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Preface

The contents of this book are directed to provide updated information on studies of vortex
dynamics and optical vortices and on their application to fluid dynamics. The book is intend-
ed to serve as a reference guide to scientists, engineers, and students with an interest on the
advances in that area of research. The 13 chapters that are presented in the book are related to
the analysis of problems conducted in experiments with laser beams that lead to vortices that
influence particle motion and also experiments that create vortex structures.

The outline in the contents of the book is to present an overview of experimental results added
with computational modeling and theoretical interpretations of the observations. In this man-
ner, the chapters can be summarized as follows: The contributions first refer to a general view
of vortices in superfluid atomic gases, followed by a study on the generation of vortex laser
beams. An analysis of the dynamic vortex-antivortex in magnetically coupled superconductor
magnetic hybrids is then presented with a further study on the contribution of optical vortices
illumination to create chiral nanostructures. A discussion of dynamic particle motion in vortex
flows is then described together with a simulation of vortex-dominated flows. A study on vor-
tex structures in saturable media is included and also on holographic optical elements in ach-
romatic vortices. A discussion on ultrashort extreme ultraviolet vortices is presented, followed
by a study on fractal light vortices, together with that on partially coherent vortex beams. In
turn, a study on vortices in electric dipole radiation is included, together with a contribution
on spin-wave dynamics under magnetic forces.

The information that is presented in the book provides an updated account on the importance
of vortex dynamics and optical vortices in a wide variety of experiments in optics and in com-
putational work, and their description also improves our understanding of important prob-
lems in fluid dynamics. Much of what is described is updated information on issues that
reveal the value of vortex dynamics and optical vortices to basic matters in science and their
application to varied scientific goals. The edition of this book was conducted through the ini-
tiative of InTech with the professional work of its staff. The contribution of many scientists
and researchers in various areas included in the book provides a substantial amount of inno-
vative information that improves our understanding of vortex dynamics.

Much of the revision of the contents of this book was derived from the participation of the editor
on the application of fluid dynamics to various physical problems. The initiative to carry out that
effort in response to the invitation by the editorial board of InTech originated from contact with
various colleagues who provided useful information in various areas of research in fluid dynam-
ics. Important participation was first contributed by Dr. A. Poveda at UNAM, by Dr. M. Dryer at
NOAA, and later by Prof. E. N. Parker at the University of Chicago. Encouragement has been
available from Guadalupe Hernandez Ramos and other family members and remains in memory
from that of his late parents (Jesus Pérez-de-Tejada and Rogelia Jaime).

Professor Héctor Pérez-de-Tejada
Institute of Geophysics, UNAM
Ciudad Universitaria, Mexico City, Mexico






Chapter 1

Vortex Structures in Ultra-Cold Atomic Gases

Nick Verhelst and Jacques Tempere
Additional information is available at the end of the chapter

http://dx.doi.org/10.5772/67121

Abstract

In this chapter a basic introduction to the theory of vortices in ultra-cold (superfluid)
atomic gases is given. The main focus will be on bosonic atomic gases, since these
contain the same basic physics, but with simpler formulas. Towards the end of the
chapter, the difference between bosonic and fermionic atomic gases is discussed. This
discussion will allow the reader to make the conceptual step from bosonic to fermionic
gases, while pinpointing the main differences and difficulties when working with fermi-
onic gases rather than bosonic gases. The goal of this chapter is to provide a good and
general starting point for researchers, or other interested parties, who wish to start
exploring the physics of ultra-cold gases.

Keywords: vortices, Bose-Einstein condensation, superfluidity, ultra-cold atomic gases,
quantum turbulence

1. Introduction

Superfluidity was discovered independently by Kapitza [1] and by Allen and Misener [2] in
1938, who found that liquid helium II flows without resistance through capillaries. The theo-
retical framework to describe superfluids was set up in the next decades, and a central concept
in this description is the macroscopic (complex-valued) wave function. A normal fluid, when
described at the quantum mechanical level, requires a many-body wave function that depends
on the coordinates of all the particles in the fluid. A superfluid, however, can be well described
by a macroscopic wave function that depends on a single-position coordinate. This wave
function has a straightforward “hydrodynamic’ interpretation: the density of the superfluid is
given by the modulus square of the macroscopic wave function, and the velocity field v(r,t) is
proportional to the gradient of the phase S(r,t) of the wave function,

h
v(r,t) = —VS(x,b), (1)
m
I m EC H © 2017 The Author(s). Licensee InTech. This chapter is distributed under the terms of the Creative Commons
Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use,

open science | open minds distribution, and reproduction in any medium, provided the original work is properly cited. [®)sy ]
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with m the mass of the atoms. The single-valuedness of the wave function, in conjunction with
Eq. (1) leads to remarkable properties for rotating superfluids. Since the phase can wind only
in multiples of 27, circulation is quantized. Contrary to vortices in classical fluids, in a quan-
tum fluid, vortices carry an integer number of circulation quanta—it is not possible to divide a
singly-quantized vortex into smaller units. Upon rotation, a superfluid will not behave as a
solid body, but will generate a number of singly-quantized vortices that together carry the total
circulation of the rotating fluid. In a (neutral) superfluid, vortices with the same sign of the
circulation repel due to kinetic energy of the super-flow. This leads to the formation of a lattice
of singly quantized vortices, known as an Abrikosov lattice [3].

In helium-II, the quantization of vorticity and the presence of a lattice of singly-quantized
vortices were observed by Vinen [4]. His seminal experiments initiated the study of vortices
in liquid helium, which still represents a very active and intense field of research. A thorough
review of this field can be found in reference [5]. Liquid helium at non-zero temperature is not
a ‘pure’ superfluid in the sense that thermal and quantum fluctuations lead to a finite viscosity
in the bulk liquid, and this complicates the study of superfluid vortices. However, two decades
ago, a new superfluid system became experimentally available: ultra-cold atomic quantum
gases. These consist of a cloud of typically 10° atoms that are optically and/or magnetically
trapped, and cooled down to nano-kelvin temperatures. The system is very controllable and
versatile: temperature, atom number, trapping geometry and dimensionality, and interaction
strength are experimentally tunable. Bosonic atoms were cooled down below the critical
temperature for Bose-Einstein condensation (BEC) in 1995 (for a review, see reference [6]),
and fermionic atoms were cooled down to a regime where the atoms form superfluid pairs in
2003 (reviewed in reference [7]). The tunable interaction strength allows to bring Fermi gases in
the regime where they form Cooper pairs, or in the regime where they form strongly bound
molecules that Bose condense, or in the crossover regime between those two limits.

The present chapter aims to familiarize researchers in other fields of vortex physics with the
ongoing research on vortices specifically in quantum gases, especially Bose-Einstein conden-
sates. First, we present an (non-exhaustive) overview on the experiments related to these
superfluid vortices, and in the second part, we outline the theoretical description of vortices
in condensates.

2. Review of experiments on vortices in quantum gases

In the first few years after the initial observation of Bose-Einstein condensation in atomic gases
[8-10], it was not clear how to form vortices in these new superfluids. Early experiments with
rotating traps failed to produce the vortices (see the contribution of Ketterle and co-workers in
reference [6]), and the question was raised on whether the vortex core might be too small to
image. The healing length (and core size) is estimated to be of the order of 100 nm. To make
observations of quantum gases, the mainstream method [6] is to shine a laser on the cloud, and
image the shadow of that cloud. That way, a map of the column density of the cloud can be
made, and vortices with their core parallel to the line of sight should appear as holes in the
cloud. In this imaging technique, the trap holding the quantum gas is switched off, so the
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cloud —initially a micron-sized object—can expand to a size large enough to provide a good
resolution. The initial difficulties to observe vortices were surprising since theory predicts that
when the trap is switched off the vortex core expands faster than the radius of the atomic cloud
[11, 12], and this should facilitate the observation, unless the vortex line twists away from the
line of sight. An interferometric technique was proposed [13, 14] to overcome possible difficul-
ties with direct imaging. The phase coherence of the superfluid implies matter-wave interfer-
ence: when two adjacent condensates are allowed to expand, then a series of parallel matter
interference fringes appear in the region of overlap of the expanding clouds. The phase pattern
of a cloud containing a vortex is different, and this leads to a ‘fork dislocation’ in the fringe
pattern [13]. This idea of interferometry is used in many different branches of physics, e.g.
plasma physics to measure the electron density [15, 16] and in the study of optical vortices
[17, 18], where the “fork dislocation” is also found. In both cases, this is done by making an
interference pattern of the ‘probing beam” (which probes your object) with a ‘reference beam’.
However, note that the interference pattern of two overlapping condensates is a pure quantum
mechanical effect [19], while the interference pattern in conventional interferometry is a pure
classical interference effect.

The first successful attempt, in 1999, to create a topological excitation similar to a vortex was
realized not by rotating the cloud, but by quantum state manipulation [20]. This requires a
multi-component condensate, consisting of atoms in different internal states, typically differ-
ent hyperfine levels, confined to the same-atom trap. In the experiment given in reference [20],
initially the trap contains only a non-rotating one-component BEC. A microwave field is then
used to couple two hyperfine states and coherently transform a given number of atoms from
the first component into the second, so that a BEC can be grown in the second component. An
additional laser beam can be used to imprint a phase profile in the second component in such a
way that a single quantum of circulation is present in the second-component, ring-like BEC.
The core of the vortex-like structure is filled by the atoms still in the (non-rotating) first
component. It can be argued that due to the multi-component nature of the condensate, it
should be interpreted as a spinor condensate and the resulting object should consequently be
classified rather as a skyrmion than as a ‘true’ vortex. Indeed, in these cases, the phase can
‘untwist’ itself, and the excitation is not topologically protected as expected for a quantum
vortex [21]. In later experiments using quantum-state manipulation, vortices were created by
transferring orbital momentum directly from a laser beam [22]. In other related experiments,
the (hyperfine) spin orientation of the atoms in a BEC is manipulated by adiabatically chang-
ing an external magnetic field in a position-dependent way to imprint a vortex [23]. In this
way, vortices carrying multiple quanta of circulation were also created and their decay into
singly quantized vortices was studied [24]. The latest development in vortex physics using
internal state manipulation is the possibility to create synthetic magnetic fields [25], i.e. to
quantum engineer an effective Lagrangian in which a vector potential term appears, not due
to physical rotation or a physical magnetic field, but due to a position-dependent coupling
between internal atomic states.

The second class of vortex experiments in quantum gases uses setups in which the conden-
sate is physically rotated. Note that the circulation of a vortex and thus the condensate are
quantized. This means that a minimal (critical) frequency is needed in order to have a vortex
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in a quantum gas. As soon as the critical frequency is reached, the rotational frequency of the
condensate snaps to this critical frequency, and starts rotating as a whole. Although initially
this method was unsuccessful, it is now the most widely used method to create and study
vortices in superfluid quantum gases. The first observation of a ‘true’ vortex in quantum
gases—distinct from the coreless vortex given in reference [20]—can be found in reference
[26]. In that experiment a time-dependent optical potential (a ‘laser spoon’) is used in
conjunction with a magnetic trap to stir the condensate, and this proved to be more effective
than rotating only the magnetic trap. Below a critical frequency the condensate shakes
(surface oscillation modes are present) but it does not rotate (no circulation). Above the
critical frequency a singly quantized vortex is nucleated: it arises from a surface mode at the
edge of the cloud and moves towards the centre where it remains as long as the cloud is kept
in rotation. Using this technique, by rotating faster, an array of vortices was nucleated [27].
Also a ‘field-cooled” version of this experiment was performed: rather than rotating a con-
densate, one cools a rotating normal cloud below the critical temperature [28]. When the
temperature drops below the critical temperature, a condensate is nucleated in which the
circulation ‘snaps’ to the nearest quantized value of circulation, with a corresponding num-
ber of vortices appearing. A large number of subsequent experiments have further refined
the rotation technique for vortex creation—some noteworthy cases are the investigation of
vortex nucleation [29], the development of a purely magnetic technique [30] and the use of a
rotating optical lattice [31]. These experiments rely largely on the direct imaging technique,
in which the vortex core is visible as a hole in the cloud, and the success of these experiments
have dispelled the early doubts that the vortex cores might be too small to observe. Never-
theless, the matter-wave interferometric technique was also used to confirm the presence of
the phase singularity, and to make sure that there is indeed circulation around the visible
hole in the condensate [32, 33].

With techniques to produce vortices in quantum gases well-established, the path was open to
study various aspects of vortex physics, such as the properties and dynamics of single vortex
lines [34]. In the next three paragraphs we highlight three specific lines of experimental
research that have been pursued very intensively: one that focuses on the properties of the
vortex lattice, one that looks for spontaneous generation of vortices and anti-vortices, and
finally one that focuses on quantum turbulence.

The equilibrium properties of vortex lattices were studied [35], as well as their formation
dynamics [36, 37]. The response of the lattice to external perturbations such as shaking and
removal of atoms was investigated, and revealed various unusual vortex configurations, such
as giant vortices and vortex sheets. This also allowed to excite the “phonons’ or vibrations of
the lattice, known as Tkatchenko modes [38]. Increasing the rotation frequency, attempts were
made to reach the Landau-level regime, where the number of quantum vortices becomes
comparable to the number of particles. Although this regime could not be reached, interesting
physics regarding the lattice structure and equilibrium cloud shapes emerged for fast-rotated
condensates [39].

By adapting the trapping potential, the atomic cloud can be squeezed into a pancake thin
enough to reveal the physics of the two-dimensional (2D) Bose gas—in this case superfluidity
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is destroyed through the spontaneous appearance of vortices and anti-vortices above a critical
temperature, the so-called Kosterlitz-Thouless transition, as given in reference [40]. The crea-
tion of vortex-anti-vortex pairs can also be induced in a three-dimensional (3D) cloud by
moving an obstacle (such as a blue de-tuned laser beam) through the condensate [41]. The
spontaneous generation of vortices and anti-vortices also occurs when a Bose gas is quenched
through the phase transition. This quench leads to the nucleation of individual phase-coherent
domains with different phases that upon merging lead to phase singularities at the interface of
the merged domains. This phenomenon is called the Kibble-Zurek mechanism and with the
advent of uniform (‘flat box’) trapping potentials [42] it has become possible to observe this
transition in quantum gases [43].

By tilting the vortex array by a small angle around the axis of symmetry, the precession of the
array was observed, and Kelvin modes (transverse oscillations of the vortex line) were seen
[44]. The technique of tilting the axes of rotation would later prove useful in the studies on
quantum turbulence. This is a regime of turbulent flow characterized by a tangle of vortices,
and has been extensively studied in helium [45]. The difficulty in studying vortex tangles in
liquid helium is that the core size is very small, so it is hard to directly image the vortices. In
quantum gases, vortex cores can be readily imaged, and in addition new in situ [46] and
tomographic [34] imaging techniques were developed. However, in quantum gases, the ratio
between the condensate size and the vortex core is much smaller than in helium (typically it is
of the order of 10-50 in BECs), limiting the size of the vortex tangle and inducing edge and
finite-size effects. Quantum turbulence was achieved [47] by rotating the condensate around
different axes simultaneously, or by rotating in conjunction with shaking. The possibility to
flatten the atomic cloud has opened the way to also study quantum turbulence in two dimen-
sions [48]. These techniques offer the potential to resolve many outstanding questions [49]
regarding the transition from classical to quantum turbulence, the role of vortex reconnections
and the dimensional crossover.

The above examples of recent vortex studies relate to Bose gases. Also in superfluid Fermi
gases under rotation, vortex lattices have been observed [50]. The appearance of arrays of
singly quantized vortices has been used as a hallmark of superfluidity in these systems. This
in turn has been used to investigate how superfluidity breaks down when a population
imbalance exists between the two states that combine to form the superfluid pairs [51]. Finally,
to conclude this review section, we provide some references to more extensive reviews [52, 53]
and a book [54] on vortices in quantum gases.

3. Building a theory of ultra-cold bosonic gases

Before we take a look at vortices, we will briefly discuss and derive the theory that we
will use to describe ultra-cold bosonic gases. More elaborated discussions can be found
in references [55-57]. The results of this section will be the Gross-Pitaevskii (GP) equa-
tion, a hydrodynamic description of the system and the energy of a general ultra-cold,
dilute bosonic gas.
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3.1. Choosing the right framework: classical or quantum?

In order to give a successful theoretical description of ultra-cold quantum gases, we first need
to ask ourselves which framework to use. Is it sufficient to use the classical kinetic theory, or
should we resort to quantum theory to get reliable answers? In order to answer this question,
we have to look at the de Broglie wavelength' (or thermal wavelength):

h2
Aap = \/ 2rimkg T )

As soon as the de Broglie wavelength becomes comparable (or larger) than the typical distance
between atoms, we need quantum mechanics. In this case the wavelength associated with a
particle will become so large that the quantum mechanical wave functions will overlap.

For typical systems of ultra-cold quantum gases, we deal with clouds of around:
e 10° atoms,

¢ with a scattering length in the order of nm,

* trapped in a magneto-optical trap with a typical length scale of pum,

* at temperatures of the order of nK.

The typical de Broglie wavelength of this system can now be estimated using the above, this
results in:

Agpx10”m = 10 pm. 3)

The distance between the atoms can be estimated from the inverse particle density (1), which
yields:

AatomsxV 1 1108 m = 10 nm. @)

As we see the distance between the atoms is around a factor 1000 smaller than the de Broglie
wavelength, which means that we should use quantum mechanics.

Since we are working with a gas of N atoms (many body system), we will start in second
quantization [59, 60] since it is then easier to write down (and simplify) our Hamiltonian. The
most general Hamiltonian for a system with two-body interactions is [61]:

b= [aed [ v 900+ faefacd 00 Ovengeie. o)

2m

IThis wavelength is derived by comparing the kinetic energy of a free particle with its thermal energy, using the de Broglie
hypothesis p = hk. This wavelength also emerges naturally when looking at ideal gases, see reference [58].
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where V(1) is a global potential (e.g. a trapping potential) and V5 (r-r') describes the interac-

tions.” The operators Q)(r) are bosonic operators, and the extension to fermionic atomic gases is
discussed towards the end of the chapter. Determining the two potentials will fix the system,
allowing the calculation of the dynamics of the system.

3.2. Simplifying by assumptions: ultra-cold dilute bosonic gases

For ultra-cold gases the main contribution to the partial wave expansion will come from the s-
wave scattering. Since the range of the inter-atomic potential is much smaller than the inter-
atomic distance (dilute gases), the potential can be approximated as a contact potential. Using
partial wave analysis [62], the two-body potential can now be simply written as [63, 64]:

B 4mha;

Va(r-r) = go(r-r) with ¢ " (6)

with a, the (boson-boson’) s-wave scattering length. Physically this s-wave scattering length
can be interpreted as the effective radius a; of our interacting particles if they would be
approximated as hard spheres.’

A second approximation can be made if we assume that we have a Bose-Einstein condensate
(BEC). The mechanism behind Bose-Einstein condensation can be easily seen when we look at
the Bose-Einstein distribution:

_ -1
n(e;p,T) = [exp <;B—;f) —1} with e>0 and u<o, 7

where the energy was chosen in such a way that the lowest energy level is situated in € = 0.
This distribution has a divergence in ¢ = y and drops exponentially for large values of ¢. This
means that we can store an infinite amount of particles in the lowest energy level, while we can
only have a finite amount in the higher energy levels. The total number of particles in our
system of bosons is given by:

Niot = No + [dg (el T), @®)
0
| —
Nexe
where Nj is the number of particles in the ground state, Nex. the number of particles in the
excited state and g(¢) the density of states. When we start putting more and more particles

in our system, we will see at a certain point that the number of particles in excited states
will start saturating (the chemical potential becomes maximal). At the point where the

20f course in reality three (or more) body interactions can be a possibility. Since ultra-cold atomic gases are usually dilute
gases, interactions between more than two particles are negligible.

3Also sometimes noted as agp. For now this does not matter, when you study fermions this will become more important.
“The larger the spheres (value of a,), the more interactions, and the larger the value of g.

7
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number of excited states is saturated, every new particle will be placed in the ground state.
If we keep increasing the number of particles, then at a certain point the number of
particles in the ground state will become macroscopically large, dominating the many-
body wave function. This means that for a BEC all particles are in the same quantum state
and hence the many-particle wave function (r) can be approximated by a macroscopic
wave function W(r).

Notice that in order to achieve a BEC we want as many particles as possible, while for our
approximation of the interaction potential we want a dilute gas. How can we combine this?
The answer is to make the gas ultra-cold, this way the number of particles required to get a
BEC becomes small enough to make the gas dilute. If our atomic gas is not diluted, higher
order interactions will play a more important role. These higher order interactions will lead to
particle being expelled from the atomic gas.

