten years until the cooling of fermionic isotopes had reached similar temperatures



and the first degenerate Fermi gas could be created [17]. In parallel to the experimental progress, it was
realised that ultracold atoms could provide a well controlled experimental platform for condensed matter
physics in the spirit of a quantum simulator [18, 19]. In particular, standing waves of light formed by
interfering laser beams were proposed to create the analogue of a crystal lattice in order to simulate the
Hubbard model [20]. In these so-called optical lattices, atoms replace the electrons of a real solid state
material and the lattice sites are formed by minima of the optical potential instead of positively charged
ionic cores. Since the potential depth of the optical lattice is freely tunable through the intensity of the
interfering laser beams, the ratio of the kinetic energy and interaction energy can be adjusted to reach the
strongly correlated regime. Moreover, magnetic Feshbach resonances are routinely employed to adjust
the interaction energy independent of the kinetic energy allowing for more flexible control [21]. First
experiments with atoms in the strongly correlated regime of an optical lattice studied the Bose-Hubbard
model and demonstrated the transition between a coherent superfluid to an incoherent Mott-insulating state
[22] by a study of the matter wave interference in an expanding cloud of atoms. Pioneering experiments
on the Hubbard model with fermionic atoms have also focussed on global observables like the total
fraction of doubly occupied sites [23] or the response of the cloud size to pressure [24] to observe the
metal-Mott-insulator crossover. Beyond that, globally averaged signals from singlet-triplet oscillations
[25] and Bragg spectroscopy [26] have been used to study spin correlations in a global fashion. However,
in contrast to electrons in solids, atoms in optical lattices naturally experience a spatially varying external
trapping potential. This results in a continuous variation of the density from a maximum in the trap centre
down to zero in the outer wings of the trap. Thus, in cold atom experiments global measurements are
often difficult to interpret since they average over extended regions of the phase diagram and, in particular,
over insulating and metallic regions simultaneously. In this situation, high resolution in-situ imaging
techniques are advantageous, since they provide local information about the trapped atomic cloud [27].
The power of this approach has been shown in previous experiments, in which in-situ imaging techniques
were applied to reveal the formation of Mott-insulating regions in the Bose-Hubbard model [28-30] and
to study the equation of state of ultracold Fermi gases [31, 32].

This thesis presents a series of experiments on strongly interacting ultracold atoms in optical lattices.
Specifically, we use fermionic Potassium-40 in an optical lattice realising the 2D Hubbard model. A
central feature of the experimental setup is the ability to resolve the in-situ density distribution spatially
with high-resolution absorption imaging. This techniques allows to determine the equation of state and
thereby enables precise studies of the thermodynamics of the 2D Hubbard model. In particular, we
observe and characterise the crossover from a metal to a Mott-insulating state as well as its dependence
on interaction strength, doping and temperature. Furthermore, the accuracy achieved allowed a study of
the behaviour of non-local density fluctuations in the metal-Mott-insulator crossover using the fluctuation
dissipation theorem. As cold atom experiments progress towards realising even colder temperatures,
novel observables have to be accessed. Therefore, a central part of this thesis is dedicated to the extension
of our measurement capabilities to the spin sector, which will allow to characterise the low-temperature
phase diagram of the 2D Hubbard model, which is characterised by the emergence of magnetic order. To
this end, we developed a spin-sensitive RF-spectroscopy detection scheme. Through an analysis of spin
correlations, we obtain the uniform spin structure factor, which signals the appearance of antiferromagnetic
correlations at the lowest temperatures achieved in the experiment.

The quantum simulation of solid state physics and especially the Hubbard model using cold atoms
remains an active field of research. We note that, in parallel to the work presented here, other groups have
reported on the implementation of so-called quantum gas microscopes with site-resolved resolution of
fermionic atoms in optical lattices [33—-35]. Furthermore, several among these groups also reported on
the observation of Mott-insulating states as well as spin and density correlations [36—38]. Most recently,
these advances have resulted in the observation of antiferromagnetic long-range order in a small 2D
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Hubbard system consisting of approximately 10 by 10 lattice sites [39].

Outline of this thesis

The following list gives an overview over the content of the individual chapters of this thesis:

* Chapter 2 serves as an introduction to the physics of interacting fermionic atoms in optical lattices.
To this end, we discuss the role of Feshbach resonances to control the interaction strength of atoms
with a focus on Potassium-40. Further, the concept of optical trapping by means of far detuned
laser beams is introduced. While this technique is also one of enabling technologies for initial
cooling and trapping of atoms in our experiments, the central application of optical traps in our
experimental setup is to realise periodic potentials that mimic the crystalline structure of solid state
materials. Having outlined the ideas behind the main experimental tools, the Hubbard model and
its relation to experimentally tunable parameters are briefly presented. The chapter ends with a
short overview over thermodynamic properties of the Hubbard model in limiting cases, which aid
the understanding of its general features.

» The Chapters 3 — 5 provide an overview over the experimental setup, a summary of the preparation
of an ultracold gas in an optical lattice as well as a detailed description of the detection part of the
sequence combining RF spectroscopy schemes for occupation and spin resolved measurements
with high resolution absorption imaging.

« Starting with Chapter 6 the experimental results obtained during this thesis are presented. To
begin with, we study the in-situ density distribution of the trapped atoms for varying interaction
strength and temperature and determine the equation of state of the 2D Hubbard model in the
metal-Mott-insulator crossover.

* In Chapter 7, we apply the fluctuation—dissipation theorem to study non-local density fluctuations
and observe their suppression as the system enters the Mott insulating regime.

* In Chapter 8 the focus is shifted to the spin degree of freedom. To this end the detection sequence
is adopted to yield spin resolved images, from which the in-situ distribution of the magnetisation
can be caulculated with spatial resolution. Through the analysis of spin-spin correlations in these
magnetisation maps, we observe the onset of antiferromagnetic correlations around half filling for
low temperatures.

* Chapter 9 provides a summary of the results presented in this thesis and an outlook on future
research topics, which could be studied with our experimental setup.

The experimental work presented in this thesis has been carried out in close collaboration with Eugenio
Cocchi, Luke Miller, Jeffrey Chan, Nicola Wurz, Marcell Gall, Ferdinand Brennecke, Daniel Pertot,
Marco Koschorrek and Michael Kohl.
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CHAPTER 2

Strongly interacting fermions in optical lattices

This chapter provides a theoretical background on the physics of strongly interacting fermionic atoms in
optical lattices and the main experimental tools employed in our experiment. To this end, Section 2.1
introduces basic properties of non-interacting fermionic and bosonic particles. Then, Section 2.2 presents
a short review on scattering theory and magnetically tunable Feshbach resonances, which allow to control
interactions between atoms in an almost arbitrary manner. Specifically, the Feshbach resonances of
Potassium-40 used throughout this work are discussed. Thereafter, Section 2.3 introduces the optical
dipole force and the generation of optical lattices by standing waves of light. In Section 2.4 the presented
concepts are combined to show how the Hubbard model is implemented in cold atom experiments.
The chapter is concluded by a presentation of thermodynamic properties of the Hubbard model in
regimes where a simple solution can be obtained and, finally, a conceptual motivation for the existence of
antiferromagnetic order in the repulsive Hubbard model is outlined.

2.1 Bosons and fermions

Quantum statistics describes truly indistinguishable particles. These are separable into two classes
called bosons and fermions with integer and half integer spin, respectively. Atoms, which consist of the
fermionic constituents protons, neutrons, and electrons, may behave like fermionic or bosonic particles.
Fermions and bosons behave fundamentally different under the exchange of two particles at positions
i and j. While the wave function of a bosonic many-body state is symmetric and remains unchanged
under this permutation, the wave function of a fermionic many-body state is antisymmetric and obtains a
minus sign. The consequence of this behaviour is the well known Pauli exclusion principle stating that
two identical fermions may not occupy the same quantum state. To understand when theses quantum
properties have practical consequences, we follow the wave-particle duality and assign a wavelength to
the particles in an ideal gas. This so-called thermal de Broglie wavelength

h
Ag = ——
a» \2rnmkgT

depends on the mass m of the particles as well as the temperature T'; 4 is the Planck constant and kg
is the Boltzmann constant. At sufficiently cold temperatures 45 exceeds the inter particle distance of
a gas with NV particles in a given volume V. As a consequence, the gas no longer follows the classical
Maxwell-Boltzmann statistics of an ideal gas. Instead, the average occupation of a single-particle

2.1)
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Fermions Bosons

000

Figure 2.1: Fermions (left) and bosons (right) in a harmonic potential at T = 0. While fermionic particles form a
degenerate Fermi gas with Energy Ey, bosonic particles accumulate in the ground state to form a Bose-Einstein
condensate.

eigenstate with energy g, is given by [40]

1 ;
P for fermions ,

ny = | 2.2)
e ] for bosons .

The different sign for fermionic and bosonic particles has remarkable consequences. The Bose-Einstein
distribution allows for an arbitrary large occupation of any state leading to a macroscopic occupation
of the ground state below a critical temperature. This coherent state of matter is the Bose-Einstein
condensate, which was experimentally realised for the first time using dilute gases of alkali atoms in 1995
[15, 16]. Quite differently, for fermionic particles the maximal occupation of a given state is limited to
one. Therefore, for fermions Equation 2.2 reduces to a step function at zero temperature

1 € < Eg,
ny = (2.3)
0 else .

Here, the Fermi energy Ep is the energy of the highest occupied state (compare Fig. 2.1). In a three
dimensional harmonic trap with trapping frequencies w,, w, and w,, along three orthogonal directions,
the Fermi-energy is given by

Eg = h(6N)' P (w,w,w,)' . (2.4)

Typically, the reduced temperature 7'/7% is used as an estimate of the degree of degeneracy in cold Fermi
gas experiments, where the Fermi temperature is defined as Ty = Ep/kg. At finite temperature, the
mean occupation of states with an energy larger than the Fermi energy grows and, correspondingly, the
Fermi-Dirac distribution becomes smooth. A comparison of the Fermi-Dirac distribution at zero and finite
temperature is presented in Figure 2.2. In the limit of high temperatures, both the Fermi-Dirac distribution
and the Bose-Einstein distribution approach the Maxwell-Boltzmann distribution of a classical ideal gas.

2.2 Controlling interactions

Non-interacting fermions in a periodic potential already allow to understand conductors, semi-conductors
and insulators. However, interactions have to be considered to describe strongly correlated many-body
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Figure 2.2: Fermi-Dirac distribution. At zero temperature, no states above the Fermi-energy are populated, and
the Fermi-Dirac distribution reduces to a step function (blue line). As the temperature increases, states above the
Fermi-energy are populated and the Fermi-Dirac distribution becomes smoother (red line).

systems. In an atomic gas, the scattering lengths between atoms are typically short compared to the
inter-particle distance. Therefore, a mechanism is required to enhance the scattering length in order
to access phenomena occurring in the strongly interacting regime. In atomic physics, magnetically
tunable scattering resonances are routinely used for this purpose and allow to tune the interaction almost
arbitrarily. A general introduction to the topic of the so-called Feshbach resonances in atomic physics
is presented in Refs. [21, 41, 42] and references therein. The following paragraphs highlight the main
aspects of Feshbach resonances in cold atom experiments. Section 2.2.1 serves as a short reminder of
scattering theory. Section 2.2.2 introduces the basic mechanism behind magnetically tunable scattering
lengths and presents the experimentally relevant Feshbach resonances found in spin mixtures of K.

2.2.1 Basic scattering theory

This section is restricted to the basic concepts behind the elastic scattering of two neutral particles and
focuses on the low-energy sector, since this is the situation typically realised in quantum gas experiments.
In depth introductions to scattering theory are found in many quantum mechanics textbooks, for example
in the book by Sakkurai [43].

In the limit of large inter particle separation r, the scattering wave function ¢, (r) of two colliding
particles |a) and |b), with relative momentum 7ik may be expressed as the sum of an incoming plane
wave and a scattered spherical wave with relative momentum 7k’ and the scattering amplitude f(k,K”).

K Ir]

Ir|

Yae(r) o (eikr + f(k k') ) |la)1b) (2.5)

where the conservation of energy implies |k'| = |Kk|. The scattering amplitude determines the differential
scattering cross section

do N2
LA (2.6)

The scattering wave functions are solutions to the Schrédinger equation of the relative motion of the
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colliding particles. For a spherically symmetric potential, the Schrodinger equation reduces to

2 2
[— L (d— I 23) V)

g2 T rar Ry(r) = ER,(r), (2.7)

2,2
where r is the relative distance between the particles, m = —r;"“;"nfl is the reduced mass, E = —hz ,'jl is the
a 25

collision energy and R;(r) is the radial part of the scattered wave function. The effective potential

I+ 1)

2
r

Veg = V(r) +

(2.8)

includes a centrifugal barrier, which is only relevant for / > 0 and the inter-atomic potential V() whose
precise shape depends on the internal states |a) and |b) of the colliding atoms. For particles with low
collisional energy the centrifugal barrier prohibits collisions with large angular momentum and only
s-wave scattering (! = 0) remains, which occurs only for distinguishable particles in the case of fermions.
The scattering process shifts the phase of the outgoing wave by 6,(k), which determines the s-wave
scattering amplitude [44]

1 1

fi(k) = — = :
kcotdy(k) —ik  —1/a, +r,k*/2 — ik

(2.9)

. tan 6 (k
Here, a, = — ]111110 %
5

is defined as the s-wave scattering length and r,, is the effective range of the
potential. For ka, < 1 the scattering cross section becomes energy independent and is determined by the
scattering length alone

o, = 4nal . (2.10)

In the limit introduced above, it is convenient to approximate the actual inter-atomic potential by the
regularised pseudopotential [45]

4ni?
Vi) = s 5 4 @2.11)
m dr

For arbitrary k, this potential yields the scattering amplitude

1
—1/a, — ik’

f(k) = (2.12)
which is the zero-range limit of Equation 2.9 and yields the same low energy behaviour. In experiments
with ultracold atoms the assumption of a zero-range potential is often justified, since the inter particle

distance kg Uis typically much larger than the effective range of the real inter-atomic potentials.

2.2.2 Feshbach resonances in Potassium-40

In order to understand the magnetic tunability of the scattering length a, between atoms qualitatively,
we need to recall the internal atomic level structure. Potassium, like all alkali atoms, possesses a single
electron in the outermost shell. The electronic angular momentum L couples to the electronic spin S
yielding the total electronic angular momentum J = L + S. The total electronic angular momentum then
couples to the nuclear spin I yielding the total angular momentum F = J + I. The nuclear spin of the
fermionic isotope K is I = 4. Thus, in the electronic ground state 4’5 1/2 the quantum number F takes

the values % or % For zero magnetic field the electronic eigenstates are |F, my), where the quantum
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1500 T T T

1000

500

E, /N (MHZ)
o

-500

-1000

-1500
0 100 200 300 400

B (G)

Figure 2.3: Eigenvalues of the hyperfine interaction (Eq. 2.13) as a function of the magnetic field B. In the
experiment, the pseudo-spin % is formed by |]) = |mp = —9/2) (red) and |T) = |mp = —7/2) (green) states in the
F = 9/2 manifold red (green). States up to myp = —3/2 are used as auxiliary states.

number my. is the projection of F. Although providing a good set of quantum numbers only at low fields,
we use this notation throughout this thesis to label the energy levels. At arbitrary magnetic field strength,
the interaction between neutral atoms and a magnetic field is described by the Hamiltonian [46]

H, =H;+H,. (2.13)

The first term on the right hand side describes the field independent hyperfine interaction arising from
the coupling of nuclear and electronic angular momenta leading to a splitting of the energy levels in
manifolds with different total angular momentum F. In the ground state this interaction is given by

A

A, = Sy, 2.14
b= J. (2.14)

The dot product in Equation 2.14 is given by I- J = 1(F> = I* - J*) and @, = —/ x 285.7308(24) MHz
is the magnetic dipole constant for Potassium-40 in the 4251 J» state [47]. The second term of Equation
2.13 is the Zeeman interaction

A, = (g, + ¢DB, (2.15)
which leads to field dependent splitting of the energy levels. In Equation 2.15, g; is the Landée g-factor
of the electron and g; is the nuclear gyromagnetic factor. Figure 2.3(a) shows the eigenenergies E. ,,, = of
Equation 2.13 as a function of the magnetic field B.

The basic mechanism behind magnetically tunable Feshbach resonances is illustrated in Figure 2.4(a).
Here, we consider the elastic collision of two initially separated atoms prepared in the open channel @ =
|Fy,mp 1) | Fy, mp 5) with a channel energy E,, = EF]’mF1 + EFZ,sz. A channel B = |F{, my ) |Fy, mg »)
is called closed when the channel energy Ej is larger than the threshold energy of the open channel. When
two atoms in the open channel approach each other, the spin-spin dipole interaction may induce a coupling
to a bound state of a closed channel with F| + F, # F, + F,. Therefore, the total magnetic moments
of the open and closed channels E, /0B and 0Ez /0B may differ. In this case, the offset between the
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Figure 2.4: (a) Two channel model of a Feshbach resonance. Two particles enter the scattering potential in the open
channel with a continuum energy E- set to zero (dashed line). The magnetically tunable coupling to a bound state in
the closed channel determines the phase shift of the outgoing wave and, thus, the scattering length. (b) Exemplary
dependence of the scattering length on the magnetic field. Far away from the resonance, the scattering length
approaches the background scattering length ay,. The bound state in the closed channel is resonant with the open
channel at the Feshbach resonance B, where the scattering length (red) diverges. The width of the resonance AB is
determined by the distance from the resonance to the zero-crossing of the scattering length B = By + AB.
Figure adopted from [48].

non—int

potential curves of the channels is tunable via an external magnetic field B. As the energy difference
between the threshold energy of the open channel and a bound state of the closed channel is tuned
through resonance, the scattering length diverges, such that all values —co < a¢ < oo are accessible upon
varying the magnetic field (see Fig. 2.4(b)). In the experiment, we adjust the on-site interaction energy by
controlling the scattering length between [9/2, —9/2) and |9/2, —7/2). The only possible closed channel
for this mixture is |9/2,-9/2) |7/2,—7/2), since the total magnetic quantum number M = m F,tMmp,
is conserved. When only two channels are involved in the scattering process, the magnetically tunable
s-wave scattering length a is real and given by [21, 49]

ay(B) = ay, (1 - BA—BBO) , (2.16)
where the background scattering length a,,, is typically expressed in units of the Bohr radius a;, AB
describes the width of the resonance feature and B, is the position of the resonance. The Feshbach
resonance between these states has been precisely determined in previous experiments. A combination
of the reported results yields a,, = 174(7) ay, By = 202.13(1) G [50-52] as well as AB = 7.2(4) G [52,
53]. In fact, several other Feshbach resonances have been observed in Potassium-40. Figure 2.5 shows a
selection of Feshbach resonances which are relevant for our experiment. The corresponding parameters
are listed in Table 2.1.

2.3 Optical trapping and optical lattices
In the last section, we have seen how magnetic fields allow to control the interaction in an ultracold gas.

In the following sections, the optical dipole force will be introduced, which, on the one hand, allows
to trap neutral atoms without applying magnetic fields and, on the other hand, offers control over the
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Figure 2.5: Feshbach resonances of YK between different pairs of hyperfine states. S-wave resonances:
[-9/2) |-7/2) (red), |-9/2)|-5/2) (blue), |-7/2)|-5/2) (green) and, |-7/2)|-3/2) (yellow). P-wave res-
onances for |-7/2) |-7/2) around B = 198.30(2) G and B = 198.80(5) G [54] as well as |-9/2) |-5/2) around
B =215(5) G [53] are indicated in grey. The white points mark the values of the scattering length used to set the
on-site interaction U in the experiment.

Open channel 1 a, (a9) B (G) AB (G) vyp (mG) Refs.

[-9/2)|-7/2) s 174(7) 202.13(1) 7.2(4) [50-53]

[-9/2)|-5/2) s 167.3 224 .21 7.6 0.068 [55]

|[-7/2)|-5/2) s 183.5 174.3 7.9 0.32 [55]
137.6 228.7 8.2

[-7/2)|-3/2) s 184.8 169.1 1 [55]
164.9 260.5 11.2 1.2

1=9/2)|-5/2) p 215(10) [53]

[-7/2)1-7/2) p 198.3 [54]

[=7/2)1-7/2) p 198.8 [54]

Table 2.1: Parameters of the experimentally relevant s- and p-wave resonances of 40K shown in Figure 2.5.
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Chapter 2 Strongly interacting fermions in optical lattices

dimensionality [56, 57], geometry [58] and kinetic energy using standing waves of light, so-called optical
lattices. Most importantly, atoms in optical lattices provide an emulator for crystalline materials and
allow to study solid state physics in a fully tunable experimental environment.

Section 2.3.1 serves as a short introduction to the interaction between light and matter, which gives rise
to the optical dipole force and radiation pressure. Second, Section 2.3.2 explains how optical lattices are
formed by the interference of laser beams. Section 2.3.3 introduces the band structure and eigenstates of
atoms in optical lattices. Finally, the contribution of the optical lattice to the spatially varying confinement
is discussed in Section 3.5.4.

2.3.1 Optical dipole potentials

A didactic presentation of the mechanisms employed for optical trapping of neutral atoms has been
presented in Ref. [59]. Incident light, possessing an electric field E(r, #) with the driving frequency
w induces an oscillating atomic dipole moment d = a(w)E(r, ¢), which in turn couples to the electric
field. This atom-light interaction can be split into a dispersive and a dissipative part. The dispersive
part induces an energy shift of the atomic ground state Vg, o« —(dE) o« —Re[a(w)]I(r), leading to a
conservative dipole force. At the same time, the atom absorbs photons from the driving field with a
scattering rate T, oc (dE) oc Im[a(w)]I(r), which induces a scattering force. Note, that both Vaip and Iy

are proportional to the intensity /(r) = ?lEl2 at position r. While the dissipative scattering force is
regularly applied to cool atoms, e.g. in magneto-optical traps, it is also a source of heating in optical
dipole traps [60]. Thus, it has to be avoided as much as possible in this situation.

To begin with, we approximate the atom as a harmonic oscillator and describe the displacement of the
outer electron in the presence of a driving electric field. A solution of the equation of motion yields the
complex polarisability

T/w)
w% —w? - i(a)3/a)(2))F

with the atomic resonance frequency w,. Using this expression and applying the rotating wave
approximation, we find

2.17)

a(w) = 67r60c3

3’ T
=" "7 2.1
Vd]p 2(,_)(3) A (r)7 ( 8)
3xc? (T2
= —| I 2.1
" (A) ®). 2.19)

for the dipole potential and the scattering rate, respectively. In Equations 2.18 and 2.19 the detuning is
defined as A = w — w, such that a driving field with A < 0 (A > 0) is red (blue) detuned with respect to
the atomic resonance. This convention will be used throughout this thesis. A comparison of the scaling
of the dipole potential and the scattering rate with detuning and intensity indicates that it is advantageous
to use far detuned light with a high intensity in order to minimize heating due to spontaneous scattering
of light from the trapping beams. In addition, the sign of the detuning plays an important role for optical
trapping. While red detuned beams attract atoms to regions of high intensity, atoms are repelled from
regions of high intensity for blue detuned light.

While the classical treatment yields the correct dependence on the detuning, a quantum mechanical
treatment is necessary to find a more accurate expression for the decay rate I'. To this end, we approximate
the electronic level structure by a two level system consisting of a ground state |g) with energy E, and an
excited state |e) with energy E.. The energy difference between the two states yields the atomic resonance
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2.3 Optical trapping and optical lattices

frequency w, = (E, — Eg) /hi. Then, the correct expression for the decay rate depends on the dipole matrix

element of the two states ;

w
F= —[eldlg). (2.20)
meyhc

In the case of alkali atoms, such as Potassium, the multi-level structure of the electronic transition further
modifies the expression for the polarisability. In general, we have to sum over all possible excited states
to find the atomic polarisability [61]

1 1
_ i . _ 221
a ;l(ﬂ )] E,—E ~hw  E;—E +ho 221

Therefore, the calculation of the polarisability for a multi-level atom requires the knowledge of the
dipole matrix elements ;= {f|d [i) between the initial state |i) and final states |f). With the Clebsch-
Gordon coeflicients ¢;; the transition matrix element can be calculated from ;- = ¢;;[|ul|, where || ||
is the reduced dipole matrix element [62]. Often, it is sufficient to restrict the summation to the D1
(42S1 i 42Pl /2) and D2 (42S1 i 42P3 /2) transitions for alkali atoms. Moreover, in optical dipole
traps the, hyperfine splitting in the excited states is usually not resolved (A > E, ;). In this case, a good
approximation for the dipole potential is given by [59]

2 1 1

el
Vi (r)=——|(2+ +
dlp( ) 2(1)8 (( ngmF) (Q)_CUDZ (1)+(1)D2)

(2.22)

+ (1 - ngmF) ( ! + ! ))I(r)

where g = +1, 0 indicates the polarisation of the light field, g is the Landé factor and m denotes the
magnetic hyperfine state. As evident from Equation 2.22, the application of linear polarised light (¢ = 0)
allows to generate state independent trapping potentials.

Until now, we have neglected the explicit spatial dependence of the intensity distribution /(r). However,
optical trapping clearly requires a gradient in the potential in order to work. Typically, simple Gaussian
laser beams (TEM,, mode) are used to trap cold atoms. The intensity distribution is thus given by

2P, 2x7 2y°
_oen o2 2.23
0= @ exp( W2 (2) w§<z>) -

Here, P, is the power in the centre of the beam; w, (z) = w(,, (1 + 2/ zﬁ)l/ % denote the beam radii in the
direction perpendicular to the direction of propagation z where the intensity has dropped to 1/ ¢* of the
maximal value; the smallest beam radius wy,, = w, (z = 0) is called beam waist; together the beam waist
and the laser wavelength A determine the Rayleigh length zp = ﬂ'WS’V /A, which describes the divergence
of the beam after the focus. Due to the spatially varying intensity, already a single red detuned laser beam
with appropriate beam parameters is sufficient to create an, usually strongly anisotropic, optical trap for a
pre-cooled cloud of neutral atoms. In the example above, different beam waists along x and y account for
a possible ellipticity of the beam.

15



Chapter 2 Strongly interacting fermions in optical lattices

2.3.2 Optical lattices

In the last section, we have seen how an electric field induces a dipole potential for neutral atoms.
Employing the interference between two counter propagating laser beams, also periodic potentials, so
called optical lattices, can be created. In close analogy to solid state physics the periodic potential leads
to a band structure for the trapped atoms, with allowed energy bands separated by band gaps. Thereby,
optical lattices allow to realise ’artificial crystals’ in which atoms replace the electrons and potential
minima form the analogue of ionic cores found in real crystals.

One-dimensional optical lattice

For simplicity, we will first limit the following discussion to the one-dimensional lin-lin lattice configuration
of two beams with identical wavelength A propagating along the x and —x direction and parallel linear
polarisation. This configuration is most easily realised by reflecting a focussed Gaussian laser beam in
itself. With equal power in both beams, the optical lattice potential is given by

D) y2_*_12

Vip(r)=V,e “x cos® (kx) , (2.24)

where the periodicity of the potential is determined by the wave number k = 27r/A. Usually, the lattice
depth V, = s, E, is expressed in units of the recoil energy E, = h*k*/2m with the atomic mass m.
According to the description above, the laser detuning defines the sign of V. (cf. Section 2.3.1). The
exponential factor in Equation 2.24 shows the transverse variation of the lattice depth due to the Gaussian
shape of the interfering beams and w, denotes the beam waist. Note that the axial confinement is
neglected in Equation 2.24. This is justified, since the Rayleigh length is typically much larger than the
beam waist. Therefore, the lattice depth is approximately constant over the axial extent of the cloud in the
x-direction.

Three-dimensional optical lattice

In our experiment, we realise a three-dimensional optical lattice. It is straight forward to construct
such higher dimensional lattices from the superposition of orthogonal one-dimensional standing waves,
provided the potentials are separable. This is achieved by using mutually orthogonal linearly polarised
beams to prevent cross interferences between the different optical lattices. In addition, we employ beams
with different frequencies forming the standing waves. Thereby, any remaining cross interference is time
averaged. The resulting combined potential is given by the sum of the individual 1D lattice potentials

y24z? _2x2+2z2 _27x2+y2

Vap(r) = Vze_ i cos’ (kyx) + Vie ™ cos” (kyy) + Ve v: cos? (k,z) , (2.25)

where w,, denotes the beam waist of the beams forming a lattice along the v-axis and V,, is the corresponding
lattice depth. While for an isotropic 3D-lattice k, = k,, = k, we realise k, = k,, ~ k_/2 to implement an
anisotropic lattice.