Combining both assumptions, it is now possible to simplify our Hamiltonian to make it equal to:

K2 V2
2m

H=-——+Vi(r) + % gV (1)¥(r). ©9)

In order to get our equation of motion for our system (9), we use the Heisenberg equation of
motion, resulting in:

., OW(r,1)
ih 3

- <_h2nv1 + Vl(r)+g|\lf(r,t)|2>\lf(r,t). (10)

The above equation (10) is known as the time dependent Gross-Pitaevskii equation (or the

nonlinear Schrodinger equation). Note that we substituted the operator (r,t) by the macro-
scopic field value W(r,t). Mathematically this substitution is not done since we go from an
operator on Hilbert space to a function in space and time. However from a physical point of
view this substitution makes sense. In order to see why the substitution of the operator is
sensible, we look at the Penrose-Onsager criterion for BEC. The Penrose-Onsager criterion for
BEC states that when the ground state becomes macroscopically occupied (which is the case),
our one-particle density matrix should have an eigenvalue that becomes macroscopically large.
This allows us to approximate the density matrix by its biggest contribution (the macroscopic
wave function):

P (5T) = () (0D (E)=W" (1) P (r). (11)

Since all expectation values for our system can be rewritten in terms of the density matrix p;,
we can replace all operators by the macroscopic field. With the two above Egs. (9) and (10), we
are ready to describe our condensate of bosons.

Note that if you want to minimize your energy (9) to find the ground state of your system with a
given normalization, you explicitly have to use Lagrange multipliers to fix your normalization.
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This is because of the fact that our Hamiltonian and thus equations of motion are non-linear. For
the ground state this means that you define the Hamiltonian:
- nv?

Hy,=- Er -t 4 Vi(r) + %g‘l’*(r)‘l’(r), (12)

which now contains the chemical potential as a Lagrange multiplier for the number of parti-

cles. Doing a functional minimization then yields the differential equation:

wv?
2m

pW,(rt) = (— + Vi(r) +g|W, (r,t)z)\yy (r,0). (13)

So depending on whether you work with a fixed number of particles or a fixed chemical
potential you use respectively, Egs.(12) and (13) or Eqs.(9) and (10). The relation between both
views can be easily established by comparison. For the energy we get the known Legendre
transform from statistical mechanics:

H =, + . (14)

For the macroscopic wave function, we have an additional phase rotation:
W(rt) = exp (Wht) W, (rh). (15)

With the above two relations it is possible to switch between fixed number of particles or fixed
chemical potential if needed.

3.3. The hydrodynamic description

In order to simplify the calculations one usually works in the hydrodynamic description. This
means that our complex field W(r,t) will be written as the product of two real fields n(r,t) and
S(r,t) as:

W(r,t) = \/n(r,)eSE, (16)

The field n(r,t) is known as the superfluid density (field), whereas S(r,t) is known as the phase
field.

If we now take the Gross-Pitaevskii equation, Eq. (10) and treat it canonically’ we get, after
simplification:

*Multiply (10) by the complex conjugate field W*(r,t), and subtract the product ¥*3;¥ by the complex conjugate of the
whole W0, W*. In other words, calculate W*0, W-Wo,WV*.

9
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92%@_+v.(g%mﬂu@ku@AymwvwwLm)=0- (17)

This is a result known from standard quantum mechanics, where it is seen as a continuity
equation since |W(r,t)* = n(rt) is interpreted as a (probability) density. If (17) is a conti-
nuity equation, then the part with a divergence is given by a current j(r,t) = n(rt)v(r,t).
Using the fact that the argument of the divergence is a current, we can define our velocity
field as:

Ch V() VW (rt) =W (1) VP (1 f)

" 2ui W) o

v(1,b)

Of course we want to work in the hydrodynamic equations so we will substitute the
hydrodynamic description (16) in the continuity equation, Eq. (17) and the definition for
the velocity field, Eq. (18). For the continuity equation, Eq. (17) this yields (as expected)
that:

on(r,t)
ot

+V- [n(r,t)v(r,t)] =0, (19)
which is known from classical hydrodynamics. For the velocity field (18), we find that
h
v(rt) = p VS(r,t), (20)

so the velocity field is determined entirely by the phase field. Note that our velocity field is also
irrotational:

Vxv(rt) = Vx (% v5(r,t)) _o, @1)

meaning that we will only have irrotational flow patterns.

Of course since we have two real fields n(r,t) and S(r,t), we also need two equations of motion.
To find these equations of motion, we need to substitute the hydrodynamic description (16)
into the Gross-Pitaevskii equation, Eq. (10). After the substitution, the Gross-Pitaevskii equa-
tion, Eq. (10) splits up into real and imaginary parts which can be considered as two indepen-
dent equations since both fields are real-valued. The real and imaginary parts after minor
simplifications are given by:

ha—Vgt(r’t) = —% (Vi) - (VS(eh) +v/n(rh) (VS )1 22)
23 (15 -2 L)

2
Ot \m mVS(r,t)) + Vi(x) + gn(r,t), (23)

a2



Vortex Structures in Ultra-Cold Atomic Gases
http://dx.doi.org/10.5772/67121

where the first line (22) is the imaginary part and the second line (23) is the real part of the
Gross-Pitaevskii equation, Eq. (10). The imaginary part (22) can be simplified and rewritten in
terms of the velocity field and density field, this will yield the continuity equation, Eq. (19). The
real part (23) can also be rewritten in terms of the velocity and density fields, this is most easily
done by taking the gradient of the equation (23). After simplifying the gradient of the real part
(23) we get:

w2 V(i)

" ov(r,b) B
2m n(r,t)

ot

+ m(v(r,t) . V)v(r,t) +V. + Vi(r) + gn(r,t) | =0, (24)

which is the same as the Euler equation (or frictionless Navier-Stokes equation) from
hydrodynamics. In other words, in a BEC we have an irrotational, frictionless flow. By
looking at the Euler equation (24), we can identify three kinds of pressure that will occur
in our system:

Mechanical pressure: The first pressure we can recognize is the one particle potential V;(r).
This pressure is called the mechanical pressure, and this is the pressure used to keep the
condensate together.

Interaction pressure: The second pressure is given by the interaction term gn(r,t) and is
known as the interaction pressure. This pressure is a consequence of the collisions between
the atoms, leading to a pressure that is proportional to the density.

Quantum pressure: The remaining term

w2 VZ( n(r,t))

is known as the quantum pressure. This pressure is a consequence of quantum mechanics
where your kinetic energy is proportional to the second derivative of the wave function (the
curvature). Note that this pressure is a pure quantum mechanical effect, indeed if we take the
limit /1 — 0 this term becomes equal to zero.

(25)

3.4. Summary

So for our ultra-cold bosonic gases forming a BEC, we get one macroscopic wave function
W(r,t) which is subject to the Gross-Pitaevskii equation, Eq. (10). This complex wave function
W(r,t) can be rewritten in terms of two real valued fields (16): a density field n(r,t) and a phase
field S(r,t). The description in terms of the real fields is called the hydrodynamic description,
where one usually uses the velocity field (20) instead of the phase field. The relations for the
density field and velocity field are given by the continuity equation, Eq. (19) and the Euler
equation, Eq. (24), where the quantum mechanics enters through the quantum pressure. From
the hydrodynamic description we concluded that a BEC typically describes a frictionless,
irrotational flow.
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4. Basic properties of a vortex in a superfluid

Now that we know the basic physics for a BEC, we can look at vortices in ultra-cold gases.
Note that the results discussed here will be general for both vortices in superfluid Bose gases as
well as in superfluid Fermi gases.’ In this section we will not look at the structure of the vortex
(this is done in the next section), but we will rather define what we mean with a vortex and
what this implies for our vortex flow. By thoroughly studying the definition of a vortex we can
already derive a few basic properties of a vortex. The rest of the section is devoted to two
analytically solvable systems of a BEC and on how vortices are detected in experiments.

4.1. Definition of a (quantum) vortex

In order to study a vortex, we first have to explain what we mean when we talk about a vortex.
Just as in classical fluid dynamics, we start from the definition of the circulation’ %, defined as:

k=P ds-virs), (26)

where C is a closed contour containing the vortex core. For the circulation we then have three

possibilities: counter-clockwise rotation (x > 0), clockwise rotation (x < 0) and no rotation x = 0.

The value of the circulation x should be the same for any contour C that encloses the vortex
8 ~. . . op s . . . .

core. Given the velocity field v(r,t), it is always possible to define a vorticity field as:

w(rt) = Vxv(rb), (27)

which is a quantity telling us how the fluid rotates locally. The vorticity follows the vorticity
equation which can be derived by taking the curl of the Euler equation, Eq. (24). Applying
Stokes’ theorem in Eq. (26), we can relate the circulation x in terms of the vorticity (24), this
results in:

K= J ds - w(r,t), (28)
S

making the circulation equal to the flux of vorticity. Note that we can use Stokes” theorem as
long as S is a surface without any holes.

Using the above two formulas (26) and (28) we can calculate the circulation of a BEC. To
calculate the circulation using the velocity field, we will use the definition of the velocity field
in terms of the phase field (20). The circulation then becomes:

“This is because of the fact that fermions have to pair up and become bosons in order to become superfluid. So the
effective superfluid behaves like a BEC.

"In fluid dynamics the circulation is usually denoted by T.

5This is because of the fact that we assume that the different fields (density field, velocity field,...) are meromorphic
functions and hence the singularities are localized. According to Morera’s theorem we can freely deform the contour (as
long as we do not cross a singularity) and still have the same contour integral.
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= g ousrn = L (S-S0, (29)

where the gradient theorem was used. In (29) 1, is the point where the closed loop begins and
1, is the point where the loop ends, although the physical positions are the same the points
1, and 1, can be different. An example of two points with a different coordinate but the same
physical location is given for example when we describe the phase in polar coordinates
S(p,$,z,t). Making one complete circle in the angular coordinate then yields for the start and
end points that:

S(tp,t) = S(p,P,z,t) and  S(t..t) = S(p,p + 27,2,t). (30)

Since we expect to find the same physics again when we make one round, we also expect our
quantum mechanical wave function to be the same up to a global phase that is a multiple of 2.
The fact that we expect to find the same physics again tells us that the phase difference in (29)
has to be given by:

S(t,,t)=S(1p,t) = n2n  with nez. (31)

Using the above restriction (31) on the phase difference the equation for the circulation (29)
then yields:

K:Vl% with neZz, (32)

in other words the circulation is quantized in multiples of 11 / m.

The circulation can now also be calculated by using the formula containing the vorticity field
(28), yielding

= [ ds. wmn=[ds. [vx(Lvsan)| =0, (33)
| [ [ (Gosten)]

where we got zero since the curl of a gradient field is always zero. The fact that our two results for
the circulation Egs. (32) and (33) are in contradiction means we did something (mathematically)
wrong. Since Eq. (26) is the definition and the restriction Eq. (31) is exact our result, Eq. (32)
should be the right one. The only assumption that we made to go from the definition of the
circulation Eq. (26) to the formula with the vorticity field, Eq. (28) is our condensate (and thus the
surface we integrate over) has no holes. The fact that the results are different means that it was
wrong to assume that the condensate has no holes. Or in other words, having a vortex (so a non-
vanishing circulation: n # 0 in Eq. (32)) will create a hole in the condensate. We can even go
further and say that it is impossible for a vortex to begin and end in two different points inside of
the BEC, and this can be illustrated by contradiction. Suppose we have a vortex that ends (or
begins) inside of the BEC, then we can choose a surface S belonging to the contour C in such a
way that the surface does not intersect with the vortex, an example is given in Figure 1. If we can
choose our surface as illustrated in Figure 1, then Stokes’ theorem should hold, leading to a

13
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contradiction when calculating the circulation using the two formulas (26) and (28). What we can
conclude from this is that vortices extend through the entire BEC,” with end and begin points at
the end of the condensate.

Figure 1. In blue a cylindrical vortex that ends/begins inside the BEC. In red the contour C and its surface S is chosen in
such a way that the surface does not intersect with the vortex core.

From the definition of the circulation we can now make three general conclusions about
vortices in ultra-cold gases:

¢ Vortices will make a hole in the BEC.
o The circulation is quantized with quanta h / m.
* Vortices cannot have a beginning or ending within the BEC.

The second property is also the reason why vortices in ultra-cold gases are called quantum
vortices, and throughout this chapter, we will however drop the prefix quantum. The last
property also tells us that vortices have to be formed at the edges of the BEC, since they cannot
end the start inside the BEC. This can be seen in experiments where a condensate that is
removing its vortices just pushes them to the outside of the condensate, where they leave.

The exception to this is vortex rings which are closed rings with a non-vanishing circulation. But since a ring has no
beginning or ending this is actually no exception to the rule.
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In this chapter we will look at the simplest kind of vortices: vortices which have a cylindri-
cally symmetric. This means that we will be looking at straight vortices with through the
centre the (rotational) symmetry axis, for which we will choose the z axis. If our macroscopic
wave function W(r,t) has a cylindrical symmetry, it is possible to rewrite the wave function as:

W(r,b) zf(p,z,t)ei"‘p7 (34)

where f(p,z,t) is a real-valued structure function. Using the symmetric form of the wave
function, Eq. (34), we can calculate the velocity field using Eq. (20), this yields:

v(r,t) = % <%6(an$) eq/)) = nmipeqr). (35)

What we see is that the velocity field lies along the ¢ direction, which is indeed a spinning
motion in the counter-clockwise direction for positive values of n (vortices). If n is a negative
number, the singularity is called an anti-vortex, and we have a clockwise rotation of the
condensate. We also see that the velocity field drops as «1/p as we move away from the vortex
core. Using the velocity field Eq. (35) we can calculate the angular momentum, this becomes
equal to:

L.(r,t) = rxmv(r,t) = mpo(r,t) = nh. (36)
This tells us that the angular momentum is quantized, every time that we make a vortex the

condensate gets an angular momentum kick of the size n#. Finally we can also look at the
circulation (26) of the wave function W(r,t), this yields:

2n 2mn
k= fods-v(rt) = de¢)v(r,t) = de¢)nmipe¢ = n%. (37)
0 0

Comparing the above result (37) with the circulation of a BEC (32), we can indeed see that the
wave function, Eq. (34) can describe a cylindrically symmetric vortex. The number # in the
phase factor of the wave function, Eq. (34) is the number of circulation quanta & / m the vortex
will have.

With now the macroscopic wave function (34) as a starting point, we can now start our study of
vortices in a BEC. In order to determine the vortex structure, we should determine the functional
dependence of f(p,z,t) either analytically (by using a variational model) or numerically, this is
done in the next section. To conclude this section we will look at two analytic cases: the homoge-
neous condensate, and the condensate near a hard wall. The first analytic case will tell us how the
condensate behaves far away from the vortex, and this asymptotic behaviour will come in handy

1%ince we are working in a right-handed coordinate system (p,¢,z), the direction of rotation along ¢ is given by the right-
hand rule. This results in a counter-clockwise direction for the velocity field of the condensate when viewed from above
(along the e, direction).
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both analytically and numerically. The second analytic case tells us how the condensate heals if
you make a hole in it, which is the basis of a commonly used variational model.

4.2. A stationary homogeneous BEC

The first system that can be solved analytically is the homogeneous BEC. For this system we
expect that the density is given by:

W(r) = ., (38)

with n.. the particle density of the BEC. If we want to work with a fixed number of N particles,
we need to determine the chemical potential. Substituting the wave function, Eq. (38) into the
Gross-Pitaevskii equation for a fixed number of particles, Eq. (13) then yields:

gn.W(r) = p\W(r). (39)

Solving the above equation then yields for the chemical potential:
= gMe. (40)

The energy of the condensate can be found by taking the expectation value of the Hamiltonian
(9), resulting in:

1 N2 1

1 1
EulY) = 55 WO = Sg2V = 3977 = S0, @)

with V the volume of the BEC and N the total number of particles in the BEC. The above

formula for the energy (41) tells us that a BEC likes to spread out and maximize its volume

(this decreases the energy). This means that in experiments we will need an external potential
V1(r) to keep the BEC together. Usually this is a harmonic trapping potential of the form

V o 1 2 2 1 2.2 42

1(r)7§mwlp +§mw”2 ) ( )

which follows from the magneto-optical trap. This harmonic trapping potential leads to cigar-

shaped condensates. Another type of confinement potential is the hard wall potential, this

trapping potential is realized by using a hollow laser [65], this leads to a potential of the form:

Vi(r) = ©(R-p). (43)

In this chapter, we will mainly focus on the latter hard-wall potential (43) because this yields
the simplest calculations and still contains all of the physics. For the harmonic-trapping
potential, it is also possible to make simple approximations in order to get easier calculations.
The most common approximation made when working with a harmonic trapping potential is
the Thomas-Fermi approximation. In the Thomas-Fermi approximation, it is assumed that the
kinetic energy is negligible, and this is the case if the number of particles is large enough. In
typical experiments this is usually the case.
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4.3. A stationary BEC near a hard wall and the healing length

The next analytic case that will be considered is if we put a hard wall edge in the BEC. In other
words we will punch a hole in the BEC and see how it heals. This analytic case is important
because it will give us the length scale over which the condensate heals, also called the healing
length. This healing length will be useful to use as a typical length scale of the system in order
to make numerical equations dimensionless. To introduce the healing length, one usually looks
at the Gross-Pitaevskii equation, Eq. (10) and fills in the length scale for which the kinetic
energy term becomes equal to the interaction term. When substituting the second derivative in

Eq. (10) by 1/&? this then yields the equation:

hZ

e QMoo (44)

for the healing length & this solves to:

£ = h B 1
- 2mn.g  /Bmn.a;

(45)

Given the healing length, we can now again look at a free BEC (in x > 0) in which we place a
hard wall potential at x = 0. Filling in the Gross-Pitaevskii equation, Eq. (10) for a 1D BEC now
yields:

_ fz_z d*W(x)

S HSIV PP () = ¥ (). (46)

In the limit x — > we get our homogeneous BEC back, meaning that the chemical potential is
given by Eq. (40). If we now define the structure function f(x) as

W(x) = /nof (x) (47)
and we fill in the chemical potential, then the Gross-Pitaevskii equation can be written as:

e () )

where we divided the Gross-Pitaevskii equation by g#n.. in order to get the healing length. The
above non-linear differential equation is solved by substituting a hyperbolic tangent. The
solution for the condensate wave function with a hard wall potential is then given by:

W(x) = /iitanh <szg> . (49)

What we see is that the condensate ‘heals’” from a hole over a typical length given by the
healing length &, and this is also illustrated in Figure 2.

17
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Behaviour of ¥ near a hard wall

Figure 2. The healing of a BEC near a hard wall over a typical length of &.

This solution for a hard wall edge of the BEC will play an important role when we will be
studying vortices. As said at the beginning of this section, a vortex will make a hole in the
condensate from which the condensate also heals. It is to be expected that when the condensate
heals from a hole of a vortex, it happens in an analogous way as when it heals from a hole due
to a hard wall. This is because of the fact that both holes follow the same condensate physics,
with the same boundary condition: W(x = 0) = 0, where x = 0 is either the centre of the vortex
or the location of the hard wall. The difference for the vortex is that there is an extra rotation of
the condensate, this rotation tends to ‘smear out’ the hole of the vortex, resulting in a larger
length over which the condensate heals from a vortex: a& (with a21). Thanks to the analogous
behaviour as a vortex, the hard wall solution will seem to be a very good variational model to
study vortices in ultra-cold gases, even for fermionic gases [66].

4.4. Detection of vortices in superfluids

In essence, every experiment on atomic clouds is done by scattering probe laser light off it. So
essentially experimenters will take a ‘picture’ of the condensate by using a laser in either a
destructive or non-destructive manner. This “picture’ that is obtained is in essence the plot of
the superfluid density field n(r,t) of the hydrodynamic description given in Eq. (16) at a given
time. A phase can also be measured by the way the condensate interacts with either the laser or
another condensate.

This means that the main source of information is given by visual information. For the
detection of vortices this is problematic since the healing length is of the order of 10 nm (if we
fill in the quantities of the third section). To get an idea of how the healing lengths compare to
the scattering lengths for several elements that are used to make a BEC, we have given a few
values in Table 1 for typical condensate atoms.

From Table 1, we see that the healing length is indeed a very small value, which makes
vortices hard to detect (and even measure their structure). The common method to detect
vortices in a superfluid is to turn off the confining potential. As we know a BEC likes to
maximize its volume, so turning off the confinement will lead to an expanding cloud of atoms
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Condensate atom Scattering length a Healing length & ag/ &
Cesium (**Cs) 300 3.646 x 10* 1.214
Rubidium (*'Rb) 100 6.31 x 107 6.31
Sodium (**Na) 50 8.92 x 10? 17.84
Lithium (“Li) 30 1.15 x 10° 383
Hydrogen (‘H) 1 6.31 x 10° 6310

Both lengths are given in units of ay = 10%cm (or 0.1 nm), for a typical particle density equal to .. = 10"cc™ (or 10*'m™).
Note that although the healing length is very small, it is always considerably larger than the s-wave scattering length.

Table 1. The approximate scattering length a; and approximate healing length & (44) for a few typical atoms that undergo
BEC [55].