In a deep optical lattice, the confinement at individual lattice sites may be approximated by a harmonic
potential with the on-site trapping frequency

2
w2 - &|V
m

on-—site,v V|

(2.26)
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2.3 Optical trapping and optical lattices

along each axis v € {x, y, z}. Note that the on-site trapping frequency depends only on the lattice depth
and is identical for red (V,, < 0) and blue detuned lattices (V,, > 0). In the harmonic approximation, the
ground state energy of the local quantum harmonic oscillator (the so-called zero-point energy) is given by

h
EO = 5 Z Won-—site,v - (2-27)
v

As we will shortly see, the zero-point motion has important consequences for the overall shape of the
optical potential.

External confinement

Close to the centre of the trap the combined potential can be approximated by the sum of homogeneous
one-dimensional lattice potentials and an additional harmonic confinement along each direction

m
Vip(r) = V, cos’ (kx) +V, cos’ (ky)+V, cos’ (kz) + ) (a)xxz + wyyz + wzzz) , (2.28)

where the external harmonic confinement is characterised by the effective trapping frequencies w,., w
and w,. Three major contributions to the external potential can be identified:

y

1. The decrease of the lattice depth of each lattice along the corresponding transverse directions
results in a decrease of the on-site trap frequency as the distance from the centre of the beam
increases. Along the x-direction, the on-site trap frequency decays as

won—site(r) = won—site(o) exp{_yz/w)zc - ZZ/W)ZC} . (229)

Irrespective of the laser detuning, this effect creates an anti-confining potential for the trapped
atoms. In the harmonic approximation, this contribution to external confinement can be expressed

as
5 2 | Ery V |sy| Er,z‘\j |Sz|
= _Z ) + ) .
Wy WZ

(2.30)

X

2. In a red-detuned lattice, the atoms are trapped in local maxima of the intensity distribution (where
cosz(kx) = 1). This creates a negative energy offset, which decreases with the intensity and results
in a confining potential. In the blue-detuned case, this effect is absent since the atoms are trapped
in local minima of the intensity (where cosZ(kx) =0).

3. Finally, imperfect interference of the beams forming the lattice leads to a running wave component
that acts as a dipole trap following the Gaussian envelope of the optical lattice. Imperfect interference
may arise from a power imbalance 7,, of the counter propagating beams or non-matching polarisation.
The running wave component creates an attractive (repulsive) dipole potential for red (blue) detuned
light.

For a 1D optical lattice along the x-axis, the last two contributions can be summarised to give the

following potential
2

y +z2
25 (1= V7))’

Vin =V, Wy + cos® (k 231
ip = Vye o cos” (kx) (2.31)
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Chapter 2 Strongly interacting fermions in optical lattices

Again, the atoms are trapped in local maxima (minima) of the intensity for red (blue) detuned light
yielding cosz(kx) =1 (cosz(kx) = 0). Therefore, the contribution to the external confinement along the
x- direction of the 3D optical lattice becomes

2 4 (lim)z/ 2

wy =——1|V,

(1 i‘/y_z)z/wz
X ml| > 47y

zZ

wy +V, Iy (2.32)
and the upper (lower) sign is valid for a red (blue) detuned lattice. The overall external confinement is
given by the sum of Equations 2.30 and 2.32. The experimental calibration of the external confinement
is a crucial input to our data analysis and will be presented in Chapter 3.5.4. In the next section, we
concentrate on the periodic part of the potential to find the eigenstates and eigenenergies of non-interacting
neutral atoms in an optical lattice.

2.3.3 Single-particle eigenstates in an optical lattice

In a separable potential, the dynamics separate along the coordinate axes and the eigenstates of the 3D
optical lattice are formed by the product of the eigenstates of the independent 1D lattices. Therefore,
this section is restricted to the description of single-particle eigenstates in a homogeneous 1D optical
lattice. First, delocalised Bloch states and the band structure resulting from a periodic potential will
be introduced. For the discussion of the physics of tight binding models, like the Hubbard model, it is
convenient to consider localised states with a well defined position rather than delocalised states with
well defined momentum. To this end, the Bloch functions are employed to construct a basis of localised
Wannier functions. With this localised basis, the kinetic and potential energy of atoms in the optical
lattice may be related to the single-band Hubbard model, which will be introduced in Section 2.4.

Bloch waves

The eigenstates in a homogeneous 1D optical lattice potential V(x) are found by solving the Schrédinger
equation
5 LW
Hg, ,(x) = ,(q), ,(x) with H = —%@ +V(x). (2.33)
The Bloch theorem states that the eigenstates of a particle in a periodic potential are given by the product
of a plane wave and a periodic function u,, ,(x) = u,, ,(x + a) with the same periodicity a = x/k as the
lattice potential [4, 63] .
o, (x)= equun’q (x) . (2.34)

For each quasi-momentum ¢ infinitely many solutions with different eigenenergies exist. This is reflected
by the band index n. Since each solution of the Hamiltonian possesses a well defined momentum these
so-called Bloch waves are delocalised.

Both the periodic potential and u,, q(x) can be expanded in plane waves with wavevectors [ 2r/a = [ 2k
according to

V.o ) ‘
V(x) = Vy cos’(kx) = = (ez"‘x 4o 2ikx 2) and u,, ()= A with 1eZ. (235
)
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Figure 2.6: Band structure of a 1D optical lattice. (a) For V;; = 0 E| the bands correspond to the quadratic dispersion
relation of a free particle folded into the first Brillouin zone. (b) At finite lattice depth, gaps between bands open at
the edge of the Brillouin zone. (c,d) When the lattice depth is increased further, the band gaps increase and the
bands approach flat, equidistant harmonic oscillator energy levels. Bands with even (odd) band index n are shown
in red (blue).

Using Equation 2.35 the Hamiltonian A may be expressed in matrix form

QL+ q/k)VE, +V, /2 |I-1']=0
Hyp=4V./4 l-1]=1 (2.36)
0 I-1]>1.

A diagonalisation of H; ; yields the eigenstates and eigenenergies of the homogeneous periodic potential.
For typical experimental lattice depths it is sufficient to restrict the matrix to —6 < / < 6 to obtain accurate
results for the lowest bands. The resulting band structure ¢,(q) is presented in Figure 2.6 in a reduced
zone scheme showing only the first Brillouin zone | — ik, fik] for different lattice depths. For V, = 0 E, the
band structure corresponds to the harmonic dispersion relation of a free particle (Figure 2.6(a)). However,
for a finite lattice depth the individual bands become separated by band gaps whose width increases with
the lattice depth (Figure 2.6(b,c)). For deep lattices, the bands approach the equidistant energy levels of a
harmonic oscillator.

Wannier functions

The Bloch functions describe delocalised particles with a well defined quasi-momentum. However,
in order to calculate the terms of the Hubbard Hamiltonian, the particles are usually described in an
orthonormal Wannier basis [64]. The Wannier functions are localised at the lattice sites, which makes
them a convenient choice for tight-binding models. The Wannier function of an atom in the nth band of a
1D optical lattice may be expressed by a Fourier composition of Bloch functions

1 )
wn(x = x) = = ) e (), (2.37)
q

where L is the number of lattice sites and x; denotes the positions of the potential minima. Figure 2.7
shows the probability density of Wannier functions of the lowest band in a one dimensional optical lattice.
With increasing lattices depth, the Wannier functions become increasingly localised and approach the
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Figure 2.7: Wannier functions. Probability density |w(x)|2 for varying lattice depth as a function of position. As
the lattice depth is increased, the wave functions become increasingly localised. The lattice potential for a fixed
arbitrary depth is indicated in grey to highlight the lattice sites.

Gaussian eigenfunctions of the harmonic oscillator.

2.4 The Hubbard model

The Hubbard Hamiltonian was formulated as a minimal model to describe strongly interacting electrons in
periodic potentials. Due to its broad applicability and especially the hope that it provides insight into the
problem of high temperature superconductivity it has been studied intensively in the context of condensed
matter both experimentally and theoretically. A new experimental approach to the model was unveiled
when D. Jaksch et al. [65] suggested to use cold atoms in optical lattices to study the (Bose)-Hubbard
model in an analogue quantum simulation.

In second quantisation, atoms in an optical lattice V(r) are subject to the following Hamiltonian
H= Z/d% G (r)
o

1 4ﬂash2 & pt g 3
i D / & ¥ 0T (1), (08, (x)

2 m
ag.

w2 .
—%vz + V() + V() | ¥, (r)

(2.38)

’
, O

Here, we specifically consider fermionic field operators ¥_ (r) with spin o = {1, |}. The first term in
Equation 2.38 includes both the kinetic energy and the slowly varying external trapping potential V(r)
that arises from the intensity distribution of the employed optical fields (cf. Section 2.3.2). In the second
term, we have already accounted for the short range nature of interactions, which are parametrised by the
s-wave scattering length a(cf. Section 2.2.1). In a single band approximation, the field operators can be
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2.4 The Hubbard model

Figure 2.8: The first two terms of the Hubbard model describe (a) the tunnelling of a particle to a neighbouring site
with a tunnelling rate t and (b) an energy shift U due to the interaction between particles of opposite spin occupying
the same lattice site.

expanded in a Wannier basis. This yields

Py =) & wir—r)and (2.39)

W, (1) = > & pwolr—1y), (2.40)

4

where the operator CAIO_ (¢; ) creates (destroys) a fermion with spin ¢~ on lattice site i. Applying this
expansion to Equation 2.38 results in the one-band Hubbard Hamiltonian

A AT oA N N N
H=—t Z (cl.,o_cj’(r + h.c.) + UZ A2 | — Z Hifly o (2.41)
i i,00

({i.j)o

where we have restricted the interactions to act on-site and tunnelling to occur between neighbouring
sites only. In Equation 2.41 the particle number operator #; , = é;r,géi,a counts the number of particles
per spin on a lattice site. The total number of particles on a lattice site is thus 72; = 3., A; ,. Comparing
the remaining terms in Equations 2.38 and 2.41, we relate the tunnelling amplitude 7 = #;; between two

neighbouring sites 7 and j to the Wannier functions wy(r —r;)

. ’
= /d3r wo(r —r;) l—%VZ + Vo(r) [ wo(r —1;) . (2.42)

Analogously, the on-site interaction parameter for particles with opposite spin on the same lattice site is

identified as
3 4777’1251S

U= / &Erwor -1 . (2.43)
m

Finally, the last term in the Hubbard Hamiltonian 2.41 accounts for the spatially varying energy offset
induced by the external trapping potential V-(r). The corresponding energy offset at a lattice site 7 is
given by

€ = /dr Vr(r) |Wo(l‘ - I'i)|2 ~ Vi(ry) - (2.44)

Together with the global chemical potential y, this expression defines the local chemical potential
H; = Ho — Vy(r;) in Equation 2.41. Throughout this work, we rely on the local density approximation
(LDA) [66]. Within the LDA, i.e. as long as the external trapping potential varies slowly, e.g. with
respect to the correlation length, the inhomogeneous system is treated as locally homogeneous. With the
precise calibration of the trap V;(r) (see Sec. 3.5.4) the potential is divided into spatial segments in which
the potential is approximately constant. Then, the properties of the gas are defined by the local chemical
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Figure 2.9: Tunnelling rates versus lattice depth. (a) Shows the nearest neighbour tunnelling 7 for the oblique lattice
with an angle of 85.67°. In (b) the contribution from further-neighbour tunnelling (b) is presented in units of ¢.
Both for the square lattice (solid grey) as well as for the oblique lattice (solid black) the dominating contribution
stems from tunnelling along a straight line #’. In the non-separable case, the tunnelling amplitudes 7, and #, along
the short (dashed) and the long diagonals (dash-dotted), respectively, are non-zero. The oblique lattice and the
tunnelling matrix elements are schematically shown in the inset of (b).

potential y;. This relationship allows to convert the measured spatial density distribution n(r) into the
equation of state n(u), which may then be compared to numerical simulations of homogeneous systems.

Tunnelling matrix elements in the 2D optical lattice

Above, we have only discussed the case of a 1D optical lattice. We noted that the extension to 2D and 3D
optical lattices is straight forward as long as the periodic potentials remain separable. Experimentally,
cross interference between the individual standing waves have to be avoided (cf. Section 3.5.2) and the
lattices have to be mutually orthogonal. Due to technical limitations in our setup the latter could not
be realised for the two standing waves forming the horizontal lattices. Instead, the angle between the
two standing waves is fixed to the maximally achievable value of 85.67 °. To estimate the impact of
the non-orthogonal lattice angle on experimental parameters, Figure 2.9 shows a comparison of the
tunnelling elements obtained using the actual oblique lattice potential and the ideal separable square lattice
potential. While the nearest-neighbour tunnelling rates ¢ are almost indistinguishable in Figure 2.9(a)
[67]! the next-nearest neighbour tunnelling matrix elements shown in Figure 2.9(b) are notably different.
In a separable lattice, tunnelling along the diagonal is strictly zero, since the Wannier functions are
orthogonal. In contrast, the non-separable oblique lattice leads to finite tunnelling rates ¢, (¢y) along the
short (long) diagonal to ¢. For our lattice angle and a typical lattice depth of 6 E,, we find ¢/t ~ 4 %
and t3/t ~ ty/t ~ 2%. In a recent study of the attractive Hubbard model, Mitra et al. [69] use
DQMC simulations to estimate corrections for a range of observables in the Hubbard model arising from
the presence of next-nearest neighbour tunnelling matrix elements with similar amplitudes as in our
experiments and find that their contributions to experimental observables are negligible. In conclusion,
we neglect all but the nearest-neighbour tunnelling term for the lattice depths realised in the experiments

I All calculations have been carried out using a script provided by the group of D. Jaksch. The code and a detailed documentation
thereof can be found online [68].
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2.4 The Hubbard model

presented in this thesis (V;; > 5 E,.). In this limit, the dispersion relation of non-interacting atoms in a
two-dimensional optical lattice is given by

e(q) = -2t [cos(qxa) + cos(qya)] , (2.45)

where a = m/ky,, is the lattice constant.

On-site interaction

According to Equation 2.43, the on-site interaction U depends on the scattering length a as well as on the
precise shape of the Wannier-functions. We obtain the scattering length using carefully calibrated values
of the Feshbach field and the parametrisation of the scattering resonance according to Equation 2.16. For
deep lattices the localised wave functions are usually well approximated by the eigenstates of a harmonic
oscillator potential. In this limit, the exact energy of two particles interacting via a short range potential
can be found [70]. This description can also be used to include the anisotropy of our three-dimensional
lattice potential [71, 72]. However, for shallower lattices the harmonic approximation fails and we have
to use a correction to obtain reliable results [73]. To confirm the calculated values, we initially left U
as a free parameter when we fitted our data to numerical simulations of the 2D Hubbard model using
numerical linked cluster expansion (NLCE) [74] and generally found good agreement with the calculated
on-site interaction energy. An exception are weakly interacting systems where the calculated value
U/t = 1.6 significantly deviates from the fitted value of U/t = 2.5. This behaviour can be attributed to
a failure of the NLCE method at low interactions, where the delocalisation of the lattice gas limits the
convergence of the expansion to higher temperatures as compared to more strongly interacting systems
[75, 76].

2.4.1 Non-interacting Hubbard model

Without interactions, i.e. U = 0, Equation 2.41 reduces to
Hy=-1 ) (”Tja+hc)—,u2ﬁi. (2.46)
(i) i

This is the non-interacting Hubbard model. Already this very simple case contains the existence of
metallic and band insulating phases of electrons in periodic potentials. A convenient approach to find the
eigenstates of this Hamiltonian 2.46 is to transfer the problem to momentum space [77]. To this end, we
express creation and annihilation operators in a plane wave expansion

ikl 5f
&l = V—Z T (2.47)
N ikl A
C],O' = _Ze ck,O'
VL 4

where L is the number of lattice sites and k = (k,, k,) = 2T”(nx, n) is the discretised wave vector. The
creation and annihilation operators respect the fermionic anticommutation relations

{Ck,O' K.o } 6k,k/60' o {Cka‘ ’,O”} =0 . {ékaék',g'} =0. (248)

23



Chapter 2 Strongly interacting fermions in optical lattices

(a) (b)

—
o
N

20 T T T 20 T T 1 O T T T
= Total = —— kg T/t=0.01
I i || | Sosl e
- 5 e 5 < kg T/t=1
) ) 206 -
Z210F 1 210F 1 2
2 2 3 0.4
) 5} o 0
©ost 1 “osf {1 E
' ' o 0.2
(&)
0.0 =~ : 0.0 . 0.0
-5 0 5 -5 0 5 0.0 0.5 1.0 1.5 2.0
Chemical potential y (1) Chemical potential y (1) Filling n

Figure 2.10: Equation of state of the non-interacting Hubbard model. We show the total density (black), singly
occupied sites (blue) and doubly occupied sites (red) as a function of chemical potential y, of the non-interacting
Hubbard model for temperatures kg7 /t = 0.01 (a) and kgT /t = 0.5 (b). (c) shows the thermal compressibility as a
function of filling for three different temperatures.

A replacement of the operators in Equation 2.46 with expression 2.48 yields the diagonal Hamiltonian
Ay =) (6~ e o 6o = D (6 = Wi - (2.49)
ko ko

In the tight binding limit g = —2¢ )}, cos ak,. Within the grand canonical ensemble the density matrix
is given by

e PH
0 = , 2.50
p=— (2.50)
with the partition function
7= Tr[e_'BH] . 2.51)
The thermal average (...) of an hermitian operator O is given by
0y =Tr|p0] . (2.52)

With these expressions, the average total number of particles becomes

> e B ‘ =5 [1 + eﬁ(fk‘f‘)]_l . (2.53)
k k

The last expression reminds us of the Fermi-Dirac distribution. The thermodynamic behaviour of the
non-interacting Hubbard model is thus completely determined by the Fermi-Dirac statistics and the filling.
Figures 2.10 (a) and (b) show Equation 2.53 as a function of the chemical potential for a temperature of
kgT/t = 0.01 and kgT/t = 0.5, respectively. In addition, we show the expectation values of singly and
doubly-occupied sites (d) and (§), which are easily derived from the density using the fact that, without
interactions, spin-up and spin-down particles are entirely uncorrelated

1
S
(i) = > Tr

(dy = (iyh)) = (A7) (A)) and (2.54)
(8) = () —2(izA,) (2.55)
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2.4 The Hubbard model

Compressibility

In ultracold atom experiments it is difficult to directly quantify the conductivity of a many-body system
as this would require transport measurements. However, an experimentally more accessible quantity that
allows to distinguish between metallic and insulating phases is the isothermal compressibility

_ 1aaw)
K .

= 2.56
vV ou (2.56)

The isothermal compressibility describes the reaction of a many-body state to a change in the chemical
potential. A system with finite compressibility is metallic, since a change in density upon compression
implies that empty states were available which permit the redistribution of density and thus particle
transport. On the contrary, when the system is gapped against charge excitation there are no energetically
accessible empty states and the compressibility vanishes. At the same time, the system is insulating since
there is no particle transport. In Figure 2.10(c) we show the compressibility « for different temperatures
and as a function of filling. For all temperatures, the compressibility vanishes for the empty as well as for
the completely filled band, while a maximal compressibility is found at half filling. This indicates the
crossover from an insulating vacuum (a band insulator of holes) to a metallic state (with a partially filled
band) and to a band insulator, when the band is completely filled. The divergence of the compressibility
at half filling as the temperature approaches T = 0 is reminiscent of the van-Hove singularity [78] in the
density of states? for a uniform square lattice.

In Chapter 6, we study the effect of interactions introduced into the Hubbard model. In the limit of
weakly interacting systems, we will compare the equation of state and compressibility to the non-interacting
Hubbard model presented here.

2.4.2 Atomic limit

The opposite limit to the non-interacting Hubbard model is the atomic limit with # = 0. In this case each
lattice site is independent. Thus, to find the equation of state in this limit, we consider all the possible
micro-states of an isolated lattice site, |0), |]), |T) and ||T). These states are eigenstates of the interaction
Hamiltonian H = UAi| — pi with eigenvalues U/4, U /4 — p, —U /4 — prand —U /4 — 2, respectively.
We easily find the partition function for a single site

20 = Te| P11 = PV 4 2 PV o PV (2.57)
and the average number of particles per site
(i) = (iy +1)) = 27! Tr[(ﬁT + i)l ] -z (2e‘ﬁ<‘U [4=1) 4 2e‘ﬁ<‘U/4‘2“)) . (2.58)

Figure 2.11 presents the occupation as a function of the chemical potential. In contrast to the non-
interacting case, where we had a metallic region around half filling smoothly connecting the vacuum
and the band-insulating region, we now observe a plateau around half filling, where the density does not
change and the compressibility vanishes (Figure 2.11(b)). The formation of this insulating many-body
state can be understood as a splitting of the band into a lower and an upper band, which are separated by
the interaction energy. When the lower band is full, each site is occupied with a single electron. Now, any

2
2 The analytical result for the density of states for non-interacting fermions on the square lattice is g(€) = ZL%K [1 - (%) ],
T

where K [x] is the elliptical integral of the first kind [77].
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Figure 2.11: Equation of state in the atomic limit. For finite U, the density n(u) develops a plateau around half
filling, which is washed out with increasing temperature (a). This behaviour is also reflected in the compressibility,
which shows a minimum at half filling indicating that the system is insulating. (c) Shows the formation of local
moments with decreasing temperature.

transport requires the formation of doubly occupied sites, i.e. excitations to the upper band, which are
energetically suppressed. This feature of the Hubbard model is called the Mott plateau after Sir Neville
Mott. In the atomic limit, the width of the plateau is determined only by the strength of the on-site
interaction and the temperature. The addition of a non-zero tunnelling amplitude leads to enhanced
quantum fluctuations and, correspondingly, a decreasing extent of the Mott plateau. The existence of the
Mott plateau at half filling introduces a new degree of freedom, since each lattice site is then filled with
a (pseudo-)spin half particle. Indeed, the formation of these local moments <m§) is a prerequisite for
localised magnetism in the Hubbard model. We define

(m2) = (g = 1))%) = (A) =2 (i) (2:59)
where the last term measures the average number of atoms on doubly occupied sites (d) and is given by
(g )) = 27" Trligh leﬁﬂ 1=z e PV (2.60)

Using these expressions, we find that the local moment is zero for both empty and doubly-occupied lattice
sites, but one for singly-occupied sites. In Figure 2.11(c), the local moment at half filling is plotted as
a function of temperature and on-site interaction showing that local moments increase with increasing
(repulsive) interaction strength and decreasing temperature.

In conclusion, we have seen that in the atomic limit at half-filling and for sufficiently low temperature
the Hubbard model is gapped against charge excitation, while two possible spin-configurations are
degenerate. Therefore, we may expect that spin-excitations are accessible already at low energies. In the
next section, we will reintroduce the tunnelling term of the Hubbard model and attribute an energy scale to
these excitations. As a result, we will find that a finite tunnelling amplitude gives rise to antiferromagnetic
correlations between lattice sites.

2.4.3 Origin of antiferromagnetic correlations in the Hubbard model - a toy model

The following paragraphs motivate how antiferromagnetic correlations originate from repulsive inter-
actions in the Hubbard model. As a simplified model, we may consider two fermionic particles in
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2.4 The Hubbard model

a double-well potential. Previously, this situation was referred to as "half filling". In this case, the
basis is spanned by six states: [T, T), L, 1), [T,1), 1L T),[T),0) and |0, T]). The states [T, T) and ||, |) are
immediately identified as eigenstates of the Hubbard Hamiltonian with energy £ = 0 since hopping
is blocked by the Pauli principle and, due to the absence of double occupancy, these states carry no
interaction energy. With the basis reduced to [T, |), ], T),[Tl,0) and |0, T]) the Hamiltonian reads

0 0 -t -t
0O 0 ¢ t

H= St U 0 (2.61)
-t t 0 U

Proceeding with the diagonalisation of Equation 2.61, we find the following pairs of eigenstates and
eigenenergies

W, = (1. 0) + IL 1)) with energy E, = 0,

N
¥, = % (111,0) +10,11)) with £, = U,
EC
¥, = %(IT, Do) e im;(» PO i, = % (U — @’ + U2) and
(%)
Eq
LMD D B0 (U+ m) |
\/E L+ (E)Z 2
2t

Figure 2.12 shows the eigenergies as a function of the on-site interaction. For strong repulsive interaction
the energies of states with dominant single and double occupancy are gapped by an energy difference
of order U, leading to a suppression of doubly occupied sites. This may be seen as a toy model of the
crossover to a Mott-insulator since density excitations, and thus transport, are suppressed by the cost in
interaction energy. Recently, the spectrum of the two-site Hubbard model has also been studied with cold
atoms in an optical micro traps [79].

2.4.4 Superexchange

We have seen above that strong repulsive interactions suppress the formation of double occupancies and,
correspondingly, empty sites. Instead, each of the wells is occupied by an unpaired spin. This hints
at the possibility to minimise internal energy by a favourable alignment of spins on the different sites.
Indeed, when both spins point in the same direction, as shown in Figure 2.13(a), tunnelling from one
site to the other is forbidden due to the Pauli principle. On the contrary, when the spins are anti parallel
as shown in Figure 2.13(b), second order tunnelling may take place. In this process, one of the spins
hops to the other site forming an intermediate (virtual) double occupancy before one of the spins hops
back to the empty site. Due to the cost in interaction energy for large U, the double occupancy is only
formed temporarily. To understand this so-called superexchange better, we take the limit U > ¢ and
treat tunnelling as a perturbation to the interaction Hamiltonian [11]. In this limit, the eigenstates of the
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Chapter 2 Strongly interacting fermions in optical lattices

Figure 2.12: Eigenenergies of two repulsively interacting fermions in a double well as a function of the on-site
interaction U.

(a) (b) t

t 0
N g
WW
Figure 2.13: Superexchange in the double well. (a) Due to the Pauli principle tunnelling is forbidden for parallel

spins. (b) Opposite spins may exchange position via an intermediate step by forming a virtual double occupancy.

interaction Hamiltonian are the following triplet and singlet states

(Dt,l = |T9 T>

Triplet (P2 = (LD +ILT)) (2.62)
(Dt,3 = Hﬂ l>

Singlet @, = — (11,1~ |L 1) (2.63)

V2

These states are degenerate in interaction energy. As outlined above, we introduce tunnelling as a second
order perturbation. Thereby, the perturbed states are shifted in energy by

2
s [ 2@ e+ e )
58, =22y , (2.64)
p E,-E,

In order to estimate the energy shift, we are interested in finding the matrix elements in Equation 2.64.
For both @, | and @, ; tunnelling is forbidden and thus 6E = 0. Therefore, we now consider only the

entangled states @, , and ®,. Using [T, ]) = cAI TCA; ! |0, 0) as well as the fermionic anti-commutation
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2.4 The Hubbard model

relations we find
D e+ 8 ML) = ~(1TL0) +10.11)) (2.65)
1 D] e+ L8 L) = 1(11L0) +10.71)) . (2.66)

This shows that the symmetric triplet state @, , experiences no energy shift (6 = 0) due to second order
tunnelling, while the energy of the singlet state is shifted by

262t 42
= = ——. (2.67)

OF = =
0-U U

Thus, we have found that the singlet state is energetically favoured and that antiferromagnetism may arise
from short-ranged repulsive interactions without the need for a direct spin-spin interaction.

2.4.5 The antiferromagnetic Heisenberg model

At half filling and for strong interactions the Hubbard model approaches the Heisenberg model of localised
spins
H=17)8S$;, (2.68)

with local spin—% operators Si = ("8 $%)T [80]. In the Heisenberg model, spins on neighbouring

1’71

lattice sites (i, j) interact via spin exchange SiS e The strength of this interaction is determined by the
exchange constant J = 4t2/ U [81] and the positive sign indicates that the model is antiferromagnetic.
This energy scale, which we also obtained from the perturbative treatment of tunnelling in the two-site
model above, yields an estimate for the temperature below which one can expect to observe magnetic
order. Note, that in two-dimensional systems true long range order is forbidden at finite temperature
[82]. Nevertheless, the strength of the superexchange coupling still yields an estimate for the temperature
around which antiferromagnetic correlations become significant for the 2D Hubbard model.
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CHAPTER 3

Experimental setup

This chapter provides an overview of the experimental apparatus in its current status. Furthermore, it
summarises the production of a cold lattice gas with tunable interactions. The apparatus was originally
constructed at the university of Cambridge and was moved to Bonn in 2013. Therefore, a more detailed
description of many of the individual technical elements of the apparatus is found in Refs. [83], [48] and
[84]. A general introduction to the creation and characterisation of degenerate Fermi gases is presented
in Ref. [41] and citations therein.

Section 3.1 provides an introduction to the experimental apparatus as well as a brief summary of
the cooling steps applied to achieve quantum degeneracy of fermionic Potassium-40. Thereafter, the
individual cooling techniques are reviewed in greater detail: In Section 3.2 the magneto optical trap
(MOT) is presented. Section 3.3 summarises the magnetic Ioffe-Pritchard trap and evaporative cooling
therein. In Section 3.4 the creation of a spin balanced quantum degenerate Fermi gas in an optical dipole
trap is outlined. Thereafter, the optical lattice setup is introduced in Sections 3.5.1 and 3.5.2. Finally,
Section 3.6 contains a summary of the magnetic coil setup providing the Feshbach fields to manipulate
the interaction between atoms in different hyperfine levels. It is further discussed how the alignment and
the stabilisation of the fields to the required level of precision has been achieved.

3.1 Vacuum system

The core of the experimental apparatus is the vacuum system shown in Figure 3.1. Four sections of the
system can be identified

1. A small oven provides a source of potassium atoms.

2. In the first vacuum chamber (MOT cell) a three-dimensional MOT is used to confine and cool
atoms from the background pressure.

3. Then the atoms are transported through two differential pumping tubes which maintain four orders
of magnitude in pressure difference between the MOT cell and the final position of the atoms.

4. The science cell provides sufficient optical access to trap the atoms in a three dimensional optical
lattice and to image the density distribution using high resolution absorption imaging.

In the oven, solid potassium is heated to a temperature of 60 °C to create a background pressure
of ~ 1 x 10~ mbar in the MOT cell, where the atoms are trapped and cooled in a MOT. Hereafter, the
pre-cooled atoms are transferred to a magnetic quadrupole trap. The magnetic trap is generated by a pair
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Figure 3.1: The vacuum system (viewed from above). The apparatus consists of two vacuum chambers, the MOT
cell and the science cell, which are connected via two differential pumping tubes. Metallic potassium is heated to
60 °C in an oven to create a vapour pressure of approximately 1 X 10~ mbar in the MOT cell. After trapping and
primary cooling in the magneto-optical trap, the atoms are transported through two differential pumping tubes
in a magnetic quadrupole trap (transport coils). In the science cell, the atoms are cooled further in a magnetic
Ioffe-Pritchard trap (not shown) by microwave evaporation and, thereafter, by forced evaporation in a crossed dipole
trap formed by the horizontal dipole trap and the dimple beam. Figure adapted from [85].

of coils mounted on a motorised translation stage!, which is used to transport the atoms through two
differential pumping tubes to a second vacuum chamber (science cell). In the science cell, a pressure
of ~ 1 x 10”"!" mbar is maintained to prevent heating by collisions with background atoms. Next, the
atoms are loaded into a Ioffe-Pritchard trap [86] where the atoms are cooled by radio frequency (RF)
evaporation. Afterwards, the temperature of the gas is low enough for optical trapping and the atoms
are transferred to an optical dipole trap where a further step of evaporative cooling is applied [87] to
reach quantum degeneracy. Then, a blue detuned optical lattice is ramped up along the z-direction. This
deep optical lattice confines the atoms in a stack of independent two-dimensional horizontal planes. The
preparation is concluded by a power increase in a pair of red detuned optical lattices in the horizontal
plane. Simultaneously, the power in the dipole trap beams is decreased to compensate the change in
the trap frequencies. This strategy allows to minimise heating during lattice loading, since it reduces
the density redistribution, which is necessary to accommodate for the change in the density of states.
After the atomic cloud has settled at the experimental lattice depth, a tenfold increase in the depth of the
horizontal lattices suppresses any motion during detection. Finally, the detection involves a sequence of
manipulations on the magnetic hyperfine states using RF pulses as well as an absorption imaging routine.
Depending on the chosen tailored high-resolution RF spectroscopy scheme (cf. Chapter 4), either the site
occupation or the magnetic hyperfine state is resolved in the images, giving access to the density and
spin degrees of freedom, respectively. We employ a high resolution imaging system (cf. Chapter 5) to
obtain spatially resolved images of the spin and density distributions. The following sections explain the
different parts of the experimental apparatus as well as the preparation of the atomic gas in more detail.

! Parker Hannafin 406800 XR with Compax 3 servo drive
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Figure 3.2: MOT and imaging laser setup

3.2 Magneto optical trap

The cooling and trapping sequence starts with a MOT. MOTs employ a combination of radiation pressure
and magnetic trapping to provide a velocity as well as a position dependent force acting on an atomic
cloud [46, 88, 89]. The velocity dependent force is realised by two counter propagating red detuned laser
beams with 0" and o~ polarisation forming an optical molasses [90]. Due to the Doppler shift, moving
atoms are more likely to absorb photons from the beam in the direction they are moving towards and
experience a damping force F' = —av. However, the optical molasses alone results only in a confinement
in momentum space. In order to confine the atoms in space, a small magnetic quadrupole field is applied
to realise a spatially varying splitting of the Zeeman sublevels

E(r) = gpmpugB(r) . (3.1)

Close to z = 0, where B = 0, the magnetic field varies linear with distance. Consequently, the atoms
in the mp > 0 (mp < 0) hyperfine sublevels are gradually shifted into resonance with the red detuned
beams with increasing distance in the positive (negative) z-direction. Together with the selection rules for
circularly polarised light, this results in a restoring force F' = —fz acting towards the centre of the MOT.

Three dimensional trapping and cooling is achieved using three pairs of counter propagating beams,
which are red detuned with respect to the atomic transition. The level scheme of 0K is shown in
Figure 3.3. The cooling beam is 32 MHz red-detuned to the |F = 9/2) — |F’ = 11/2) transition. Since
atoms are able to decay from |F’ = 11/2) to |F = 7/2) a second laser is required to drive the repumping
transition |F = 7/2) — |F’ = 9/2) bringing the atoms back into the cooling cycle. During this thesis,
home-built diode lasers providing the light for both transitions [48] have been replaced by commercial
solutions. This effort resulted in an increase of the number of trapped atoms, greater stability of the
prepared atom number, as well as less maintenance time for the laser system. An overview of the current
optical setup is provided in Figure 3.2. The cooling light is generated by a single frequency Ti:Sapph
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Figure 3.3: Electronic level structure of “0K. The cooling and repumping transitions are shown in red and orange,
respectively. The thinner black arrows on the left denote the D1 and D2 lines at 770.1 nm and 766.7 nm. Figure
adopted from [48].

laser? providing 1.2 W of cooling light at a wavelength of 766.70 nm. In addition, a small part of the
generated light is employed for optical pumping at the end of the MOT phase and to image the atomic
distribution at the end of the experimental sequence. The light for the repumping transition is generated
by a diode laser3, which is amplified using a tapered amplifier system and stabilised to a K spectroscopy
cell using frequency modulation spectroscopy [91]. The cooling laser is stabilised to the repumper with
an offset lock [92]. A detailed description of both locking schemes is presented in Ref. [83].

Due to the competition between cooling and heating processes, the lowest achievable temperature in
the MOT is on the order of the Doppler cooling limit 7 ~ T, = il'/2kg ~ 145 pK [46] for Potassium.
Since this temperature is still four orders of magnitude higher than the temperature to reach quantum
degeneracy in our experiment, two further cooling steps are carried out. Both of these steps involve
the successive removal of atoms with the highest kinetic energies and subsequent re-thermalisation of
the remaining fraction of atoms. We begin by introducing the magnetic loffe-Pritchard trap in the next
section.

3.3 loffe-Pritchard trap

According to Equation 3.1 magnetic traps for neutral atoms can be created using strong inhomogeneous
magnetic fields. Since it is impossible to create a magnetic field maximum in free space, only atoms in
low-field seeking states, i.e. with gpmp > 0, are magnetically trappable. Therefore, at the end of the
MOT phase, we drive the |F = 9/2) — |F’ = 9/2) transition on the D2-line with o "-polarised light to
optically pump the atoms into states with positive m. Thereafter, the atoms are trapped in the magnetic
quadrupole trap and transported to the science cell (cf. 3.1). Once the atoms have arrived at their final
position, they are loaded into a loffe-Pritchard trap [46, 86]. This trap design combines four loffe bars for
radial confinement with harmonic confinement in the axial direction produced by a pair of Pinch coils (see
Figure 3.4). The axial bias field, provided by another pair of coils (Offset Coils) prevents losses, which

2 MBR-110 pumped by a Verdi V18 both from Coherent.
3DL pro from Toptica Photonics
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3.3 loffe-Pritchard trap

Property Symbol Value

Atomic mass of *°K m 39.96399848(21) u
Saturation Intensity Igat 17.5W/m?

Frequency VD2 391.016296050(88) THz
Lifetime T 26.37(5)ns

Natural line width I')2r 6.035(11)MHz
Resonant absorption cross section 0y 0.2807 pm2

Table 3.1: D2-line properties of 40K (extracted from Ref. [47])

Slow Feshbach
coils

Fast Feshbach
coils

Microwave

loff
orre antenna

bars

Gradient
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Figure 3.4: Configuration of magnetic coils around the science cell. The Ioffe-bars (blue) are used for magnetic
trapping and microwave evaporation before loading the optical dipole trap. The slow (red) and fast (green) Feshbach
coils are used in Helmholtz configuration to produce a magnetic bias field along the z-direction. Optionally, the fast
Feshbach coils are operated in anti-Helmholtz configuration to provide a strong vertical magnetic field gradient.
Residual in-plane gradients are compensated with a pair of gradient compensation coils (yellow).
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occur at a magnetic field zero due to spontaneous spin flips to high-field seeking states. In addition, the
Ioffe-Pritchard design provides good spatial overlap with the optical dipole trap used for final evaporation.

In the Ioffe-Pritchard trap, atoms can be evaporatively cooled [46] by microwave radiation. The
technique exploits that atoms with higher kinetic energy explore outer regions of the trap where the
magnetic field is stronger. Consequently, these atoms experience a larger Zeeman shift and, thus, can be
selectively removed by addressing transitions to high-field seeking states (gzmy < 0) in the F = 7/2 and
F = 9/2 manifolds. The remaining atoms thermalise to a lower temperature through elastic collisions,
which redistribute kinetic energy between the atoms. At the end of the evaporation, approximately
13 x 10° atoms remain in the trap at a typical temperature around 2.5 uK. However, the gas still has to be
cooled by another two orders of magnitude in order to reach quantum degeneracy. To this end the atoms
are transferred to an optical dipole trap for further evaporative cooling.

3.4 A degenerate Fermi gas in an optical dipole trap

In Chapter 2.3.1, we have discussed how optical fields may be used to trap neutral atoms. In our
experiment, the optical dipole trap is formed by two far-off-resonant laser beams at a wavelength of
Apr = 1070 nm*. The horizontal dipole trap (DTh) beam propagates along the x-direction and provides
very tight confinement in the vertical direction (waist w, = 12.5 um) and weaker confinement along the
y-axis (waist wy, = 143 um). For confinement along the x-direction we use a second beam (dimple beam)
with waists w, = 148 um and w,, = 238 um, which propagates in the yz-plane forming an angle of 45°
with the xy-plane.

Preparation of a balanced spin mixture

In contrast to magnetic trapping, optical trapping is not restricted to low-field seeking states. Therefore,
we may choose a pair of hyperfine states for which a convenient Feshbach resonance is available. For
the experiments presented later on, we use a Feshbach resonance between the two energetically lowest
sublevels |mp = —9/2) and |my = —7/2) at a field of 202.13(1) G to set the two-particle interaction
strength during the experiment (compare Section 2.2). To prepare the desired spin mixture, we perform an
adiabatic sweep to transfer atoms to the energetically lowest hyperfine state. To this end, a homogeneous
magnetic field is ramped to 60 G in order to provide a Zeeman splitting between magnetic sub levels
(see Figure 2.3(a)). Afterwards, a series of three incomplete Landau-Zener sweeps is applied to create a
balanced mixture of the two lowest hyperfine states. Each pulse consists of a linear frequency sweep and
a square RF pulse with smooth edges to approximate the Landau-Zener limit with the transfer efficiency
p=1-¢e" " 2. After each of the pulses, we hold the atoms in the presence of residual gradients to
allow for dephasing. We experimentally determined an optimal dephasing time of 50 ms. Thereby, each
of the pulses is applied to an incoherent mixture of the two lowest spin states and the overall transfer
probability may be described using the Landau-Zener formula according to Table 3.2. The advantage of
using three consecutive sweeps is that the transfer is affected less by drifts of the offset field or noise,
since there is a plateau of unit transfer efficiency over an approximately 0.3 MHz ms~' wide window of
sweep rates (see Figure 3.6(a)). As shown in Figure 3.6(b), we calibrate the transfer by measuring the
ratio N; /Ny of atoms in the initial (|-9/2)) and final (|-7/2)) state versus the sweep rate A. In order to
change the sweep rate we vary the width A while the duration of the linear frequency sweep is fixed to
= 1 ms. From a cubic fit to the data we extract an optimal sweep width of A = 1.02(6) MHz. The

Tspinmix

4 Both dipole trap beams are provided by an IPG YLM-20-LP-SC fibre laser with a short coherence length to prevent interference
with possible back reflections.
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Figure 3.5: Preparation part of the experimental sequence starting after evaporation in the magnetic trap. In (a)
solid lines indicate the power in the lattice beams (orange, green and red) and the magnitude of the Feshbach field
(blue), respectively. To reach quantum degeneracy, a balanced mixture of the energetically lowest magnetic sub
levels (lower panel) of 0K is cooled to quantum degeneracy in a crossed dipole trap. Then, the gas is confined to
two-dimensional planes by increasing the power in the blue detuned z-lattice. Thereafter, the scattering length is set
using a Feshbach resonance at 202.13(1) G. In order to realise weakly or non-interacting systems, the resonance has
to be crossed and an intermediate spin transfer is applied to avoid losses due to collisions (shown half transparent).
The final step of the preparation is to ramp up the horizontal lattices. To avoid heating due to density redistribution
within the trap, the power in both dipole trap beams is decreased in order to compensate the change in the trap
frequencies. The lattice ramp is followed by an equilibration time. During this time step it is possible to increase
the temperature by controlled heating via lattice modulation.

Number of sweeps 1 2 3
P P 2p(1-p)  p((1=p)* +p*)+2p(1 - p)’
P g 1-p (1=-p’+p° (A=-pl(1-p)+p)+2p°(1-p)

Table 3.2: Expected probability to find the atoms in the final (initial) state |my = —9/2) (|mp = —9/2)) after one,
two and three consecutive Landau-Zener sweeps with identical parameters have been applied.
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Figure 3.6: Spin-mixture calibration. (a) Expected ratio of atoms in spin-up (|-7/2)) and spin down (|-9/2))
states after a single Landau Zener sweep (blue) or two (orange) and three consecutive sweeps (blue). (b) Spin
mixture calibration applying a series of three incomplete Landau-Zener sweeps starting from a spin polarised cloud
in [-9/2). We measure the ratio of atoms in the two lowest hyperfine state as a function of the sweep rate for a
fixed duration of each pulse of 7, = 1 ms. A cubic fit (blue line) to the data yields an optimal sweep width
of A = 1.02(6) MHz and an atom number ratio N;/Ny = 1.00(3). The error bars show the standard error of three
consecutive measurements.

final ratio of atoms in both hyperfine states is N;/Ng = 1.00(3). After the balanced mixture is prepared,
we wait for another dephasing time such that thermalisation via collisions among the atoms become
possible again.

Evaporation in the dipole trap

For evaporation in the optical dipole trap, we set the Feshbach field to 190.3 G resulting in a scattering
length of a, = 277(12) a, (cf. Figure 2.5). The crossed dipole trap configuration allows us to utilise
the so-called dimple trick [93]. By this procedure, the phase space density is increased in the centre
of the trap, while hotter atoms in the outer regions of the cloud are evaporated out by lowering the
power in the horizontal beam. To evaporate atoms from the trap, we lower the power of both dipole trap
beams (cf. Figure 3.5) and achieve quantum degeneracy with N = 173 X 10° atoms per spin state at a
typical temperature of 7/T ~ 0.1, which is determined from a fit to the momentum distribution after
time-of-flight [17].

3.5 Optical lattices

The main experimental tool for the quantum simulation of the Hubbard model with cold atoms are optical
lattices [94]. In our setup, we use an anisotropic 3D lattice configuration with a deep blue detuned
lattice in the vertical (z) direction and two weaker red detuned optical lattice in the horizontal (x and
y) directions. In the following, we briefly outline the optical lattice setup, the calibration of the lattice
depths and the external confinement arising from the inhomogeneous intensity distribution of the beams
forming the lattices.
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Figure 3.7: Schematic drawing of the vertical lattice setup (figure adopted from [95]).

3.5.1 Vertical lattice

Our goal is to recreate the 2D Hubbard model. To this end, we ramp up the power in a blue detuned vertical
lattice. At the final lattice depth of 119 E,, the gas is trapped in quasi two-dimensional horizontal planes
with trapping frequencies (w,, w,, w,) ~ 27 X (21 Hz, 34 Hz, 24.34kHz). Since the nearest neighbour

tunnelling rate in the vertical lattice is reduced to t,/h = 4 X 107* Hz, any dynamics is restricted to occur
within the individual planes on experimentally relevant timescales. A schematic drawing of the vertical
lattice setup is presented in Figure 3.7. The blue-detuned light is provided by a frequency doubled
Nd:YVO, laser’ running at a wavelength of 4, = 532.2 nm. After the output of a single mode fibre, the
polarisation is cleaned by a polarising beam splitter (PBS) and adjusted with a half wave plate such that
its power is split to equal amounts into a lower and an upper path by a second PBS. Both beams are
brought to a focus at the position of the atoms, where they intersect under an angle of 2 X 6, = 2 x 14.48°
and form a lattice in the vertical direction. Together with the laser wavelength A, the angle of intersection
defines the lattice spacing a, = 1,/2sin(6,) = 1.06 um. The running wave component (cf. 2.3.2) of
the potential is controlled by a second half wave plate, which is used to adjust the polarisation of the
transmitted light relative to the polarisation of the reflected upper beam. Usually, we set y, = 1.00(5)
such that the running wave component vanishes (cf. Equation 2.32).

Loading the vertical lattice

At the end of evaporation in the crossed dipole trap, the Fermi energy Er = & X 6.9 kHz is larger than
the recoil energy of the vertical lattice E, , = h X 1.1 kHz. Therefore, multiple bands become populated
as the power in the vertical lattice is increased, which leads to heating. However, one advantage of the
blue-detuned vertical lattice is that it counteracts the confinement of the red-detuned dipole trap. For this
reason, loading the lattice effectively reduces the trap depth and results in an additional step of evaporation
[85]. To optimise the lattice loading, we vary the duration ¢,,,4 of the linear ramp and determine the
temperature in the lattice from a fit to a numerical simulation of the Fermi-Hubbard model (cf. Chapter 6).
We find that an optimal duration of #,,; = 2 s results in a typical temperature of kg7 /t ~ 0.6.

> Coherent Verdi V10
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Optimising lattice loading reproducibility

The relative position between the horizontal dipole trap (DTh) and the vertical lattice determines the
distribution of atoms within the vertical planes. Due to the ellipticity of the DTh, only approximately 11
sites of the vertical lattice are populated (cf. Chapter 4 and 8). However, a good relative stability of the
z-lattice with respect to the DTh is crucial in order to reproduce the population in each experimental
run. While, on a time scale of days, the z-lattice showed only little variation in position, the DTh was
often found to drift by several micrometers over a period of a few hours. Therefore, we choose to actively
stabilise the beam position of the DTh. Since the drift is rather slow, we use a CCD camera® to observe
the beam after the glass cell and determine the position in the vertical direction by a Gaussian fit to the
recorded intensity distribution. The result is used to generate an error signal which is fed back to a piezo
mirror’. With this regulation, we typically achieve a standard deviation Azpp, < 0.67(1) um over more
than three days, which provides a stable overlap between the z-lattice and the DTh over the time required
to take a full dataset.

3.5.2 Horizontal lattices

The final step in the preparation scheme is the formation of a 2D optical lattice in the xy-plane. To this
end we ramp up the power in two red-detuned beams crossing under an angle of 85.67° each forming
a 1D lattice in a retro-reflected lin-lin configuration (Figure 3.8). A frequency difference between the
two horizontal lattices ensures that any remaining cross interference is averaged out. To this end, we
shift the frequency of the y-lattice (x-lattice) by 220 MHz (380 MHz) using acousto optical modulators
(AOMs). At the same time, the AOMs are used to stabilise the intensity of the corresponding lattice
beam. Both beams are derived from a 18 W Mephisto MOPA from Innolight running at a wavelength of
A,y = 1064.5nm. This yields a lattice spacing of a, , = 4, ,/2 = 532.25 nm. Due to transmission and
reflection losses of the reflected beam, we measure a power imbalance of y, = 0.84(4) (y, = 0.77(4)) for
the x(y)-lattice. Therefore, both lattices induce an additional external confinement as outlined above
(cf. Chapter 2.3.2). The calibration of this external confinement is presented below 3.5.4. Before the
ramp, we match the trap frequency of the crossed optical dipole trap to the external confinement produced
by the lattices alone in order to minimise the density redistribution during the ramp. Then, we reduce the
power in the dipole trap beams to zero while the power in the horizontal lattice beams is increased to the
final value. The duration of the ramp to the final experimental lattice depth was optimised to provide a
low temperature equilibrium distribution at the final lattice depth [96].

In Chapters 6, 7 and 8, we present experimental data as a function of temperature. Two methods have
been applied to heat the atomic cloud in a controlled way. The first approach involves the introduction
of a variable hold time at the final lattice depth. In this case, heating occurs from off-resonant photon
scattering (cf. Section 2.3.1) as well as intensity fluctuations of the lattice beams. The corresponding
increase in temperature is shown in in Figure 3.9(a). The heating rate observed with this method is only
as large as 93(3) Hz s~!. Therefore, we choose to actively modulate the lattice. The amplitude of the
modulation is 10% of the actual lattice depth at approximately twice the external trapping frequency
Wpod = 27 X 50 Hz, which is far detuned both from inter-band transitions and the on-site interaction U at
the experimental lattice depth. As shown in Figure 3.9(b), this method allows to access a larger range of
temperatures. After the modulation, we hold the atoms in the trap for ;4 = 400 ms. The long hold time
ensures that possible density redistributions have settled before the measurement is carried out.

® Basler acA1300-30gm
7 Using a Thorlabs MDT693B 3-channel open-loop piezo controller.
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Figure 3.8: Setup of the horizontal lattice and dipole trap (figure adopted from [95])
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Figure 3.9: Two different methods of heating in the lattice. (a) Heating by holding in the lattice. A linear fit to the
data yields a heating rate of 93(3) Hz s (grey). (b) Higher temperatures can be achieved when the lattice depth is
modulated at twice the external trapping frequency w,,q = 27 X 50 Hz with a modulation amplitude of 10 % (line
is a guide to the eye). Both in (a) and (b) U/t = 8.2.
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Figure 3.10: Parametric heating signal of the y-lattice. Several transitions from the lowest to excited bands are
observed as a function of the modulation frequency w,,,4 For the example chosen, the comparison to a band
structure calculation (cf. Chapter 2.3.3) yields a lattice depth of V|, = 41.5 E,. The widths of the shaded regions
indicate the expected widths of the resonances, assuming a homogeneous lattice.

3.5.3 Lattice depth calibration

The depth of each optical lattice is routinely calibrated by driving inter-band transitions [97] using
parametric heating. To this end, we employ a sinusoidal modulation of the lattice depth

V,(t) =V, + 6V, sin(wmeqt) (3.2)
to excite transitions from the ground band (cf. Figure 2.6) to higher bands. We choose an amplitude
oV, /V,, = 0.1% and apply the modulation for#,, 4 = 100 ms. Atoms are excited from an initially populated
band n, which is usually the lowest band, to a higher band n” when the resonance condition

hwmod = Ey(q) = E(9)- (3.3)
is met. Here, E, (q) denotes the energy of the nth band at quasi-momentum g. After modulating the
lattice, we perform adiabatic band mapping to observe the depletion of the lowest band. To this end, we
lower the lattice depth during #,,, = 1 ms to map the quasi-momentum distribution of the trapped gas to
real momenta in free space [98, 99]. The band mapping is followed by a time-of-flight of #,.; = 4ms to
map momentum to position. Figure 3.10 shows a loss spectrum as a function of the modulation frequency
Woq for a lattice depth of 41.5 E.. The spectrum is obtained by integrating the momentum resolved data
over the first Brillouin zone. Thereby, we observe several resonances where a depletion of the lowest
band occurs, indicating excitations to higher bands. The lattice depth is then obtained from a comparison
of the measured spectrum to the result of a band structure calculation (cf. Chapter 2.3.3). As one would
expect from the conservation of parity, the transition from the lowest band to the first excited band 0 — 1
is not present in the spectrum, since the corresponding wave functions have opposite parity. The most
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prominent spectral feature is resonance of the 0 — 2 transition (marked in red). We also observe the first
sub-harmonic of this resonance (marked in light red). Note that, although naively forbidden due to parity
conservation, the transitions 0 — 3 as well as 0 — 5 are observed experimentally. This is due to the
deviation of the wave functions in higher bands from the harmonic oscillator approximation leading to
a finite overlap of the wave functions and, thus, a non-zero transition matrix element for not too large
lattice depths. The lattice depth calibration is a standard procedure in the alignment of the experimental
apparatus and thus repeated before any experimental data is collected. The calibration of the horizontal
lattices is carried out in the full three-dimensional optical potential at a fixed set beam power with a scan
over a smaller range of frequencies than shown in Figure 3.10. We identify the modulation frequency of
the E, resonance and compare it to a band structure calculation to find the conversion from beam power
to lattice depth.

3.5.4 Calibration of the external trapping potential

The Gaussian shape of the optical lattice beams leads to an inhomogeneous external trapping potential.
The interpretation of the measured density distribution in the framework of the local density approximation
requires an accurate calibration of this potential. At the experimental stage of the sequence, the atoms
are trapped by the optical lattices in the horizontal and vertical directions alone. Therefore, only these
contribute to the external confinement. Furthermore, we specifically study the 2D Hubbard model, i.e. we
are interested in the physics of a single plane in the vertical direction. Therefore, we set z = 0 and take
the contribution of each lattice Vi, (x, y), Vi (%, y) and V,,(x, y) to the in-plane potential into account:
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where vy, describes the power imbalance of the beams forming a lattice in the v-direction. In Equation 3.6
we have used y, ~ 1. In addition, the exact arrangement of the beams has to be known. The angle between
both beams forming the vertical lattice 8, = 14.45° is defined by the setup. The angles formed by the
horizontal x(y)-lattice beams with the x(y)-direction of the high resolution image frame 6, = —4.85(4) °
(68, = —0.42(6) °), respectively, from a measurement of noise correlations in a time-of-flight experiment
revealing the reciprocal lattice vectors [100] (cf. Chapter 5.6.1). Direct images of the beams yield
beam waists of w, = 175(10) pm, wy, = 165(10) um and w, = 140 pm. However, in order to account for
small misalignments of the lattice beams, we characterise the potential prior to each experiment with
trap frequency measurements. To this end, we excite dipole oscillations in an array of one dimensional
tubes perpendicular to x(y)-lattice beam to obtain wy, (Wy). The tubes are created by blocking the retro
reflecting mirror in the direction to be probed. At the same time, we increase the power in the blocked
beam to compensate for the fourfold increase in the depth of the lattice potential, which would arise from
the constructive interference of the (non-blocked) lattice beam. To induce oscillations, we load the lattice
in the presence of a magnetic in-plane gradient which displaces the cloud from the centre of the trap.
The gradient is created by a pair of coils, whose main purpose is the compensation of in-plane gradients

Vy]at(x9 y) = _Er s (35)
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Figure 3.11: Calibration of the external confinement. (a,b) Typical results of a trap frequency measurement at a
horizontal lattice depth of 6 E.. To determine the trap frequencies, we induce dipole oscillations perpendicular
to the y-lattice (a) and x-lattice (b). Then, we record a time series of in-situ images of the moving cloud and
determine the centre-of-mass displacement as a function of the oscillation time 7. A damped sinusoidal fit to the
data yields the trap frequencies w, = 2x X 24.5(2) Hz and w,, = 27 X 26.5(3) Hz. (c,d) In a numerical optimisation
we compare the measured trap frequency to harmonic fits (dashed and dotted lines) of the calculated in-plane
potential (solid line) to find the effective beam waist. For the example shown, we obtain w, = 172 um (c) and
wy, = 154 pm (d). (e) shows a map of the in-plane potential with equipotential lines. The direction of the x-lattice
(y-lattice) is indicated by the red dashed (dotted) line and the black dashed and dotted lines show the corresponding
perpendicular directions along which the dipole oscillations are excited for the measurement shown in (b) and (a),
respectively.

during the experiment. However, we can also use the same coils to induce a force on the atomic cloud.
By finely tuning the relative currents in the coils, both amplitude and direction of the displacement may
be adjusted. Consecutively, the gradient is rapidly switched off to excite oscillations along the tubes. To
observe the dipole mode, we repeat the measurement several times and vary the time after the excitation
before an in-situ image of the cloud is recorded and fitted to a two-dimensional Gaussian distribution
to determine the centre-of-mass position (see Figure 3.11 for an exemplary measurement). Finally, the
observed centre-of-mass oscillation is fitted to a damped sinusoidal to extract the trap frequency (solid
lines). The data shown in Figure 3.11(a) and (b) correspond to a typical experimental lattice depth of
6 E, and yield trap frequencies of w, = 27 X 24.5(2) Hz and w,, = 27 X 26.5(3) Hz, respectively. The
measured trap frequency serve as an input for an optimisation routine using the waists of the horizontal
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Figure 3.12: Spatial distribution of singly occupied sites (colour coded) together with equipotential lines of the
external potential (cf. Figure 3.11) (solid black lines) averaged over 66 experimental realisations. The contour lines
are spaced by & X 224 Hz and extend to 4 x 3 000 Hz at the edge of the cloud. The reduced density in the centre of
the image is due to the formation of doubly occupied sites.

lattices as free parameters to model the combined potential V(x, y) = Vi (X, ¥) + Vi (%, ) + Ve (x, ).
For the exemplary measurement shown in Figure 3.11 the optimisation yields waists of w, = 172 ym
and w,, = 154 um, which are in good agreement with the directly imaged beams. Figure 3.12 shows the
external confinement in the horizontal plane together with a corresponding measurement of the in-situ
density distribution of singly occupied sites averaged over 66 individual experimental realisations. Since
we average the spatially resolved density distribution along equipotential lines to obtain the equation of
state and, by comparison to numerical data, the temperature of the prepared many-body state, the precise
knowledge of the external potential is a crucial input to our data analysis. Therefore, we perform trap
frequency measurements before taking data in order to provide an accurate mapping between space and
external potential. Furthermore, a deviation from the expected trap frequencies signals a misalignment of
the lattice beams.