(also called ‘Ballistic expansion’ by experimenters). Since the BEC expands, the cores of the
vortices will start expanding as well, making the vortex cores easier to detect. Typical images
that we get from this kind of experiments are given in Figure 3. As we see the vortices become
visible after expansion. The two things that we can see in an experiment are how many vortices
we have and how they are ordered.

(d) N =130

(a) N =16

(b) N =32

(c) N =80

Figure 3. Four experimental outcomes for vortices, depending on how fast the condensate is stirred. From left to right
(a—d), the stirring frequency increases, leading to the formation of more vortices in the BEC. The diameter of the cloud in
figure (d) is 1 mm after the ballistic expansion, which is a magnification of 20 times. Figures taken from Ref. [67].

During ballistic expansion, we can also extract extra information by using interference of
matter waves (condensates). When we make two BECs overlap they will give rise to a matter
interference pattern. This means that if we take a reference BEC (without any vortices) and
make this interfere with a BEC that contains a vortex, the effect of the vortex can be seen in the
interference pattern. The vortex shows up as a fork dislocation, an example of a BEC with one
vortex overlapping with a BEC with no vortices is given in Figure 4. As seen in the figure, the
presence of the vortex leads to an irregularity in the interference pattern that is known as a fork
dislocation. The fork dislocation was also already known in optical systems where optical
vortices are also a field of study [69].
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Figure 4. Two BECs in a trap, when the trap is turned off the condensates will expand and eventually overlap leading to
an interference pattern. The top figures show two condensates without a vortex, in the bottom figures the left condensate
has a vortex. In the interference pattern with the vortex, the fork dislocation becomes apparent. Figure taken from
Ref. [68].

The additional information that we get with respect to the simple ballistic expansion is the fact
that we can now also see the number of vortex quanta (or circulation quanta) that are present
in the vortex. The more circulation quanta a vortex has, the more fringes will be involved in the
fork dislocation. The interference pattern of two condensates can also tell us something about
the sign of the circulation. A vortex (velocity field gives a counter-clockwise rotation) will have
a fork dislocation which is upside down compared to the fork dislocation of an anti-vortex
(spinning clockwise).

5. Vortex formation in Bose-Einstein condensates

With two basic solutions for ultra-cold gases and the general properties of a vortex from the
previous section we can now continue. In this section we will first look at how vortices appear
in a condensate. Afterwards, we will look at the structure of a single vortex and two simple
variational models.

5.1. Energy of a rotating BEC

Since vortices classically appear when we start stirring our system, a rotating condensate
might seem a good setting for a vortex system. In atomic gases this rotating system is achieved
by stirring the condensate using a (blue de-tuned) laser which acts like a spoon. We will look at
a system that rotates with a rotational velocity equal to (). Looking back at the previous section
it only makes sense that we should be looking for vortices in a rotating condensate. The only
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way to get a rotating BEC (and hence a non-zero circulation in Eq. (26)) is by having a vortex in

the BEC."

From the third section the energy of a BEC is already known and given by the expectation
value of Eq. (9). This leads to three different energy contributions given by:

—#2 2
Exin[¥(r)] = %Jvde’r\l’* (1) V2W(r) = ;—mJVd3rW\I’(r)|2, (50)
Etrap[¥(1)] = L/d3r\ll* (r)V1(r)¥(r), (51)

L[5 4
Eu[¥(0)] = 5|1 (0, (52)

where the second equality in Eq. (50) follows from partial integration and the fact that the
boundary term drops out.” The time dependency was explicitly left out since we will be
looking at stationary solutions for the vortex in the remainder of the chapter.

Since for vortices we will be working in the hydrodynamic description, we will substitute the
hydrodynamic form of the wave function in Eq. (16) in the different energy contributions in
Egs. (50)—(52), this yields:

Eun[¥(x)] = ;‘—m Jvd3r<V\/n(r))2 + %Jvdsr[n(r)vz(r)], (53)
Egap[¥(r)] = J dr n(r)Vi(r), (54)

14
V(1)) = 5[5 (1)) (55)

The only missing ingredient is the Hamiltonian in a rotating frame of reference, this Hamilto-
nian is given by:

H=HQ L. (56)

This additional term —Q - L is nothing else but the rotational energy (also known from classical
mechanics). What we see is that in order to form a vortex the profit in energy when rotating

Q- L should be larger than the energy cost of making the vortex. In other words, a vortex will

be formed if in Eq. (56) we have that (H ) with a vortex is smaller than (H) without a vortex. In
order to give an estimate of the minimal required rotational velocity Q1 needed to form a vortex

A condensate with the same amount of vortices and anti-vortices does not need to be rotating since these circulations
cancel each other out.

>We either will look at an infinite condensate or a condensate with a hard-wall edge. Both cases yield a zero valued
boundary term
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we will need a model for the vortex core. To get a fairly rough, but close estimate we introduce
the simplest possible model for a vortex: the cylindrical vortex hole. This model will allow us
to easily make a few statements about vortex stability and interactions.

5.2. Simplest model for a vortex

The simplest model for a vortex that we can imagine is to represent the vortex by a hollow
cylindrical hole. The radius of the vortex hole is chosen to be equal to the healing leng’dn13 and
the height of the vortex given by H. As we know the velocity field of the vortex should be given
by Eq. (35), only inside the vortex core there is no condensate and we are free to choose our
velocity field. In order to have a correct circulation (even within the vortex core) we assume the
velocity field to take a constant value. The simple vortex model is depicted in Figure 5.

TN Velocity field of a cylindrical vortex
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Figure 5. The simplest possible vortex model: a hollow cylindrical vortex core with radius ¢ in a cylindrical condensate
with height H and radius R, shown in figure (a). Figure (b) shows the corresponding vortex velocity field.

In formulas this means that the simple vortex model is given by:

n(x) = n.0(p-£)O(R-p), (57)

v(r) = nmipe(z,@(p—é)@(R—p) + nmiée¢®(5—p). (58)

With this model (and the above formulas) we can now calculate the different energies as given
in Egs. (41-44) for the rotating condensate.

3You can change this by some effective length Reyiinger this will not change the calculations or results
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5.3. Formation of one and more vortices

Since only the energy difference compared to the homogeneous (vortex free) state is relevant,
we will only calculate the energy differences between the homogeneous and vortex state. We
will look at a condensate confined by an infinite potential well, so Vi(r) =0 within the
condensate. This means that we have two possible energy contributions, one for the velocity
field and one for the interactions.

If we have a vortex in our condensate, then we will get a velocity field of the form (58), which
will give an extra kinetic energy. The difference kinetic energy (41) then becomes :

m R
—n

R ) ,
AEyin = JVdSr(z (r)vz(r)) = Zn;man!pdp <n ’:P) e L %Hln (5) (59)

We also have a contribution in energy of the interaction energy, namely the energy that is
needed to punch a hole in the BEC. This needed energy is given by

N 1
AEin‘f = EgJVd 1‘(1’[(1‘)) - ngh()le7 (60)

with

Vhole = 7&2H, (61)

the volume of the hole that has been made in the condensate. If we now assume (for simplicity)
that” R >> & (the condensate is much larger than the volume of the hole), then the energy
contribution of Eq. (60) will be negligible. The total cost of energy for making a vortex is thus
given by:

R

2
AE = AEgn = nmon. "= Hin <—> (62)
m &

In order to be advantageous, the energy cost of making a vortex from Eq. (62) should be
smaller as the energy reduction of making a vortex rotate. In order to calculate the energy
reduction of rotating the condensate, we need to calculate the second term of Eq. (56), for this

we need the expected angular momentum (L). Within our simple model the expected angular

momentum (L) can be easily calculated:
(LY = (P xmv(r)) = J r [(pep) X <mn(r):1—f;e¢)} = nuhn.H(R*>-&%)e,. (63)
14

With Eq. (63) the energy reduction of rotating the condensate is given by:

!4The first term drops out since we have a homogeneous condensate and thus V( n(r)) =0.

"®This is not a bad assumption since in most condensates we have that R / £ = 30.
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AE;ot = (Q - L) = nan H(R*>~&?)e,, (64)

where we assumed that Q is parallel to the vortex core. The fact that Q is parallel to the vortex
core is also needed because otherwise we can have circulation in the BEC without having a
vortex, in the previous section we showed this was not possible.

A vortex will be formed in the BEC if it is energetically favourable; this means that the cost of
making a vortex as in Eq. (62) is smaller than (or equal to) the energy profit or rotating the
condensate as in Eq. (64). Setting the energy cost (62) equal to the energy profit (64) we can
now calculate the critical frequency:

hIn(R/¢)

ch = na R2_§2 .

(65)

The critical frequency yields the minimal rotational frequency that is required in order to get a
vortex. The critical frequency is plotted as a function of the condensate size in Figure 6.

Critical frequency of the BEC
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Figure 6. The critical frequency in Eq. (65) as a function of R / £.

A first thing that can be noted is that the critical frequency given in Eq. (65) is directly
proportional to the number of circulation quanta present in the vortex. This means that a
n =1 vortex (one circulation quantum) is the first possible vortex that can be formed. If we
now rotate twice as fast we can in principle, a vortex can be formed with n = 2 (two
circulation quanta) or we can make two n = 1 vortices. Which one of the two that will be
formed depends on the relative energy of both vortex configurations. In order to see
which configuration will be beneficial, it is worthwhile to look at how the energy cost
(62) and energy reduction (64) depend on the number of circulation quanta n. For the
energy cost (62) we see that AEyinxn?, while the energy reduction (64) goes as AE;oxn.
This means that as your number of circulation quanta rises, the energy cost will rise faster
than the energy reduction. Indeed if we have two n = 1 vortices, we see that the energy
cost will rise with a factor two, and the energy reduction will also rise with a factor two.
While if we have a n =2 vortex the energy cost will rise with a factor four, while the energy
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reduction will still remain a factor two. This means that for the condensate it is more
advantageous to make more vortices as you rotate faster, rather than making one big
vortex. This is also seen in experiments (for example Figure 3), due to interactions the
vortices will form lattices (Abrikosov lattices) in the BEC. Note that for both cases (many
vortices of one big vortex) the critical frequency (65) will be the same.

A second aspect that can be noticed is that from our simple derivation it follows that two vortices
will repel each other, while a vortex and anti-vortex will attract each other. The fact that two
vortices repel each other can be seen from the fact that if we try to push them in the same place,
they will behave like one vortex with the double amount of circulation quanta. As we have seen
one vortex with the double amount of circulation quanta is energetically less advantageous than
two separate vortices. This means that two vortices will repel each other in order to avoid an
energetically less advantageous situation. For a vortex-anti-vortex pair this is different, these will
attract in order to reduce the energy. If we have a vortex and an anti-vortex the total circulation
equals zero, meaning that the condensate as a whole is not rotating. The fact that the condensate
is not rotating means that there is no energy reduction (64), but only an energy cost (62) for
making the holes. By pushing the vortex and anti-vortex together, their velocity fields will cancel
each other out, leading to an annihilation of both vortices. Interactions between vortex pairs and
vortex-anti-vortex pairs will be studied in more detail in the next section.

The results about vortex formation in a BEC can be summarized as:

* Energetically is more favourable to only make vortices with one circulation quantum (n =1).
* Two vortices will repel each other.

* Avortex and anti-vortex will attract each other.

Since for a condensate it is advantageous to only make #n = 1 vortices, we will assume for the
remainder of the chapter that 7 =1. So we will only look at vortices with one circulation quantum.

5.4. The exact structure of a single vortex

For our derivation of the vortex formation we assumed that our vortex core was a cylindrical
hole. As it will turn out this is not a bad approximation as long as R >> &, which was exactly
what we assumed in our previous derivation for the critical frequency. Of course we should
always check whether our assumptions are good, in order to do this we will determine the
exact structure of a n =1 vortex.

To determine the vortex structure we start from the Gross-Pitaevskii equation, Eq. (13), where
we substitute the Laplacian in cylindrical coordinates (p,$,z):

210 (O¥(r)\ 1¥(r) P?¥(r) 2 _
2m {p6p< ap) Foog taa | PVIEYE FSOPYE) = pvE). (66

In the Gross-Pitaevskii equation, Eq. (66) we can now substitute the general cylindrical symmetric
wave function (34). After eliminating the phase factor ¢ we find that our equation of motion (66)
becomes equal to:
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2 7 2 7 2
o (0 Y0) e LA 1 [ atpa|flpa) + o02) = (o). 67

The extra term next to the potential is the rotational energy due to the vortex flow, note that
this term fill force f(p,z) to zero as we approach the vortex core in p = 0.

The Gross-Piteavskii equation, Eq. (67) will now be solved for the uniform BEC, so V(p,z) = 0.
Since there is no more z dependency in the equation of motion (67) for the chosen potential, the
structure of the vortex will also no longer depend on z. For a uniform BEC the Gross-Pitaevskii
equation then becomes:

210 ()

2
soap (P EL) + gl 0)-+) = (o). (68)

We are now left with an ordinary non-linear differential equation (68) that needs to be solved.
This means that the solution will be most likely given by a numerical solution. In order to
easily solve the equation of motion (68) numerically, it should be made dimensionless. If we
look at the limit p — « (far away from the vortex core) we find that the solution to the
differential equation is given by:

f(pﬁw)—\/g—wﬁ, (69)

where the last equality follows from the solution of a homogeneous BEC in Section 4. We now
have two relevant quantities to make the differential equation dimensionless, namely the value
at infinity f; and the healing length &:

m 1 1 n
fo \/; Vi an ¢ V8mne.as  fo/2¢m (70)
Using the asymptotic value and healing length (70), we can define a dimensionless radial
coordinate x and a wave function x(x) as:

and x(x) —f(;f) . (71)

X =

sl lne

Substituting our dimensionless quantities (70) and variables (71) into the differential equation
(68) yields:

14 (x dx(x)) + % + 2 (x)-x(x) = 0. (72)

xdx dx

This remaining differential equation, Eq. (72) can now be solved. In order to solve the differ-
ential equation, Eq. (72) for the vortex structure, we impose the boundary conditions:

x(x=0)=0 and x(x —e)=1. (73)

The last boundary condition can also be replaced by
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dx(x) |
dx %

-0, (74)

depending on which numerical algorithm is used. In the latter case one should check whether
the stable value equals one. In order to solve the equation of motion, Eq. (72) together with the
boundary conditions (73) the shooting method can be used. The shooting method is a fast and
popular way to solve non-linear ODEs with boundary conditions. Using the shooting method
one starts in one of the boundary conditions and then ‘shoots’ out paths at different slopes. In
order for a solution to become accepted, it should end within a given tolerance near the other
boundary condition. At first the possible paths for x(x) are shot at various large slopes, the
range of slopes under which the paths are shot out reduces in each step. The reduction of the
range of slopes is done by choosing the slopes the two closest paths near the other boundary
condition. The great advantage of the shooting method is that it reduces a problem with
boundary conditions to a problem with initial conditions, which is more easily solved. The
shooting method is demonstrated in Figure 7 for our equation of motion, Eq. (58). The big
problem with the shooting method is that for unstable (non-linear) problems (as our vortex
structure for example) the algorithm is also fairly unstable. A trick to overcome this instability
is to start at a low x value (e.g. at x = 3 in Figure 7) for comparing with the boundary condition.
At lower values of x, the value of x(x) is smaller and hence also the value of x*(x), leading to a
more stable program. Each time the interval of slopes becomes narrower, the x-value at which
the solutions are compared to the boundary value increases since the solution then becomes
more stable.
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Figure 7. The shooting method solution of the ODE (72) with boundary conditions (73). The eventual vortex structure is
plotted as a thick red dashed line.

As we see from the above discussion solving a non-linear ODE is quite involved and unstable.
A more stable method to find the vortex structure is to numerically minimize the energy
functional. In polar coordinates the total energy of the BEC (expectation value of Eq. (9)) is
given by:
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B w (df(p)\* R fp) g
EV(P)]LdSTLM (dp) tom P Jr2f4(P)]- (75)

Since we have no ¢ of z dependency in the energy (75), these can be integrated out yielding an
energy per height H of the condensate:

R 2 2 2 2
O _ gy Lﬁ_m (40) +;_m%+§f4(p)]. 76)
0

One thing that can already be noted is the fact that for large values of p we have that f{(p) becomes
constant, this will yield a logarithmic divergence of the integral. In order to get sensible results we
can either renormalize the integral by subtracting the p — o behaviour, or (as is the case in
Eq. (76)) keeping the integration interval finite. In order to simplify the numerics, the energy of
the uniform BEC is subtracted from the energy of the cylindrical vortex (76). For a homogeneous
BEC we know from Section 4 the energy of a homogeneous BEC (41), per unit length this becomes:

EW] 1 ,V

H 28"H

1 1
= EgninRz = ngénRz, (77)

with V the volume of the vortex core. Since the number of particles should be preserved when
we go from a uniform BEC to a BEC containing a vortex, the number of particles per unit
length N / H should also be preserved. The number of particles per unit length (per cross
section of the cylindrical condensate) can be written as v, related to .. as:

(78)

Since in the system with the vortex the number of particles per unit length v should be the
same as in the uniform case, we can now calculate v using the vortex solution:

R R
v= %Jvd3rf2(9) = Jandpfz(p) = nR* S—Jandp (f%—fz(p))7 (79)
0 0

where we added and subtracted the uniform solution in the last step. Using both Egs. (78) and

(79), the energy of a homogeneous BEC per unit length (77) can be rewritten as:

EoW] 1 4 1o
H :ngOnR_ng

2rpdp (£3-£2(p) ). (80)

S —=

where the term

%(!hpdp(fé—ﬁ(p)))z (81)

was dropped. The term that was dropped is of the order
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4 4
fogt (52)

Since we assume that R >> ¢, this term is negligible. If we now subtract the energy of the
homogeneous BEC (80) from our total energy (76) we get:

R 2 2 2 (2 2
00 fpip 12 (400" L0 8 (57| )
0

The advantage of writing the energy as Eq. (83) is that the last term now vanishes as p — o
together with the first term. The form (83) is a convenient form for numerical calculations of
the vortex energy. By using our dimensionless quantities (70) and variables (71), the energy
(83) can be made dimensionless yielding:

2 R/e 2
Hﬁ?ﬂzggﬂwJxmi(?%9>{+£§g+%(}%%@)ﬂ. (84)
0

Note that the upper boundary of the energy integral equals R/¢, since R >> & this upper
boundary is usually (with variational models) approximated by . If we now integrate to a
very large value of R / £ then the second term in (84) will have a dominant contribution. As a
first approximation for the energy of the vortex we get:

E[ﬁxﬂz’%‘lh@. (85)

Note that this is the energy of the cylindrical vortex (62). To get a numerically even nicer form
for the energy (83) the first (asymptotic) approximation (85) can be pulled out of the integral.
After rewriting the numerically most optimal form is given by:

&
a2 d1-x())\* 1-3(x) 1 2
+7nwjxdx{( 5 )— 2 +§<1—)(2(x))].

0

= —1..In

ELﬁgx)] 7322 <?z>

(86)

The main advantage of Eq. (86) is that the integral integrates over (1-x(x)) which drops to zero
as x — oo, this makes Eq. (86) numerically more stable than Eq. (84). This numerical stability is
because of the fact that the logarithmic divergence was analytically removed in Eq. (86),
allowing for an integration up to . We can substitute the vortex exact vortex solution (shown
in Figure 7) in the energy, the dependency as a function of R / £ is shown in Figure 8. By
making an asymptotic fit of the form In(ax x) the asymptotic expansion for the exact solution
was found:
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E[Xexact] _ T[_h B
0= el 1.466CE . (87)

As we see in Figure 8, the asymptotic solution of Eq. (87) becomes quite accurate quite fast
(already around R/& = 2). The fact that the asymptotic solution is accurate so fast supports the
claim at the beginning of the section that the cylindrical vortex already gives quite a good
estimate. In Figure 8, we in fact see that for condensates that are large enough and do not
contain too many vortices, the cylindrical solution will give good results.
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Figure 8. The energy in Eq. (86) as a function of R / & for the exact solution. The dashed line represents the asymptotic
expansion (87).

5.5. Variational model for the vortex core profile

In the previous we solved for the vortex structure exactly. Once we start looking at more
complicated situations this will become quite a time-consuming activity. In order to reduce
the numerical work and allow for more analytical work, it is possible to use a variational
model. A good variational model should be subjected to the boundary conditions (73). Three
possible candidates are given by:

X

Xi(x) = ﬁa (83)
1x,(x) = tanh <f%a2> (89)
X3(x) = 1-exp (— a%) (90)

In order to make the calculations as easy as possible, it is wise to choose a variational function
consisting of analytical functions, so either Eq. (89) or Eq. (90). Remember from Section 4 that a
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condensate heals from a hole like a hyperbolic tangent (49), this might be a possible argument to
choose (89) as the variational vortex function. In order to determine the values of {a1,a;,a3/ the
variational models are substituted into the energy functional (86) and this energy is minimized
with respect to {a1,a2,@03/). The values for that are found for the variational parameters are given by:

a1 = 2, (91)
t =\ [—— =13 (92)
27 \4n@)1
12
@y = ——=127. 93
=5 (93)

Given these variational parameters we can now see how they compare to the exact solution.
The three variational solutions for Eqs.(88)-(90) are plotted with the exact solution in Figure 9.
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Figure 9. The exact solution for the vortex structure together with the three variational solutions (88)—(90).