3.6 Feshbach fields

While magnetic fields are indispensable for magnetic trapping of neutral atoms as described above, they
also provide the means to control the interaction between atoms by tuning the scattering length as outlined
above (cf. Section 2.2). To this end, large bias fields are required to adjust the field in the vicinity of a
magnetic Feshbach resonance. At the same time, our aim is to perform high resolution RF spectroscopy.
This requires both a low level of noise on the magnetic fields as well as excellent control over magnetic
gradients. Figure 3.4 shows the arrangement of coils in our experiment. A large homogeneous offset
field is produced by the combined fields of two pairs of coils in Helmholtz (HH) configuration. The
major contribution is provided by the slow Feshbach coils (slow FB; shown in red) and a smaller field is
added by the fast Feshbach coils (fast FB; shown in green). Operating the latter in anti-Helmholtz (AHH)
configuration instead, leads to a large gradient perpendicular to the horizontal planes. This gradient
induces a spatially varying Zeeman shift, which we employ to resolve the vertical lattice sites with a
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high resolution spectroscopy technique. Furthermore, precise control over stray magnetic gradients is
facilitated by two additional gradient compensation coils (shown in yellow), which were implemented
during this thesis. In the following, we will address the individual components and outline the strategy
employed to achieve low-noise magnetic field control as well as a method to compensate in-plane gradients
at the place of the atoms during the experiment.

3.6.1 Slow Feshbach field

A homogeneous offset field is required to define a quantisation axis parallel to the axis of the high
resolution imaging system and to control the two-particle interaction by tuning the magnetic field in the
vicinity of a Feshbach resonance. The main contribution to this field is provided by the slow FB coils
exhibiting a large inductance L, = 5.2mH. Direct water cooling of the coils ensures stable operation
at a temperature of T, = 18(1) °C. Due to the large magnetic field produced by the slow Feshbach
coils, noise on their driving current contributes most to magnetic field noise and has to be suppressed to a
level of % <107 especially during the field sensitive high resolution spectroscopy. To achieve this, a
modified version of the proportional-integral-derivative controller (PID) described in [57] is used.

Slow feedback — PID

The current for the slow Feshbach field is provided by a voltage controlled power supply®. To begin with,
the 16 bit digital output is divided by 5 and low pass filtered to reduce the error due to the least significant
bit. This signal is then added to a voltage reference. The voltage reference is switch between 0 V for low
magnetic fields (B,; = 0G) and a stable 5 V source to generate high magnetic fields (B,; = 177.1 mG).
To generate an error signal, the output current of the power supply is measured with a current transducer®.
The error signal is processed by a PID to regulate the power supply. This suppresses the magnetic field
noise to a level of AB,_, ~ 10mG.

Automatic battery switcher

For stable operation, the PID itself has to be powered by a noise free power supply. Therefore, we use
lead-acid batteries as a stable voltage source for the PID electronics as well as the reference voltage. To
compensate for the voltage drop as the batteries are drained, we use two pairs of batteries and employ an
automatic battery switcher which is based on an Arduino microcontroller. While one of the pairs is in
use, the other one is charged until the voltage of the used pack drops below a threshold value. After this
event, the role of the packs is exchanged. A rather high threshold value ensures that the change in voltage
after the exchange of the battery packs does not lead to a loss of the spectroscopy signal in tomography
due to the resulting change in the magnetic field value. This strategy is used for both the slow and fast
Feshbach field PID electronics.

3.6.2 Fast Feshbach field

Often, relatively quick changes in the magnetic field are required, for example in order to cross the
Feshbach resonance at 202.13 G (cf. Figure 2.5) to investigate non-interacting or weakly interacting
systems. These fast ramps are enabled by the a second pair of coils (fast Feshbach coils) with an
inductance of L, = 75 uH. In Helmholtz configuration the fast FB add a homogeneous field to the Slow

8 Delta Elektronica SM-60-100
o Danfysik Ultrastab Saturn STH-600
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3.6 Feshbach fields

FB field. Furthermore, they can be switched to anti-Helmholtz configuration using a double-H-Bridge
circuit in order to produce a strong B-field gradient dB,/dz = 33.3(5) G/cm in the vertical direction.
This allows to selectively address different planes in the vertical direction by means of RF spectroscopy.
In this configuration typically Bzg = 212.5 G and, since the zero of the magnetic quadrupole field does
not coincide with the position of the atoms, they experience an additional field of B = 1.25 G. Around
the total offset field of B = 213.75 G (cf. Figure 2.5) the derivative of the |-3/2) — |-5/2) transition
frequency with respect to the B-field is 0v;5/0B = 180 Hz/mG. Therefore, the applied gradient induces a
frequency shift of Av, = 640(10) Hz for the transition of atoms trapped in neighbouring planes allowing
to spectrally resolve the vertical lattice sites.

Fast feedback — active load

A comparison of the noise level achieved with the PID regulating the slow Feshbach field alone to the
separation of the vertical planes in the vertical B-field gradient AB, ~ 3.3 mG indicates that a further
reduction of the noise level is required. Therefore, we employ an active load circuit to cancel most of the
remaining noise. The active load consists of a controlled resistive load running in parallel to the coils.
The working principle is as follows, the total current I,,, = Izg + I, provided by the power supply is
diverted into the current flowing through the slow FB coils /zp and the current flowing through the active
load I,y circuit. When the active load is controlled in such a way that /,; agrees with the modulation of
I, due to the noise, this noise will be removed from /. To this end, the resistive load is steered using a
second current transducer sensing the current through the slow FB coils. The measured signal is high pass
filtered to block the dc-component before it is fed into a programmable filter stage'© for further filtering
and amplification. The amplified signal is added to a stable 5 V reference to allow for bipolar regulation.
With the active load the 50 Hz noise is suppressed to a peak-to-peak level of AB,,_, < 2mG. The upper
left inset of Figure 3.13 shows a comparison of traces of the slow FB field during the experiment recorded
with (blue) and without (green) the active load acting on the current and highlights the reduction of
noise with a frequency of 50 Hz and higher harmonics thereof. The main plot in Figure 3.13 shows
the average of 64 consecutively recorded field traces. The standard error of 0.8 mG reflects the high
reproducibility of the prepared magnetic fields. In order to further reduce the influence of magnetic field
noise on the high-resolution RF spectroscopy scheme, we chose a time-window in which the noise level
is approximately flat for the duration of the pulse.

Improvement of thermal stability

In contrast to the slow FB coils, the fast FB coils are not water cooled directly. Instead, we rely on passive
cooling by the water cooled Ioffe bars, to which the fast FB coil mounting structure is attached. We
observed that the experimental cycle results in a periodic modulation of the cooling water temperature
with a peak-to-peak amplitude of AT, _, = 6.6 K. More dramatically, slow drifts of the cooling water
temperature lead to a corresponding drift of the temperature at the time of RF tomography in between
sequences. Due to the thermal expansion coefficient of the Ioffe bar holder, this leads to a drift of the fast
FB coils’ position. In anti-Helmholtz configuration, this results in a translation of the magnetic field zero
and a change of the magnetic field at the position of the atoms. The relation between the tomography
frequency and the cooling water temperature can be expressed by the coefficient dv;5/9T = 1.6 kHz K™
indicating the requirement of an improved thermal stability of the cooling water in order to realise
single plane tomography. Therefore, we actively stabilise the cooling water temperature using a 2 kW
thermostat inserted on the laboratory side of the cooling circuit, which is PID controlled by an Arduino

10 Stanford Research System SR600
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Figure 3.13: (Main) Time trace of the slow Feshbach field averaged over 64 individual realisations revealing residual
modulations with a frequency 50 Hz and higher harmonics. The error bars show the standard error and reflect the
high inter-sequence stability with a mean standard error 0.8(2) mG. The solid red line is an interpolation using 5th
order polynomials.The dip around 100 ms is due to the turn on of the vertical B-field gradient. (Inset, upper left)
Magnetic field noise with (without) the active load stabilising the current shown in blue (green). Data points are the
statistical average of three measurements. Note the different y-axis scale as compared to the main graph. (Inset,
upper right) Magnetic field fluctuations during the tomography pulse converted to the drift of the detuning.

microcontroller. With this approach, we achieve a thermal stability of AT, _, = 1 K within a sequence and

inter-sequence variation of the temperature at the point of RF tomography of AT, = 50 mK.

3.6.3 In-plane gradient compensation

In addition to magnetic field noise, a further complication arises from the presence of stray magnetic
field gradients. These can originate from metallic parts in the experimental setup, the inhomogeneity of
the Feshbach fields or, during tomography, from a misalignment of the vertical magnetic field gradient.
We have to compensate these gradients, since, on the one hand, they lead to a hyperfine state dependent
potential and to a displacement and reduced overlap of the two spin components during the experimental
part of the sequence. On the other hand, during tomography, the presence of horizontal gradients leads to
a broadening of the spectroscopy signal, which easily compromises the tomography of a single plane.
To minimise these gradients, two additional coils!! where installed during this thesis (see Figure 3.4).
Each of the coils produces a magnetic field B o< 1/ 2, leading to an approximately linear gradient at the
position of the atoms. The gradients produced are approximately orthogonal to each other (cf. Table 3.3
for the specifications of the two coils). The current of each coil is controlled individually!? to allow for

" The same coils are used to excite the dipole mode for the trap frequency measurements presented in Chapter 2.
12 Using current controlled Delta Elektronica ES-015 power supplies
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Property Coil 1 Coil 2
wire diameter d 1 mm 0.5 mm
windings N 165 672
resistance R 0.25Q 3.6Q
in-plane gradient angle « 24.4° 129.0°

in-plane gradient magnitude |VBZ| 0.0495G/cmA  0.0464 G/cmA

Table 3.3: Properties of the gradient compensation coils.
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Figure 3.14: (a) Schematic Ramsey spectroscopy sequence and (b) Bloch sphere representation of the same sequence.
The atoms are prepared in a quantum degenerate spin balanced Fermi gas. Thereafter, one spin component is
removed to obtain a cold spin polarised gas. A first 7/2-pulse creates a coherent superposition of up and down
spins moving the Bloch vector to the equator of the Bloch sphere. Then, a magnetic field gradient is applied for the
duration 7', which leads to a precession around the z-axis. The second 7 /2-pulse rotates the population around the
x-axis again. The final superposition is detected with two consecutive images of both spins and depends on the
phase collected during the evolution time 7'.

precise alignment of the in-plane gradient angle in the accessible range 24.4° < o < 129.0°.

Ramsey sequence and in-plane gradient minimisation

The technique to determine the in-plane gradients present during the experiment follows the idea of
Ramsey spectroscopy. To this end two 7/2-pulses are placed around the time step during which we
want to infer the gradient. Figure 3.14(a) presents the Ramsey spectroscopy sequence schematically.
As usual, we prepare a balanced mixture of atoms in |T) = |-7/2) and |]) = |-9/2). We then apply a
resonant pulse of imaging light to remove all atoms in ||) and obtain a spin polarised cloud of atoms in
IT). Afterwards, the first r/2-pulse is applied using a Gaussian pulse with a bandwidth of 3.3 kHz. In the
Bloch sphere picture (Figure 3.14), this pulse rotates the Bloch vector around the x-axis and transfers
the population into a superposition a |T) + b ||), with weights a, b. Then, during an evolution time T
the Bloch vector precesses around the z-axis with the Larmor frequency w = §yB® until the final pulse
rotates the Bloch vector again around the x-axis. The probability to find the population in the excited
state at the end of the sequence is described by [62]

AT
PlT) = COSZ(T) (37)
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Figure 3.15: Magnetisation pattern $°(r) measured after free evolution times of (a) T = 5ms, (b) T = 50 ms, (c)
T =200ms and (d) T = 500 ms. From a sinusoidal fit to the data, we extract the spatial frequency (e) and the
angle (f) of the magnetisation pattern. According to Eq. 3.9, the linear dependence (blue solid line) of the spatial

frequency on the evolution time yields the magnetic field gradient %i:) = 6.5(6) mG/cm. Error bars show the

error of the sinusoidal fit. Note that for low frequencies the determination of the angle by the fit is not reliable and
we use the average of times 7 > 0.1 s to determine the angle 6 = —41.6(7) ° (red solid line).

and depends only on the detuning A during the free phase evolution during the time 7'. In the presence of
in-plane gradients %, the detuning becomes spatially dependent

OB*
or

A — A(r;) = oy T, (3.8)

which leads to different precession speeds of the Bloch vector at different lattice sites r;. A solution of

Equation 2.13 yields the differential gyromagnetic ratio 6y = %w =2 x 161.875(3) kHz/G

at a homogeneous offset field B, = 190.300(6) G. To investigate the influence of magnetic gradients,
two consecutive images of the in-situ distribution ny(r) (n(r)) of atoms in [T) (|)) are recorded (cf.
Chapter 4) and yield the spatially alternating magnetisation S*(r) o ny(r) — ny(r). Figures 3.15(a,b,c,d)
present exemplary measurements of the magnetisation pattern for four evolution times at fixed currents
Iy and I, running though each of the gradient compensation coils. From a sinusoidal fit to the data, we
extract the wavelength of the spin spiral pattern

2

6)/65’; T

A (3.9)

as well as the direction of the gradient 6 shown in Figure 3.15(e). Since, for low spatial frequencies the
determination of the gradient angle is not accurate, we average the angle for evolution times 7 > 100 ms.
Figure 3.15(d)) shows the spatial frequency of the magnetisation pattern f, = 1/4, as a function
of the devolution time 7. As expected, we find a linear dependence. Therefore, we may extract the

50



3.6 Feshbach fields

I | I I
50 ]
v -
= oL o . §
s VR
> "% A
_50 — )
-100 | .
| | | |
-100 -50 0 50 -100 -50 0 50
X (um) X (um)

Figure 3.16: (a) Magnetisation pattern measured after a free evolution time of 7 = 400 ms. The origin of the
imaging frame corresponds to the centre position of the atomic cloud. (b) Sinusoidal fit to the data shown in (a).
The contours show lines of constant magnetic field in units of mG extracted from the fit.

strength of the gradient by a linear fit of the data to Equation 3.9. In the example shown, the currents

of the two gradient compensation coils are set to [~y = 2.313 A and I, = 0.5 A yielding a gradient of
dB*
%
for varying currents, allows to find an optimal pair of /~; and I, for each value of the magnetic field
during the experiment, which minimises the in-plane gradient. After a careful optimisation we measure

= 6.5(6) mG/cm with an angle of § = —41.6(7) °. Repeating the measurements outlined above

residual stray gradients on the order of “%Z| < 15mG/m for all fields during the experimental stage.

Thereby, we reduce the centre of mass displacement of atoms in different hyperfine states to below a
lattice spacing. The compensated in-plane gradients allow to observe the curvature of the slow Feshbach
field. Figure 3.16(a) and (b) shows the magnetisation pattern for an evolution time of 400 ms and the
corresponding fit together with contours of the extracted magnetic field, respectively.

Finally, we must parallel the vertical tomography gradient with the vertical lattice direction in order to
avoid a varying energy shift within horizontal planes. To this end, the minimisation procedure described
above is repeated in the presence of the gradient. Then, using two additional pairs of coils (light red in
Figure 3.4) producing homogeneous fields along the x- and y-direction we position the zero of the fast
Feshbach field to minimise in-plane gradients resulting from a misplacement of the quadrupole field.
Proceeding along these lines we achieve a reduction of the angle to 6,y < 0.20 mrad.

The excellent control over the magnetic field, which we have described in the preceding paragraphs is
the precondition to achieve high resolution RF spectroscopy with the goal to address a single site of the
vertical lattice. A summary of the applied spectroscopy techniques will be presented in the next chapter.
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CHAPTER 4

Occupation and spin resolved detection of atoms
in a single vertical layer

In this chapter, I will present a spectroscopic method for stable and high contrast RF tomography of
the atomic cloud in the vertical optical lattice using tailored pulse shapes. Section 4.1 recapitulates the
manipulation of internal states by Rabi oscillations and adiabatic population transfer. In Section 4.2.2 the
optimisation of a tailored RF pulse for high-resolution tomography is outlined. Together with a scheme to
resolve the energy splitting between singly and doubly occupied sites, this yields the occupation resolved
distribution of atoms in the lattice. Then, Section 4.3 presents a modified spectroscopy scheme, which
allows to access the spin-degree of freedom. Absorption imaging is a destructive detection method.
Therefore, in order to record consecutive images in a single experimental run, the atoms have to be
protected from the imaging light. A scheme for this purpose is presented in Section 4.4.

4.1 Coherent manipulation of a two-level system

The interaction of an atomic two-level system with a coherent electric field E(t) = E,(t) cos(wt) can be
described using the Schrodinger equation. In a rotating frame oscillating at the frequency of the driving
electromagnetic field, we may write [62]

g[am]:_i[ 0 %Qom]
ar | ax(t) LONORNG

ay(t)
(1) ] , 4.1

2 2 . : . .
where |a1(t)| and |a2(t)| are the time dependent populations in the ground and excited state of the

two-level system, respectively. The off-diagonal element () o |E0|2 describes the interaction of the
two-level system with the radiation and is called the Rabi frequency. Finally, the detuning of the driving
field from the atomic resonance is given by A = w — w,. Together, these yield the time-dependent,

effective Rabi frequency Q(¢) = \/QO(I)Z + A(r)>. The time dependent Rabi frequency and detuning in
Equation 4.1 allow to describe pulses with shaped amplitude as well as frequency sweeps.
4.1.1 Rabi oscillations

The interaction between a two level atom and an electromagnetic driving field with constant detuning
and amplitude leads to an oscillation of the population between the ground and excited state. The
corresponding dynamics of the population is found by a solution of Equation 4.1. For a constant Rabi
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frequency Q(¢) = Q, the evolution of the state populations for an atom prepared in the ground state |1)
(|a1(0)|2 =1, |612(0)|2 = 0) is described by the probabilities

Py = ’010)!2 = cosz(%Qt) ,
Ppy(0) = |ay(0)]* = Sinz(%Qt) . “2)

In the case of a constant Rabi frequency, full transfer of the population is achieved for Q¢ = 7 (a so called
m-pulse). A simple square pulse in the time domain has the disadvantage of relatively strong side bands
because of its sinc-shaped spectrum in the frequency domain. Therefore, we numerically optimised the
time dependent Rabi frequency €(¢) taking into account the energy splitting between different sites of
the vertical lattice as well as the measured magnetic field noise, which we have discussed in Chapter 3.
In the general case of a resonant pulse with time dependent amplitude €(¢), the population transfer is
maximised for fQ(t) dt = n.

4.1.2 Adiabatic passage

A different way to excite an atom from the ground to the excited state is the adiabatic passage using a
frequency sweep of the driving field [62]. When the frequency is changed slow enough, the population
will be transferred between the two states with high fidelity. To understand the process qualitatively, we
consider the dressed states arising from the atom-field interaction. The interaction induces a coupling of
the diabatic states |1) and |2) yielding new adiabatic eigenstates

|=) = sin[6(2)] [1) — cos [0(2)] [2) ,
1+) = cos [0(1)] 1) + sin [6(£)] |2) . 4.3)

Here, 6(¢) = % arctan(—Q/A) is called the mixing angle. The presence of the driving field leads to an
avoided crossing of the adiabatic energy levels. Adiabatic passage works as follows: When the detuning
is changed slowly with respect to the splitting of the adiabatic eigenstates, the population follows the
adiabatic states. Starting in |+) at A = —oo this leads to a complete population transfer from |1) to |2),
when the detuning is changed from —co to co. In the Landau-Zener limit, the probability to excite the
atom is given by

1 h o 4.4
Poy=1-p,withp =exp{—————/ . .
12) P, P P{ 2|A(t)|} (4.4)
In the opposite case, when the rate at which the detuning changes is large, the population is exchanged
between the adiabatic eigenstates leaving the population in the initial states. Although Equation 4.4
is only exact for a constant amplitude and linearly varying detuning, it can often be used to describe
the population transfer of more general pulses approximately. In fact, we have already applied this in
Chapter 3.4 where we described the fidelity with which a balanced spin mixture is realised from an
initially polarised gas of atoms. An advantage of adiabatic population transfer is its insensitivity to small
changes in the Rabi frequency and detuning (amplitude fluctuations of the driving field) as well as to
moderate drifts and noise of the magnetic bias field.
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Figure 4.1: Detection part of the experimental sequence. To begin with, tunnelling of the atoms is suppressed by a
ramp to a horizontal lattice depth of 60 E,. The Feshbach resonance is crossed to reach B = 213.8 G where the
on-site interaction difference of the relevant spin mixtures vanishes. To avoid losses during the ramp, atoms in
|=7/2) are transferred to |-5/2). Then, |-9/2) atoms is transferred to |[-7/2). RF tomography is performed in a
vertical magnetic gradient addressing the |-5/2) to |[-3/2) transition. The variable synchronisation time 7y, is
adjusted to yield the highest contrast in a vertical tomography of the full atomic cloud. Atoms remaining in |-7/2)
are transferred to |-5/2) to avoid off-resonant scattering of imaging light, while atoms in |-5/2) are successively
transferred to |-9/2). At a magnetic field of 180.2 G, we exploit the differential on-site interaction to separate
singly- and doubly-occupied sites in the |[-9/2) |-5/2) mixture. Before the distribution of doubly-occupied sites is
recorded, the atoms on doubly occupied sites are transferred to the |7/2,7/2) state and transferred back before the
second image is recorded. Finally, an image recording the intensity distribution of the imaging beam without atoms
is recorded (not shown).
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Figure 4.2: Calibration of the differential on-site interaction energy. We determine the magnetic field were
the differential on-site interaction energy AU between sites occupied by pairs |-7/2) |-5/2) and |-7/2) |-3/2)
vanishes using global RF spectroscopy and find B(AU = 0) = 213.8 G. At magnetic fields where resonances
from singly and doubly occupied sites are well resolved, a Gaussian pulse with a full width at half maximum
FWHM = 1 ms is used to address the |-5/2) — |-3/2) transition (blue data points). Close to the zero crossing
(green data points) the individual peaks are considerably overlapping. Therefore, we use a longer Gaussian pulse
(FWHM = 3 ms) to increase the spectral resolution and differentiate between singly and doubly occupied sites using
an additional adiabatic frequency sweep. The red curve shows the expected dependence of AU on the magnetic field
calculated from an interpolation of the Feshbach resonances between |—7/2) |-5/2) and |-7/2) |-3/2) (see inset).

4.2 Occupation resolved detection

The most prominent feature of the Hubbard model is the crossover from a metallic to a Mott-insulating
state for finite repulsive on-site interactions as a function of the doping and the temperature. This crossover
is signalled by a uniform density distribution and a vanishing compressibility around half filling as well
as a suppression of doubly occupied sites. Therefore, in order to study the density sector of the Hubbard
model, we developed an occupation resolved detection technique.

4.2.1 Interaction shift

Extracting the in-situ density distribution of a single plane in the vertical direction requires a reliable
addressing scheme. Aside from stable magnetic fields and precisely controlled gradients, this requires a
scheme which addresses both singly and doubly-occupied sites in a single vertical layer at the same time.
Due to the intensity envelope of the lattice beams, the lattice depth is spatially varying. Correspondingly,
the on-site interaction varies across the trap as well. For these reasons, it is desirable to apply a detection
scheme, which is independent of the different scattering length in the initial and final states. The Feshbach
resonances of *’K allow to identify a magnetic field, where the difference in the scattering length for
mixtures |-7/2) |-5/2) and |-7/2) |-3/2) vanishes between the corresponding Feshbach resonances.
From the interpolated scattering length in the crossover region in between the Feshbach resonances,
we expect the scattering lengths a5 and a3 to be equal and, correspondingly, the difference in the
initial and final on-site interaction AU = U;5 — U5 to vanish at B(AU = 0) = 211.8 G (see Figure 2.5).
Note, however, that the values for the scattering lengths at magnetic field in between the Feshbach
resonances were obtained from an interpolation and are possibly inaccurate. To determine the correct
magnetic field experimentally, we measure AU(B) as presented in Figure 4.2. We take spectra at different
magnetic fields and determine the spectral separation AU(B) of two features corresponding to singly and
doubly-occupied lattice sites. When AU becomes smaller than the Fourier limited width of the Gaussian
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pulse, the two features cannot be resolved any more. In this case, we use a longer Gaussian pulse to
increase the resolution and, more importantly, apply an additional RF sweep to separate the signals
from singly and doubly-occupied sites, which are then measured consecutively (cf. Section 4.2.3) in a
single realisation of the experiment. While the observed trend agrees well with the expected behaviour,
we observe the differential on-site interaction to vanish at a slightly higher bias field than expected at
B(AU =0) =213.8G.