For the remainder of this chapter we will work with either the cylindrical vortex core (57) or the
hyperbolic tangent (89). This choice of variational model is made because for the hyperbolic tangent
itis already proven that it gives good results for the vortex core structure [88]. For larger values of R
/ &, the hyperbolic tangent reduces to the cylindrical vortex, as it should since the exact solution
does the same, in order to show that the hyperbolic tangent indeed reduces to the cylindrical case.

6. Several basic vortex configurations

Now that we know how reliable our variational models are and their range of applicability, we
can look at three different vortex configurations:

* A vortex-antivortex system

e An off-centre vortex
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¢ Avortex-vortex system

This will give us an idea of how stable vortices are in a BEC and how they interact. The
interactions between vortices happen because the vortices feel each other’s velocity field,
which leads to a Magnus force. For the first part, the easiest variational model (cylindrical
hole) is used. Once the forces are known, we can also look at the energy (and thus potential)
of the system in a variational manner. For this system, the variational solutions using the
hyperbolic tangent are presented.

Note that although these methods might seem specific to vortices and hydrodynamics,
there are a lot of other applications. An example is given by the application of the Magnus
force to model the interaction of the solar wind plasma with the upper layers of planetary
atmospheres. In the absence of particle-particle interactions between both plasma media
(solar wind and atmosphere), the kinetic momentum of the solar wind will be transferred
to the planetary particles through wave-particle interactions. These wave-particle inter-
actions will produce vortex motion, which will cause these Magnus force interactions
[70, 71].

6.1. A vortex in a velocity field: Magnus force

The interaction of vortices is because they feel each other’s velocity field. If we have a rotating
system (vortex) that moves with a relative velocity with respect to a fluid, it will feel a Magnus
force. A nice qualitative picture of the Magnus force is given in Figure 10. From the image on
the right side, it is intuitively clear how the Magnus force will emerge. The rotating cylinder
will bend the indecent velocity field. In order to bend the velocity field, an acceleration is
needed, which results in a force (second law of Newton). This force will both act on the fluid
as well as on the cylinder.

BT L]

TN

Rotating system

w_

Difference in velocity

i
i

1

oy

Magnus force: F=ma

U T T

Figure 10. Left: a flow (velocity field) around a rotating (circular) body together with the resulting Magnus force (red),
right: the simple qualitative picture.

In order to calculate the force on a vortex, we will use the variational model of the cylindrical
vortex core. In this case the force can even be analytically calculated. The starting point for the
Magnus force is the Bernoulli equation
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p(r) + %n(r)vz(r) + ¢(r) = const, (94)

where ¢(r) is a potential term. The Bernoulli equation (94) can be derived from the Euler
equation ((24)) by integration. Note that since our vortex flow is irrotational the Bernouilli
equation, Eq. (94) is valid everywhere in the BEC and not only along the same stream line. For
simplicity we also look in a homogeneous BEC (no potentials) so that our potential term ¢(r) in
the Bernoulli equation drops out. Taking our reference values far away from the vortex core (at
infinity), the Bernoulli equation becomes:

1 1
p(r) + En(r)vz(r) =p.+ Enmvi. (95)
Note that v;nfty is equal to the translational velocity vians Of the vortex. Since the velocity field
v(r) and density field n(r) of the vortex are known the Bernoulli equation, Eq. (95) gives us a
prescription for the pressure. Given the pressure we can calculate the resulting force as:

F = —§.dSp(r) = —Jvd3r(Vp(r)), (96)

where the Gauss integration theorem was used. To calculate the Magnus force we now fill in
the pressure using the Bernoulli equation, Eq. (95). The density field of our cylindrical vortex is
known (57), the velocity field is given by [72]:

v(r) = <2vtmns sin (¢) + %) ey, (97)

which is a combination of a doublet flow with a vortex flow in a uniform velocity field. For the
Bernoulli equation, Eq. (95) we need the square of the velocity, leading to

K K

2
(1) = 4vfrans sinz((p) + <2né) +2 n—évtrans sin (¢). (98)

In order to calculate the Magnus force (96) we will use the first formula, expanding this in the
three parts of the cylinder this gives:

F=-¢.dSp(r) = —(J + J + J )dSp(x). (99)
Upper plane Lower plane Mantle

The first two integrals in Eq. (99) will be equal to zero since the upper and lower parts of the
cylindrical vortex are not inside of the BEC, yielding;:

2n 2n

F= —J dSp(r) = HjR cos (¢)doe, + HJR sin (¢)doe,, (100)
Mantle
0 0

the e, component is zero since this comes from the lower and upper planes which are zero.
Note that constant terms (p..,...) do not contribute since they gets averaged out in the
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integration. Substituting the pressure p(r) using the Bernoulli equation (95) the Magnus force
becomes (100):

F= _fsds |:_%n°° <4v$rans Sin 2(¢) + 721_1; Vtrans SIN (¢)):| = Héne. gvtransey (101)

The Magnus force (per unit of length) can now be rewritten as'

FMagnus

o= NeKDtrans€y = Mok X Virans, (102)

where k = ke, and Vians = Utrans€y. Note that this means that the z-axis should point along the
vortex core. Given the above formula for the Magnus force, we can now look at our three
different vortex configurations.

6.2. Force between a vortex-anti-vortex

The first structure that we will study is a vortex and anti-vortex that can feel each other’s
velocity field. This is the simplest system that we can have since for this system the condensate
does not have to be rotating (total circulation is zero). We look at a vortex-anti-vortex pair
where the two vortices are separated by a distance d, a top-view sketch of this system is given
in Figure 11.

Y=

Figure 11. A top-view sketch of the vortex-anti-vortex system.

In order to determine the force, we need to fill in the formula of the Magnus force (102). What
we need to know is the circulation and the translational velocity at which the vortex is moving.
The circulation is known since we only look at vortices with one vortex quantum. For the

1Note that in aerodynamics this equation is also called the Kutta-Joukowski theorem, which gives a good estimate for the
lift of the vortex flow.
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translational velocity we say that the vortices are moving in each other’s velocity field (35), this
allows us to estimate vyans by the velocity of the other vortex. Using the above the Magnus
force (102) on a vortex can be calculated as:

2
Fvortex Noo K

K
o= Neo(K€7) X (2—7_((1)% =5 & (103)

As we see from the force on both vortices in the vortex-anti-vortex pair (103), the force points
along —e,,. The fact that the force points along —e, means that both the vortex and anti-vortex
are being pulled towards the centre of the condensate. Once both vortices meet in the middle,
they will annihilate each other. This again verifies the fact that vortices and anti-vortices will
attract each other, this result was derived in the previous section based on energy statements.
With Eq. (103) we now have an idea on the factors influencing the force between the vortices.

6.3. Force on an off-centre vortex

Given the previous vortex case, we can now look at a vortex that is displaced from the origin
with a distance d. A top-view sketch of the system is given in Figure 12.
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Figure 12. A top-view sketch of our single vortex system.

Now the translational velocity of the off-centre vortex is given by the rotational velocity of the
trapping potential v = QXr. Substituting the translational velocity into the formula for the
Magnus force then yields that:

I:'vortex

H

= Nek X (QXT) = n.kQple; X (e, xe,)] = —n.kQpe,,. (104)

As we see from Eq. (104) the off-centre vortex is being pushed towards the centre of the vortex
due to the rotational velocity.
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Now there is still one problem with our setup (Figure 12) that comes from the velocity field
(35). Since we are working in a cylindrical trap with a hard wall potential, our velocity at the
edge of the condensate cannot have a radial component (flow in or out the condensate). In
order to get the correct velocity field, we should in principle solve the equations of motion
again, given the new boundary conditions. However, since the velocity equation is a linear
equation in this case we can apply the method of images. In order to get the right velocity field,
that follows the boundary conditions, an anti-vortex is added at a distance b > R from the
centre of the trap. The full situation with the image vortex is shown in Figure 13.

AY

Figure 13. A top-view sketch of our single vortex system with an anti-vortex image.

To get a correct estimate of the force on the displaced vortex, we need to determine the position
b of the image anti-vortex. To do this, we write down the total velocity field given by:
k1. x1

€o—n——€ o. (105)

Vtot(r) m P”

=5 >
Here, the notation p and p" are the distances to the vortex and anti-vortex, respectively. The vectors
€, and €', are the basis vectors e, with the vortex and anti-vortex, respectively, in the origin of the

polar coordinate system. Rewriting the above in the chosen system of coordinates (x,y,z) in
Figure 13 yields:

K 1 -y x—d
m et
TJad? e P e e

Viot (x N ) = €y

(106)

1 - -b
K Y e, + al e,.

L Ve 1y [P 12 Jb? 4

Our Boundary condition (no radial flow) is given by
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Viot(X,y) - e, = 0. (107)

Writing out the left-hand side of the boundary condition Eq. (73) using Eq. (106) then yields:

K 1 -xy (x—d)y
Viot (%) -
tot(X,Y) - “on (x—d 2|22 Pt (108)
ok 1 Xy (x-D)y
Wb (VR

For the boundary condition Eq. (108) should equal zero, using the fact that on the boundary
x? +y? = R? yields that:
0 = db*-[R? 4 d*)b + dR>. (109)

Solving the second order equation in b then yields two possible solutions:

by =d, (110)
2
b= %. (111)

The first solution is an anti-vortex in the same place as the vortex, hence an annihilation of the
vortex. The second solution is a vortex outside of the condensate (since d<R). The resulting
velocity field then becomes:

Vio(xy: R) = K(WRﬂm; @M)%% <R§)}

(112)
K 1
“27R (x/R-R/d)’ + (y/R)’ { <ﬁ H
The size of the velocity field vyt = |/Viot - Viot is given by:
K (d/R-R/d)*
= o %(x/zz—d/mz CWRAR R R

Note that in the limit d — 0 we get our single vortex case back, and in the case d — R the vortex
and anti-vortex annihilate yielding a zero-velocity field.

Using the above result, we see that in order to get a correct velocity field, we should add an
anti-vortex. The addition of the anti-vortex means that our Magnus force gets an extra contri-
bution, pulling the vortex out of the condensate. Since the distance between the vortex and
anti-vortex is given by:

R2 R2—2

a:?—d— d s

(114)

the extra term in the Magnus force becomes equal to:
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Fuotex  Mewk?  Nek? d

L  2m>" 2n R2-4? &

(115)

Combining both forces on the vortex (rotating condensate and anti-vortex), the total force on
the vortex becomes equal to:

Fiotal - <le1<2 d K

—m,KQd) ey = Nukd <— ! Q) ey. (116)

L\ 21 R 2MRE-4%

In the total force we see a competition between the two forces, by looking for the positions of
the vortex d where the force equals zero, we can find the equilibrium positions. Setting
Eq. (116) to zero then yields two solutions:

4 =0, (117)

/ K

The first solution yields a stable position at the centre of the vortex, while the second solution
gives an equilibrium outside of the centre. Note that the second solution only exists if the
condensate is rotating fast enough. The second solution is thus some kind of maximum
(barrier) needed to keep the vortex inside of the condensate when it is rotating. The minimal
velocity needed to keep the vortex inside is given by:

Quin = —— - (119)

Note that this frequency (119) is almost the same as the critical frequency (65). The big
difference with the critical frequency is that there we have a length scale (the healing length)
that also plays a role. The reason for this difference in frequency is because of the fact that
when the Magnus force (102) is calculated, the typical length scale of the vortex (healing
length) gets eliminated. This means that the obtained results are excellent as long as the
vortices are far enough away from each other. When the vortices do get close to each other,
for example if the off centre vortex reaches the edge, we need a more precise (variational or
exact) calculation that also takes the vortex structure into account.

Using the total force on the vortex (116) a potential can also be defined as:

d

U ((Fom -~ K . (R4 4

== K s )d(az)ep_M(Eln<T +a). (120)
0

This potential (120) is also plotted in Figure 14. As we see in Figure 14, as long as the
condensate spins fast enough, a vortex will always be pushed towards the centre.
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Figure 14. The resulting potential for the off-centre vortex. The black dashed line and dots yield the second stationary
position of the off-centre vortex (118).

6.4. Vortex-vortex

The last situation we can look at is the vortex-vortex interaction. As we know from the
previous section two vortices will repel each other, meaning that now the centre of the trap
will not yield a stable solution. As we know from the off-centre vortex, we want our boundary
condition to hold Eq. (107), which means that each vortex should have an anti-vortex. A sketch
of the two-vortex system is given in Figure 15.
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Figure 15. A top-view sketch of the two vortex system with the corresponding anti-vortices.
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As earlier, we can now write down the Magnus force of the three different vortices on one of
the vortices in the condensate. Since the system is symmetric, it does not matter which vortex is
chosen for the calculation; we chose the right one, yielding:

Fvortex o nwkz < d 1 d >e - leKz R4 + 3d4
X

L  2n R2-d2+ﬂ_ R2+d*) " 2m 2d(R*-a*

e (121)

As we see from Eq. (121) the vortices push each other out of the condensate. Since the vortices
give a total circulation to the condensate, we should also have a rotation of the superfluid.”
Adding the attractive rotational force then yields for the total force on the (right) vortex that:

Frotal x R*+3d*
= ok | ——————Qd | &,. 122
L (2n 2d(R*-d*) (122)

Again we can look for stable positions of the vortex pair by solving the equation

4 4
0= ﬁ%_g} (123)
2724(R*~d*)

This equation (123) is analytically solvable by substituting the variable y = d* and solving the
remaining equation of third degree by Cardano’s method. This will however lead to a large
(non-insightful) equation. For simplicity we assume that d << R (vortices close to the centre),
this then yields for the equilibrium positions that:

K o - Ko n
47_(7Qd :»df,/zl—an\/—zmQ. (124)

The equilibrium position, both exact and the above approximation (124), is plotted in Figure 16.
As we see, the faster the condensate rotates, the more the vortices are pushed together. In
the limit d << R a very high rotational frequency is needed in order to get accurate results. The
limit d << R corresponds to ignoring the two image vortices, and these get pushed to infinity
as d decreases. In principle we can again calculate a critical frequency as before, but this would
require the full formula and some tedious calculating work that is left for the reader. A nice
estimate of the critical frequency can also be given by the plot in Figure 16 by looking at the
frequency for which the solid curve stops, this yields:

2
¥~0.351. (125)

Notice that this is slightly higher than the critical frequency we would expect from the discus-
sion in Section 5, where we would have:

2
RO _1 has. (126)
K Tt

This overestimation is again an artefact of the fact that the vortex core structure is ignored.

Note that as before this rotation is needed to keep the vortices inside of the condensate.
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Figure 16. The equilibrium position of a vortex-vortex pair.
Again it is possible to define a potential which yields:

d

% =- J <¥> d(d)ey = nwk lﬁln <RT/2#;;42)4> +% (dz—(§)2>] . (127)

R/2

This potential is plotted for two different rotational frequencies in Figure 17. In Figure 17, we
see that the vortices indeed repel each other but stay in the trap if the trapping frequency is
high enough.
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Figure 17. The potential for a vortex-vortex pair for two different frequencies. The solid curves yield the full solution, the
dashed curves are the limit d < R.

6.5. Variational calculations for the energy functional

From the previous sections we now know four variational models for the vortex structure x(r)
given by Egs. (57), (88)-(90). Given one of these variational, we can write the variational
macroscopic wave function for a vortex or anti-vortex as:
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W(r) = o (r)e5. (128)

The above macroscopic wave function (128) is not limited to one-vortex states. We can also
construct a structure function x(r) for a multi-vortex state. Assume we have a total of N,
vortices, then the variational structure function is written as"

x() = I1x;(), (129)

where );(r) are the one-vortex structure functions. Usually one takes the hyperbolic tangent
(89) for the one-vortex structure, resulting for Eq. (129) in:

N |r-T] , _ 3 .
x(r) —jl:[ltanh<a \/§5> with a= WNL?” (130)

with r; the positions for the vortices. The velocity field for one vortex in Eq. (35) can be
rewritten in terms of a circulation vector k = «e, and a position vector r = pe,. Note that the
z-axis is oriented parallel to the rotational velocity Q. Using the circulation vector x and
position vector r the velocity field (27) for a vortex or anti-vortex becomes:

(1) ihe K e K (e. xe,) KXY
Vv = — = — = — = —
mp © " 2mp 2mp P 22

(131)
where the sign of « depends on whether you have a vortex x >0 or anti-vortex x < 0. If we look
at a multi-vortex structure with N, vortices, then the velocity field is given by :

Ny

v =Y. e (rn) (132)

>
i 2m|r-Tj]

Since we are going to look at stability of the system, we will again add the rotational term
according to Eq. (56). For the off-centre vortex and vortex-vortex structures, this will be needed.
For the vortex-anti-vortex this will not be needed since the condensate will not be rotating then.

Finally since we will be working in polar coordinates, our structure functions x(r) and velocity
field should be converted to polar coordinates. Since we will be looking at one- and two-vortex
systems we can make the calculations simpler by choosing the x-axis of the Cartesian

'8The reason that we have to multiply the vortex solutions for the structure rather than add them has several reasons. First
of all the particle density is given by the macroscopic wave function (and thus of the structure function), if we have a sum
here this will yield extra terms. Second the Gross-Pitaevskii equation, Eq. (10) is a non-linear equation, which means that a
sum of two solutions is not a solution of the differential equation. By multiplying the structure functions we create one
state (solution) with multiple vortices.

“In the case of velocity fields we take the sum. This also has two reasons. First of all we know that each vortex hole gives
rise to such a velocity field (35). Second in the case of the cylindrical hole we have an irrotational and incompressible flow
for which the velocity follows a linear differential equation. So for the cylindrical vortex hole we can add velocity
solutions thanks to linearity. For other vortex structures this variational model is again approximate, but appropriate for
the chosen variational model for the density (129).
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coordinate system such that all of the vortices lie on the x-axis. For the structure function with
the hyperbolic tangent given in Eq. (89) we get in polar coordinates for a vortex in

(xvy) = (dv O)

a2 av2&

2-20d cos 2
:tanh<\/p 2pd co (¢)+d>

-d)? in 2
ann (I0) g nh(%pcos(qs) B+ (ps <¢>>>

(133)

av2e
Of course in order to do a variational calculation we need an energy functional, this is given by
1
E[n(r),v(r)] = J dr (5 mn(1)o*(r) + n(r)Viap(r) + gnz(r)). (134)
4

In this chapter we look at a homogeneous condensate (Vtrap(r)). For the variational calcula-
tions, we also assumed that the vortices are small compared to the size of the condensate
(R >> &), if that is the case then our interaction term is constant and can be neglected. Finally
we need to add the rotational energy, doing this results in the following form for the rotational
energy:

E[n(r), v(r)] = Jvd%(; mn(r)vz(r)>—Q : Jvdr<r>< (mn(r)v(r))). (135)

Choosing the rotational velocity along the z-axis is possible to do the z integration resulting in:

Eetovie)] Ld2r<n(r)vz(f))‘stdzf\f\”(rﬂv(fﬂ- (136)

The above energy can be used for further variational calculations; the calculations themselves
are left to the reader.

6.6. Variational results for the energy of the systems

Given the variational energy (136) it is possible to look at our three different vortex cases again.
To conclude the section the different energies for the three-vortex systems above will be
calculated variationally. For the different calculations a trap of the size R = 30 was chosen with
a healing length of £ = 1. As a variational model, the hyperbolic tangent was chosen.

For the vortex pair the energy as a function of the distance between the vortices is given in
Figure 18. As we see the vortex-anti-vortex pair attracts as well in the variational model so our
results from the simple calculations on the Magnus force still hold. For the off-centre vortex
and vortex pair, a rotating condensate is needed. This means that the two integrals of Eq. (136)
should be integrated. The first integral yields the energy of the stationary condensate, the
second integral yields the energy reduction of rotating the condensate. The total energy is then
given by a competition between both energies.
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Figure 18. The variational energy for a vortex-anti-vortex pair the solid line gives the full solution, whereas the dashed
line yields the asymptotic solution.
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The potentials for the off-centre vortex and vortex-vortex systems are given in Figure 19. As seen
on Figure 19, a repulsive and attractive energy are in competition. Depending on the values of
the rotational frequency we will have different situations. The situation for the off-centre vortex
is given for a few values of the rotational frequency Q) in Figure 20. What we can notice in
Figure 20 is that for a single vortex we find a non-centred vortex in the stable situation. This is
because of the fact that the variational velocity field of the cylindrical model was used for the
hyperbolic tangent, yielding small deviations. For the vortex-vortex case the same can be done,
resulting in the variational energies as given in Figure 21. Here we again see that as the rotational
velocity increases, the vortices get pushed more towards the centre of the trap, while if the
rotational velocity decreases below a certain value the vortices get pushed out of the trap.
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Figure 21. The variational energy for the vortex-vortex for several values of Q. The dashed lines trace the minima and
maxima of the potential.

7. The Berezinskii-Kosterlitz-Thouless phase transition

To conclude the discussion about vortices in BECs we will look at a vortex induced phase
transition, the Berezinskii-Kosterlitz-Thouless (BKT) phase transition (Nobel Prize in Physics
2016).

7.1. Vortex entropy
Vortices carry entropy. The entropy of a given state can be computed from the free energy,

OF

=T |

(137)

but in this simplified presentation we will use some qualitative arguments to estimate the
entropy. The ’ size’ of a vortex is given by its healing length &, and the number of ways that
an object of this size can be placed in a condensate of radius R is estimated by &£?/R? where we
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consider either a two-dimensional condensate, or we enforce the vortex lines to be parallel. An
illustration of a possible microstate—a way of placing vortices—is shown in Figure 22. With
this simple argument we can estimate the entropy of one or more vortices and anti-vortices,
again by counting the number Q of microstates, and using Boltzmann’s formula S = kzlogQ.
For example, the entropy of a single vortex becomes:

R\’ R
Stvortex = kBln(leortex)szln E = 2kgln E . (138)

Y

Figure 22. A schematic view of a possible microstate contributing to the vortex positional entropy.

When two vortices are present, or a vortex and an anti-vortex are present, we consider them to
be independent. From the previous section, it is clear that this is an approximation that fails
when they are close together. However, the number of microstates where this happens is small,
and we can still assume the entropy is extensive in the number of vortices:

R
SZV0rtices = 25lvortex = 4k311’1 (E) . (139)

When information (or order) is added to the system, the entropy must decrease. For example,
we might know that the vortex and anti-vortex are bound, and must be in adjacent patches of
Figure 22. Then the number of microstates that are compatible with this constraint is again

proportional to 52 / R?, so that up to a constant, negligible for R>¢,
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R 1
Svort exp airzsz In (E) = E Savortices- (140)

7.2. BKT temperature

In a three-dimensional Bose gas, superfluidity vanishes above the critical temperature for Bose-
Einstein condensation. In the normal state, phase correlations vanish exponentially fast as a
function of distance, and phase coherence is absent. In the BEC regime, the phase is locked by
long-range off-diagonal order [73], and the phase correlation function is a constant as a function of
distance. However, this is not the case for a two-dimensional Bose gas. Due to quantum fluctua-
tions, there is no phase transition to the Bose-Einstein condensation (more accurately: the critical
temperature is zero). Nevertheless, this does not mean that phase coherence is lost altogether: the
phase correlation function gets a power-law decay rather than the exponentially fast decay in the
normal state [74]. This regime is called ‘quasi-condensation” and allows for superfluidity.

Obviously, the mechanism whereby superfluidity is destroyed must be different. Berezinskii
[75] and independently Kosterlitz and Thouless [76, 77] proposed that phase coherence gets
destroyed by the unbinding of vortex-anti-vortex pairs, leading to a sudden proliferation of
vortices and anti-vortices that scramble the phase coherence. Here, the results for the interac-
tion energy between vortices and anti-vortices calculated above will be of use. The binding
energy of a vortex-anti-vortex pair can be defined as the energy it takes to move a vortex and
an anti-vortex that form a pair, away from each other to infinity.

Heuristically, the Berezinskii-Kosterlitz-Thouless (BKT) transition can be thought of as a com-
petition between the internal energy and the entropy for vortices. The realized state is that
which minimizes the free energy

F=U-TS. (141)

When the temperature is low T = 0, the internal energy (here, the binding energy of the vortex-
anti-vortex pair) dominates. In this case, the pairs remain bound and no uncompensated phase
singularities perturb the coherence. Indeed, as can be seen from Figure 18, the internal energy is
minimal when the vortex and anti-vortex are co-located. The phase windings then cancel out,
and U = 0, F = 0. When the temperature is increased, the entropy term TS can become large
enough to dominate the internal energy, leading to a transition to the more disordered state.
Focusing on the vortex-anti-vortex pair, the disordered state (the state with highest entropy) is
that in which the vortex and the anti-vortex are unbound and can be placed freely anywhere in
the available volume. In that disordered state, we will also take U to be equal to twice the kinetic
energy as in Eq. (62)—the number of microstates where the vortex is close to the anti-vortex is
negligible in comparison to the number of microstates when they are well separated, so we can
neglect the interaction. This allows to approximate the internal energy of the disordered state by

n? R
= 2mn.—HIn| - ). 142
U=2nn - n(g) (142)

Comparing the free energy of the state with bound pairs (F = 0) with the free energy of the
disordered state yields the critical temperature where superfluidity vanishes:
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0=U-TcS. (143)
Using our earlier results (142) for U and (139) for S, the critical temperature is found to be

_ 2nnw§Hln(R/cE) _ nn.h’H
CT T 4kgIn(R/E)  2mkg

(144)

In the units used for (143), we can see that the right-hand side indeed describes a temperature, and
that it is determined by the superfluid density n... Above this temperature, it is advantageous for
the free energy to spontaneously create and unbind vortex-anti-vortex pairs that scramble the
phase and turn the gas into the normal state. As mentioned in the introduction, the BKT transition
was observed experimentally [40]. The observed critical phase space density differs from the back
of the envelope estimate given here by a factor of about four, mostly due to the fact that the
experimental condensate does not have a uniform density, and also due to finite size effects.

8. Concluding section

With this chapter an introduction to vortices in ultra-cold gases was given. The main focus of the
discussion was aimed towards atomic gases of bosons. However the derived (qualitative) results
are also applicable to fermionic quantum gases. In this concluding section the main results of the
chapter are summarized together with a first look at a condensate of fermionic atoms.

8.1. Conclusions

Concerning vortices in superfluid atomic gases, the following conclusions can be made:

¢ Avortex will always make a hole that extends throughout the entire condensate.

* The circulation of a vortex is quantized in multiples of /1 / m see Eq. (32).

* Vortices in a BEC will always carry one quantum of circulation, this is energetically more
favourable.

* For vortices a minimal rotational frequency (critical frequency) is required as given in
Eq. (65).

* Two vortices will repel each other.
* Avortex and anti-vortex will attract each other.
* Rotating a BEC faster will push vortices to the centre of the trap more, for a single vortex.

* A ssingle vortex in a trap will be most stable in the centre of the trap, for a single vortex this
means that it is stable in the centre of the trap.

* For a 2D quasi-condensate superfluidity is destroyed by the unbinding of vortex-anti-
vortex pairs that destroy the overall phase coherence. This happens at a certain critical
temperature Tc.
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8.2. One step further: fermionic gases

This chapter was restricted to superfluidity in Bose gases since these already (qualitatively)
describe the behaviour of vortices in general superfluids very well. If we are working with
fermionic gases a few things change, these are briefly discussed in this section. More elaborate
discussions about fermionic quantum gases can be found in references [78-81].

First of all when we have fermions, we have to take the ‘spin’. With spin we label the different
quantum states of our atom, in fermionic atomic gases these will be two different hyperfine
states of the considered atom. These spins will be called “up’ and ‘down’ as an analogy with the
spin known from standard quantum mechanics. In order to fix the number of particles in both
spin states, we need two chemical potentials labelled 4 and y,. If we now say that we have an
ultra-cold gas and thus have s-wave scattering, the Pauli exclusion principle tells us that only
opposite spins can interact. Since the s-scattering wave function is symmetric, the spin wave
function should be the anti-symmetric singlet state. Applying this to our Hamiltonian we get:

= Je{ 3l [

Given the above Hamiltonian (144) atomic Fermi gases can be studied. In order to simplify
calculations, one usually defines the average chemical potential u and polarization C as:

]wg 228% D9, (D (D, (¢ ,t>>. (145)

o=1,]

_ttH
Ak (146)
C ::Eiggi. (147)

Of course the question we can ask now is ‘what is the criterion for superfluidity now’? In
Section 3, this criterion was given by the Penrose-Onsager criterion which states that the one-
body density matrix should have a macroscopic eigenvalue, indicating that there was one state
being occupied macroscopically. For fermions, the criterion for bosons was expanded by C.N.
Yang, hence named the Penrose-Onsager-Yang criterion. Yang stated that for fermions the
second order density matrix should have a macroscopically large eigenvalue, indicating a
condensation of fermion pairs. These fermion pairs are also referred to as Cooper pairs, named
after L.N. Cooper who first proposed this for electrons [82]. Once this is assumed it is possible
to rewrite the entire system in terms of a macroscopic two-body wave function ¥ (y,x). This
macroscopic wave function is usually rewritten by assuming the following product form:

W(yx) =9(R)x(p), (148)

where R is the centre of mass coordinate and p is the relative position. So in the end 1(R) will
describe superfluidity of the Cooper pairs and x(p) will describe the interactions between the
atoms in a different spin state.

The study of superfluid fermionic atoms opens up a few extra parameters to play with in experi-
ments, which can help explore the physics of ultra-cold gases. The two most prominent are:
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Spin-imbalance: A first parameter to play with is the number of ‘spin-up’ and ‘spin-down’
atoms. If the numbers are unequal (or if the polarisation C in Eq. (146) is non-zero), then you
will have excess atoms when the condensation occurs. These excess atoms will need to go
somewhere. Usually excess atoms are pushed towards the edge of the condensate, or placed
inside holes in the condensate, for example vortices. When the number of ‘spin-up” and “spin-
down’ atoms is unequal one also talks about pair frustration since the unbound (frustrated

atoms) will still try to pair up with other paired atoms.

BEC-BCS crossover: A second parameter that can be played with is the interaction strength a;,
this can also be done with bosons but is more interesting to do with fermions. With fermions it
is possible to change the sign of the interaction from negative (repulsive) to positive (attrac-
tive). By doing this it is possible to go from a gas of interacting fermions (Cooper pairs or BCS),
to a gas of interacting bosons (BEC) by making the interactions so strong that the particles are
quasi bosons. The point at which the interaction changes in sign is also referred to as unitatiry.
A qualitative picture of the transition form a repulsive interaction (BCS) to an attractive

interaction (BEC) is given in Figure 23.
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Figure 23. A qualitative picture of the BEC-BCS crossover, figure adapted from Ref. [83].
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Abstract

Vortex laser beams are a technology that has revolutionised applications in micro- and
nano-manipulation, micro-fabrication and super-resolution microscopy, and is now her-
alding advances in quantum communication. In order to service these, and emergent
applications, the ability to generate powerful vortex laser beams with user-controlled
spatial and wavefront properties, and importantly wavelength, is required. In this chap-
ter, we discuss methods of generating vortex laser beams using both external beam con-
version methods, and directly from a laser resonator. We then examine the wavelength
conversion of vortex laser beams through non-linear processes of stimulated Raman scat-
tering (SRS), sum-frequency generation (SFG), second harmonic generation (SHG) and
optical parametric oscillation. We reveal that under different types of non-linear wave-
length conversion, the spatial and wavefront properties of the vortex modes change, and
in some cases, the spatial profile also evolve under propagation. We present a theoretical
model which explains these dynamics, through decomposition of the vortex mode into
constituent Hermite-Gaussian modes of the laser resonator.

Keywords: vortex laser, Lagurre-Gaussian modes, optical non-linear conversion,
stimulated Raman scattering, sum-frequency generation, second harmonic generation,
optical parametric oscillation, topological charge

1. Introduction

Vortex laser beams are characterised as having an annular spatial profile (with a central dark
spot), and a wavefront which spirals along the direction of propagation of the beam (like a
corkscrew). This is in contrast to a conventional Gaussian beam that has a plane wavefront
[1-4]. The spatial, phase and wavefront properties of a Gaussian beam and vortex laser beams
are shown in Figure 1.

I m EC H © 2017 The Author(s). Licensee InTech. This chapter is distributed under the terms of the Creative Commons
Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use,
open science | open minds distribution, and reproduction in any medium, provided the original work is properly cited. [{cc) X IR
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Figure 1. Comparison of Gaussian and vortex laser beams showing spatial and wavefront profiles (Image modified,
credit: E-karimi, Creative Commons Attribution-Share Alike 3.0 unported).
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The topological charge (denoted I) of a vortex beam is equal to the integer number of a 27
phase change of the wavefront on any closed path around the propagation axis. Equivalently,
one round trip around the phase surface leads to the next (or prior) coil with a pitch of IA,
where A is the wavelength of the vortex beam [4]. Due to this spiral wavefront, vortex laser
beams inherently carry orbital angular momentum (OAM), with each photon carrying orbital
angular momentum of £/ (where / is the reduced Planck constant). The magnitude of a vortex
beam topological charge also impacts the size of the central dark spot relative to the overall
size of the annular beam, with higher topological charge resulting in a larger spot. The direc-
tion of the wavefront, spiralling clockwise or anti-clockwise along the axis of propagation
also indicates the sign of the topological charge, with positive (+) topological charge having a
wavefront which spirals clockwise, and a negative (-) topological charge having a wavefront
spiralling anti-clockwise [4].

It is not surprising that these unique characteristics of vortex laser beams have resulted in
their application in a diverse range of applications. Indeed, vortex beams have revolution-
ised applications ranging from optical tweezing, in which micro- to nano-scale objects can
be trapped and manipulated [3, 5], to fabrication of chiral nano-structures [6, 7], through
to quantum communication [8]. Perhaps one of the most significant application of optical
vortex beams has been in super resolution microscopy based on stimulated emission deple-
tion (STED), a microscopy technique which has gained recognition with the Nobel Prize in
Chemistry (2014). In STED microscopy, the annular profile of a vortex laser beam is used to
selectively deplete the outer region of a fluorescing particle being imaged. This effectively
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allows the resolution of fluorescence microscopy to exceed the diffraction limit [9, 10]. This
host of applications therefore not only exploit the orbital angular momentum properties of
the vortex beam, but also its annular spatial profile.

With the diversity of applications for vortex laser beams, comes the requirement for beams
of the appropriate power and beam quality, topological charge, and importantly wavelength.
As with ‘standard’ laser beams, there is continual drive to develop sources which can offer a
diverse range of laser powers, beam quality and wavelengths. In this chapter, we detail meth-
ods of generating vortex laser beams, with a focus on methods of directly generating vortex
beams from solid-state lasers (some of the most robust laser architectures currently available);
and methods of wavelength-tuning vortex laser beams using non-linear optical processes.
Here, we outline the dynamics of the processes by which these vortex beams can be manipu-
lated, and the diversity of outputs that can be accessed.

2. Generation of vortex laser beams

There are a host of methods of generating vortex laser beams, however they can be broadly
classified into two groups, those acting as convertors— taking a Gaussian beam laser beam
and converting it into a vortex beam; and the direct generation methods whereby a vortex
beam is produced directly from a laser resonator. The most commonly applied methods are
those of the former group involving conversion of a Gaussian laser beam into a vortex beam.

2.1. Mode convertors

Conversion of a Gaussian laser beam into a vortex laser beam involves transformation of a
plane wavefront into a spiral wavefront. This can be achieved using a number of methods
including:

Phase plates: These are specially fabricated plates where the region through which the Gaussian
beam propagates gradually increases in thickness (by stepping) in a spiral fashion. This trans-
forms the plane wavefront of the Gaussian beam into a spiral wavefront by introducing a
phase shift [11]. Through appropriate design of the phase plate, it is possible to use it to gener-
ate vortex laser beams with a desired topological charge.

Holograms/spatial light modulators (SLM): Much like phase plates, these elements act on the
phase of the incident light to generate a spiral wavefront. Spatial light modulators also enable
control over the order and sign of topological charge of the beam as they can be readily pro-
grammed [12, 13].

Cylindrical lens pairs: These act on higher-order Gaussian beams, typically Hermite-Gaussian
beams. The cylindrical lens pair converts Hermite-Gaussian beams of a particular order,
to their Laguerre-Gaussian counterparts [14]. As will be examined further in this chapter,
Laguerre-Gaussian beams of the form LG, are vortex beams with topological charge .

These methods are effective in converting Gaussian laser beams into vortex laser beams, how-
ever they are additional components which must be aligned precisely in addition to the actual
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laser source itself. Phase plates and SLMs, in particular, suffer from relatively low conversion
efficiency, and can be easily damaged at high laser powers. This limits their capacity to gener-
ate vortex laser beams with high power and high quality.

The ability to also generate vortex laser beams of a desired wavelength using these conver-
sion methods is predicated on the initial Gaussian laser beam undergoing conversion, already
being of the desired wavelength. In the following section, we detail methods of directly gen-
erating vortex laser beams from all solid-state laser systems, and demonstrate that these sys-
tems are capable of producing very high-power beams with excellent beam quality, without
the need for additional, bulky and easily damaged beam converting components.

2.2. Direct generation methods

Methods of generating vortex laser beam output directly from a laser cavity rely on sup-
pression of the lowest order Gaussian mode (TEM,,) and preferential oscillation of Lagurre-
Gaussian modes of the form LG . These Lagurre-Gaussian modes are vortex modes with
topological charge (£) [15, 16]. Suppression of the lowest order Gaussian mode can been
achieved in a number of ways, including pumping the laser gain medium with an annular
pump spot [17, 18], using intra-cavity defects [19-23] and thermal lensing [24, 25].

In this chapter, we focus on the generation of vortex laser beams using two of these methods,
using an intra-cavity defect spot and thermal lensing. Intra-cavity defect spots are an effective
means of very simply suppressing oscillation of the lowest-order Gaussian mode, to promote
oscillation of an LG, mode, and generate vortex laser output from an end-pumped solid-state
laser. In these systems, the intra-cavity field is very intense, and by making use of this, we
can readily investigate non-linear conversion of vortex beams. The use of thermal lensing to
produce a vortex laser beam is also investigated in the context of a side-pumped slab laser.
As will be detailed, this configuration is a very effective way of directly generating very high-
power vortex laser beams, something which cannot be readily achieved using extra-cavity
conversion components owing to component damage.

2.2.1. Intra-cavity defect spot

The use of an intra-cavity defect to suppress the lowest order oscillating mode (generally
TEM,,) within a laser cavity has been achieved using a number of different laser systems,
including He-Ne lasers [20] and solid-state lasers [19, 20-23]. The common feature of each
of these systems is that an intra-cavity defect is used; such as engineered damage spots on
resonator mirrors. Key to the effectiveness of this method is the ability for the defect to force
oscillation of LG modes of the form LG,,. The defect spot in effect breaks the symmetry of the
laser resonator to enable oscillation of these LG modes. This requires accurate mode matching
between the lowest order Gaussian mode (TEM,,)) and the defect spot. As reported in the liter-
ature, the defect spot to cavity mode ratio is generally within the range ~0.15-0.2 for solid-state
lasers [19-23]. The operating principle of this technique is shown schematically in Figure 2.

Here, we investigate generation of vortex laser emission from a continuous-wave, diode-
end-pumped Nd:GdVO, laser system. This system not only serves as an effective method for
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Figure 2. Schematic representation showing the principle of operation of a defect spot within a laser cavity to generate
vortex laser emission. In a typical laser resonator, the laser beam output has a Gaussian intensity profile. By introducing
an intra-cavity defect, we can break the symmetry of the resonator and force the oscillation of LG vortex modes.

generating vortex laser emission, but also as a laser which can be used to investigate non-linear
wavelength conversion of vortex beams via the stimulated Raman scattering (SRS), and sec-
ond harmonic (SHG) and sum-frequency generation (SFG) processes. There have been rather
few studies of intra-cavity non-linear conversion of vortex laser beams, and the underlying
dynamics of the transfer of topological charge under these processes have been little studied.
The details of these non-linear conversion processes are discussed later in this chapter.

The end-pumped laser system investigated was comprised of an a-cut Nd:GdVO, crystal
(0.3% Nd-doping), 4 x 4 x 20 mm? with a front surface coated with a high-reflecting coating
(R >99.999% at 1064 nm/R< 0.5% at 880 nm) and an end-mirror with reflectivity R = 99.91%
at 1064 nm and radius of curvature, 250 mm. Key here is that the end-mirror had an array of
circular damage spots (3 x 3 array of spots with increasing diameter from 40-160 um with a
spacing of 400 pm) laser micro-machined (to the level of the glass substrate) onto its surface
which acted as defect spots [21]. The laser cavity was end-pumped with a fibre coupled (100
um diameter, 0.22 NA) laser diode producing up to 30 W at 879 nm. The experimental layout
of the system is shown schematically in Figure 3, along with a schematic of the array of dam-
age spots on the resonator mirror.

Alignment and optimisation of the laser system required accurate positioning of the end-
mirror to ensure that the laser cavity mode was aligned with each defect spot. The operation
of the system aligned on each defect spot was analysed, and it was found that complete sup-
pression of the TEM, mode, and oscillation of the LG, mode could only be achieved with the
40 pm diameter defect spot. Given that the cavity mode had a diameter of ~260 pm, this corre-
sponded to a cavity to defect ratio of 0.15, which was consistent with reports in the literature.
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Figure 3. (a) Experimental layout of the diode-end pumped vortex laser utilising defect spots laser micro-machined onto
the end-mirror [21]; and (b) the layout of the array of defect spots on mirror M2.