4.2.2 Optimised radio-frequency pulses for high-resolution tomography

In the last chapter, we described the preparation of a degenerate Fermi gas in an anisotropic 3D optical
lattice. Since tunnelling in the vertical direction is negligible, each of the planes in the vertical direction
can be thought of as an individual realisation of the 2D Hubbard model. However, to make full advantage
of the high resolution imaging capabilities of our experimental setup, and also to avoid averaging
over different fillings across the vertical lattice, we need to select a single site of the vertical lattice.
First of all, this requires a way to distinguish different sites of the vertical lattice. To this end, we
apply a strong magnetic field gradient %—f = 33.3 G/cm in the vertical direction. In the presence of a
spatially varying Zeeman splitting, the energy of atoms in the same magnetic hyperfine state depends
on their position along the vertical direction (cf. Chapter 3). Furthermore, since the magnetic moments
MEm, = C')EF’mF /0B depends on the hyperfine state, the resonance frequency of the transition between
neighbouring Zeeman sublevels varies spatially as well. The precise value of the shift of the resonance
depends on the internal states involved and the magnitude of the homogeneous offset field (cf. Chapter 3.6).
For the |[-3/2) — |-5/2) transition at a bias field of B, = 213.8 G, the differential gyromagnetic ratio of

oy =20 (Epr,m% - EF’mF) /0B = 2m x 180.9kHz/G results in a frequency difference of 6, = 642 Hz for

neighbouring planes with the lattice spacing a,. While a stronger gradient would relax the requirement
on the spectral width of the pulse, we are currently limited by the current available to create the gradient.
Therefore, a compromise between spectral resolution and inter-sequence stability has to be found. Naively,
one might choose a Gaussian pulse due to its narrow line shape. However, in the present application
there is a trade-off between spectral resolution and vulnerability to magnetic field fluctuations. The ideal
pulse shape would thus yield a narrow flat top spectrum. The time dependent amplitude of such a pulse is
described by the Fourier-series

5
At = A, Z a, sin((2n ~1) nTi) . (4.5)

n=1 p

Ay denotes the amplitude of the pulse; 7, = 7.5 ms is the pulse duration; The Fourier coefficients a,,
define the temporal and spectral shape of the pulse. To optimise the pulse shape, we aim to find Fourier
components that yield high and uniform transfer in a 200 Hz wide region around the resonance. At the
same time transfer in a 200 Hz wide region around neighbouring planes, i.e. with a detuning +640 Hz
from the resonance, should be suppressed to avoid that atoms in neighbouring planes are oftf-resonantly
addressed by the pulse. The a,, are found by a numerical solution of the Schrédinger equation of the driven
two-level system (Equation 4.1). The numerical optimisation was carried out with Mathematica and
yields the values listed in Table 4.1. The resulting pulse shape! is shown in Figure 4.3(a). The expected
spectrum for a realistic distribution of atoms over the vertical lattice is shown in Figure 4.3(c). From the
numerical simulation, we expect an average fidelity of 0.98(1) in a region +100 Hz around the resonance

! Flat-top pulses for spin and occupation resolved detection are created using a Tabor WW1281A Arbitrary Waveform Generator
offering both phase and amplitude control.
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Fourier coefficients |-3/2) — |-5/2)

a, 0.0956
a, ~0.091
ay 0.0483
a, ~0.005
as 0.002

Table 4.1: Optimised Fourier coefficients of Equation 4.5 for high resolution RF tomography.
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Figure 4.3: (a) Optimised flat-top pulse for high-resolution tomography. The spectrum shown in (b) results from a
numerical simulation of the driven two-level system. The shaded regions indicates the 100 Hz wide regions where
a uniform transfer (green) and a suppressed transfer (light red) is achieved using the numerically optimised pulse
parameters. (c) Expected tomography contrast using the Thomas-Fermi approximation and an harmonic external
potential.

and a contribution from neighbouring planes smaller than a tenth of a percent. The actual spectrum shown
in Figure 4.8 displays a reduced contrast, which could be reproduced assuming a Gaussian broadening
with a width of 145 mG. We attribute the broadening to B-field noise and/or residual magnetic field
gradients and drifts during the pulse. Taking the spectral broadening into account, we find an average
fidelity of 0.96 around the central region, while the expected contribution from neighbouring planes
increases to 1.3%.

In order to calibrate the amplitude A of the spectroscopy pulse, we observe Rabi oscillations of the
transferred number of atoms in the absence of the vertical gradient (Figure 4.4). Within our experimental
error, the transfer of atoms on either singly (red) or doubly (blue) occupied lattice sites is maximised for
the same amplitude.

Power line synchronisation

In spite of the regulation of the magnetic field outlined in Section 3.6.1, low-amplitude noise with
a frequency of S0Hz and higher harmonics thereof originating from the power line are visible on
the magnetic bias field (cf. Figure 3.13). In order to further improve the inter-sequence stability, we
synchronise the timing of the high resolution RF tomography to the 50 Hz oscillations of the power line.
To this end we sample the power line signal and convert it to a square wave "LineCLK". Upon a trigger
before the pulse, we pause the sequence by disabling the 10 MHz clock serving as a time reference for
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Figure 4.4: (a) Rabi oscillations of atoms on singly (blue points) and doubly (red points) occupied lattice sites
driven by the high resolution spectroscopy pulse. Error bars denote the standard error of two measurements.
The amplitude required for a w-pulse is extracted from sinusoidal fits to the data (solid lines). At an offset field
of By = 213.75, we observe full transfer for equal amplitudes irrespective of the occupation within error. This
observation reflects that the on-site interactions for a pair of atoms in the initial and final states are the same at
this field. (b) Map of the population transfer as a function of amplitude and detuning. For comparison (c) shows
the expected transfer as a function of the Rabi frequency and detuning. The observed m-amplitude (dotted line)
corresponds to a Rabi frequency Qg /27 ~ 400 Hz.

the analogue and digital cards controlling the experiment. Upon the next rising edge of the "LineCLK"
the clock input is enabled again setting a well defined phase for the continuing sequence. Ideally, the
tomography will thereafter occur at an extremum of the 50 Hz cycle such that only little phase accumulates
during the radio-frequency pulse. We experimentally determined the optimal timing of the tomography
pulse with respect to the phase of the power line. To this end, we introduce a variable delay time 7.
for which the sequence is paused after the synchronisation and maximise the contrast in tomography by
varying ¢, (cf. Figure 4.5).

sync

Magnetic field tracking

In a typical measurement, we scan over a large range of frequencies to find the maximally populated
plane in the vertical lattice first. Then, we repeatedly scan over this resonances to gather enough data
to perform a statistical analysis of the dataset for a chosen set of Hubbard parameters. However, we
typically observe drifts of the tomography resonance by more than one lattice spacing over a time scale of
hours. This drift is caused by slow variations of the magnetic bias field produced by the slow Feshbach
coils. In order to compensate the drift, we have implemented a feedback on the frequency applied in
the spectroscopy scan. To this end, we monitor the current flowing through the slow Feshbach coils and
average over 13 consecutively recorded values of the current recorded at the time of the spectroscopy
pulse. The measured current is converted to a magnetic field and further, using the Breit-Rabi formula
and the magnetic field at the beginning of the scan, to a frequency difference, which is added to the
frequency set in the experimental control.
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Figure 4.5: Optimisation of tomography timing. To reduce the influence of B-field drifts (cf. 3.6.1), we maximise
the tomography contrast by varying the synchronisation time ¢, While a similarly good contrast is observed for

sync*
fyne = 1.3 ms and 7, = 1.8 ms, it is difficult to distinguish the vertical lattice sites for other synchronisation times.

4.2.3 Selective addressing of singly and doubly occupied sites

In the last section, we described how we simultaneously transfer atoms on singly- and doubly occupied
lattice sites in a single site of the vertical lattice using a spectrally narrow flat-top RF pulse. The remaining
task for occupation resolved detection is now to distinguish between singly and doubly-occupied sites. To
this end, we ramp the B-field from 213.75 G to 180.2 G where the differential on-site interaction between
pairs of |[-9/2) |-5/2) and |-7/2) |-5/2) is AU = —6.6kHz. To distinguish between singly and doubly
occupied sites, we address the |-9/2) — |-7/2) transition with a wide RF-sweep. To achieve a nearly
box like transfer spectrum, we use a hyperbolic secant (HS1) pulse combining a shaped amplitude (see
Figure 4.6(a))

2t
EHSl(t) = EO SeCh CH'UHC —T 1 )] ) (46)
pulse —
with a chirped frequency sweep (see Figure 4.6(b))
Ay 2t
Ay (t) = = tanh| [C - 4.7
HSl( ) b an ( trunc Tpulse 1 )]) ( )

In Equation 4.6 E is the amplitude of the pulse; A, = 4kHz denotes the width of the frequency
sweep and Cy,,, = 5.3 is a truncation parameter [101] scaling the pulse within the total pulse duration
Touse = 3ms. With the chosen parameters, the HS1 pulse yields an approximately 400 kHz wide window

of uniform transfer efficiency 15, = 1.003(8) (cf. Figure 4.6(c)). Importantly, the transfer efficiency is
insensitive to drifts and noise of the magnetic field as well as a spatially varying AU arising from the
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Figure 4.6: HS1 pulse combining an amplitude modulation (a) with a frequency sweep over 4kHz (b). From
a numerical simulation of the Schrédinger equation, we expect a flat population transfer (c) with negligible
off-resonant contribution for a detuning larger than 3 kHz.
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Figure 4.7: Calibration of the spectroscopic separation of atoms on singly- and doubly-occupied lattice sites. We
measure the number of atoms remaining in the initial state as a function of the centre frequency vygq; of the adiabatic
frequency sweep. The data points (blue) are the statistical average of 14 measurements which is additionally
binned with a bin size of 400 Hz. The standard error is smaller than the marker size. The centre positions of the
two features are extracted from a fit to a symmetric two-sided error function (dashed blue line). While atoms on
singly-occupied sites are resonantly addressed at the bare atomic frequency of vqy;, atoms on doubly-occupied sites
experience a shift due to the differential on-site interaction AU = U,5 — Uys.

varying lattice depth across the trap (cf. Chapter 2). The second feature of the transfer spectrum is a
sharp drop of transfer efficiency at the edges of the frequency window. Figure 4.7 presents the number
of atoms remaining in the initial [-9/2) state as a function of the centre frequency of the adiabatic
sweep. While atoms on singly-occupied sites are resonantly addressed at the bare atomic frequency
Vo; = (E_7/2 — E_g/5)/h = 41.2756(1) MHz, atoms on doubly-occupied sites experience a shift due to
the difference of the on-site interaction AU = U,5 — Uys between the initial and final state. The observed
shift is in agreement with the calculated value U;5 — Ugs = —h X 6.6 kHz. As the spectrum shows, the
signals from singly- and doubly-occupied sites are well separated at the chosen field. Therefore, to
discriminate between atoms on singly- and doubly-occupied sites, we may now selectively address atoms
in [9/2,-9/2) on doubly-occupied sites with a fixed centre frequency vy; + AU/ h.

Combining the methods discussed in this section, we are able to reconstruct the occupation distribution
in the vertical direction by varying the center frequency of the high resolution spectroscopy pulse.
Figure 4.8 shows a tomography spectrum of the full cloud and resolves the occupation of the individual
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Figure 4.8: Spatially resolved standing-wave structure in the vertical direction. The data shown are the averages of
nine consecutive measurements and we have used the monitored magnetic field to correct for residual drifts of the
resonance between consecutive measurements. Error bars denote the standard deviation. The solid lines are fits to
the data based on a numerical simulation of Equation 4.1 and take into account the optimised pulse shape as well as
an additional Gaussian broadening.

lattice sites of the vertical lattice. The data is averaged over nine consecutive measurements. Additionally,
we have used the monitored magnetic field to post-process the data in order to correct for residual drifts of
the magnetic bias field between measurements. The observed envelope arises from the combined effect
of the Gaussian envelopes of the laser beams forming the 3D optical lattice. The asymmetric shape of the
spectrum is caused by the gravitational force.

4.3 Spin resolved detection

In the previous sections, we described a high resolution spectroscopy scheme to resolve the spatial
distribution of the lattice site occupation within a single two-dimensional plane of the vertical lattice.
As we will see in Chapter 6 this method allows to fully determine the thermodynamic properties of the
Hubbard model in the density sector. However, in order to access to the low temperature phase diagram,
which is characterised by the antiferromagnetic alignment of spins, we require a modified detection
scheme, which is able to distinguish between atoms in different hyperfine states.

The magnetisation on a lattice site i is given by

85y = (g — Ay /2 (4.8)

where 71y ; (71 ;) is the total number of atoms in spin-up (spin-down). Together with the definition for the
expectation value of the number operator of atoms with spin o on singly occupied sites

<§i,o'> = <ﬁi,0'> - <ﬁi,Tﬁi,l> ’ (49)

we find that the magnetisation may be expressed as the difference of atoms in spin-up and spin-down on
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Figure 4.9: Spin resolved detection scheme. The experiment is performed with a balanced mixture of the states
[T =19/2,-7/2) (green) and |]) = |9/2,-9/2) (red). After the experiment, atoms residing on doubly-occupied
sites are removed by spin-changing collisions between the states |9/2,—-9/2) and |9/2,-3/2). Subsequently,
simultaneous RF tomography in a vertical magnetic field gradient is used to address both spin components in a
single horizontal layer. Finally, consecutive absorption images of both distributions are recorded.

singly occupied sites
(S5y = (81— 8.0 /2. (4.10)

Therefore, in order to obtain the in-situ distribution of the magnetisation, it is sufficient to determine the
distribution of atoms in both spin states on singly-occupied sites in a single experimental run. Hence, we
need to modify the detection sequence to meet two requirements:

* To access the magnetisation in a single experimental run, we need to implement a spectroscopy
scheme, which is able to address two hyperfine transitions in the tomography gradient simultaneously.

* In order to address only atoms on singly occupied sites, we have to remove all atoms on doubly-
occupied sites.

Figure 4.9 shows the corresponding detection sequence schematically. Directly after suppressing
tunnelling, we selectively remove atoms on doubly occupied sites by exothermic spin-changing collisions.
Thereafter, spin resolved high resolution RF tomography of the vertical planes in a magnetic field gradient
is performed before two consecutive images are recorded. Again atoms in |9/2, —7/2) are protected from
off-resonantly scattered light during the first imaging pulse using a microwave sweep to |7/2, =7/2).
In the next subsection, we will describe the removal of atoms on doubly occupied sites as well as the
spin-resolved spectroscopy technique in more detail.

4.3.1 Removal of atoms on doubly occupied lattice sites

To access the magnetisation, we employ spin-changing collisions to remove all atoms on doubly
occupied sites. In a spin-changing collision of two atoms the initial internal states |mg ,) |mg ,)
differ from the final states |my ,) [my ,) while the total magnetic quantum number is conserved
Mg =mp+mg, = m}’l + m'F’z. In an inelastic collision, the sum of internal energies in the initial and
final states are different.
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Figure 4.10: Removal of atoms on doubly occupied lattice sites. We show a comparison of a measurement of the
distribution of singly occupied sites (blue) and doubly occupied sites (red) without (a) and with (b) spin changing
collisions. When spin-changing collisions are enabled the atoms on doubly occupied sites are selectively removed
by spin-changing collisions (b). At the same time, the singles density remains unaffected. For comparison, the
distribution of singly occupied sites without spin-changing collisions is shown again (light blue). The data shown
in both graphs have been averaged over 60 experimental realisations.

The removal scheme works as follows. Directly after the desired many-body state has been prepared in
the lattice, the horizontal lattice depth is increased to 60 E, to suppress tunnelling. Then, the spin-up
atoms in |9/2, —7/2) are adiabatically transferred to |9/2, —3/2). Now, atoms on doubly occupied sites
undergo exothermic spin-changing collisions. The difference in the internal energies

is shown in the inset of Figure 4.10 and depends strongly on the magnetic field. Upon a collision this
energy difference is converted to kinetic energy. At the chosen field of B = 212.5 G the released energy
is approximately AE /h = —5 MHz exceeding the trap depth by more than a factor of 20. Therefore, the
inelastic collision results in a fast loss of doubles. In order to verify the method, we record the density
distributions of singly and doubly occupied sites with and without spin-changing collisions. To increase
the sensitivity to the loss of atoms on doubly occupied sites we prepare the sample at a Feshbach-field of
212 G and a lattice depth of 6 E, is applied to realise the Hubbard model with weakly repulsive interactions
U/t = 1.6 (compare Chapter 6). This results in a large number of doubly occupied sites in the centre of
the trap surrounded by a ring of singly occupied lattice sites as shown in Figure 4.10(a). Figure 4.10(a)
shows the prepared distribution, which have been recorded in the usual way. Figure 4.10(b) shows a
distribution which was prepared in the same way, but this time with spin-changing collisions enabled.
The measurement shows that, on the one hand, all atoms on doubly-occupied sites are lost due to the
inelastic collisions, while, on the other hand, the spatial distribution of singly-occupied sites remains
unaffected. Thereby, the observation also confirms that negligible heating is introduced by the process.

4.3.2 Spin resolved radio-frequency tomography

In order to simultaneously extract the distribution of both spin components in a single plane of the vertical
lattice, we adopt the tomography scheme described above with the difference that here we apply two
RF pulses simultaneously to detect atoms in two spin states. At a magnetic bias field of 213.8 G transitions
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4.4 Protection against off-resonant photon scattering

Fourier coefficients |-3/2) — |-5/2) |-7/2) — |-9/2)

a; 0.0956 0.0950
a, -0.1010 —-0.0945
as 0.0483 0.0350
a, 0.0000 —-0.0100
as 0.0025 0.0036

Table 4.2: Numerically optimised Fourier coefficients a,, (Equation 4.5) for spin-resolved high resolution tomography.
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Figure 4.11: Spin-resolved RF tomography. (a) Optimised pulse shape for the addressed transitions |-3/2) — |-5/2)
(green) and |-7/2) — |-9/2) (red). (b) Amplitude calibration using Rabi oscillations in the absence of the
vertical magnetic field gradient (circles). The error bars show the statistical uncertainty from three consecutive
measurements. The solid lines are sinusoidal fits to the data, from which we extract the amplitude required for a
m-pulse. (c) Full tomography spectrum in the presence of a vertical magnetic field gradient. For (b) and (c) the
colour code is the same as in (a).

with Am, = *1 between different magnetic sublevels are easily resolved, since they are separated by
about 1 MHz in frequency. However, the spatially varying energy shift of the driven transitions due
to the magnetic field gradient dE /dB depends on the driven transition since the linear Paschen-Back
regime is not reached at this magnetic field. Therefore, the two pulses have to be shaped independently in
order to yield comparable contrasts and transfer efficiencies. A numerical optimisation following the
same procedure as presented in Section 4.2.2 yields the optimal Fourier coefficients stated in Table 4.2.
Figure 4.11 shows the corresponding pulse shape (a) together with a calibration of the amplitude required
for a m-pulse (b). Finally, Figure 4.11(c) presents the full, spin-resolved, tomography spectrum of the
cloud.

4.4 Protection against off-resonant photon scattering

The D2-line of Potassium 40 shows a broad natural line width (cf. 3.1), which is comparable to the spacing
between adjacent magnetic hyperfine states at the magnetic fields applied during imaging. Therefore, the
off-resonantly imaged population of neighbouring magnetic hyperfine states contributes to the absorption
signal. At the same time, off-resonantly imaged atoms are optically pumped into the lowest hyperfine
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Figure 4.12: Microwave transfer. We measure the fidelity € for varying sweep width as a function of the inverse
sweep rate . For a fixed amplitude Q) the fidelity depends on « only. The solid line is a fit to Equation 4.13 and
describes the transfer probability in the presence of noise on the driving field. For comparison the Landau-Zener
limit is shown (dotted line). Dashed-dotted lines show the standard error of the fit.

state. Both effects result in an overestimated (underestimated) density of the state imaged in the first
(second) image. Therefore, we employ an intermediate transfer of the atoms in [-9/2) to the |7/2, =7/2)
state with a broad adiabatic microwave sweep before the first image is recorded and consecutively transfer
the atoms back to the |9/2, —9/2) state just before the second image is recorded. In the following, we
outline the optimisation of the transfer efficiency. When the atom number in [9/2,-9/2) is Ny ,, the
atom numbers recorded in the first and second image are Ny = (1 — €)Ny ), and N, = EZNQ /2> Tespectively.
Solving for the single path transfer efficiency yields

N, N
ST Y VALY 412
€ 2N1( N2 ) (“412)

Figure 4.12 shows an exemplary measurement of the MW-transfer fidelity €. As expected, the data
collapses on a single curve when plotted as a function of the inverse sweep rate & = Tyw/Apw. However,
we observe a lower efficiency than expected in the Landau-Zener limit P; ,(a) = 1 - exp{—anﬁ,,Woz}

(dotted line in Figure 4.12), where Qyy is the Rabi frequency. In particular, while a saturation of the
fidelity to one is expected for a > le\/IW’ the data shows a decaying fidelity. We attribute this observation
to the presence of noise on the driving field. Following the approach presented in Refs. [102, 103], the
transfer probability can be analytically approximated by

1

and extract the Rabi frequency Qyw = 27 X 9.9(4) kHz and a dephasing rate I'yy ~ 27 X 51(1) Hz (solid
line in Figure 4.12). Finally, we choose Ayw = 2.5 MHz, 1w = 5 ms yielding a fidelity € = 0.98(3).
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CHAPTER 5

High resolution absorption imaging

In quantum gas experiments, results are typically accessed through images of atomic distributions. Over
the last two decades, several techniques have been developed to infer physical observables from these
images. In time-of-flight experiments, the momentum distribution of quantum gases is obtained from a
measurement of the density distribution measured after ballistic expansion. This detection technique
has been employed to observe the formation of Bose-Einstein condensates [16] and degenerate Fermi
gases [17]. Time-of-flight imaging of bosonic atoms in optical lattices led to the observation of a phase
transition from an incoherent Mott-insulating state to a coherent superfluid many-body state [22]. An
alternative approach are in-situ imaging techniques, which yield the real space density distribution of a
trapped atomic cloud. Sufficient optical resolution provided, these techniques allow to measure local
properties of the system instead of integrating over different regions of the spatially varying trapping
potential. The additional knowledge of the trapping potential allows to study the equation of state, which
fully determines the thermodynamic properties of the many-body system. In previous studies, this
approach was used to investigate the unitary Fermi gas [104] and to study the BEC-BCS crossover in a
two-dimensional Fermi gas [105]. Recently, a number of groups implemented quantum gas microscopy in
Fermi gas experiments, which is based on the detection of atomic fluorescence [33—35, 106]. In parallel
to the work presented in this thesis, several of these groups reported on site resolved investigations of the
two-dimensional Hubbard model [37, 107].

The following sections focus on our high resolution absorption imaging system. To begin with,
Section 5.1 explains the working principle of absorption imaging, which is based on the Beer-Lambert law.
Corrections of the Beer-Lambert law in the saturated imaging regime and their calibration are presented.
Thereafter, Section 5.2 introduces the imaging setup. Finally, Section 5.6 presents a characterisation of
the imaging system’s performance in terms of the magnification and the modulation transfer function.

5.1 The modified Beer-Lambert law

In Chapter 2, we have discussed the interaction between light and matter to derive the optical dipole
force. We also observed the existence of a dissipative term, which we associated with heating due to the
absorption and emission of photons 2.19. The very same mechanism is also routinely applied in order
to infer atomic densities via the absorption of resonant light from a probe beam. To probe the atoms,
we resonantly excite the |F = 9/2,mp = —=9/2) — |F = 11/2,mp = —11/2) transition on the D2-line
42Sl = 42P3 j» using o polarised light. Since this transition is closed, the imaging process may be
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described as a resonantly driven two-level system with the intensity dependent cross section [62]
%

A weyvEcr

(5.1)

Here, A = w; — w is the detuning between imaging beam with angular frequency w; to the atomic
transition with an energy difference %w; I' is the natural line width of the D2-line and the imaging
saturation s = I /1, is the ratio between the probe beam intensity / and the saturation intensity

hwoI'
= (52)
where the resonant cross section oy depends on the imaging wavelength A, via
343
0y = =22 = 0.2807 um*. (5.3)
2n

This yields a saturation intensity of I, = 17.50 W m~2,

In the following, we derive the Beer-Lambert law and take into account saturation effects, which are
important for intense probe beams. To this end, we consider a beam of intensity / which propagates
through a medium of density n(x, y, z) on a path dz. The resulting change of intensity due to absorption
in the medium is described by the differential equation

%Zy’z) =—o(n(x, vy, 2)I(x,y,2). 5.4

In the limit of negligible saturation, Equation 5.4 yields the usual Beer-Lambert law relating the optical
density to the logarithm of the transmission through the medium [46]. However, when the saturation is
not negligible, the intensity dependence of the cross section introduced in Equation 5.1 has to be taken
into account. Upon integrating Equation 5.4, the optical density od(x, y) is expressed by the modified
Beer-Lambert law [108]

Ii(x, y)) e y) —h(xy) (5.5)

Ii(x’ )’) IO

sat

od(x,y) = opn(x,y) = —a ln(

In this expression, n(x, y) = f n(x, y, z)dz is the column integrated density; /; and /; are the intensities of
the probe beam before and after being transmitted through the optical cloud, respectively; In addition, we
have introduced the factor « to account for possible modifications of the optical cross section due to, e.g.
imperfect polarisation of the probe beam or the collection of forward scattered light. An independent
calibration of « is presented in Section 5.3.

5.2 High resolution imaging system

The imaging setup is shown schematically in Figure 5.1. Spatially resolving the density resolution of
an atomic cloud trapped in an optical lattice requires a good imaging resolution and, consequently, an
objective lens with a high numerical aperture (NA). To achieve this in a cost efficient way, a commercially
available aspheric lens! with a clear aperture of 8 mm is mounted inside the science cell. Due the small

! Thorlabs: Unmounted Geltech Aspheric Lens 352240-B
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Figure 5.1: Vertical imaging system. A aspheric lens is mounted inside the science cell to image the atomic cloud.
The light is brought to a primary focus at a mask to illuminate only a section of a CCD sensor. Then, a secondary
focus is formed at the chip surface using a 1:1 relay.

clear aperture, the short working distance of only 5.92 mm is required to achieve a numerical aperture of
NA = 0.5. As a rough estimate of the imaging quality the Rayleigh criterion? yields a diffraction limited
resolution of r = 1.221/NA = 0.94 um. Outside the vacuum chamber, an achromatic doublet is used to
set the magnification and to bring the collimated beam to a focus to form a primary image. At this focus,
a mask formed by a pair of razor blades is used to define the image frame. This image is then relayed
to the image plane using a 1:1 relay consisting of a pair of achromatic doublets with a focal length of
100 mm. Thereby, only a section of the sensor of a CCD camera? is illuminated by the imaging light. In
front of the sensor, a laser line filter with a measured transmission of Tg., = 0.976(4) at the imaging
wavelength is used to filter out non-resonant light.

Frame transfer scheme

The Andor iXon888 offers a fast kinetics mode. This mode allows to record multiple images in a single
experimental run. To this end, the camera is equipped with a large 1 024 pixel x 2 048 pixel CCD sensor,
half of which is covered and serves as a storage area. In order to record three consecutive images, the
image frame defined at the primary focus is chosen to cover only a third of the full chip. Before the
image acquisition starts, the CCD chip is potentially exposed to stray light. To avoid the accumulation of
background signal during this time, the camera employs a "keep clean cycle". In this mode, the chip is
constantly read out and thereby cleaned of charges until the exposure starts. Figure 5.2 shows the imaging
sequence schematically. Just before the image acquisition starts, atoms in |[-9/2) are transferred to the
F =7/2 manifold using an adiabatic frequency sweep (cf. Section 4.4). Then, a RF sweep is applied to
transfer atoms in |-7/2) to |-9/2). Upon the first trigger, the chip cleaning stops and the first image of
the resonant probe beam transmitted through the atomic cloud is recorded in the illuminated section of the
chip. After an exposure time T, the acquisition stops and the accumulated charges are vertically shifted
by 512 pixels such that a new image can be recorded in the illuminated section. We found that using a
rather slow vertical shift speed (6.5 pus/row) results in the best signal-to-noise ratio. During the time
between the end of the first exposure and the next trigger event, atoms are transferred from the F = 7/2
manifold back to |F = 9/2, mp = —=9/2) (4.4). Upon the second camera trigger, another acquisition and

2 Strictly speaking, the Rayleigh criterion in this form applies to incoherent fluorescence imaging. A more accurate estimate of
the resolution in the case of absorption imaging is presented in Section 5.6.2.

3 Andor iXon888
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Figure 5.2: Illustration of the fast kinetics scheme. In order to take three consecutive images in each experimental
run, only a third of the sensor (e2v CCD201-20) is illuminated (a). (b) Shows details of the fast kinetics imaging
scheme. After each exposure, the signal in the illuminated part of the CCD chip is vertically shifted in 6.5 ps into
the masked region for storage. After three exposures the full chip is read out.

transfer cycle starts. Again, the transmitted light is recorded. In a third and final image, the intensity
distribution of the imaging beam in the absence of atoms is recorded. Afterwards, the full chip is read out.
Note that in between the images the chip is not cleaned, which leads to an accumulation of dark current
(counts) and background charges. We account for this with a set of dark images, which are recorded in
the absence of imaging light but otherwise equal experimental conditions. This set of dark images is
acquired in a separate measurement to obtain a dark image for each of the three images recorded in a
normal measurement. In order to suppress technical noise in the dark images, we average over a large
number of images and determine the average distribution of counts in the absence of imaging light.