The threshold for oscillation of the LG, mode from this system was achieved for an incident
pump power of 0.1 W; maximum output power at 1064 nm was 0.4 W. The spatial profile of
the laser emission was annular with a central dark spot, consistent with an LG, mode. This
spatial profile was retained across the pumping range. Beam quality factor (M?) measure-
ments of the output were made for incident pump powers of 0.1 W (just above laser thresh-
old) and 2 W, and values of 2.2 and 3.1 were determined, respectively. An M? value of 2 is
consistent with a vortex laser beam with topological charge of £ =1 [19]. The higher M? value
at higher incident pump power is indicative of the onset of higher-order modes oscillating
within the laser cavity, which is a consequence of the high laser gain and high cavity Q-factor.

The wavefront properties of the laser output were examined using an interferometric tech-
nique [4]. This technique yields a set of straight fringes, within which the position and order
of the vortex beam phase-singularity can be determined through break-down in fringe struc-
ture- manifesting in a fork-like pattern. Both linear and spiral fringe patterns may be pro-
duced; in the case of a spiral fringe pattern, a spherical wavefront is formed using a short focal
length lens [4]. Determination of the sign of the topological charge of the vortex beam using
these methods relies on knowledge of the projection of the wavefront in the reference arm
relative to the direction of propagation (in the case of straight fringe patterns); or knowledge
of the radius of curvature of the reference beam in the case of spiral fringe patterns.

The spatial profile, along with the fork and spiral interferometer patterns for the laser output
is shown in Figure 4(a)—(c), respectively.

From Figure 4(a) it can be seen that an annular spatial profile is produced from this laser
resonator, and from the interference patterns shown in Figure 4(b) and (c), it can be seen that
a single fork/spiral is observed, which is indicative of a phase singularity with a topological
charge of 1. As the laser output was power scaled, the order of the topological charge and
direction of rotation did not change. It was possible to alter the direction of the wavefront by
altering the laser alignment through slight adjustment of the output coupler angle.

This result demonstrates the relative ease with which a vortex laser beam with a well-defined
topological charge may be directly generated from an end-pumped solid-state laser system.
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(a) (b) (c)

Figure 4. (a) Spatial profile of the 1063 nm emission from the laser resonator; and interferometer patterns showing (b)
linear; and (c) spiral fringes [21].

This is significant as it precludes the requirement for additional vortex beam-shaping/form-
ing components. As will be discussed further in this chapter, this simple resonator design
facilitates investigation of intra-cavity non-linear wavelength conversion of vortex laser
beams with relatively high efficiency.

2.2.2. Side pumped solid-state vortex laser

In a side-pumped laser resonator, the gain medium is pumped through a side facet as opposed
to an end-face as described in the previous section. This has the effect of increasing the overall
pump power that can be utilised in the system by distributing the thermal load throughout a
larger area of the crystal [26]. In the side-pumped laser discussed in this section, the oscillating
laser mode also undergoes reflection (total internal reflection) at the surface through which
the pump radiation is delivered [24, 25]. In this configuration, oscillation of the vortex mode
(LG,,) over the TEM,, (Gaussian mode) is achieved due to the thermal lens induced within the
crystal. As the laser power is increased, the induced thermal lens affects the Gaussian mode
faster (due to mode overlap considerations) and it is forced to be unstable (effectively being
suppressed), while the LG, vortex mode is still supported within the resonator. Therefore,
this system operates with vortex output for a window of input pump powers, that is, enough
pump power to induce a thermal lens sufficient to drive the system unstable for the Gaussian
mode, while ensuring oscillation of the vortex mode. This allows for significantly high power
vortex modes to be generated from this system.

The laser system comprises a laser diode side-pumped a-cut Nd:GdVO, slab (1% Nd-doping)
with dimensions 2 x 5 x 20 mm?, around which a bounce resonator is formed. The y—z faces of
the slab were wedged and anti-reflection coated for 1063 nm to prevent self-lasing [26]. The
laser mode oscillates between two flat mirrors, denoted E.M (high reflecting at 1063 nm) and
O.C. (coated R = 40% at 1063 nm). To maintain good spatial overlap between the resonator
mode and the pumped volume, two cylindrical lenses were used intra-cavity, denoted CL, ,
both with focal length f= 50 mm. The slab is side pumped by a laser diode bar array produé-
ing 55 W into an elliptical pump spot generated with a cylindrical lens (f = 12.7 mm). The
system layout is shown in Figure 5.
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! . Laser Nd:GdVO, (1at.%)
X diode 2 x5x 20 mm?

Figure 5. Layout of the side-pumped solid-state laser system [26].
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Figure 6. Power transfer curve for the side-pumped bounce laser. Vortex beam emission is observed for incident pump
powers in the range 43-55W [26].
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The threshold for lasing action was ~10 W incident pump power. Above this threshold, the
laser oscillates with a Gaussian-like output profile. As the incident pump power is increased,
oscillation of an LG ; mode dominates and the TEM,; mode is suppressed. The power transfer
curve for this system is shown in Figure 6. Spatial profiles of the output laser mode are shown
in Figure 7(a)—(c) for a range of incident pump powers.

From this system, a vortex beam with 17.8 W of power at 1064 nm is generated for 55 W inci-
dent diode pump power. Figure 7(d) shows the spiral interference pattern of the vortex beam
generated at an incident pump power of 55 W.

(a) ik () (dj

Figure 7. Spatial profile of the emission from the laser system operating at powers of (a) less than 43 W; (b) 43 W; (c) 55
W. The spiral interference pattern of the output generated at a pump power of 55 W is shown in (d) [26].

It was observed that the topological charge of the vortex beam did not change as the system
was power scaled, maintaining a value of [ =1.

This work demonstrates that very high-power vortex laser beams can be generated directly
from a laser system without the need for additional beam shaping components. By exploiting
thermal lensing (a property often considered a problem in laser systems), vortex beams with
very high output power can be generated directly from a solid-state laser.

3. Non-linear wavelength conversion of vortex laser beams

Non-linear wavelength conversion of laser beams is an efficient and effective method of alter-
ing the wavelength of laser beams, and these methods have been employed extensively in
the case of Gaussian beams [27, 28]. Non-linear wavelength conversion within a non-linear
crystal can generally be achieved through reaching a threshold power/intensity, in the case
of x® processes; or phase matching in the case of x® processes. As will be discussed in this
section, in these non-linear conversion processes, the conservation of energy and momentum
offers a unique, interesting and powerful method of controlling not only the wavelength of
the vortex beam, but also to control/manipulate the topological charge and resultant spatial
profile of the beam.
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In this section, we cover non-linear wavelength conversion of vortex laser beams under the
processes of stimulated Raman scattering (SRS); sum-frequency and second-harmonic gen-
eration (SFG, SHG); optical-parametric oscillation (OPO), and difference-frequency genera-
tion (DFG). Through this analysis, we investigate the dynamics of vortex laser beams and
how each of these non-linear optical processes, in conjunction with cavity design, allows us to
achieve selective control of the topological charge of the vortex beam.

3.1. Stimulated Raman scattering (SRS)

SRS is a third-order non-linear process x® which can be used to convert the wavelength of
a laser beam through the Raman scattering process [29-31]. It can be performed both for
intra-cavity and extra-cavity configurations, and is most commonly achieved with the use
of crystalline Raman-active media. In the SRS process, a fundamental laser field excites a
Raman-active resonant mode (phonon) of the crystalline material. This leads to a coupling
of energy and as a result, a photon with energy difference between the incident photon and
the resonant mode is scattered; this is referred to as the Stokes field. In the case of stimulated
Raman scattering, a resonant cavity is used to oscillate the Stokes field. In this process, the
scattered Stokes photons stimulate the generation of more Stokes photons at the same wave-
length/frequency, akin to stimulated gain within a laser medium [26]. This leads to rapid
build-up of the Stokes photons from noise, with a well-defined intensity threshold for the
process. The wavelength-shifts which can be achieved are therefore dependant on the Raman-
active modes which exist within a material. There are a plethora of Raman-active crystalline
materials which have been demonstrated effective at wavelength shifting via SRS; some of
most commonly applied crystals (and their primary Raman shift) include: GAVO, (885 cm™),
YVO, (892 cm™), KGAWO, (768 and 901 cm™) and BaWO, (926 cm™) [31].

In the case of conventional laser fields with Gaussian spatial distributions, SRS is a well-
studied process both for intra-cavity and extra-cavity configurations. However, relatively few
investigations of SRS conversion of vortex laser beams have been undertaken. In this section,
we investigate the generation of vortex laser beams within the context of end-pumped solid-
state lasers, as a continuation of work presented in the previous section on direct-generation
of vortex laser beams using defect spots on end-mirrors.

The SRS process requires the generation of very intense fields to achieve threshold [31].
Therefore, in the case of Gaussian fields, the SRS process is often restricted to the very cen-
tre of the oscillating Gaussian mode, where the intensity of the beam is highest. This gener-
ally leads to the generation of Stokes beams which are of higher beam quality, owing to the
Raman-beam-clean-up effect [32]. This is an important consideration as the spatial profile of
the ‘fundamental’ beam has a direct impact on the resultant Stokes beam. In the case where
a non-Gaussian field, for example, a vortex field, oscillates within the laser cavity, achieving
SRS threshold is more difficult due to the annular spatial profile of the oscillating mode.

We examine here, wavelength-shifting of a fundamental field at 1063-1173 nm via intra-cavity
SRS within a self-Raman Nd:GdVO, laser crystal. The experimental setup is identical to that
shown in Figure 3; however, key here is that the mirrors M1 and M2 are coated to oscillate
both the fundamental and Stokes fields, M1 with R > 99.999% at 1064 and 1173 nm, and M2
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with R =99.91% at 1064 nm and R = 99.4% at 1173 nm. The same array of damage spots were
used as detailed previously [21].

The threshold for oscillation of the vortex Stokes field at 1176 nm was ~ 2 W absorbed
diode pump power, and a maximum Stokes power of 380 mW was generated from this
laser for an absorbed pump power of 6.8 W. It was found that the Stokes beam retained an
annular profile throughout the input pump power range. The spatial profile of the Stokes
beam along with both linear and spiral interference patterns are shown in Figure 8(a)-(c),
respectively.

The annular spatial profile of the Stokes beam is a result of the SRS gain profile being dictated
by that of the fundamental field mode. As the fundamental field is an LG, mode, the SRS
gain profile will also be annular in profile. Furthermore, the Stokes field is also affected by the
damage spot laser machined onto the output mirror (M2). These two factors ensure that the
Stokes field will retain an annular profile similar to that of the fundamental field.

The magnitude and sign of topological charge was always found to be the same for both the
Stokes and fundamental fields. Here, it is interesting to consider what also happens to the
phonon field which is also excited in the SRS process. Due to conservation of momentum
rules, it is also possible for this field to receive topological charge from the fundamental field.
To investigate this, we can consider conservation of orbital angular momentum under the
process of SRS.

Let us denote the topological charge of the exciting fields as [, [, and [, for the fundamental,
Stokes and material, respectively; and [, I, [, as the stimulated fields for the fundamental,
Stokes and material, respectively. In a stimulated scattering event, the stimulated field must
take on the same energy state as the stimulating field, so in this case, [, = I';. Then in the
stimulated scattering process, [, + [, +1, = 2. +1,.

We have observed that [, = [, and so, there is no change in the topological charge state of

the medium, that is, I, = ll'{, that is, the material phonon does not receive orbital angular

(@) (b) (c)

Figure 8.Images of (a) the spatial profile of the output Stokes beam; (b) linear interference pattern; and (c) spiral
interference pattern [21].
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momentum in the SRS process. It is interesting to note that while transfer of topological
charge from photons to phonons was not observed in this work under the process of SRS, it
has been reported in the literature through non-linear Brillouin interactions [33].

This work demonstrates how readily the wavelength of a vortex laser beam can be converted
using the SRS process; in this case, a fundamental wavelength at 1063 nm is converted to 1173
nm in GdVO,. Given the broad range of Raman-active crystalline materials that are available,
the ability to generate new vortex laser wavelengths through the SRS process with the retain-
ment of topological charge state is very powerful.

3.2. Sum-frequency generation and second harmonic generation

Sum-frequency generation and second harmonic generation (an example of sum-frequency
generation where two photons of the same frequency are combined) are effective non-linear
methods of decreasing the wavelength of laser fields [28]. It is most commonly used to convert
wavelengths in the near-infrared to the visible region. For example, SHG of 1064 nm (Nd:YAG
emission) is commonly used to generate green emission (532 nm). This is the non-linear pro-
cess employed in the now ubiquitous green laser pointer.

SFG is a phase-matched, non-linear process and requires the conservation of both momentum
and energy. As already discussed in the context of SRS, it is this conservation of momen-
tum which imparts special relevance to vortex laser fields in that orbital angular momentum
(OAM) must be conserved. In the case where two vortex beams with topological charge [ |
and [ , are transformed under SFG, the resultant field must have topological charge which is
the sum of the two initial fields, i.e. =1 +1

wl+w2 wl 2"

Through this process, we have a powerful means of manipulating both the wavelength and
the topological charge of the vortex laser beam. The process of second harmonic generation
of vortex beams has been studied comprehensively in the context of extra-cavity conversion
[34, 35], however, this process in an intra-cavity configuration is less well understood. In this
work, we investigate this process in the context of an intra-cavity, end-pumped Raman laser,
as detailed in the above section for SRS. In this case, the SFG/SHG crystal is incorporated into
the laser cavity, and the process of SFG or SHG is achieved through appropriate phase match-
ing. The resonator layout is shown in Figure 9.

879nm
Pump ild,Gde LBO
M1
Pump Optics M2
Defect spot

Figure 9. Layout of the intra-cavity vortex laser incorporating both SRS and SFG/SHG non-linear processes [22, 23].
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The non-linear crystal used for SFG/SHG is a lithium triborate (LBO) crystal, cut for non-
critical phase matching (NCPM), with dimensions, 4 x 4 x 10 mm?. The LBO crystal was placed
in a copper mount which could be temperature-controlled, to enable selective phase matching
via temperature tuning. With the laser generating a fundamental wavelength of 1063 nm and
a Stokes wavelength of 1173 nm, phase matching for SHG of the 1173 nm wavelength to 586
nm is achieved with the LBO crystal set to a temperature of 43.5°C, and SFG of the 1063 nm
and 1173 nm fields is achieved at 93°C to generate output at 559 nm.

With this system, a maximum power of 727 mW at 586 nm, and 850 mW at 559 nm was
achieved [22, 23]. The spatial profile of the SHG and SFG fields were similar to the annular
profiles that were produced in the near-field, however these evolved to a spot with a central
bright core in the far-field. The spatial profiles of the 586 nm and 559 nm fields in the near- and
far-field are shown in Figure 10.

The beam quality-factor of the resultant beams were also measured. In the case of the near-
field profiles, beam quality factors of M? ~ 3-3.6 were determined in both cases. A beam qual-
ity factor of M?* =3 is consistent with a vortex beam having topological charge [ = 2.

The wavefront properties of the SFG and SHG beams were also analysed using the interfero-
metric setup already described. Observations of the topological charge of the resultant SFG
and SHG fields were consistent with conservation of orbital angular momentum, where the
topological charge of the resultant field was always the sum of the topological charge of the
initial fields, thatis, [, =1 , +I ,, wherein the degenerate case of SHG, [, =2I . A comparison

of the linear and spiral interference patterns of the Stokes (1173 nm) field and its SHG (586
nm) are shown in Figure 11.

The interference patterns clearly show that the Stokes field has a topological charge of [ =1,
and the SHG field has a topological charge of [ =2 (three-pronged fork and two spirals). This
shows that doubling of the topological charge takes place under SHG, further supporting the
near-field spatial profile with a large central dark region as shown in Figure 10(a).

In the case of SFG of the 1063 nm and 1173 nm fields, two different interference patterns were
observed, one consistent with the generation of an SFG vortex field with topological charge

. - v“ .
(a) (b)

() (d)
Figure 10. Spatial profiles of the 586 nm (SHG) field in the (a) near-field; and (b) far-field. Spatial profile of the 559 nm
(SFG) field in the (c) near-field; and (d) far-field [22, 23].
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(a) (b) (c) (d)

Figure 11. Comparison of the interference patterns of the Stokes (1173 nm) field (a) linear; and (b) spiral interference
patterns, with that of the SHG field (586 nm) (c) linear; and (d) spiral interference patterns [22].

I'=2, and the other consistent with an SFG field with topological charge of I = 0. It should be
noted that in both cases, the same annular, near-field profile is generated. The linear interfer-
ence patterns showing these two conditions are shown in Figure 12.

The two different topological charge states of the SFG field results from two different topo-
logical charge states of the 1063 nm and 1173 nm fields. In the case where the SFG field has
a topological charge I = 2, both the 1063 nm and 1173 nm fields have topological charge [ = 1.
In the case where the SFG field has a topological charge of [ = 0, the 1063 nm and 1173 nm
fields have opposite sign of topological charge, that is, [ = +1 and [ = -1 or vice-versa. It is
interesting to note that in this resonator configuration, where an LBO crystal is incorporated
cf. that where only SRS takes place, it is possible to achieve a situation in which the 1063 nm
and 1173 nm fields have opposite topological charge. The ability of the Stokes field to take
on opposite topological charge to that of the fundamental field is likely due to the additional
non-linear process of SFG competing with the SRS process in depleting the fundamental field.

(a) (b)

Figure 12. Interference patterns generated from the SFG of 1163 nm and 1173 nm fields, showing (a) topological charge
of 2; and (b) topological charge of 0 [23].
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This generates instability within the system which affects mode symmetry, and enables oscil-
lation of opposite topological charge.

What is significant in these results is that an SFG field can be generated with topological
charge 0 and yet retain an annular spatial profile in the near-field. By definition, a vortex beam
with zero topological charge should have a non-zero central core. Also of significance is that
the spatial profile of the SHG and SFG fields is annular in the near-field, and develop a central
bright spot in the far-field. This very interesting beam dynamics can be understood through
a decomposition of the oscillating LG, modes at 1063 nm and 1173 nm into their constituent
Hermite-Gaussian (HG) modes, and examining how these modes evolve under the process
of SFG/SHG and under free-space propagation. This process has been computationally mod-
elled for comparison with experimental results.

In this model we first assume that the LG resonator modes for the fundamental and Stokes
fields comprise Hermite-Gaussian (HG) modes, HG1,o and HGO,1 where,

HG,, = xe) (1)
HG,, = yel) )

The expressions for the Lagurre-Gaussian vortex beams of the fundamental field with fre-
quency (w,) and the Stokes field with frequency (w,) are given by:

LG = xe &™) +iye ™) ity (©)
L Gi“’f = x e,(quz) + ly g’(thyz) eid, (4)

where A, and A, are small phase mismatch terms which can manifest within the resonator
[21]. In the expression for the Stokes field, +1 denotes that the Stokes field can take a topologi-
cal charge value of +1 or -1.

Now in the case of second harmonic generation, let us simply consider the case of SHG of w,.
Here, the field strength of the SHG field is given by:

E,e = LGo- LG = (x2—y?e¥0)e 2™ + 2ixy e o200
. 1 . .
= HG,,—~HG, e +5(1-e*2)HG +2ie > HG,, (5)

where HG,,, = (x2 —%)e’z(”“z), HG,, = (yz - %)e’z("“yz), HG,, = x.y.e?)

Note that in the above equation, the Gaussian term, in the form HGO,O manifests. This term
does not have a central dark core in its spatial profile. Under propagation along an axis z, the
contribution of Gouy phase on the modes as they propagate must also be considered. For HG
modes, the Gouy phase term is represented as:

Opn = (m+m+Dtan™ = (6)

where m and n are the indices of the HG mode with the form HG_ , z is the propagation dis-
tance, and z, is the Rayleigh length. For the HG modes under consideration here,
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5() = 8,,-8,, =

— = — - 12
0,0 6 1,1 60,0 Ztan ZR

0,2 0,0

The intensity of the SHG field is given by,

2
SHG|

I, @ = |E
2
SHG

L@ = |HG,,

2 2 2
+|HG,| +4|HG, | +a,2|HG,
-2(1-2A,%)HG, HG,,+2 A, *cos(A ) )
(HG,,+HG,,)HG,,

where for small A (sinA)) ~ 0, (cos A)) ~ 1, (sin?A) = A ?