5.3 Imaging calibration

CCD cameras yield a discretised image of the intensity distribution. Due to the linear relation between
the number of counts C per pixel and the incident intensity /, Equation 5.5 may be rewritten as

Cf(-x’ y)) + Ci(x’ y) - Cf(-x’ y)
Ci(x7 y) CO ‘

sat

(5.6)

od(x,y) = oyn(x,y) = opn(x,y) = —a ln(

In order to apply the Beer-Lambert law in the form of Equation 5.6, we calibrate the conversion from
intensity in the atomic plane to number of counts at the camera. This conversion lets us express the
saturation intensity Igat in the number of counts Cgat collected during the exposure time ;.. To find
the relation between the probe beam intensity incident on the atoms and the corresponding number of
counts per pixel in the recorded image, we need to know two quantities: On the one hand, the effective
quantum efficiency QE,g is needed to relate counts to photons incident on the camera chip. On the other
hand, the transmission losses along the imaging path, in order to infer the intensity at the position of
the atoms from the intensity measured at the position of the camera. To access the latter, we determine
the transmission losses of light travelling from the atoms to a laser line filter in front of the camera (cf.
Figure 5.1). We find an overall transmission of 7p,, = 0.847 at the imaging wavelength 4;,,, = 766.7 nm.
Next, we calibrate the effective quantum efficiency of the CCD chip. To this end, we create a small beam
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Figure 5.3: CCD camera characterisation. (a) Shows the calibration of the effective quantum efficiency of the CCD
camera. (b) The pre-amplifier gain is determined from a measurement of the on imaging noise in relation to the
intensity of the imaging beam. Different colours represent measurements with different total power in the imaging
beam.

of uniform intensity to calibrate the voltage Vpr, measured on a photo diode after the imaging fibre output
to the power measured in front of the line filter P; - and obtain a conversion factor V, = Vo, / P . Now,
we simultaneously record the number of counts C and the voltage during the pulse to obtain the number
of photons

N V, [ Vep()dr 1

. 5.7
4 TPath hw ( )
in the atomic plane. Finally, for N, photons in the object plane the number of recorded counts is
C = QE 4N, Tp,p T g + const. , (5.8)

where QE_g is the effective quantum efliciency of the camera. Figure 5.3 shows the determination of QE 4
from a measurement of the number of counts as a function of the photon number. For the measurement,
we vary the power of the probe beam, while keeping the pulse duration 7;,,, = 5 us fixed. In addition, we
remove a constant background using the number of counts in a region outside the apertured beam. A fit
to Equation 5.8 yields

QE 4 = 0.972(5) . (5.9)

With the effective pixel size A = (13 pm)2 /M = (0.574 pm)24 in the object plane, we find that cfat =92(9)
counts per pixel correspond to the saturation intensity Igat. In order to validate this result, we compare the
measured effective quantum efficiency to the quantum efficiency QE of the chip. The effective quantum
efficiency is the quantum efficiency of the chip enhanced by the gain stage of the camera QE_; = gQE,
where g is the pre-amplifier gain. We determine g with an independent measurement of the imaging
shot noise. Provided that photon shot noise dominates over technical noise sources, we expect the
photon statistics to follow the Poisson distribution of a coherent light source and, thus, 6N3 = N,. The
quantum efficiency is the likelihood that a photon incident on the chip surface will create a photo electron
(Ne) = QE X (N,). This is a stochastic process, which preserves the original Poisson statistics, i.e.

* An independent measurement of the magnetisation M is presented in Section 5.6.1.
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6N62 = N,. Secondary electrons are created in an amplifying stage with a gain factor g to enhance and
digitalise the signal into counts (C) = g X (N,). Now however, since the gain is just a multiplicative
factor, the statistics of the counts is not described by a Poisson distribution any more. Instead, we find
§C* = g X {(C) [109]. To verify this relationship, we illuminate the CCD with a diverging beam of imaging
light and determine the noise characteristics. To compensate optical etaloning effects arising from the
window in front of the CCD chip, we evaluate the noise on the difference of two consecutively recorded
images. To this end, we bin the spatially varying intensity into classes of homogeneous average intensity
and compute the variance in these bins. Figure 5.3 displays the result of such a measurement. We find
that the variance depends linearly on the average number of counts and scales with the expected gain of
g = 1/0.65. With this measurement, the quantum efficiency of the chip becomes QE = QE 4/g = 0.63,
which agrees well with the value reported in Ref. [110] for our camera model.

Effective saturation intensity

In the experiment, the observed cross section o, may be reduced from the ideal cross section oy = 3% )2
for a variety of reasons. For example, due to the high numerical aperture of our high-resolution imaging
system, we expect to collect a fraction

Q=2r [1 - cos(sin“(NA))] e (5.10)

of forward scattered light. This can be taken into account as a reduction of the scattering cross section
by (1 — Q) In the modified Beer-Lambert law [111]. For our NA = 0.5, we find Q ~ 0.07. In addition,
we image atoms which are trapped in a lattice and should consider the Franck-Condon factors given
by the overlap of the wave functions of the initial and final state. The relevant Wannier functions vary,
since the ground and excited state of the imaging transition experience different trapping potentials at
the chosen lattice wavelength. Again, we may expect that this effect leads to a reduction of the cross
section. Other relevant effects include the pureness of the imaging beam polarisation, the linewidth of the
imaging laser and the dynamic change of the detuning due to the Doppler shift experienced by the atoms
during imaging. As a consequence, we have to calibrate the effective saturation intensity 1;;{{ = cvlgat in
the Beer-Lambert formula 5.6. For this purpose, we repeatedly image atomic distributions prepared under
identical conditions with a range of different imaging intensities [108]. We vary the intensity by choosing
the imaging pulse duration in the range 1.5 us < 7, < 10 us while keeping the total number of incident
photons constant. In order to calibrate @ under typical experimental conditions, we realise the repulsively
interacting Hubbard model at a field of 189 G (U/t =~ 8.2) and record the distribution of singly occupied
lattice sites. In this configuration, the recorded density reaches an occupation of almost one atom per
lattice site (Mott insulator) in a ring surrounding the centre of the trap and gradually changes to zero in
the wings of the distribution. Figure 5.4 shows the low intensity term in Equation 5.6 as a function of the
high intensity term. The data have been binned into classes according to regions of equal potential, in
which the density is expected to be constant. Finally, we fit a line to the data in each of the bins. The
slope of this fit yields the effective saturation intensity expressed in counts C;ﬂ per 5 us. However, for
optical densities realised in our experiment, we find C:g = const. (see Figure 5.4(b)). A weighted average
over od > 0.1 yields

T =1152) . (5.11)

sat

72



5.4 Contributions to noise in absorption images

(@) (o)

T T T T T T T T T
0.20 -1
125 - -
o5 L I B o e e #’;T&Ez
— X (um)
Q e = 100 -50 0 50 T
o 7 sof
= of0F .
75 5 0 -
0.05 N
50 [ : .
000 1 I 1 1 1 1 50 1 1 1
5 10 15 20 25 30 0.1 0.2 0.3 0.4
C-C)r /T Optical densit
i“7g P y

Figure 5.4: Calibration of imaging parameters. In (a), we plot the low intensity term as a function of the linear
high intensity correction binned according to the apparent optical density (different colours). The data in each bin
is fitted by a straight line to extract the number of counts Cfftr corresponding to the effective saturation intensity.
(b) c;’;{ as a function of the optical density. The solid and dashed lines indicate the weighted mean and standard
deviation from averaging over all optical density bins with od > 0.1. Error bars are obtained from the fit error
of the linear fit to the data in (a). The inset in (b) shows a map of the average optical density; the contours show
regions of equal potential according to which we bin the optical density.

Together with the calibrated value of C, 0

<at> this results in the high intensity correction factor

ct o 11502)
sat

The dominating uncertainty on the calibrated value results from the estimated error of 10% on absolute
intensities measured with the commercial power meter used to calibrate Cfat.

5.4 Contributions to noise in absorption images

When choosing imaging parameters, one figure of merit is the minimisation of noise arising from the
imaging process. Several sources contribute to the overall noise: First, the electronic properties of the
CCD camera lead to read out noise, which is only a small contribution to the overall noise for the chosen
camera model. Second, small particles on elements in the beam path give rise to complicated patterns.
Ideally, these would vanish in the calculated transmission maps. However, the patterns in two successively
recorded images may vary. Usually, this is caused by mechanical vibrations of optical elements in the
setup or insufficient frequency stability of the imaging laser. The variation of the pattern is often a
dominant contribution to the overall noise. By reducing the time in between the first and third (second and
third) exposures to 21.4 ms (7.6 ms), we were able to reduce the visibility of fringes. As an alternative
procedure, numerical post processing of the images could be applied to reduce the visibility of these
patterns further[112].

The remaining source of noise is photon shot noise. Photon shot noise arises from the statistics of the
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imaging beam itself and is therefore unavoidable. However, apart from averaging over a large dataset, we
may reduce its impact on the measurements by a suitable choice of imaging parameters. To this end, we
derive the variance of the optical density from Equation 5.5 using Gaussian error propagation and find

2
6Ci2 +

2
04 1 2
— + —| oCt. 5.13

sat

1
60d2= g'f'—o

1

sat

To understand the contribution of the shot noise to the variance of the optical density, we will now
consider the case without atoms, i.e. C = C; = C;. In this limit, Equation 5.13 simplifies to

2

04 1 2
—+—| o0C". 5.14
et (5.14)

sat

sod* =2

The photonic contribution to the variance of the optical density is evaluated on a set of images recorded
with varying intensity and exposure time in the absence of atoms. These images are processed according
to Equation 5.5 to yield the optical density. The variance of the optical density is then determined from a
central region within the images, where the intensity is approximately constant. In Equation 5.14, the
variance of the measured counts 6C* = 6Cj + 6N§ includes both the variance of counts §C;, which
reflects the statistics of the imaging beam and technical noise sources, as well as a contribution from
the variance of dark counts (5N§ . We independently measure a mean number Ny = 87 of dark counts
per pixel, which we subtract from all images in the data analysis and (5N§ = 77(4). Figure 5.5 shows
the measured variance of the optical density for different imaging times 7;,,, and saturations s = I/ Ifg .
For the comparison to Equation 5.14 in Figure 5.5 we assume a shot noise limited imaging beam, i.e.
5C? = g (C). In general, we observe a reduction of noise with increasing Timg» Which is associated to the
suppression of the linear term in Equation 5.6 for longer imaging pulse durations due to the increase in
Cgat. In addition, each of the curves shows a minimum around s ~ 1.5, which is identified as the optimal
imaging intensity in terms of shot noise. In our experiment, the contribution from atoms to the shot noise
is almost negligible due to the small densities realised in the optical lattice. Therefore, applying Equation
5.14 gives a good estimate of the signal-to-noise ratio (SNR). At half filling and for an imaging beam
with s = 1.5 and 7, = 10 s, we estimate SNR = % ~ 1.3. From the observations presented in this
section, it is straight forward to conclude that long imaging pulses are ideal to achieve a low level of noise
and, thus, a high signal-to-noise ratio. However, we must respect the dissipative nature of the imaging

process to find adequate imaging parameters.

5.5 A suitable choice of imaging parameters

The absorption of photons from the imaging beam leads to a momentum transfer to the atoms. Therefore,
the atom is accelerated and experiences a Doppler shift. To estimate the corresponding displacement,
we consider the momentum transfer from an imaging beam to a free atom at rest [113]. Each absorbed
photon transfers a momentum 7k;;,,. Together with the scattering rate

N

S — (5.15)
1+s+46° /T2

’y:

(S ) R

this yields the acceleration a = hkizmgy/ 2m. At the end of the imaging pulse, the atoms have acquired a
velocity v = at and, thus, experienced a Doppler shift of k;,,,v. To avoid that the atoms are shifted out
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Figure 5.5: Shot noise contribution to the variance of the optical density Sod* as a function of the imaging beam
saturation s for different imaging pulse durations 7, (legend). Error bars denote the standard error of the variance.
Solid lines show the prediction of Equation 5.14 applying the imaging beam parameters as well as the calibrated
values for a, cfat, the measured dark current noise 6 Ny and assuming a shot noise limited imaging beam. Dashed
dotted lines show the standard error of the model propagating the error on @ and cfat.

of resonance with the imaging laser, we need to restrict the imaging time and intensity, such that the
Doppler shift remains well below the power broadened line width I'V1 + 5. Solving k;;,,v = I'V1 + 5/4

for 7;,,, yields a Doppler limit of
1 2m 3
= 1+1 , 5.16
=g s+ 1/9) (5.16)

img

For an intensity of 21§§f ,

this yields an upper limit of m, = 12.78 s for the imaging pulse duration.
A second bound on the imaging parameters is set by the diffraction limited depth of focus dy; =
A/NA? = 3.1 um. The radiation force displaces the atom by d = VTimg- Solving dyo = vy, yields a

displacement limit on the imaging time of

[4 m

and we choose imaging parameters for which the displacement does not largely exceed this bound. In
general, for our parameters 74, < 1. In fact, we should pause a moment to consider that, due to the
constant acceleration, also the scattering rate changes during the imaging pulse. This behaviour is
illustrated by the measured change of the imaging resonance as a function of both the saturation s and the
imaging pulse duration 7;,,, as shown in Figure 5.7(a). For 7;,,, > 10 s, we observe a blue shift of the
resonance as the number of scattered photons increases with increasing saturation. This is in qualitative
agreement with a numerical simulation of the line shape taking into account the dynamic change of the
scattering rate

dv hkimg T s
At m 20 45+ 4(8p — kipygv(1)7/T7

(5.18)
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Figure 5.6: Limits on the imaging parameters for a free atom. (a) Detuning contours as a function of the inverse
imaging saturation 1/s and the pulse duration 7. The detuning is expressed in units of I'y/(1 + s)/4. (b) For the
same parameters as in (a), we show lines of equal displacement in units of 1 um. Black lines show the case of a
static scattering rate as discussed in the main text. Blue lines show a numerical solution of Eq. 5.18.

presented in Figure 5.7(b). The experimentally observed slower initial increase of the resonance position
is most likely due the reduced overlap of the wave functions in the initial and final state since the excited
state experiences an approximately tenfold weaker repulsive potential of the blue detuned vertical lattice
than the ground state. To estimate the influence of the changing scattering rate on the atomic dynamics,
Figure 5.6 additionally shows the displacement and detuning at the end of the imaging pulse according
to Equation 5.18. When the shift of the resonance is taken into account, the disagreement of the two
cases is negligible for the imaging parameters applied in all the experiments presented in this thesis. Now,
we consider imaging pulse durations 7, < 5 us to notice a red shift of the resonance for the shortest
imaging pulse durations. This may be qualitatively understood, when we remind ourselves that the atoms
are actually imaged in the presence of the optical lattice potential. Therefore, the atoms are trapped at
least at the beginning of the imaging pulse. Only after a number of scattering events, the atoms are heated
out of the lowest band of the lattice and start to behave like free atoms. The implication of this finding
is that the displacement criterion formulated above can be relaxed to some degree to allow for slightly
longer and/or more intense pulses, which yield the better signal-to-noise ratio (cf. Section 5.4).

5.6 Characterisation of the imaging system

The following subsections present a characterisation of the high resolution imaging system. First, the
magnification is obtained from a time-of-flight measurement of the second-order correlation function
revealing the reciprocal lattice vectors. Second, the modulation transfer function (MTF) is determined
through a measurement of density fluctuations of a trapped ensemble of atoms. Furthermore, we will
outline the procedure to find the optimal camera position and discuss the influence of the duration of the
imaging pulse on the performance of the imaging system.
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Figure 5.7: (a) We measure the line shape as a function of the saturation for variable imaging pulse durations and
extract the detuning d; which maximises the absorption. Error bars denote the standard errors of a Lorentzian fit to
the line shape. Solid lines are guides to the eye. (b) For comparison we extract the expected dependence for an
initially free atom. To this end we model the effective line shape using Eq. 5.18. The maximum of the shifted line
yields ¢y .

5.6.1 Magnification

In order to relate the observed optical density to the filling factor of the lattice, we must know the
magnification M of the imaging system. We experimentally calibrate the magnification using a time-
of-flight measurement. The scheme is based on a measurement of the fermionic anti-bunching at the
reciprocal lattice vectors, which is revealed in the second-order correlation function [100, 114]. We
prepare a non-interacting atomic cloud in a three-dimensional optical lattice. Before we image the cloud,
the horizontal lattices are switched of rapidly and the cloud is left expanding for a variable time-of-flight.
Thereby, the Bloch functions describing particles with well defined quasi-momentum 7gq in a periodic
potential are projected onto plane waves propagating with real momenta p,, = fig + 2nhk; . To ensure that
the atomic cloud stays in the focal plane during expansion, we use a magnetic field to compensate gravity.
When the ensemble is allowed to expand for a variable time ¢, the interference of the overlapping plane
wave components leads to characteristic dips at positions x,, « p,t,p. Finally, the position of the dips in
the image plane depends only on the reciprocal lattice wave vectors, the magnification and the (known)
time-of-flight duration (cf. Figure 5.8(a)-(d)). From a set of recorded images of the density distribution
after time-of-flight, we obtain the integrated second-order correlation signal

i d’x (n(x — d/2)n(x + d/2))

- : 5.19
[ &x(n(x —d/2)) (n(x + d/2)) o

C(d)

Here, (...) denote the average over multiple experimental realisations. Instead of calculating the integrals
in Equation 5.19 directly, both the numerator and denominator are more efficiently evaluated using the
Wiener-Khinchin theorem [115], which relates the autocorrelation function A(d) = / S(x—d/2)S(x +
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Figure 5.8: Calibration of magnification and lattice angles using the second-order correlation function. (a)-(d) show
the measured second order correlation function C(d) for varying time-of-flight duration ¢y, . The positions of the
antibunching dips directly yield the reciprocal lattice vectors. and, thus, the angle 6, (6,) formed by the x- and
y-lattice beams with respect to the image frame. (e) The magnification along x and y is obtained from a linear fit
to the displacement of the dips measured as a function of #1,z. We measure M, = 22.64(1) and M, = 22.75(2).
Note, that different colour scales have been used for (a,b) and (c,d) to increase the visibility of the antibunching
signal. (f,g) Show the angle of the lattice beams with respect to the image frame, which was extracted from the
position of the antibunching dips. These values have already been as an input in the characterisation of the external
confinement in Chapter 3.

/2) dx of a signal S(x) to the inverse Fourier transform of its power spectral density
A@) = FIF IS (5.20)

Since the amplitude of the correlation signal depends inversely on the square root of the number of images,
we typically average over around 200 experimental realisations to obtain a strong correlation signal. To
evaluate the signal, we fit regularly spaced Gaussian functions, with free distance and amplitude to the
two-dimensional correlation signal. The observation of dips (C(d) < 1) is characteristic for fermionic
antibunching due to the Pauli principle. Since the difference in the velocity components of a wave
packet is accurately known from the wavelength of the lattice laser, the magnification of the imaging
system is directly obtained from a measurement of the displacement d of the dips as a function of #p,z
(Figure 5.8(¢)). We measure almost equal magnifications M, = 22.64(1) and M, = 22.75(2) along both
axis of the imaging frame. In all of the data analysis presented later on, we use the mean M = 22.69(1) of
the two values. In addition, the measurement serves as a precise calibration of the angle 6, = —4.85(4) °
(0, = —0.42(6) °) formed by the horizontal x-lattice (y-lattice) beam and the x (y) axis defined by the
imaging frame as shown in Figure 5.8(f,g). These are a crucial ingredient to the full characterisation of
the external trapping potential (cf. Chapter 3.5.4).

It has been proposed to use noise-correlations in momentum space to characterise more complex
phases in cold atoms experiments. Especially for repulsively interacting fermions in optical lattices, one
would expect that a doubling of the unit cell by the presence of antiferromagnetic (quasi) long-range
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order manifests in the appearance of additional correlation dips at half the reciprocal lattice vectors [116,
117]. Indeed, we have recently used this signature to calibrate a method that coherently manipulates the
spin-correlations using a technique building upon the Ramsey interferometry presented in Section 3.6.3.
In this calibration measurement, we prepared a spin-polarised gas and imprinted a chequerboard spin
pattern using the precession of the transverse spin components in a magnetic field gradient aligned to the
lattice diagonal [118].

5.6.2 Measuring the modulation transfer function with density fluctuations

As mentioned above, a spatially resolved detection scheme is crucial to resolve the in-situ density
distribution. In order to extract local thermodynamic quantities, the imaging system has to resolve
variations of the density on length scales much smaller than the variation of the underlying inhomogeneous
trapping potential. Even more importantly, the convolution with the point spread function obscures the
correlation functions of the many-body system. Therefore, an accurate characterisation of the imaging
system serves as a central input for the data analysis presented in Chapter 7.

Following Ref. [119] the modulation transfer function (MTF) can be obtained from a measurement of
the power spectral density of in-situ density fluctuations. In addition, we apply this method to find the
best focus of the imaging system and to determine the influence of the imaging light itself on the imaging
performance.

The point spread function and optical aberrations

The result of a measurement on an ultracold gas is available as an image representing the atomic density
distribution. The observed density distribution in the image plane n,,(r) is thus the convolution of the
actual density distribution in the lattice n; with the point spread function P (r)

Mexp(T) = /dr' n(x )P -r). (5.21)

The CCD camera yields a discretised representation of the image. As long as the pixel area A is much
smaller than the resolution spot size we may write

N
Mimg (X)) = Xf = / dr’ n(r')P(r; - 1), (5.22)
where r; is the centre position of pixel j and N; the atom number on this pixel. To understand the origin
of the point spread function in absorption imaging, we have to recall the how the image of the atomic
density is formed. To this end, we consider a single atom illuminated with a uniform light field. The
incoming probe field E, is scattered by the atom and the resulting spherical wave is then focused by the
imaging system yielding E ., = eEOei(S p(Kk), where p(Kk) is the Fourier transform of the pupil function of
the imaging system, € is the fraction of the scattered light collected by the objective and ¢ is the detuning
of the probe beam with respect to the atomic transition. The interference pattern of the probe field and
the scattered field |E0 + Escan|2 is recorded on a CCD camera, yielding a "shadow image" of the atom.
Thus, the recorded transmission through the atomic sample becomes

Ey+E [

scatt

Ey

f=— = ~1+ eZRe{eiép(k)} . (5.23)
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The logarithm of Equation 5.23 yields the point spread function for low probe beam intensity. For
non-negligible saturation, the linear term in the modified Beer-Lambert law has to be taken into account.
The term may be written as

s(1—1) ~ se2 Re{eiép(k)} . (5.24)

In the above approximations we assumed € < 1, which is valid for low densities and not too large NA.
Further approximating In(?) for 7 ~ 1, and combining the Equations 5.23 and 5.24, the point spread
function for the optical density is found to be P(r) o« Re[e’ p(k)]|y_, Jaa [120]. In polar coordinates, the
pupil function is given by
2,2
p(p.6) = U(p)e™ /™ 0. (5.25)

where U(p) describes the ideal pupil, which is constant within the aperture radius R and zero outside;
The first exponential factor describes a reduced transmittance at the edge of the limiting aperture and
W(p, 0) is the wave front of the imaging beam after passing the imaging system. For an ideal imaging
system W(p, 0) = 0 and T = co. In this case, the Fourier transform of the pupil function is J;(r/o)/(r /o),
where J;(x) is the Bessel function of first kind and o = (kNA)_l. However, optical aberrations lead to
deformations of the wave front. For typical experimental conditions, i.e. short imaging pulses and a
saturation s =~ 2 the wave front can be approximated by

W(p,0) = Syp* + Bp” + ap*(cos(260 — 2¢)) . (5.26)

The individual terms in Equation 5.26 correspond to low order optical aberrations; S, describes spherical
aberration, 8 the effect of defocus and « the strength of astigmatism with an angle ¢. In the next
section, we will describe a method extract the modulation transfer function from repeated images of the
in-situ density distribution. Equation 5.25 fully determines the quality of the imaging system and can be
used to model either the point spread function #(r) or, equivalently, the modulation transfer function
M(K) = |P(k)| to compare to experimental measurements. While a direct measurement of the point
spread function is difficult since it requires an isolated point source — for example a single atom — the
modulation transfer function is more easily accessible through a measurement of the power spectral
density of atom number fluctuations. Similar to Equation 5.22 connecting the real density distribution to
its image, the relationship between the experimentally observed atom number fluctuation 6 N j2 at pixel j
and the actual correlations is given by a convolution with the point spread function

(ON7) = (N}) = (N;)* = A? / / drdr’ (n(r)on(r')) P(r; - )P (r; - r’) (5.27)
A discrete Fourier transform of the atom number fluctuations yields
(o)) ~ NSR)MP(K)), (5.28)

where we have introduced the density structure factor S(k) = . In order to determine the
modulation transfer function we usually measure the noise power spectrum of a non-interacting Fermi gas
on a square lattice prepared at a temperature of kg7 /t = 3.5. This yields an approximately flat structure
factor up to the spatial cutoff frequency f, = NA/A = 0.65 pm_l for NA = 0.5.

(|5n®)[*)
N
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5.6 Characterisation of the imaging system
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Figure 5.9: Modulation transfer function and point spread function. (a) Measured power spectral density and (b)
corresponding fit to the MTF. The solid black circle in (a,e) depicts the cutoff frequency of a coherent imaging
system with NA = 0.5. (c) and (d) show cuts through both the data and the fitted MTF along x and y averaged
over 0.0336 pm_l wide regions (grey solid lines in (a,b)). In (e), we plot cuts through the normalised PSF along
x (black) and y (grey) evaluated on a fine grid using the coefficients extracted from (b) yielding a resolution of
1.25 um (HWHM). The grey dotted line is a comparison to the diffraction limited point spread function.

Finding the optimal camera position

Having introduced a method to measure the MTF, we proceed by determining the focal position of the
camera. To this end, we measure the power spectral density of the atom number fluctuations as a function
of the camera position along the optical axis. Figure 5.10 presents a result of this measurement evaluating
the in-situ density noise on a set of 60 images at each position together with a fit to to determine the
defocus parameter 3. We find that § scales approximately linear with the camera position (Figure 5.10(k)).
Furthermore, we determine SO = 25.5(8), @ = 2.4(1), ¢ = 1.9(1). Note, that the optimal focal position is
not where 8 = 0. Instead, a finite amount of defocus (8 # 0) is required to compensate for the observed
spherical aberrations. We determine the best focal position by varying the position of the Andor camera
along the optical axis in order to optimise the measured MTF. In daily operation, we average over only 10
images to accelerate the procedure and use the size and homogeneity of the central region of the power
spectral density as a figure of merit for the resolution to find the best focus. We routinely check the focal
position before performing experiments and calibration measurements.
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Chapter 5 High resolution absorption imaging
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Figure 5.10: Ilustration of the focusing technique. In (a), the response of the measured power spectrum (a-e)

to a change of camera position and the corresponding fits to the squared MTF M2 (f-j) are shown. In (k), we

demonstrate the linear dependence of the defocus parameter 8 on the position of the camera along the imaging
beam propagation. The solid line is a guide to the eye.
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Figure 5.11: Influence of the pulse duration on the resolution. (a-e) show the MTF for varying imaging pulse
duration. The diffraction limited cutoff frequency is indicated by black black circles.

Influence of the atomic motion on the modulation transfer function

Not only optical aberrations but also the dynamics of the imaged atoms influence the imaging quality. In
Section 5.5, we discussed the acceleration of free atoms in the direction of the objective lens due to the
resonant interaction with the probe light. Here, we concentrate on the consequences of these dynamics on
the resolution. To this end, Figure 5.11 presents a measurement of the square root of the in-sifu density
noise power spectrum as outlined above. We vary the imaging pulse duration for approximately fixed
imaging intensity. We observe that longer pulses result in a suppression of larger spatial frequencies.
This can be explained with the displacement of the atomic cloud towards the objective lens resulting in
increased defocusing for longer imaging pulses. At the same time, we recover the statement that a longer
imaging pulse duration results in a better signal-to-noise level, since the number of photons contributing
to the signal is increased. However, in order to make full advantage of the high-resolution imaging
system we must find a compromise between resolution and noise. Therefore, we restrict the imaging
pulse duration to 5 < 7 < 10 s for all the experiments presented later on.
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CHAPTER O

Probing the equation of state of the
two-dimensional Hubbard model

This chapter presents results published in "Equation of State of the Two-Dimensional Hubbard Model"
by E. Cocchi, L. A. Miller, J. H. Drewes, M. Koschorreck, D. Pertot, F. Brennecke and M. Kohl (see
Ref. [96]) and closely follows the presentation therein.

The following chapter presents a measurement of the equation of state of the two-dimensional Hubbard
model. Our approach combines the precise control over the Hamiltonian offered by optical lattices with a
high resolution imaging system. This allows to probe the many-body system locally in order to study the
quantum phases and thermodynamic properties of the trapped gas in a quantitative way. Furthermore, the
results presented in this chapter provide the basis for thermometry in Chapters 7 and 8.

Section 6.1 motivates our work and highlights its relation to previous studies. Section 6.2 presents the
measurement scheme and summarises the data analysis. An in-depth discussion of the data analysis and,
in particular, the fitting procedure to compare our results to numerical data are presented in the theses of
my co-workers L. A. Miller [85] and E. Cocchi [95]. In Section 6.3 the results of the measurement are
presented.

6.1 Motivation and previous work

Ultracold fermionic atoms have emerged as a versatile platform to study strongly-correlated spin-1/2
fermions since they submit to a precise microscopic description and superbly sensitive detection. This
approach has shed new light, for example, on the crossover between a Bose-Einstein condensate (BEC) of
dimers and a Bardeen-Cooper-Schrieffer (BCS)-type superconductor as well as on the universal physics
of the unitary Fermi gas [121]. Among the remaining open questions are the properties of strongly-
interacting fermions in lattices, which have begun to be explored [23, 24, 26, 94, 122—124].However,
these investigations have not yet achieved the same level of accuracy in determining quantum phases
and thermodynamic properties as those without lattice [31, 32]. The experimental determination of
the equation of state of the Hubbard model is of particular importance because, even with the most
advanced theoretical methods, strongly-correlated lattice models are notoriously hard to tackle [13, 125].
Recently developed numerical approximations of the two-dimensional Hubbard model [74, 126] provide
predictions for a range of parameters. However, the inherent difficulty of simulating strongly-correlated
fermions has yet precluded the determination of a general phase diagram, and the predictions resulting
from the approximations still require experimental verification.
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Chapter 6 Probing the equation of state of the two-dimensional Hubbard model

Previously, investigations of the Hubbard model with ultracold atoms have mostly focused on the
Mott insulator in three dimensions by detecting the global disappearance of doubly occupied sites [23,
123, 127], the response to an external compression [24], the analysis of reconstructed density profiles
[124], and global detection of local spin correlations [25, 128]. However, unlike homogeneous solid state
systems, ultracold atoms are usually confined by an external trapping potential V(r) leading to a spatially
varying density distribution n(r). Therefore, different quantum phases coexist in different regions of
the trap and their unique identification using global observables is often impossible. Conversely, with
sufficient local resolution, the coexistence of different phases can in principle be used to sample a range
of the phase diagram in a single experimental realisation. For bosonic [28—-30] and, recently, fermionic
[107, 124, 129] atoms in optical lattices the coexistence of different phases has been observed.

6.2 Measurement scheme

In the experiment presented here, we demonstrate high-resolution in-situ absorption imaging of a
spin-balanced mixture of interacting spin-1/2 fermionic atoms in a single, two-dimensional layer of an
optical lattice (see Fig. 6.1(a)). By combining narrow linewidth RF spectroscopy (cf. Chapter 4.2.3)
and absorption imaging (cf. Chapter 5) we detect the density distributions of singles (7, — i;7) and
doubles (771 ). The analysis of the spatially resolved density distribution gives direct access to the
equation of state [27] n(u). In particular, our technique does not rely on density reconstruction through
inverse Abel transforms [124], which introduce numerical noise at small radii. Our experiments cover the
regimes from weak (U/t =~ 0) to strong (U/t ~ 20) interactions and, where available, we compare to
state-of-the-art numerical results.

Figure 6.1 shows examples of the recorded singles and doubles density profiles for different interaction
strengths. For each of the figures shown the data have been averaged over approximately 35 individual
experimental realisations. For weak interactions, U/t = 1.6(2), we observe an inhomogeneous density
distribution (Figure 6.1a). In the centre of the trap, where the density is largest, we find an accumulation
of doubles. This dense core is surrounded by a low-density ring where predominantly singles form. For
intermediate interactions, U/t = 8.2(5), the doubles are suppressed by the increased interaction energy
and, correspondingly, the size of the cloud increases (Figure 6.1(b)). Finally, for strong interactions,
U/t = 12.0(7), we do not observe any doubles and a pronounced plateau forms around half filling, which
signals the appearance of the Mott insulator (see Figure 6.1(c)). Employing the precise knowledge of
the slowly varying trapping potential V- (x, y) caused by the finite Gaussian waists of the optical lattice
beams (cf. Chapter 2) enables us to average the measured density along equipotential contours, see
Figures 6.1(d-f).

6.3 The equation of state and the crossover from a metal to a
Mott-insulator

6.3.1 From the in-situ density distribution to the equation of state

In order to access the equation of state of the 2D Hubbard model and to directly determine local
thermodynamic properties of the gas [27, 29, 31, 130], we analyse our data in the framework of the
local density approximation (LDA). We noted above that the local chemical potential u(x, y) results
from the chemical potential at the centre (x = y = 0) of the cloud p and the trapping potential by
u(x,y) = uo — V(x,y). LDA state that the properties of the homogeneous system with u(x, y) can be
locally applied as long as the change in the potential is small compared to characteristic length scales of
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Figure 6.1: In-situ distribution of singly and doubly occupied lattice sites. (a-c) Maps of the in-situ density of
singles and doubles in the two-dimensional Hubbard model for different interaction strengths. The images are
averaged over ~ 35 repetitions of the experiment. The density profiles show the crossover from a metal at weak
interactions, U/t = 1.6, to a flat-top Mott insulator without doubles at strong interaction U/t = 12.0. (d-f) Singles,
doubles, and total density averaged over —10a < x < 10a (see dashed lines in (b)) as well as evaluated along
equipotential contours of the trapping potential.
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Chapter 6 Probing the equation of state of the two-dimensional Hubbard model

the many-body system, e.g. the correlation length. In the following list, we translate the recorded density
maps n(x, y) to the equation of state n(u) and the comparison thereof to numerical data will be outlined.

1. The precise knowledge of the external potential V(x, y) allows to average the recorded spatial
maps of the singles and doubles density distributions along equipotential contours. Note, that we
independently calibrated a reduced relative fidelity 77y = 0.82(2) in the detection of doubles as
compared to the detection of singles. We assign this behaviour to losses induced by the presence of
abroad |-9/2) |-5/2) p-wave resonance at 215(5) G [53] during the detection part of the sequence.

2. To convert further from the external potential to chemical potential we need to determine the
chemical potential in the centre of the trap . This is facilitated by a consequence of the particle-
hole symmetry of the Hubbard model. Due to this symmetry the singles density always assumes its
maximum at half-filling 1, = U/2. Therefore, the peak in the singles density provides a method to
calibrate the chemical potential axis and we obtain the equation of state n(u) = s(u) + d(u)/ngy.

3. Now, the singles and doubles profiles s(u) and d(u)/ny from each dataset are fitted to interpolated
data from numerical linked cluster expansion (NLCE) calculations [74] ndetsg LCE (, kgT) and
Ngetd (]TV LCE(, kgT), to obtain the overall detection fidelity 74, and the temperature kg 7". Afterwards,
the data is filtered for the fidelity in the range 0.95 < 1y, < 1.05 to reject experimental realisations

with a large deviation from the average fidelity.

4. Due to fluctuations of the prepared total atom number, individual measurements of the density
distribution sample slightly different intervals in chemical potential. Instead of rejecting large
amounts of data based on atom number, we combine the filtered data from a full dataset, and use
the individual values of y to re-bin the data in chemical potential. Thereby, we obtain a precise
average of the equation of state 7i(u). Finally, we fit the average profiles 5(u) and d(u) to NLCE
data to determine the average values of temperature and central chemical potential of the dataset.

Figure 6.2(a) shows the measured equation of state 71(u) for different interaction strengths. The data show
the crossover from a metal for weak interactions with a strong density variation across the region of half
filling, to a Mott-insulator with a density plateau around half-filling for strong interactions. While the atom
number remains approximately constant at N =~ 8.8(6) x 10° across different interaction strengths, there
is a marked increase of the extent of the Mott-insulating region for larger U/t. Our lowest temperature,
kgT/t = 0.63(2) at U/t = 8.2, is already at the limit of validity of the numerical approximation, which
is evident from weak artificial oscillations of the theoretical n(u) data near n = 0.25 and above n = 1.
We also compare our data with numerical calculations using dynamical cluster approximation (DCA)
[126] for U/t = 8 (see inset of Figure 6.2(a)), which confirms that they fall into the temperature interval
0.55 < kgT/t < 0.82. However, the available DCA data are too coarsely spaced in order to fit the
temperature more accurately.

6.3.2 Compressibility

As discussed above, the compressibility provides an observable to determine transport properties of
many-body system in order to determine weather it behaves metallic or insulating. In the experiment, we
obtain the compressibility from numerical derivative of the measured equation of state with respect to the
chemical potential
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6.3 The equation of state and the crossover from a metal to a Mott-insulator
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Figure 6.2: Equation of state of the two-dimensional repulsive Hubbard model. Purple: U/t = —0.2(3) for
kgT/t = 1.35(4); blue: U/t = 1.6(2) for kgT/t = 1.19(4); green: U/t = 8.2(5) for kgT/t = 0.63(2); yellow
U/t = 12.0(7) for kgT/t = 0.92(6); red: U/t = 19.5(1.3) for kgT/t = 1.41(5). (a) Equation of state n(u) for
varying interaction strength U/¢. Solid lines show fits using NLCE data [74] (purple: non-interacting Hubbard
model) from which the temperature has been extracted. The inset shows the comparison with DCA data [126]
for the temperature interval 0.55 < kgT/t < 0.82 at U/t = 8. (b) Compressibility « versus filling. The dashed
line shows the prediction of the non-interacting Hubbard model at k3T /t = 1.4 and the grey band the prediction
from DCA as in (a). (c) Doubles fraction versus filling. The theoretical predictions for the non-interacting (dashed
line) and infinitely repulsive (dashed-dotted line) Hubbard model are shown. The inset shows the behaviour at half
filling as a function of the on-site interaction strength. The error bars show the standard errors.

Figure 6.2(b) shows the compressibility as a function of the filling for different interaction. The
non-interacting gas (U/t = —0.2(3)) exhibits a maximum compressibility of x = 0.266(6) ™! at half
filling n = 1, which signals metallic behaviour and is in agreement with the numerical simulation of the
homogeneous non-interacting Hubbard model at a temperature of k37 /t = 1.4 (dashed line). At finite
temperatures the approach from the metal to the Mott insulator is a crossover and therefore we expect
a smooth change of the thermodynamic properties as the interaction strength or density changes. For
intermediate interactions, U/t = 8.2, we already observe a significant reduction of the compressibility at
n = 1 and a return to a more compressible phase at fillings n > 1. A comparison of the compressibility
with data from DCA calculations [126] shows very good agreement (shaded area in Fig. 6.2(b)). For
strong interactions, U/t > 12.0, the compressibility is close to zero at half filling. For a system without
disorder, a vanishing compressibility implies a gap against density excitations, and hence, combined
with the observation of a plateau at half-filling, unequivocally demonstrates the observation of the Mott
insulator in two dimensions.

6.3.3 Doubles fraction

As noted above, our occupation detection scheme gives access to the distribution of doubly occupied
sites. Figure 6.2(c) shows the measured doubles fraction

2 (i fiy)

= v 7 6.2
Gy + () (6:2)

versus filling and interaction strength. For the non-interacting gas, the spin-up and spin-down fillings
are uncorrelated, hence the doubles fraction simplifies to D = n (dashed line in 6.2(c)). The data for
the non-interacting gas agree with this prediction. In the limit of infinitely strong repulsive interactions,

87



Chapter 6 Probing the equation of state of the two-dimensional Hubbard model

the number of doubles is completely suppressed if there are more lattice sites than particles, i.e. D = 0
for n < 1, while for n > 1 the number of doubles equals the excess of atoms above half filling, i.e.
D =2 — 1/n (dashed-dotted curve in Figure 6.2(c)). We observe that even for U/t = 8.2 the data is close
to the infinite-interaction limit. For interaction strengths above this, the external compression provided
by the trap is too weak to observe fillings n > 1. The inset shows the measured doubles fraction at half
filling as a function of interaction strength U /.

6.3.4 Melting of the Mott-insulator

Finally, we investigate the repulsive Hubbard model as a function temperature at U/t = 8.2 where
antiferromagnetic ordering is expected to occur at the highest transition temperature [131] of kg7 /t ~ 0.3.
In order to experimentally adjust the temperature, we heat the gas using a weak periodic modulation of the
intensity of the horizontal lattice beams with a frequency close to twice the horizontal trapping frequency,
followed by an equilibration time of 400 ms (cf. Chapter 3.5.2). Figure 6.3 displays the variation of n(u)
with temperature. In general, the distribution n(u) gets broader and varies more smoothly with increasing
temperature. This is directly reflected by the compressibility at half-filling (Fig. 6.3(b)) which shows how

the Mott insulator gradually becomes metallic and its compressibility increases from « = 0.02 " at low

temperature to x = 0.06 ! at high temperature, in agreement with NLCE calculations (solid line) within
error. Moreover, Figure 6.3(c) shows the doubles fraction D versus filling n for varying temperatures. The
data illustrate a considerable increase of doubles with temperature across all fillings. Some deviations
between our experimental and the theoretical NLCE data are observed at low filling for low temperatures
even though the total filling 7 is in good agreement. In Figure 6.3(d) we plot the doubles at half filling
versus temperature and find that it increases from 0.054(5) at the lowest temperatures kg7 /t = 0.67(3) to
0.13(3) at kgT/t = 3.25(7), in agreement with the results from NLCE [74], DCA [126], and quantum
Monte-Carlo (QMC) simulations [131]. Both, the increase of the compressibility and the increase in

doubles, signal the creation of thermally activated density excitations out of the lower Hubbard band.

6.4 Conclusion

The results presented in this chapter provide a precise characterisation of the density equation of state of
the two dimensional Hubbard model. Using a spatially as well as occupation resolved detection technique,
we observed the crossover from a metal to a Mott insulator which is signalled by a plateau of constant
density at half filling, a suppression of doubly occupied sites and a vanishing compressibility at half
filling. Furthermore, we studied the gradual disappearance of the Mott-insulator as the temperature of the
system is increased by controlled heating (cf. Chapter 3.5.2). Our experimental platform provides access
to the full doping range, which is impossible to achieve in solid state experiments.
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Figure 6.3: Melting of the Mott-Insulator. Blue: kg7 /t = 0.67(3), green: kgT'/t = 1.55(6), red: kgT/t = 3.25(7).
(a) Equation of state n(u) for different temperatures with fits using NLCE data. (b) Compressibility at half filling
versus temperature together with NLCE data. (c) Doubles fraction D versus filling for different temperatures. (d)
Doubles (771} at half filling vs. temperature. The solid line shows the coinciding predictions of NLCE [74] and
DCA [126], and the dashed line the QMC prediction [131]. The error bars show the standard errors.
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CHAPTER 7

Thermodynamics versus local density fluctuations
in the two-dimensional Hubbard model

The results presented in this chapter have been published in "Thermodynamics versus Local Density
Fluctuations in the Metal-Mott-Insulator Crossover" by J. H. Drewes, E. Cocchi, L. A. Miller, C. F. Chan,
D. Pertot, F. Brennecke and M. Kohl (see Ref. [132]).

A key requirement to fully understand the phase diagram strongly-correlated many-body systems is the
establishment of a link between the microscopic physics and macroscopic observables. In the last chapter,
we studied the equation of state and observed the crossover from a metal to a Mott insulator. On the
microscopic level, strong repulsive interactions lead to a suppression of doubly-occupied lattice sites and
to a localisation of atoms at the lattice sites. On a macroscopic level, this is reflected in the vanishing
compressibility and conductivity of the Mott insulator. In this chapter, we start from precise measurements
of the equation of state and apply the fluctuation-dissipation theorem to study the disappearance of
non-local correlations as the system approaches the Mott insulator.

Section 7.1 provides a short introduction to the fluctuation-dissipation theorem. In Section 7.2 the
origin of fluctuations from the inherent microscopic correlation functions is discussed using the example
of a uniform non-interacting Fermi gas on a square lattice. Finally, our measurement and results obtained
are presented in Section 7.3 and Section 7.4.

7.1 Fluctuation dissipation theorem

The fluctuation-dissipation theorem (FDT) [133] provides a conceptual link between thermodynamic and
microscopic observables. The FDT quantifies how the presence of microscopic fluctuations in thermal
equilibrium is linked to the response of a system to a (weak) external perturbation. The FDT has been
applied to a variety of linked thermodynamic/microscopic observables. Examples are Johnson-Nyquist
noise in an electrical conductor or the Brownian motion of particles suspended in a fluid. This chapter
presents a study of the crossover between a metal and a Mott-insulator, which is observed in density
ordering. A change in the density n = (N) /V is related to a variation of the chemical potential u. The
response of the particle number to a variation of the chemical potential is governed by the isothermal
compressibility

_ 1 9(N)

K=V on (7.1)
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The average particle number is given by
0
(N)=kgT |—InZ . (7.2)
I V.T
Further, the fluctuations of the particle number are

2

(SN?) = (kgT)? (3—2 InZ (7.3)
op

v, T

Combining the last three equations we arrive at the static form of the fluctuation-dissipation theorem
[134] which, in thermal equilibrium, relates the compressibility to the particle number fluctuations
k 1 (6N?)

n kgl (N)

(7.4)

Importantly, the proportionality factor between the thermodynamic variable x and the microscopic
density correlations in the fluctuation-dissipation theorem is the temperature. In the context of cold atom
experiments, this property has been employed to conduct fluctuation-based thermometry [135-137] when
compressibility and density-fluctuations can be independently measured.

7.2 Fluctuations, correlations and the static structure Factor

In this section, we will outline the connection between fluctuations, correlation functions and the static
structure factor. Specifically, we will study the case of a non-interacting Fermi gas on a square lattice
to show the equivalence between the static structure factor and the compressibility. In a homogeneous
system, atom number fluctuations are expressed by the statistical variance

(ON?) = (N?) = (N)? = // (¢A(R)A(E)) = (A(r)) (A(x'))) drdr” (7.5)

In the equation above, (7i(r)) yields the average total surface density at position r. In a homogeneous
system (7i(r)) = n. In principle, density fluctuations at all length scales contribute to the thermodynamic
compressibility. Previous work has focussed on column-integrated densities [136, 138] or on local
measurements [106], such that long-range density correlations were either integrated out or not detected.
The integrand in Eq. 7.5 is related to the density-density correlation function v(r,r’) via

(@) v, ¥) = (AAE) = ) () (7.6)
= (A1) 6(r, 1) + () () (¢Pr =1 = 1) .

Here, we have introduced the pair distribution function g(z)(r —r’), which describes the probability to find

two particles at distance |r — r’|. Note, that in general g(Z)(x) = % 2o gfrz)a,(x). For non-interacting

>

fermions however different spins are uncorrelated, and for o # o, gff)(r,(x) = 1. Therefore, in the

following the discussion is limited to the case o = " and we omit the spin index. Expressing the pair
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distribution function in fermionic field operators yields

(g)z gPr-r') = (¥ ¥ )P P(r) (1.7)

where we have introduced the factor (n/ 2)2 for normalisation. Again, for free fermions we expand the

field operators in plane waves ¥(r) = % Yk eikrék 5P = \/LV Yk e_ikréllg to obtain [139]

m? o p 1 ik —i(QQ) ) AT A A A
o -1 3, S e
kk’

-(3)-

In Eq. 7.8 we used the fermionic anticommutation relations. Further, we identify the last term in Eq. 7.8
with the one-particle correlation function [139]

2
1 —ik(r'-r') ;A
V;e k( )(nk)) . (7.8)

2¢Wr -1y = (¥ ¥y

2
1 —.k .kl ’ R ~
— V Z e IKr+iKr (Cl—ick’>
k,k, ————
= (g )Sy

1 —ik(r-r') ;A
zvze k=) ) (7.9)
k

Thus, we obtain the one-particle correlation function from a Fourier transform of the Fermi-Dirac

-1
distribution (7 ) = (eﬁ (@) 4 1) . Using Eq. 7.9, the expression for the pair distribution function reads

2
g r)=1- |g(1)(r -r)| .

(7.10)

Figure 7.1 shows the pair distribution function of non-interacting fermions on a square lattice for
different densities and as a function of the inter particle distance r = |r - r". While at large distances
the particles are uncorrelated, g(z)(r) is suppressed at short distances. This is a direct consequence
of the Pauli principle, which leads to a vanishing probability to find two equal fermions at identical
positions. Additionally, the larger extent of this exchange hole for low fillings shows that the particles are
significantly delocalised over the almost empty lattice, while the localisation increases with increasing
filling and becomes maximal when the band is completely filled and the gas forms a band insulator.
Furthermore, the density-density correlation function is related to the static structure factor via a Fourier
transform

S(k) = / v(r)e'™* dr (7.11)

Using Eq. 7.6 and 7.10 we find

Sk) =1+ / n(r) (g(z)(r, r’) - l)eikr dr . (7.12)
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Figure 7.1: Equal spin pair distribution function g(z) (Eq. 7.10) for a Fermi gas on a square lattice for different
densities n as a function of the inter particle distance r at a temperature of kg7'/t = 0.6.
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Figure 7.2: Structure factor of the ideal Fermi gas on a square lattice. (a) Structure factor at zero quasi-momentum
(solid lines) and rescaled compressibility (solid circles). (b,c) Quasi-momentum resolved structure factor at
half-filling n = 1 (b) and at quarter filling n = 0.5. Colour code in (a) applies also to (b,c).

Figures 7.2(b,c) show the static structure factor of the density as a function of the wave vector for half and
quarter filling, respectively. For increasing temperatures, the static structure becomes flat approaching the
behaviour of an uncorrelated thermal gas. In the long-wavelength limit, we find

, (6N*)  kgTk
lim S(k) = =
kliI%)S() (N) n

(7.13)

which relates the uniform static structure factor S(k = 0) to the isothermal compressibility x. A
comparison of the left-hand and right-hand side of Eq. 7.13 is presented in Figure 7.2(a).
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7.3 Measurement

We prepare a spin balanced Fermi gas in the two lowest magnetic hyperfine states (Ng/N; = 1.00(6)) in a
square lattice to emulate the two-dimensional Hubbard model. The ratio between on-site interaction and
the tunnelling rate is varied between 1.6 < U/t < 12. While for U/t = 1.6, 8.2, 12.0 the final lattice
depth in the experimental stage of the sequence is fixed to 6 Ey, we choose lattice depths of 6.6(1) Eg
and 5.2(1) Eg to realise the intermediate values U/t = 6.1 and U/t = 10.3, respectively. The lowest
temperature achieved is on the order of kg7 /t ~ 0.65. In order to probe the behaviour of non-local
correlations at higher temperatures, we either hold the atoms in the lattice for a variable time or apply a
periodic modulation of the horizontal lattice beams to heat up the gas (cf. Chapter 3.5.2). Thereafter,
we spectroscopically select a single layer in the vertical direction and record the distribution of singly
and doubly occupied lattice sites individually (cf. Chapter 4.2.2). The temperature of the prepared
distributions is determined from fits to interpolated data from NLCE calculations (cf. 6).

7.4 Suppression of non-local density fluctuations in the repulsive
Hubbard model

To begin with, we investigate the uniform static structure factor obtained according to Eq. 7.13, which holds
in the thermodynamic limit [140]. Qualitatively, one discriminates three different cases: S(k = 0) = 1 is
classical shot noise, S(k = 0) > 1 is termed bunching and occurs for bosonic particles, and S(k = 0) < 1
is anti-bunching, which is expected for a degenerate Fermi gas. Figures 7.3(a-c) show the static structure
factor S(k = 0) derived from the measurement of compressibility and density for different temperatures
and on-site interaction strength. Generally, we find that for high-filling and low temperature the structure
factor is well below 1, which signals non-classical behaviour. For weak interactions, U/t = 1.6, this
displays anti-bunching due to the Pauli exclusion principle according to which at most one fermion per
spin state can occupy each lattice site. For strong interactions, U/t = 12.0, the structure factor is even
more suppressed by the strong repulsive interaction between atoms. For high temperatures, the structure
factor increases due to the thermal contribution.

We now compare the structure factor with the atom number fluctuations 6n?/ n; on one lattice site. The
on-site density fluctuations 61112 = (ﬁ?) - (ﬁi)z directly follow from the measured occupation. Using the
fermionic anti-commutation relations as well as (7; ;) = (A; ) we find

on; = 2f;g) — 4 ()” + 2 (i) (7.14)

This expression provides us with a powerful analysis tool: one can determine the on-site density
fluctuations from a measurement of the density distributions of the single- and double-occupancy of the
lattice sites. Note that, when applying Equation 7.14, we assume that the global density does not vary
significantly over the extent of the spatial resolution of our imaging system. Figures 7.3(d-f) present the
local density fluctuations for the same data as in Figure 7.3(a-c). For the ideal Fermi gas on a lattice the
local fluctuations follow a binomial distribution which is imposed by Pauli’s exclusion principle. This
implies that generally either zero or one fermion per spin state can occupy each lattice site with the mean
given by the particle number per site n; = (/1;). Specifically, in the non-interacting (U = 0) limit, where
(i) = (ﬁiT>2, the on-site fluctuations are given by

onjfn; =1-n;/2, (7.15)
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Figure 7.3: Comparison of the thermodynamic and local density fluctuations in the two-dimensional Hubbard
model. Left column (a,d): U/t = 1.6(2), middle column (b,e): U/t = 8.2(5), right column (c,f): U/t = 12.0(7).
Top row: static structure factor S(k = 0) measuring density fluctuations in thermodynamically large volumes;
bottom row: density fluctuations at a single site of the optical lattice. Dashed line: on-site fluctuations in the
non-interacting limit. Solid line: on-site fluctuations in the infinite-interactions limit. Temperature is encoded as
colour (see legend in (c)).

which is indicated by the dashed line in Figure 7.3. The measured local fluctuations for U/t = 1.6
(Fig. 7.3(d)) reproduce the ideal Fermi gas prediction very well, with an additional small suppression
of the fluctuations which we attribute to the finite interaction strength. In the limit of infinite repulsive
interactions (U = +o0) and n; < 1, either zero or one fermion occupy one lattice site and hence

2
For n; > 1 we find in the same limit
c')'n?/ni =3-n;-2/n (7.17)

The on-site fluctuations in the strongly-interacting case are insensitive to temperature unless kg7 ~ U
for which thermally induced double-occupancies contribute to the fluctuations. In general, the on-site
density fluctuations 6n?/ n for a given filling and temperature are higher than the fluctuations 6N 2 /N of
the same data set in the thermodynamic limit. This shows that the thermodynamic fluctuations contain a
non-local contribution from density-density correlations on different length scales. In order to understand
the difference between local and thermodynamic fluctuations, we transcribe the fluctuation-dissipation
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theorem 7.13 to a lattice with discrete sites labelled by the indices i j

1
a2kBT

K =

on? 4y ((ﬁiﬁj) — () <ﬁj>)] . (7.18)

J#

Here, we have separated the local fluctuation <5nl2 from the non-local density correlations. On the
microscopic level, the violation of the local fluctuation-dissipation theorem [141, 142] is rooted in the
spatial correlations of the density fluctuations and hence is governed by the nature of the underlying
quantum state. In a perfectly localised state, such as a band insulator at zero temperature, the off-
site correlations are zero since the correlation function factorises (A;72;) = (#;)(i;). In contrast,
for a delocalised state at zero temperature, such as a Fermi gas in a partially filled Bloch band, the
compressibility cannot be described by local fluctuations alone since the off-site correlations are not
negligible. At finite temperature, however, the thermal correlation length limits the range of density
correlations and for a classical gas the correlations are restricted to on-site fluctuations. In order to
highlight this effect, Figure 7.4 shows the non-local density correlation

6n2 | = d*kkgT — 6n7 (7.19)

as a function of temperature and lattice filling. For low filling, n; < 0.4, the results for all interaction
strengths agree very well with the non-interacting Fermi gas in a two-dimensional square lattice with
nearest-neighbour tunnelling (solid line). This shows that at low filling the atoms delocalise in the lattice
irrespective of the explored interaction strength and that for low temperatures the delocalisation gives
rise to non-local density correlations which significantly affect the compressibility. Atn;, > 0.5 we
observe the onset of interaction effects in the deviations from the ideal Fermi gas theory. While the
weakly-interacting data (blue) remain closer to the ideal Fermi gas prediction, the strongly-interacting
data exhibit a suppression of long-range density correlations. Finally, at half-filling, we observe a clear
distinction between the two cases. For example, the U/t = 12 data show an almost complete suppression
of off-site density correlations, while the U/t = 1.6 data are still close to the free Fermi gas expectation.
The former is a signature for the atoms having formed a localised Mott insulator, the thermodynamics
of which is entirely described by local quantities in the density sector. Finally, Figure 7.5 shows the
residual non-local density fluctuations 6n§_1_ as a function of the atom number per site n for the lowest
temperatures achieved at each interaction strength. The data highlight that, within the experimental
resolution, at low filling the off-site density correlations are essentially independent of interaction strength
and equal to the ideal Fermi gas prediction. Upon approaching half-filling, off-site correlations are highly
suppressed for the strongly-interacting gas and signal the onset of a Mott insulator with localised spins.