0z) = 0,5~ 0y = 0y, =0y = Oy 0y = Ztanilzik

From Eq. (7) we can see that Gouy phase impacts the spatial intensity profile of the SFG field
in the far-field as its finite value (as Z increases) means that there is contribution to the overall
spatial profile by the HG,, mode. Following this derivation, we can also form expressions for
the SFG field under conditions where the fundamental w, and Stokes w, fields have the same
and opposite topological charge. The expressions for the intensity of the SFG fields in each
case are given by:

2 2 2 2
2@ = [HG, | +|HG,|+(a,+4,) |HG,| +4|HG, | -206, Ha,
(4,+4) ®
* 2 COS(S(H Gz,o +H Go,z)H Go,o
2 2 2 5 2
@ = [HG,| + [HG,| +|HG,| - (a,+4,) [HG, | +216,,HG,
+2c0s8(H G,y +HG,,)HG,, ©)

The spatial profile for the SHG field and the SFG field under the two different conditions
where the fundamental and Stokes fields have the same, and opposite topological charge
have been simulated, and are shown in Figure 13.

The simulated spatial intensity profiles of the SHG and SFG beams in the near- and far-fields
very well replicate the spatial profiles observed experimentally in Figure 10. The interference
patterns of the SFG fields under the conditions where the fundamental and Stokes have the
same topological charge, and the opposite topological charge were simulated, and these are
shown in Figure 14(a) and (b), respectively.

The simulated interference patterns clearly replicate the experimental results and show that
while the SFG field can have an annular spatial intensity profile in the near-field, it is also possi-
ble that the beam does not have a finite topological charge, and exhibits a topological charge [ =0
(in this case, occurring where fundamental and Stokes beams have opposite topological charge).
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Figure 13. Simulated spatial intensity profiles of the SHG beam in (a) near-field; and (b) far-field. Simulated spatial
intensity profile of the SFG field in (c) near-field; and (d) far-field, where the fundamental and Stokes fields have the
same topological charge. Simulated spatial intensity profile of the SFG field in (e) near-field; and (f) far-field, where the
fundamental and Stokes fields have opposite topological charge [22, 23].

This study of vortex beam dynamics under SHG and SFG within a laser cavity has yielded
interesting results. Under the process of SHG or SFG, the wavelength of the vortex beam is
converted as expected. The spatial intensity profile in the near-field is that of a vortex beam
with a central dark spot with a size consistent with a vortex beam with the magnitude of
topological charge equal to the sum of the magnitude of topological charge of the initial fields.
What was unexpected was the evolution of the spatial intensity profile of the SHG/SFG vortex
field as it propagates out of the laser cavity. While in the near-field, a perfect annular spatial

[l

(a)

Figure 14. Simulated interference patterns for the SFG field where (a) both fundamental and Stokes fields have the same
topological charge; and (b) fundamental and Stokes fields have opposite topological charge [23].
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intensity profile is produced, as it propagates into the far-field, the profile evolves to resemble
that of an annular beam with a central bright spot. Through decomposition of the vortex
modes constituting the fundamental and Stokes modes, into HG modes, it is revealed that
upon propagation out of the laser resonator, the contribution of Gouy phase shift must also
be considered. This Gouy phase directly impacts the spatial profile of the vortex beam in the
far field, resulting in the presence of a non-zero central region.

The variation in the spatial profile of the vortex beam in the near- and far-fields is interest-
ing as this adds to the flexibility and range of applications for this type of laser beam. In one
instance, the annular profile in the near-field may be re-imaged for applications where a cen-
tral null is required, however in other applications, the far-field profile can be utilised where
a Gaussian-like beam is required. Furthermore, it has been demonstrated that under SFG, it
is possible to produce an annular beam without a net topological charge. This may also be
of use in certain applications where an annular spatial profile is desired, but orbital angular
momentum is not.

3.3. Optical parametric oscillation

OPO is an effective means of significantly increasing the wavelength of a laser beam. Using
OPOs, laser beam wavelengths can be extended from the visible out to the infra-red [28,
36, 37]. The efficiency with which this can take place is dependent on the effective non-
linearity of the non-linear crystal being used for conversion, and its transparency in the
wavelength range being generated. In this non-linear process, an initial laser field, desig-
nated the ‘pump’ is split into two laser fields of lower energy (longer wavelength). The field
with the longer wavelength is designated the ‘idler’, while that of the shorter wavelength,
the ‘signal’. The sum of the frequency of the signal and idler equal that of the pump, that
is, w, + W= W,

The dynamics of vortex laser beam transformation under optical parametric oscillation has
been studied in the context of continuous-wave OPOs [38, 39]; however in these studies, the
wavelength tuning diversity and power scaling properties of vortex beams produced in this
non-linear process has not been examined. In this section, we examine the process of topologi-
cal charge transfer and wavelength extension of vortex laser beams via the OPO process, with
pump beams initially at wavelengths of 1064 and 532 nm. Conventional solid-state lasers pro-
ducing nanosecond pulsed radiation at these wavelengths are used, along with spiral phase
plates (see Section 2.1) to transform these Gaussian laser beams into vortex laser beams with
topological charge | = 1. This vortex beam (pump field) is then injected into an optical para-
metric oscillator and converted to the signal and idler fields. By altering the resonator geom-
etry and the crystal used for the OPO process, the dynamics by which the pump vortex beam
is transformed, to generate signal and idler fields with different topological charge can be
controlled. By tuning the phase matching conditions within the OPO, significant wavelength
tuning of the generated signal and idler fields can be achieved.

Four different OPO setups are discussed here. The general OPO system layout is depicted in
Figure 15, and the properties of each element used in the four configurations are summarised
in Table 1.
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Figure 15. General vortex OPO system layout.
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For each of the resonator configurations listed in Table 1, the topological charge transfer pro-
cess from the pump to the signal and idler fields is different, and this is detailed in the follow-
ing sections.

3.3.1. Plane-plane OPO resonator using KTP (Setup A)

In this system, a KTP crystal is used to phase match for degenerate OPO operation, in which
the wavelength of the signal and idler fields are the same. The incident pump field is a vortex
laser beam with topological charge [ =1 at a wavelength of 1064 nm, and the resultant signal

Setup A (plane-plane OPO B (concave-concave C (concave-plane OPO D (plane-concave OPO
using KTP) OPO using KTP) using cascaded KTP)  using cascaded LBO)
Pump laser 1064 nm, 45 ns, 50 Hz 1064 nm, 25 ns, 50 Hz 1064 nm, 25ns, 50 Hz 532 nm, 25 ns, 50 Hz
Spiral phase Designed to produce Designed to produce ~ Designed to produce  Designed to produce {=1
plate {=1vortexat1064 nm {=1vortexat1064nm (=1 vortex at 1064 nm vortex at 532 nm
Focusing f=700 mm lens Focal spot =520 pm Focal spot =450 pm Focal spot =750 pm
lens/spot diameter diameter diameter
diameter on
OPO crystal
Input mirror Flat, R=98% at 2 pm; Radius of curvature Radius of curvature Flat, HR at 980 nm, HT at
T=90% at 1 pm (ROC) =2000 mm, (ROC) =2000 mm, 532 nm
R=98% at2 pm; T R=98% at 2 um;
=90% at 1 um HT at1 pm
OPO crystal KTP, 5 x 5 x 30 mm?, KTP, 5 x 5 x 30 mm?, Two cascaded KTP Two cascaded LBO
0=514 0=514 crystals, 12 x 9 x 27 crystals, 30 x 33 mm?,
mm®, 0 =53" 0=90,¢$=0
Output Flat, R=80% at 2 pm; ROC =100 mm, Flat, R=50% at 2 um;  Flat folding mirror with
mirror HT at 1 pm R=80% at 2 um; HTat1 pm HR at <980 nm and HT

T=80% at1 um

at > 1180 nm; combined
with either: concave
mirror, R = 80% at 980

nm (resonate signal) OR
concave mirror, R =60% at
1180 nm (resonate idler)

Table 1. Details of each resonator element used in the different OPO configurations examined in Refs. [40-43].
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and idler fields have the same wavelength of 2128 nm. In this system, the topological charge of
the pump beam was observed to evenly split between the signal and idler fields, in this case,
they both receive a topological charge of | = % Spatial profiles of the pump, signal and idler
fields are shown in Figure 16.

It can be clearly seen that the spatial profile of the signal beam (Figure 16(b)) resembles a
half-crescent shape, while that of the idler (Figure 16(c)) appears somewhat Gaussian. The
topological charge state of the signal and idler fields is determined through frequency dou-
bling of the fields. Here, the spatial profiles of the frequency-doubled signal and idler are
shown in Figure 17(a) and (b), respectively; and their corresponding interference patterns in
Figure 17(c) and (d), respectively.

The spatial profile and interference pattern (Figure 17(a) and (c)) of the frequency-doubled
signal beam resembles that of a vortex beam with a topological charge of 1,confirming that
the signal field has a topological charge of 2, knowing that the topological charge of the
frequency-doubled field is double that of the original field (see Section 3.2). The spatial profile
of the frequency-doubled idler shows an offset null region (Figure 17(b)); this offset is due to
the effect of beam-walk-off for the polarisation of the idler beam (o-wave) in this OPO phase
matching geometry. From the interference pattern (Figure 17(d)), it is clear that this beam also
shows a topological charge of 1, also showing that the idler field also has a topological charge
of Y. In this system, isotropic sharing of the topological charge of the incident pump field
between the signal and idler takes place.

3.3.2. Concave-concave OPO resonator using KTP (Setup B)

In this system, in contrast to the plane-plane resonator, the resonator mirrors are both concave.
The same KTP crystal was used to phase match the OPO process. In this system, wavelength tun-
ing of the signal and idler fields was also investigated by changing the phase matching conditions.

It was found that the signal field could be tuned through a wavelength range of 19532158
nm [41]. Interestingly, in this system, isotropic topological charge sharing from the pump
to signal and idler fields was not observed. Instead, anisotropic charge transfer occurred

(a) (b} (c)

Figure 16. Spatial intensity profiles of (a) pump; (b) signal; (c) idler fields generated from the plane-plane OPO resonator
using KTP in a degenerate phase matching configuration [40].
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{a) (b) (c) (d)

Figure 17. Spatial intensity profiles of (a) frequency-doubled signal, (b) frequency-doubled idler field, and interference
patterns of (c) the frequency-doubled signal field, and (d) the frequency-doubled idler field [40].

between the pump and signal fields. In this case, the signal field always received the topo-
logical charge of the pump field, whilst the idler field remained Gaussian with topological
charge ¢ = 0. Images of the spatial profile of the pump, signal and idler fields are shown in
Figure 18(a)-(c), respectively. The topological charge state of the signal and idler beams
was directly determined (not frequency-doubled as detailed in Section 3.3.1) through the

(c)

(el

Figure 18. Spatial intensity patterns for (a) pump, (b) signal and (c) idler fields. The interference pattern generated
through a self-referencing technique is shown for (d) the signal and (e) the idler fields [41].
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use of a self-referencing interference technique [41]. In this technique, a set of two fork-like
patterns are generated instead of one as generated through the Mach-Zehnder interfer-
ometer detailed previously. The intereference patterns for the signal and idler fields are
shown in Figure 18(d) and (e), respectively. The fork pattern seen in Figure 18(d) shows
that the signal field has a topological charge ¢ = 1, the same as the input pump beam, and
the absence of any fork pattern in Figure 18(e) shows that the idler field has a topological
charge £ =0.

The anisotropic topological charge transfer which occurs in this system can be understood
through examination of how the signal and idler beams are produced within the OPO res-
onator. In contrast to the plane-plane resonator, the plane-concave resonator has a finite
Rayleigh range of Z = 50mm. Due to this property, the effect of Gouy phase on the signal
and idler fields must be considered, similar to that already discussed in the context of intra-
cavity SFG/SHG. It is also important to realise that the pump and signal fields have the same
polarisation (both e-waves), while the idler has an orthogonal polarisation (o-wave) due to
the OPO phase matching condition used in the KTP crystal (type-II phase matching). Due to
the finite Rayleigh length, there exists a phase shift between a Gaussian mode and the { =1
vortex mode of ~1.2 rad. This effectively means that the overlap between a Gaussian mode
and the vortex mode is reduced. Furthermore, the idler field also exhibits beam walk-off in
the KTP crystal due to its polarisation state. The net effect of this walk-off is that the overlap
between the idler mode and the vortex pump mode is impacted, significantly reducing the
possibility of the idler mode taking on the profile of the vortex pump field. It is these two
factors, Gouy phase shift and beam walk-off, within this OPO resonator configuration, which
enforces topological charge transfer from the pump field to the signal field, while the idler
field remains Gaussian.

With this concave-concave resonator design, the use of two KTP crystals simultaneously in
a cascaded configuration was also investigated (Setup C) [42]. This enabled the wavelength
tuning of both the signal and idler waves, and compensation of walk-off of the idler beam.
Using this configuration, wavelength tuning of the signal beam across the range 1820 - 1954
nm and tuning of the idler beam across the range 2561-2335 nm could be achieved.

3.3.3. Plane-concave resonator using LBO (Setup D)

In this system a plano-concave OPO resonator was used, however, the KTP crystal was
replaced for lithium niobate (LBO) cut for non-critical (type I) phase matching. In this phase
matching scheme, an e-wave is converted into two o-waves e — o + 0. In this setup, two cas-
caded LBO crystals were used to enable wavelength tuning of both the signal and idler fields.
Also, in this system, the pump field was generated at 532 nm instead of 1064 nm as used in
the previous setups.

Initially, this system was setup to resonate both the signal and idler fields in a doubly resonant
configuration. Due to a lack of walk-off of the signal or idler fields (due to the LBO crystal and
phase matching geometry), no preferential topological charge transfer was observed from
the pump to either of these fields. As a result, the signal and idler fields were both observed
to exit the OPO resonator with mode structure which is an incoherent superposition of both
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Gaussian and vortex mode profiles. To achieve preferential topological charge transfer from
the pump field to either the signal or the idler field, it was necessary to resonate only one of
these fields. In the case where only the signal field was oscillated, the topological charge of
the pump was transferred to the signal, and similarly if only the idler field was resonated, the
topological charge of the pump was transferred to the idler field. Hence, anisotropic topologi-
cal charge transfer from the pump to the signal or idler fields could be selectively achieved.
Wavelength tuning of the signal could be achieved across a range 850-990 nm, and that of the
idler from 1130-1300 nm [43].

3.4. Difference-frequency generation of vortex beams

In addition to wavelength extension of vortex beams using an OPO, further wavelength
extension of these vortex beams was explored by using DFG of the generated signal and idler
fields. In this work, the signal and idler output from the plano-concave resonator incorporat-
ing cascaded KTP crystals (Setup C) was focussed into a zinc germanium phosphide (ZGP)
crystal for DFG conversion under Type-I phase matching. It was found that through tuning of
the signal and idler wavelengths, the resultant DFG field could be wavelength tuned through
a range 6.3-12 um, significantly extending the wavelength reach of vortex laser beams into
the mid/far infra-red [42].

In this configuration, it was also found that conservation of topological charge was main-
tained in this process. In the DFG process, the conservation law of topological charge follows
the relationship:

Ws W

l

DFG

" el (L-1) (10)
where W and w, are the frequencies of the signal and idler fields, respectively, and lDFG, ls,
and /, are the topological charge of the DFG, signal and idler fields, respectively. From Eq.
(10), it can be seen that the sign of the topological charge of the DFG field is dependent on the
frequencies of the signal and idler fields. When the frequency of the signal is greater than that
of the idler, a positive topological charge is produced, and when the frequency of the idler is
greater than the signal, a negative topological charge is generated. Therefore, by swapping
the frequency of the signal and idler fields, it is possible to swap the sign of the topological
charge of the resultant DFG field, thereby imparting an additional method of controlling the
topological charge state of the generated vortex field.

From these studies, it is clear that OPOs offer an effective method of significantly extend-
ing the wavelength diversity of vortex laser beams. Interestingly, the dynamics by which
the beams are converted can be readily controlled through careful consideration of the OPO
resonator design and the crystals which are used in the OPO process. Here, not only can
control of the wavelength of the vortex beam be achieved, but also, the transfer of topological
charge of the pump beam to the signal and idler beams can be manipulated. Significantly, the
generation of a vortex laser beam with [ = % can be achieved through this non-linear conver-
sion process. In contrast to conventional vortex laser beams with an annular spatial profile,
this crescent spatial profile lends itself to numerous new applications including fabrication of
novel devices such as meta-materials.
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3. Summary

In this chapter, we have presented results detailing both the direct generation of vortex laser
beams from solid-state laser systems, and their wavelength conversion via non-linear optical
methods. The results show the great diversity of vortex outputs that can be generated, both
in terms of spatial profile, topological charge and wavelength. It is through this continual
examination of the dynamics of vortex laser beams, that the characteristics of these beams can
be manipulated, and thus expanding the range of applications to which they can be applied.
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Abstract

Superconducting vortices are a well known class of vortices, each of them carrying a
single magnetic flux quantum. In this chapter the authors present the results of low
temperature Magnetic Force Microscopy experiments to investigate the nucleation and
dynamics of superconducting vortices in magnetically coupled Superconductor/
Ferromagnet (S/F) heterostructures made by Nb/Py. It is here shown that by controlling
the thicknesses of both S and F layer, the formation of spontaneous vortex-antivortex
pairs (V-AV) can be favored and their confinement and mobility can be tuned. The
experimental results are compared with two theoretical models dealing with the
spontaneous nucleation of V/AV pairs in the limits of S thickness respectively greater
and smaller than the London penetration depth. It is shown that vortex nucleation and
confinement is regulated by the intensity of the out-of-plane component of the
magnetization with respect to a critical magnetization set by the thickness of both S and
Flayers. Additionally, external field cooling processes were used to probe in-field vortex
nucleation and V-AV unbalancing, whereas the sweeping of an external magnetic field
when below the superconducting critical temperature was used to force the vortex into
motion, probing the vortex mobility/rigidity and the vortex avalanche events.

Keywords: superconductivity, ferromagnetism, vortex-antivortex
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1. Introduction

Superconductivity has a great potential to play a significant role in the development of new
clean energy technologies by minimizing the losses in electrical current transport. However, the
widespread use of superconducting materials is still limited by a few critical parameters, such
as critical current, critical magnetic field, and critical temperature and, therefore, the active
research on new superconducting technologies is underway.

Conventional superconductors are well described in the framework of the Ginzburg-Landau
(G-L) theory [1]. Within G-L theory, the introduction of the G-L parameter k = % leads to

differentiation between type I and type II superconductors for cases when k > % and k < %,

respectively. The two characteristic superconducting length scales, the coherence length (&)
and penetration depth (A), are intimately related to the superconducting material. The
superconducting order parameter describing the local density of the superconducting Cooper
pairs varies at length scale defined by the coherence length, while the penetration depth
characterizes the distance at which the external magnetic field is exponentially screened from
the interior of a superconducting sample (Meissner effect). In type Il superconductors, the
nucleation of quantized magnetic flux tubes, Abrikosov vortices, enables the persistence of
the superconducting state in high applied magnetic fields up to the upper critical field H , at

which the superconductivity is destroyed. The mixed state (or Shubnikov state) of type II
superconductors persists in applied magnetic fields H between H ; < H < H_,, where H ;(T)

and H ,(T) are the lower and upper critical fields, respectively, making these materials very

technologically relevant. It has been theoretically predicted by Abrikosov [2] and later
experimentally shown by Trauble and Essman [3] that the mixed state is a macroscopic

quantum fluid having vortices each carrying a flux quantum @, = ZL’ where h is the Planck
e

constant and e is the electron charge. The vortex causes a local suppression of the supercon-
ducting order parameter on the length scale of ¢ while 1 measures the exponential decay of
magnetic field and currents, when moving away from the vortex core. In 1957, Abrikosov [2]
predicted a lattice arrangement of vortices (Figure 1) in order to minimize the energy of the
system. The vortex lattice period d is set by the intensity of the external magnetic field H

29
according to the relation d = v\/_TfOI When an external current, exceeding the critical value, is

applied to a superconductor in the mixed state, vortices are forced to move under the action
of the Lorentz force causing energy dissipation. For this reason, control of the vortex dynamics
is one of the main challenges for technological applications and fundamental science. In order
to restore a dissipation-free regime, the driving Lorentz force has to be counterbalanced by a
pinning force. In this scenario, the technological applications of type II superconductors deal
with the capability to create and control pinning centers that locally induce a suppression or
reduction of the superconducting order parameter.
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Figure 1. Periodic arrangement of vortices in a type-II superconductor in an external applied magnetic field. Each vor-

tex has a normal core, where the superconducting order parameter |1/)|2(blue line) drops to zero on the scale of &
while the magnetic field profile (red line) exponentially decays on the scale of A.

Lattice defects, dopant inclusions or peculiar sample geometry, have been proposed in order
to impose a pinning potential for the superconducting vortices [4]. An enhancement of the
critical current has been reported by bulk processing of the superconductors to create pinning
centers and by lithographic patterning of arrays of pinning centers. Magnetic pinning centers
have also been widely used for enhancing vortex pinning properties since they locally suppress
the superconducting order parameter (pair-breaking effect of the local magnetic moment) and
magnetically attract vortex lines. Several methods of introducing magnetic pinning centers
have been employed from deposition of magnetic nanoparticles to lithographically defining
magnetic nanotextures on the superconducting layer [5-30]. Magnetically coupled supercon-
ductor/ferromagnet thin film heterostructures in which the magnetic domains in the ferro-
magnet act as pinning centers have been of great interest due to ease of fabrication, scalability
for future applications, and due to basic fundamental physics governing the superconductivity
in these hybrid systems [31-52].