97



Chapter T Thermodynamics versus local density fluctuations in the two-dimensional Hubbard model

(a) T . T T T T T
0.0 >
- waﬁqﬁ
°? S
. B 1=
0.1 ® U/t=16(2) 2
< ° Ut-6.1(4) <
Ny ® U/t=8.2(5) S
02 U/t=10.3(6) —
° U/t=12.0(7)
| | | | | |
(b) I I I I I I
o (00 c=XEEERRRRRRERERERRR S SRy T or B JL ) %
: .
o S
~ )
S
_
fy
=)
S
Y]
o
_
fy
o
el
~
o
Tl
<
=)
S
S
Il
<

0.5 1.0 1.5 2.0 2.5 3.0 3.5
kT (1)

Figure 7.4: Non-local density-density correlations for different lattice site occupations n;. The solid line is the
theoretical expectation of the ideal Fermi gas in a two-dimensional lattice. Colour code: purple: U/t = 1.6(2),
light blue: U/t = 6.1(4), green U/t = 8.2(5), yellow: U/t = 10.3(6), red: U/t = 12.0(7).
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Figure 7.5: Non-local density-density correlations for the lowest temperatures achieved in the experiment. Colour
code: purple: U/t = 1.6(2), kgT/t = 0.75(3), light blue: U/t = 6.1(4), kgT/t = 0.64(1), green: U/t = 8.2(5),
kgT/t = 0.65(3), yellow: U/t = 10.3(6), kgT/t = 0.93(8), red: U/t = 12.0(7), kgT/t = 0.65(2). The solid line
shows the prediction of the ideal Fermi gas on a square lattice for kg7'/t = 0.65.
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CHAPTER 8

Observation of antiferromagnetic spin correlations
in the two-dimensional Hubbard model

This chapter presents results published in "Antiferromagnetic correlations in two-dimensional fermionic
Mott-Insulating and metallic phases" by J. H. Drewes, L. A. Miller, E. Cocchi, C. F. Chan, N. Wurz, M.
Gall, D. Pertot, F. Brennecke and M. K6hl (compare Ref. [143]) and closely follows the description therein.

This chapter presents a study of spin correlations in the 2D Hubbard model. Section 8.1 motivates our
work. Section 8.2 provides a summary of the measurement protocol and thermometry. Section 8.3
presents the method used to infer the amount of spin correlations from the experimental data. Finally,
Sections 8.4 and 8.5 presents the uniform spin structure factor as a function of interaction, temperature
and doping.

8.1 Motivation and previous work

Quantum magnetism arises from repulsive short-range interactions at low temperatures. The occurrence
of magnetic long range order however, depends crucially on the interplay of interactions, lattice geometry,
dimensionality and doping. Even though the consequences of this interplay are not yet fully understood,
quantum magnetism is believed to be connected to a range of complex phenomena in the solid state,
most prominently, in the context of high-T;, superconductivity [2, 13]. Ultracold atomic Fermi gases in
optical lattices are an ideal platform for studying quantum magnetism in order to reveal the microscopic
origin of the magnetic susceptibility in the Hubbard model. Previous experiments have detected evidence
for antiferromagnetic (AFM) correlations in measurements averaging over inhomogeneous systems [25,
128]. In parallel with the work presented here, the spin correlation function has been probed with site
resolved resolution using quantum gas microscopes [36, 38, 144]. More recently, a system with quasi
long-range order could be realised in which the correlation length extended over the whole sample in a
system consisting of a small number of lattice sites [39].

Here, we detect the emergence of AFM correlations through the uniform magnetic susceptibility
and study its dependence on temperature, interaction strength and filling. To this end, we employ
high-resolution absorption imaging (cf. Chapter 5) to record the density distributions of both spin
components in a single measurement and determine the spin structure factor as well as the magnetic
susceptibility. Since the spin correlations are expected to be strongest at half filling and sensitively
depend on the filling, we employ a spatially-resolved detection scheme and, due to the spatially varying
trapping potential, determine the spin structure factor as a function of doping. We compare our results
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Figure 8.1: Spin-resolved singles density distribution and uniform magnetic structure factor. (a) Average distributions
of spin-up and spin-down atoms on singly occupied lattice sites. The data shown are averaged over 36 experimental
realisations for an on-site interaction U/t = 8.2(5). (a) Map of the uniform magnetic structure factor Smf(%. (c)

Equipotential average of the uniform magnetic structure factor (circles) and the local moment C, (diamongs). For

the data shown, we extract a temperature kgT'/t = O.63f8:83 from fits of the averaged spin distributions to NLCE

data (solid line).

to state-of-the-art numerical calculations and find agreement where results are available, which is, in
particular, at half filling.

8.2 Measurement Scheme

In Chapter 4 we have demonstrated a spin sensitive detection scheme. Here, we apply this technique to
access the spin degree of freedom of the two dimensional Hubbard model with repulsive interactions.
The experiment starts with the preparation of a cold spin balanced Fermi gas in an optical lattice (cf.
Chapter 3). After the experimental stage of the sequence, the lattice depth is increased from 6 E, to
60 E.. This prevents tunnelling during the detection stage. Then, atoms on doubly occupied sites are
selectively removed using spin changing collisions (cf. Chapter 4.3.1). Thereafter, we use dual-frequency
high-resolution RF tomography to simultaneously transfer atoms in both spin states of a single vertical
layer into two different auxiliary magnetic hyperfine states (cf. Chapter 4.3.2). Finally, two consecutive
images are recorded to measure the spatial distribution of atoms in both spin states. Figure 8.1 shows
the density profiles (5;(r)) and (5 (r)) for U/t = 8.2(5) and kT /t = 0.631“8:83 averaged over a set of
36 experimental realisations. Since we do not access the distribution of doubly occupied sites in the
measurement presented in this Chapter, we rely on the singles distribution to determine the temperature.
In a variation of the fitting scheme outlined in Chapter 6, we determine the temperature 7 and the central
chemical potential u, from a combined fit of the average singles density distributions of both spin states
to NLCE data [74]. For a spin balanced sample, we expect (s3) = (s;). However, since one of the
spin states experiences an additional population transfer for protection against off-resonant scattering of
imaging light (cf. Chapter 4) we assume independent detection fidelities 77,,..

8.3 Correlation analysis

The recorded in-situ images of the spin density §(r) are convolved with the point spread function p(r)
of our imaging system according to §,,.(r) = »; p(r —r;)s; , where / p(r)dzr = 1 and s; , denotes the
probability to find an atom in spin state o~ residing on lattice site i. The spatial correlation function of the
local magnetisation S*(r) = (87(r) — 3(r))/2 evaluated over the set of images at positions r and r + d
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Figure 8.2: Contributions to the correlation function from (a) local moment C, ,, (b) nearest-neighbour correlations
Cy,1 (c) diagonal next-nearest neighbour correlations C| ; and (d) straight next-nearest neighbour correlations C ,.

therefore contains contributions from spin correlators <5'lz S ;} - <S’f}<5‘]z> between several pairs of lattice
sites i and j:
C(r,d) = (S*(n)S*(r + d)) — (S°(0))(S*(r + d))
= > pr=r)p(r+d = r)((5785) = (SEN(S)). (8.1)
i.J

To obtain the correlation function C(r, d), the averages in Eq. 8.1 are evaluated over different experimental
realisations. Afterwards, C(r, d) is averaged over regions R ,, of constant chemical potential (binned with
a bin size of Ay = h x 100 Hz) to obtain the correlations as a function of distance d according to

C@ = (CrDeer, = ) f(AC; (82)
J

The last equation expresses that the measured correlation function C‘#(d) corresponds to the site
resolved spin correlation function C; = (Sgﬁj) - (S(Z))(SIZ.) weighted by the characteristic functions
f(d,j) = X, p(r;)p(d — r;, ;) of the imaging system (Figure 8.2). Integrating the correlation function
C,(d) over a region whose radius is large compared to the imaging resolution of 1.25 pm (compare
chapter 5) as well as the correlation length & yields

/ d*dC,(d) = Y p(r,)C; = Si8 fa”. (8.3)
i’j

Here, S;n:(g) = 2.; C; denotes the spin structure factor at zero quasi momentum g. To suppress the

accumulation of noise in the spatial integration of the correlation function C ,.(d) we fit the correlation
data for each value of the chemical potential with

Cp(ld]) = B ) (=1Y<*> f(|d], j,» j,)Co exp (~aljl/€) (8.4)
J
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Figure 8.3: (a) Measured spin correlations C'y(ld|) (circles) for U/t = 8.2 as a function of distance (in units of the
image pixel size pxl = 0.573 um) for different values of the chemical potential u together with the fit functions
Cy.(|d]) (solid lines). (b) Extracted correlation length & versus chemical potential and temperature for U/t = 8.2.
For vanishing filling, the extracted value of the correlation length is not physical. (c) Rescaling of integrated
correlations. Shown are the integrated correlations C**" (circles) for an exemplary data set (kg7 /¢ = 0.63 and
U/t = 8.2) versus ICS”g’ —4|Cy,1, where C ; is extracted from NLCE data. We fit a line intercepting zero (solid)
to the data in the filling range 0.03 < n < 0.25 (filled circles). The fitted slope 3 is used to rescale the data to fall
on the bisecting line (dashed).

assuming an exponential decay of the magnitude of the correlations C Ty with distance |j| = 4/ jf + jy2 ,
see Fig. 8.3(a). The correlation length £ is a free fit parameter and varies with temperature and chemical
potential as shown in Fig. 8.3(b). The local moment Cy, = ((A; 1 — #; l)z) /4 which enters the fit
function is directly extracted from the measured density distributions of singly-occupied sites using the
Pauli principle (ﬁza> = (A; ) and the relation (7; ) = (5; ) + (A; 47i; | ). The characteristic functions
fd,j,, jy) are calculated from the point spread function, which we extract from images of the density
distribution following the method described in Section 5.6.2. The additional parameter § is adjusted such
that the integrated correlations match in the low-filling regions of the cloud the measured local moment
ngg’ corrected by a small contribution from nearest-neighbour correlations obtained from NLCE data,
see Fig. 8.3(c). Over the range of temperature and interactions investigated, the parameter g varies by
0.03 around a mean value of 1.1. Finally, the uniform spin structure factor is obtained from the spatial
integral of the fit function Cg;,(d). We note, that the described method to extract the total amount of spin
correlations is independent of the experimental imaging resolution as long as averaging over regions of
different filling can be neglected and the technical noise does not overwhelm the correlation signal from
the atoms.

Influence of a finite detection efficiency

The overall detection fidelity 77, = 174e7Ipw i smaller than unity. Here, 14, = 0.85(2) is a correction
factor to the imaging calibration, which we determine from a histogram over all fitted values of 17;. The
double-path efficiency of the microwave sweep 17yw = 0.96(2) affects the spin-down measurement only
and is calibrated independently (cf. Chapter 4.4). In the following, the influence of a limited fidelity on
the correlation analysis will be outlined. As an example, we discuss the possibility of random losses of
spin-down atoms on any site j during detection and describe these with a binomially distributed random
variable &, i.e. (£;) = 1 -7 and (ff) - (§j>2 = (1 — n)n, where 7 is the fidelity. Therefore, for the
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detected atom number on site j, we find

()

(A - ¢'a]) (8.5)
ny () -

det

For the correlator between different spins on sites i,j this implies
Aw — ipip gl
i) o= G- ER) (8.6)

i) = (1-n,) At

AL A
nl <nTnl> .

And, for correlations between spin-down atoms

Ry, = (@)= ER@E) - ER))
=<mp+@5mmp 2(8) (i)
=y (AjA)) (8.7)

where we have assumed that losses on different sites are independent. For the case of spin-down atoms
the arguments are equivalent. Therefore, in the correlation analysis, we take the detection efficiency into
account by dividing each recorded density map with the fitted fidelity 7,

Background correction

In addition to the atomic correlations, technical noise in the absorption images originating from photon
shot noise, camera readout noise and interference fringes enters the correlation analysis. This is accounted
for by applying an identical correlation analysis on a set of background images, which were recorded for
far off-resonant RF pulses. The corresponding correlations are then subtracted from C(r, d).

Finally, Figure 8.1(b) shows the spatial distribution of the uniform spin structure factor S;njg (r) extracted
from the same dataset as used to compute the average profiles in Fig. 8.1(a). Figure 8.1(c) presents
the corresponding equipotential average taken over regions of constant chemical potential quo(u),
respectively. In order to infer from our data the presence of spin correlations between different sites, we
compare the spin structure factor with the local moment C;, , = ((§f)2) - (S‘f)z, which we obtain directly
from the singles density distributions according to C, o = ({(§;) + (8,))/4 due to the Pauli principle. The
local moment represents the on-site fluctuations of $¢ and hence the local contribution to the magnetic
susceptibility (see Figure 8.1(c)). While for low filling the structure factor closely follows the local
moment, a clear mismatch between the structure factor and the local moment is observed around half
filling u = U/2, indicating the emergence of spin correlations.

8.4 Spin correlations at half-filling

We first focus on half filling where for strong interactions the system enters a Mott-insulating state and
correlations for a fixed interaction strength and temperature are expected to be strongest. Furthermore,
the particle-hole symmetry permits accurate numerical simulations to which we compare our data.
Figure 8.4(a) presents the uniform static spin structure factor at half filling S;nag (u = U/2) as a function
of temperature for weak (U/t = 1.6), intermediate (U/t = 8.2), and strong (U/t = 12.0) interactions.
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Figure 8.4: Spin correlations at half filling. (a) Measured spin structure factor quo (circles) for different interaction

strengths and temperatures. For comparison, data from a numerical linked cluster expansion of the two-dimensional
Hubbard model [74] for S;fg (solid lines) and |Cy | — 4|C,, | (dashed lines) are shown for U/t = 2 (blue), 8 (green)
and 12 (yellow). Crosses show results from quantum Monte-Carlo (QMC) calculations of the two-dimensional
Hubbard model [131] of Sq:() for U/t = 2 (blue) and 8 (green). (b) Magnetic susceptibility y extracted from the
data shown in (a). Solid lines and crosses show corresponding results from NLCE and QMC. The solid black
line shows the magnetic susceptibility y for vanishing interactions. The inset shows the spin correlation length
¢ extracted from fits to the correlation data versus distance. (c) Magnetic susceptibility scaled in units of the
superexchange interaction J and comparison to the antiferromagnetic Heisenberg model [145] (dashed-dotted line).
Vertical error bars display statistical errors. Horizontal error bars show the propagated systematic uncertainty of the
on-site interaction U, which dominates over the statistical error of the temperature.

Within the uncertainties we find good agreement between our experimental data and numerical data from
NLCE [74] and quantum Monte-Carlo (QMC) [131] calculations of the two-dimensional Hubbard model
at half filling. For a qualitative analysis of beyond-nearest-neighbour AFM correlations at half filling
we also plot in Figure 8.4(a) NLCE data for | 3| — 4|C;|. For intermediate and strong interactions
at temperatures kg7 < t a comparison with the spin structure factor indicates that contributions from
next-nearest-neighbour AFM correlations C, | become relevant and we observe these to be positive as
expected. As is evident from Figure 8.4(a), the spin structure factor can be used as a thermometer in
the range kgT < t where the density distribution responds only weakly upon further cooling [95] and
our data constitute an initial calibration of this technique. At the temperatures realised in this work, the
magnitude of the spin correlations are expected to decay exponentially with distance [126] according to

Ci i, | = Cooexp (—a ir + ii/-f) : (8.8)

Using our independent knowledge of the local moment and the calibration of the imaging point spread
function (compare Chapter 5) we are able to extract the correlation length & from fits to the spatial
correlations of §%(r). The resulting correlation length at half filling versus temperature and interaction
strength is shown as an inset in Figure 8.4(b). As expected, we observe an increasing correlation length
upon lowering the temperature for all interaction strengths realised in the experiment.

Uniform magnetic susceptibility

The magnetic properties of a system are often characterised by the magnetic susceptibility y, which is
defined as the linear response of the total magnetisation (M?) ~ (Mg) + yh to a weak external magnetic
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field H. Here (MOZ) is the magnetisation in the absence of an external field. In the spin balanced Hubbard
model (MS) = 0. The response of the magnetisation is quantified by the uniform magnetic susceptibility

= ‘93%,” . In fact, similar to the relation between density fluctuations and the isothermal compressibility,
which is provided by the fluctuation-dissipation theorem, a similar connection exists between fluctuations
(6M*) of the total magnetisation M* = 2 S‘f and the magnetic susceptibility. Identifying the fluctuations

of the total magnetisation with the uniform spin structure factor S;njg = (6M?) |V the relation is given by

x = kTS;%5 . (8.9)

At high temperature, the microscopic magnetic moments are randomly oriented due to thermal density
fluctuations. Hence, the magnetic susceptibility approaches zero. At low temperature, spin correlations
build up, yielding a finite value of y. Figure 8.4(b) shows the magnetic susceptibility determined from
the measured correlations according to Eq. 8.9 together with numerical data. The black solid line is a
prediction of the ideal Fermi gas on a lattice, where small antiferromagnetic correlations follow from
the Pauli principle. Generally, we observe an increase of y above the level of the ideal Fermi gas with
increasing repulsive interactions. This is caused by the suppression of doubly-occupied sites which
otherwise prevent the formation of a local moment. Note, that upon a further reduction of the temperature
in future experiments, the peak in the uniform spin susceptibility may act as a sign of antiferromagnetic
(quasi) long-range order.

Mapping to the Heisenberg model of localised spins

Figure 8.4(c) illustrates the agreement of the data for intermediate and strong interactions, U/t > 8, with
the prediction of the antiferromagnetic Heisenberg model (cf. Section 2.4.5) with J > 0 (dashed dotted
line) [145] when both temperature and magnetic susceptibility are scaled in units of J = 4 JU. As
expected, we observe that for weak interactions, U/t = 1.6, the Hubbard model does not map to the
Heisenberg model due to large on-site density fluctuations which prevent the formation of strong local
moments.

8.5 Spin correlations in the doped Hubbard model

Finally, the spatially varying chemical potential inherently present in our experimental realisation allows
us to investigate the reduction of AFM spin correlations upon doping the Mott insulator with holes
at constant temperature. The ability to tune doping over an arbitrary range is impossible in the solid
state, demonstrating the utility of cold atomic gases for quantum simulation of fundamental physics.
Furthermore, numerical simulations of the two-dimensional Hubbard model away from half filling at
low temperatures are very challenging due to the fermionic sign problem. While nearest-neighbour
correlations have been computed [74], calculations of the magnetic susceptibility, which includes
correlations at all length scales, have been published only for very specific parameter sets [146, 147].
Figure 8.5 shows the measured uniform spin structure factor as a function of the filling n = (A, ; + #; )
for different temperatures. We compare the experimental results with the measured local moment and the
theoretically expected local moment plus nearest-neighbour contributions |C0,0| - 4|C0,1 | (solid line) from
NLCE calculations. For the two coldest temperatures, the structure factor at half filling clearly exceeds
the sum of local moment (positive contribution) and nearest-neighbour correlations, which contribute
with a negative sign in the antiferromagnetic case indicating the presence of next-nearest neighbour
correlations, which have the same sign as the local moment. As the chemical potential is reduced and
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Figure 8.5: Effect of doping a Mott insulator. We compare S;nfg
nat U/t = 8.2(5) for temperatures (a) kgT/t = 0.637003, (b) 0.72700% and (c) 0.85*()}3. The dashed lines show
the theoretical local moment and the solid lines show NLCE calculations of local moment plus nearest-neighbour
correlations, |Gy o| — 4|Cy|. For all data a gradual disappearance of spin correlations with increasing doping
0.5 — nis observed. The cross in (a) shows S;n:(g) from QMC calculations at half filling for kg7 /t = 0.67. Error bars
show the standard error of the mean.

(circles) and local moment (diamonds) versus filling

thereby the Mott insulator is doped with holes, we find that, at a filling of n ~ 0.4, the spin correlations
are fully described by nearest-neighbour AFM correlations and, further, at a filling below n ~ 0.1 only
the local moment persists.

8.6 Conclusion

In the work presented in this chapter, we studied spin correlations in the two-dimensional Hubbard
model. To this end we developed a novel spin-resolved detection technique in order to probe the
in-situ magnetisation of a gas of fermionic atoms trapped in an optical lattice. The onset of spin
correlations manifested in a reduction of the uniform magnetic structure factor, which is expected for
the antiferromagnetic case. We then investigated the dependence of the uniform spin structure factor
on temperature, interaction strength and doping and inferred the presence of next-nearest neighbour
correlations from a comparison of our findings to numerical data. In future experiments, the structure
factor may serve as a thermometer, when the density degree of freedom is frozen out.
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CHAPTER 9

Discussion and outlook

In the present thesis, I have discussed the experimental realisation of the Hubbard model using ultracold
fermionic Potassium-40 trapped in a three-dimensional optical lattice. With strongly anisotropic tunnelling
rates along the vertical and horizontal lattice directions, we effectively restrict the dynamics to two-
dimensional planes. Thereby, the experiment realises the 2D Hubbard model on a square lattice. The
control over all experimental parameters enables a precise quantum simulation of the Hubbard model
over a wide range of interaction strengths and temperatures. Furthermore, the spatial variation of the
local chemical potential due to the external trapping potential gives access to the equation of state in a
single experimental realisation.

In a first set of experiments, we studied the equation of state of the Hubbard model in the density
degree of freedom. To this end, we employed a combination of a high resolution imaging system and a
spatially selective RF spectroscopy scheme. This approach enabled us to perform occupation resolved
measurements of the in-situ density distribution of the many-body system. In the investigated range
of temperature and interaction strength, we found excellent agreement with state of the art numerical
calculations of the equation of state of the 2D Hubbard model. In the limit of low densities, we compared
our data to the theory of a non-interacting Fermi gas on a tight-binding square lattice and found good
agreement as well.

In a second set of experiments, we employed our ability to measure the distributions of singly and doubly
occupied sites simultaneously to extract the magnitude of non-local correlations. Using the fluctuation
dissipation theorem and the on-site density fluctuations, which result from the Pauli principle, we have
determined the static structure factor at zero quasi momentum. We found that repulsive interactions lead
to an increased suppression of the structure factor below the value that is expected from the Pauli-principle
alone. Equivalently, we find a suppression of non-local density fluctuations as compared to the case of
the ideal Fermi gas when the filling in the lattice is increased.

Finally, we introduced a novel spin resolved detection technique allowing us to investigate the spin
degree of freedom. We applied this technique to study the formation of spin correlations as the system
approaches an antiferromagnetically ordered state. Applying the fluctuation—dissipation theorem in the
spin sector, we related the measured correlations to the corresponding thermodynamic quantity, the
magnetic susceptibility. For low temperatures and strong interactions the magnetic susceptibility agrees
well with the prediction of the antiferromagnetic Heisenberg model. Furthermore, using the spatial
variation of the trapping potential in our setup allowed us to study magnetic correlations over the full
doping range, which is difficult to realise with solid state materials.

109



Chapter 9 Discussion and outlook

Current developments

While writing this thesis, the experimental apparatus has been improved in a number of ways. This
progress will be outlined in detail in the doctoral theses of Jeffrey Chan, Marcell Gall and Nicola Wurz.
Here, three examples are briefly described:

* The data acquisition rate has been improved by a new scheme to address a single 2D layer. To this
end, the existing setup has been upgraded with an additional optical lattice. This superlattice is
formed by a red-detuned beam (Ag; = 1064 nm), which is superimposed with the existing vertical
lattice using the same optics. This results in a lattice spacing of ~ 2um. The control over the
optical power in the superlattice allows to remove population on every second plane in the vertical
direction. Consequently, the spacing between populated vertical layers is doubled. This allows
us to replace the tomography pulse (cf. Chapter 4) with an adiabatic frequency sweep, with a
comparably broader and flatter excitation spectrum. Thereby, the tomography becomes more robust
against drifts of the magnetic bias field and the data acquisition rate increases by more than a factor
of five. At the same time, the contribution to the background signal has been reduced by a factor of
almost two, since less planes are off-resonantly imaged.

* The hardware of the microwave addressing scheme has been overhauled in order to eliminate the
observed phase noise (cf. Section 4.4) and to increase the fidelity to f > 0.99. This improves the
reliability of the addressing scheme and ensures that less data has to be excluded from the analysis.

* Recently, we combined our spin-resolved high-resolution imaging technique with a method to
imprint periodic spin patterns [148, 149] at arbitrary wavevector using a Ramsey-type sequence in
an in-plane magnetic field gradient [118]. In a first application, we combined this technique with
the correlation analysis presented in Chapter 8 to extract the magnetic structure factor S"¢(q, q)
over the full doping range as a function of the quasi-momentum [150]. At half filling the staggered
structure factor S"“#(rr, ) provides an excellent thermometer in the low-temperature regime of the
Hubbard model. Furthermore, the method enables us to reconstruct the site resolved correlation
function via a Fourier expansion without requiring a site resolved imaging technique [36].

Future directions

During this thesis, the experiment matured into a faithful quantum simulator of the 2D Hubbard model.
However, further progress in the field of quantum simulation with cold atoms will depend crucially
on improved cooling techniques. Beyond that, it will be interesting to implement quantum many-body
Hamiltonians, which go beyond the single band Hubbard model. In fact, this may well turn out to be
crucial to understand the microscopic origin of high temperature superconductivity.

Novel cooling schemes

Despite the recent achievements in the quantum simulation of the Hubbard model with ultracold atoms on
optical lattices, cold atom experiments still face the requirement of a significant reduction in temperature.
Only then, quantum simulators may provide insight into low-energy phases of the Hubbard model, which
are not accessible by numerical methods. To reach these goals, we aim to investigate three novel cooling
schemes:

* Arbitrary potentials. We implemented a digital micro mirror device (DMD), which allows to
project arbitrary patterns of light onto the atoms. The lower entropy of band insulating regions
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as compared to metallic regions suggests that, with a constant total entropy, lower temperatures
could be achieved in a homogeneous band insulating core surrounded by a much larger metallic
region acting as a reservoir. With the DMD it is possible to shape the confinement in a controlled
way. For our purpose, we need to cancel the harmonic confinement to produce a homogeneous
region with a defined chemical potential in the centre of the trap. This region is connected to a
larger homogeneous region with at lower chemical potential, where a metal forms. Thereafter, the
band insulator in the centre may be adiabatically transferred to a Mott insulator. Initial studies on a
system with a small number of lattice sites were carried out [151] but did not lead to a conclusive
result yet.

* Interlayer coupling. For experiments in the thermodynamic limit, i.e. a larger system size, the
approach outlined above might be hampered by the unfavourable scaling of the boundary between
insulating and metallic regions and the area of the insulating region. Another possible route towards
lower temperature is the (re-)introduction of tunnelling dynamics along the vertical direction
together with control over the difference in the chemical potential in neighbouring planes. This
can be achieved using a superlattice in the vertical direction. Thereby, the contact region between
the system and the reservoir could be largely increased to allow for a more efficient transport of
entropy out of the insulating region [152].

* Splitting a low-entropy band insulator. As a third option, we currently investigate the possibility
to prepare a large low-entropy band-insulator of doubly occupied sites on the attractive side of the
Feshbach resonance. We tested an adiabatic splitting scheme employing a ramp of the superlattice
to transform the BI into a homogeneous metal at half filling. A subsequent ramp of the magnetic
field to the repulsive side of the Feshbach resonance should result in a low-entropy Mott insulator,
which could be characterized by an analysis of the spin-correlations.

Extended Hubbard models

The one-band Hubbard model studied in this thesis presents a formidable problem with many unsolved
questions both from an experimental and a theoretical point of view. However, the Hubbard model may
well turn out to be insufficient to explain the origin of superconductivity and related phenomena in the
solid state. Therefore, it will be interesting to experimentally realise situations where extensions to the
Hubbard model become important. For example, it is a general result that the single-band Hubbard
model with nearest neighbour tunnelling and repulsive on-site interactions favours the formation of
an antiferromagnetic ground state. A surprising, yet experimentally unrealistic, exception for bipartite
lattices is the case discussed by Nagaoka, where a single hole in a half-filled band at infinite repulsive
on-site interaction drives the system into ferromagnetic long range order [153].

However, experimentally more accessible situations with ferromagnetic correlations may arise when
corrections to the Hubbard model become relevant, which is in particular at a shallow lattice depth and
strong interactions. Here, the finite extent of the Wannier function leads to a contribution of next-nearest
neighbour interaction. Indeed, this type of interaction may favour ferromagnetic alignment, since it
increases the cost of placing anti-parallel spins on neighbouring lattice sites. The methods presented in
Chapter 8 could be readily applied to investigate the existence of ferromagnetism in the Hubbard model.
In fact, the uniform magnetic susceptibility is ideally suited to detect ferromagnetism since it diverges
at the phase transition and therefore presents a sensitive probe for ferromagnetic order. Low enough
temperatures provided, ferromagnetic order would also show in the formation of spin-polarised domains,
which would be directly visible with our spin sensitive detection technique (cf. Chapter 4).
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Clearly, the prospects of quantum simulation with atoms in optical lattices do not stop here and, due
to the efforts being currently undertaken, much can be hoped to be learned about strongly correlated
many-body systems in the years to come.
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