In the past decades a lot of effort has been focused on developing experimental techniques for
studying vortex matter at the nanoscale. Since a collective behavior of vortex dynamics can be
extracted, for example, from electronic and heat transport and magnetic measurements [53—
61], the real challenge lies in the capability to investigate single vortex, lattice arrangements,
and local mechanism of motion with a high spatial resolution. An overall view on the vortex
lattice, and its structural characteristics, can be provided by small-angle neutron scattering in
the reciprocal space [62, 63], and by Bitter decoration [3, 64], time-resolved magneto-optic
techniques [65-68], and holography electron microscopy [69] in real space. The first observa-
tion of isolated vortices was pioneered by Essman and Trauble [3] in 1967. In a low magnetic
field, they used small magnetic particles to decorate the surfaces of different superconductors
in order to get information on the arrangement of vortices in the vortex lattice. By using this
technique, large areas hundreds of microns square of the sample surface can be investigated
by taking a snapshot of the lattice. More recently, real space imaging of superconducting
vortices has been obtained by using scanning probe microscopy and spectroscopy (SPM/S)
techniques. Among all of them, scanning SQUID microscopy [70] and scanning Hall probe
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microscopy [71, 72], with a submicron spatial resolution, have been successfully used to study
the geometries, dynamics, and interactions of vortices in different systems. On the other hand,
scanning tunneling microscopy (STM), with a subnanometric resolution, is the only technique
able to image individual vortex cores by spatially mapping the amplitude of the order
parameter [73-75]. The STM method is sensitive to the electronic properties of the sample
surface and thus requires clean and flat surfaces. Although it provides a unique opportunity
to image vortices at high magnetic fields (due to sensitivity to the order parameter rather than
the magnetic profiling), STM technique cannot distinguish between the polarity of the vortices.
On the other hand, magnetic force microscopy (MFM) provides information about the vortex
polarity and requires less stringent surface quality, albeit the method is constrained to low
enough magnetic field as to distinguish the magnetic profiles of individual flux quantum [22,
23, 47-50, 76-79]. MFM measures the force between a magnetic tip and the local magnetic
moment on the surface of the investigated sample. In vacuum, the MFM operates in the so-
called noncontact regime in which nonmagnetic short range tip-sample interactions are
undetected. Being directly sensitive to the strength and direction of the stray field, MFM
provides information that is not easily available elsewhere.

Recently, low temperature magnetic force microscopy experiments (MFM) have been per-
formed by the authors to observe “spontaneous” vortex-antivortex pairs (V-AV), appearing in
the absence of an external magnetic field, in magnetically coupled superconductor/ferromag-
net (S/F) heterostructures made by niobium and permalloy (Py, NigFe,y) [47-50]. A thin film
of S5iO, separates S and F layers in order to prevent proximity effect [80]. Since the Curie
temperature T¢ of Py is much higher than the superconducting critical temperature T, a field
cooling of Nb in the spatially non-uniform Py stray field occurs. The formation of quantum
fluxes with opposite polarities, vortices and antivortices (V-AV), is a consequence of the
peculiar stripe-like magnetic configuration of the Py. The magnetization vector in the Py film
is slightly canted with respect to the film's plane so that the stray field, coming out from the
Py surface due to the small and alternating out-of-plane components, causes the nucleation of
V-AV pairs and guides their motion along such magnetic channels. Here, we detail MFM
experimental results on spontaneous V-AV formation in Nb/Py bilayers as well as on vortex
dynamics.

2. Theoretical models

In this chapter, the MFM results will be discussed in quantitative comparison with two

different theoretical models dealing with the two opposite limits of superconductor film
d d

thickness greater [51] and smaller [52] than the penetration depth, TS >1and TS < 1, respec-

tively. In the framework of S/F bilayers in which the ferromagnet exhibits alternating up-and-

down out-of-plane magnetization vectors +M,, the magnetization values required for

spontaneous vortex nucleation were deduced, for given values of stripe domain width w of F
layer, superconducting penetration depth 4 and thickness d of S film. In agreement with the
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models, in the magnetically coupled Nb/Py system the vortex formation is due to the £ M out-

of-plane components of Py magnetization. Hereinafter, we will define V or AV as the quantum
fluxes formed on the top of —M; or + M domains, respectively. Within the considered models

[51, 52], by minimizing the total free energy of the S/F system, the critical magnetizations

dg
needed to nucleate the first V-AV pair can be deduced. In the limit of - >1land — 5> 1, the

model of Laiho et al. has been taken into account [51]. The threshold magnet1zat10r1 values
required to nucleate the first pair of spontaneous straight vortices M . (Figure 2a), which

pierces through the superconducting film, or the first vortex semiloop M ,; (Figure 2b), which
Hey

8In(*W/p2)’
the formation of straight vortices is energetically favorable, and vice

d
. 1 . . . _ s _
is bent within the superconducting film, result in M = 0.2->H , and M =
respectively. If M , > M .,
versa. The energy profiles of a straight (red) and semiloop (blue) vortex are shown in Figure 2(c)
indicating that the energy minimum of the straight vortex is achieved in the middle of the
magnetic stripe domain, whereas the semiloop vortex crosses over the stripe domain wall.

Figure 2. 3D sketch of magnetically coupled S/F heterostructure with the F layer in the stripe regime. (a) In black and
white the screening supercurrents are shown, straight vortices and antivortices piercing the superconducting layer are
represented by straight arrows. (b) Semiloop vortices close inside the superconducting layer. (c) Plot of the position-
dependent energy of straight vortex (red) and semiloop vortex (blue) across a stripe.

dg
On the other hand, in the opposite limit of >1land > < 1, the model of Genkin et al. has to

be taken into account [52], where the threshold magnetlzation for spontaneous straight vortex

eff|[ @

A
nucleation results in M, ln( 7 0

(4m)°

d
W/11 , with A, f(T)—/l(T)coth( A(T)) 81].

Spontaneous vortex formation will thus be energetically regulated by the threshold condition
Mo> My )

Close to the superconducting critical temperature T, the superconducting lower critical field

is almost zero, and the critical magnetizations for the nucleation of spontaneous vortices are
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lower than M 0 As a consequence, at T ~ T o the threshold condition M 0> M o(s,D) is always

satisfied and spontaneous vortices could be formed in the Nb layer but, being 1 divergent,
w
A
temperature,H ,(T) increases with a corresponding increase in M (s, 1) For this reason,

< 1 and there is no net magnetization within the vortex area. By further decreasing the

My <M, 1y can occur and vortices can move out from the superconducting layer. Vortices
escape from the S layer when M, <M o(s,D) and Ug, < < Up,, i.e, the energy required to pin

a vortex Ug, = %H 1®Pod; is much lower than the Bean-Livingstone barrier

_(m+2)

Up, a7 H1Po2 [82]. This “escape condition” Ugy, < < Up, is always verified for the

semiloops while it is satisfied by the straight vortices only when d_ < < (w +2)1[51].

3. S/F heterostructures

In this chapter, we focus on Nb/SiO,/Py heterostructures with 1 and 2 pm thick Py layers and
Nb thickness in the range of 50-360 nm. In all cases, a 10 nm thin insulating SiO, was placed
between the S and F layers in order to have only a magnetic coupling between Nb and Py. The
choice of the insulating material is not as crucial as the choice of its thickness. It should be thick
enough to prevent electrical proximity effects, which are, in general, short-range (A to few
nanometers) but not as much to reduce the magnetic coupling between F and S layers, which
is a long-range interaction. The experiments brought us to the conclusion that 10 nm of SiO,
is sufficient to reach such a goal. All the heterostructures were made by sputtering deposition
as described in [47-50].

Nb films were characterized by both transport and magnetic measurements, showing a
superconducting critical temperature of T = (881 0.1)K. From transport measurements [47]

and by using the dirty limit expression as derived by Gorkov [83] and Kes and Tsuei [84],
¢(0K) = 12nm and A(0K) = 61nm were inferred. As a consequence, the superconducting lower
critical field was calculated to be H_; (0K) = 7200e. At the MFM measurement temperature of

6 K §(6K) = 21 nm, A(6K) = 68 nm, and H ;(6K) = 418 Oe have been derived.
Py is a ferromagnetic material where competing magnetic energies (magnetostatic, exchange,
magneto-elastic, domain wall, and anisotropy) determine the domain configurations. In thin

films, periodic stripe-like domains occur above a critical thickness of ¢, = 27[1(.i [85], where
u

A is the exchange constant and K, is the perpendicular anisotropy constant [86, 87]. We
remark that K, and consequently the critical thickness t_ can be strongly affected by the
deposition parameters [88]. In our case, by considering the typical value A = 1 x 10_6erg/cm,
t, =100+ 300nm is calculated. Stripe domains appear as a consequence of a slight magneti-

zation canting with respect to the overall in-plane orientation. The small out-of-plane
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components (+M) point alternatively in upward and downward directions across adjacent
stripes. The width w of the stripes can be controlled by the Py thickness d  following the
phenomenological relation w = « /d., [87].

Figure 3. In frequency modulation-MFM mode, a resonating cantilever scans the sample surface line by line. The stray
field coming out from it shifts the resonance frequency of the cantilever. The frequency increases (decreases) in an
attractive (repulsive) regime.

In our experiments, the choice of Py as ferromagnetic material is thus due to the high control
we can exert on w by changing the ferromagnetic thickness d, . Indeed, w affects the value of

the critical magnetization M .. For the same reason, several values of the superconducting
thickness d_have been considered in order to tune M, by keeping the same superconducting

o)
material. Indeed, once the S layer is set, the superconducting critical field H ; = 02 ln(%),
4mA

which depends on the London penetration depth 1 and on the coherence length ¢, is automat-
ically fixed.

The magnetic properties of the Nb/Py hybrids were analyzed by means of a vibrating sample
magnetometer insert of a Quantum Design PPMS and a cryogenic ultrahigh vacuum scanning
force microscope equipped with a magnetic tip and operating in frequency modulation-
magnetic force microscopy (FM-MFM) mode. Figure 3 illustrates the working principle of the
FM-MFM technique: the frequency shift df = f — f) of the resonating cantilever, due to the

stray field coming out from the sample, is acquired line by line (f is the oscillation frequency
measured during tip-sample interaction and f, is the free frequency). MFM maps were

obtained by scanning at constant tip-sample heights and the attractive/repulsive tip-sample
interaction is mapped using color contrast. For each sample, we scanned several different areas
of the surface to get good statistics. During the measurements the temperature stability was
within 0.01 K. We used a commercial Si cantilever, covered with ferromagnetic Co/Cr film,

89



90 Vortex Dynamics and Optical Vortices

with resonance frequency f, ~ 75kHz, elastic constant k ~ 2.8N/m, and nominal low magnet-

ic moment u =~ 0.3 x 10~ Bemu.

The tip coercivity H =550 + 6000e was deduced from the inversion of the magnetic

¢ tip
contrast by applying an external magnetic field. Before measuring, the tips were magnetized
in downward direction along their longitudinal axis. As a consequence, an attractive (repul-
sive) force appears as a dark (bright) contrast region in the MFM maps. In the presence of
vortices, V (AV) appears as darker (brighter) spots on the magnetic background. We remark
that the tip-sample distance plays a key role during the MFM experiments. When crossing T,
the cantilever was pulled away from the sample surface (about 10 pm), to minimize the
influence of the tip's stray field on V-AV nucleation and spatial configuration.

Typical magnetic hysteresis loop of Py-1 um and Py-1 um, in perpendicular (Figure 4a and
b) and parallel (Figure 4c and d) configurations with respect to the film plane are reported in
Figure 4.

By measuring the saturation fields H j = 130 +1600e and H_ | = 11 + 12k0e, the saturation
magnetization M as well as the uniaxial anisotropy constant K, can be estimated, resulting

H,  +H Hs ||Ms

. sl sl _ - 4erg .
inM, = i ~900Gand K, = —— ~63x10 /Cm3 [89]. The comparison between

parallel and perpendicular saturation field values confirms the presence of an easy axis mainly

K
oriented in the film's plane, whereas the ratio K_u < <1 (here, K; = 2nM§ is the stray field
d

energy density) indicates a weak perpendicular anisotropy.

(d) EFI:-
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:._...—.__—-'"Ir;-
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Figure 4. (a) Magnetic hysteresis loop of 1 um-Py in perpendicular applied magnetic field. Top left corner: MFM map
of Nb(100 nm)/Py(1 um) at T =12 K and tip-Py separation of & = 140 nm. Bottom right corner: FFT of the MFM map. (b)
Magnetic hysteresis loop of 2 um-Py in perpendicular applied magnetic field. Top corner: MFM map of Nb(200 nm)/
Py(2 pm) at T=12 K and & = 180 nm. Bottom right corner: FFT of the MFM map. (c) and (d) Magnetic hysteresis loop of
1 and 2 um-Py in parallel applied magnetic field.
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The MFM maps shown in the insets of Figure 4(a) and (b), respectively, on Nb/Py(1 pm) and
Nb/Py(2 um) samples, were taken at T =12 K with relative separation of the tip from the Py
surface of 140 and 380 nm, respectively. Before the MFM experiments, the magnetic stripes
were oriented along a preferred direction by applying an in-plane external magnetic field
greater than H . Frequency spans of the MFM images of 1.1 Hz in Nb/Py(1 um) and 1.7 Hz

in Nb/Py(2 pm), even though the tip-Py(2 um) separation is higher, indicates that the magnetic
signal coming out from 2 um-Py sample surface is definitely stronger than 2 pm-Py. In addition
to this, in the 2 um ferromagnetic layer, not only the stripe conformation is much more straight
and regular, but also the magnetic roughness along the single stripe is significantly lower, as
measured by a frequency shift of around 0.16 Hz in 2 um-Py and 0.4 Hz in 1 um-Py layer. From
the fast Fourier transform (FFT) analysis of the MFM maps, acquired in different areas of the
sample surface, an average stripe width of 490 nm + 2% and 790 nm + 4%, for the 1 ym-Py and
2 um-Py layers, respectively, can be inferred, confirming theoretical expectations w = am

[87].

In order to quantitatively compare the MFM results with the theoretical threshold conditions
for vortex nucleation, the thickness dS of Nb films and the magnetic domain width w were
tuned by changing thin film deposition rate and time and measured by statistical analyses of
MFM maps by FFT. Moreover, the knowledge of ¢(6K) and A(6K), derived from transport and
magnetic measurements, allows the estimate of H 1(6K).

Nb (nm) Py (um) wnm]+ Aw w/A  d/A M (6K) (G) M,(6K) (G) M (6K) (G)
50 1.0 490 +2% 7 074 - - 15.9

100 1.5 151 32.6 -

150 22 249 33.9 -

200 29 339 34.2 -

360 53 615 34.3 -

120 2.0 790 + 4% 12 1.8 119 26.1 -

200 29 211 25.2 -

By increasing Py thickness, the stripe width increases following a square root dependence. Note that M, is always lower
than M, except for Nb(360nm)/Py(1 um).

Table 1. Characteristic parameters of measured Nb/Py bilayers and relative critical magnetization values.

In Table 1, the thickness of the superconducting films and the magnetic domain width are
compared to the magnetic size of the vortex and the strength of the critical magnetizations is
w

derived. For all the analyzed hybrids, the ratio =

is always greater than 1. On the other hand,

d
_s
A

conditions of model [52], whereas all other samples are in agreement with model [51], having

we point out that the Nb(50 nm)/Py(1 pum) sample, being within the limit —= < 1, satisfies the

i

7 > 1. From Table 1, one can note that the formation of spontaneous straight vortices is
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energetically favored in most cases, since it results M . < M ;. Only in the case of Nb(360 nm)/

Py(1 um) the semiloop vortices are expected. At the MFM imaging temperature, vortices will
stay in the superconducting layer if the intensity of the out-of-plane components M of Py

magnetization is enough to sustain them (the temperature-dependent threshold conditions are
satisfied). If under threshold, they can still be confined in the superconductor when the energy
of the single vortex U is higher than the energy of the Bean-Livingston barrier Up, so that

the escape condition is not satisfied.
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Figure 5. Temperature-dependence of the ratio U in the studied Nb/Py heterostructures.
BL
USU

In Figure 5, we report the plot of the ratio as a function of the temperature for all of our

Upl,

samples, showing that spontaneous V-AV formation is only regulated by M, value, thus ruling

out Bean-Livingston confinement. By comparing the calculated values of the critical magnet-
izations of 15.9 and 15.1 G for Nb(50 nm)/Py(1 um) and Nb(100 nm)/Py(1 pum), respectively,
with the measured value M o = 16G [47, 90, 91], we expect a spontaneous formation of V-AV in

both samples, even though the threshold values are very close to the measured M.

4. Superconducting vortex nucleation

In Figure 6(a) and (b), the MFM images of Nb(100 nm)/Py(1 um) and Nb(50 nm)/Py(1 um)
below the superconducting critical temperature are shown. As expected, Nb(100 nm)/Py(1
um) (Figure 6a) forms spontaneous vortices and antivortices in the center of the oppositely
polarized stripes, with a vortex polarity collinear with the magnetization of the underlying
stripe domain [50]. In a scan area of 3.8 um x 3.8 um, we observe a small vortex density, with
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unequal number of vortices and antivortices, with “up” polarity vortices dominating. To gain
further insight into the imbalanced vortex—antivortex phenomenon, field cooling (FC) meas-
urements in both positive and negative magnetic fields were performed. In general, a change
in the relative density of vortices and antivortices is always expected after a field cooling
process. Indeed, the effect of the external magnetic field on the magnetization vectors is to
enhance the collinear magnetization components and compensate (partially or totally) the
anticollinear ones. When the external magnetic field totally compensates the stray field of the
ferromagnet, vortices will not nucleate on the top of them, as it happens in Figure 6(c). If the
stripe stray field is only partially compensated, vortices might be still induced. However, their
density will result lower with respect to the vortex family nucleated on stripes collinear to the
external field.

Figure 6. MFM maps in zero field cooling of (a) Nb(100 nm)/Py(1 um), T =6 K, h =130 nm; (b) Nb(50 nm)/Py(1 um), T
=6K, =200 nm. MFM of Nb(100 nm)/Py(1 um) at T = 6 K, and / = 180 nm field cooled in (c) H=+6 Oe, (d) H=-27 Oe.

Figure 6(c) shows a MFM image acquired after a FC in H = +6 Oe. Antivortices appear above
the proper stripes whereas no vortices are present above oppositely polarized magnetic
stripes. On the other hand, the map acquired after a FC in higher negative field H = -27 Oe
(Figure 6d) still shows the presence of both V and AV, even though the density of vortices
with the same polarity as the external applied field becomes higher. The absence of vortices
after a field cooling in H = 6 G (Figure 6¢) and the presence of antivortices after a field cooling
in H = -27G (Figure 6d) suggest the local unbalancing of Py out-of-plane magnetization
components. Indeed, while a positive field of 6 G is enough to compensate the “negative
stripe,” preventing vortex formation, a negative field of 27 G has only a partial effect, still
letting some antivortices to pierce the Nb film. This result points out a local residual out-of-
plane magnetization of -16.5 G.
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No clear evidence of spontaneous V-AV formation was shown by Nb(50 nm)/Py(1 pum) but
instabilities or jumps in the MFM image (marked with arrows in Figure 6b), and contrast
modulation along the stripes were measured. In reference [50], it was shown that these jumps,
which always appear in the direction of the fast-scan axis, are due to the interaction of the
vortex with the magnetic tip itself. Jumps due to the vortex motion are also visible in Figure 6(c)
and (d) and their geometrical confinement inside the stripes is proof of the role of the Py out-
of-plane component as a strong magnetic pinning source acting against the possibility for the
vortices to move perpendicularly to the stripe domains, by crossing the domain wall barrier.
The behavior below the superconducting critical temperature of the thickest superconductor
samples, Nb(360 nm)/Py(1 pm), Nb(200 nm)/Py(1 pm), and Nb(150 nm)/Py(1 pm) is present-
ed in Figure 7 [50].

Figure 7. MFM maps in zero field cooling of (a) Nb(360 nm)/Py(1 um), T =6 K, h = 110 nm; (b) Nb(200 nm)/Py(1 um), T
=6 K, h =60 nm; (c) Nb(150 nm)/Py(1 um), T = 6 K, h = 110 nm. MFM maps of (d) Nb(360 nm)/Py(1 um), (e) Nb(200
nm)/Py(1 pum), and (f) Nb(150 nm)/Py(1 pum) field cooled respectively in H=-16 Oe, H=-11.5 Oe, and H = +10 Oe.

The Nb diamagnetism causes the attenuation of the stripe contrast as the thickness of the
superconducting layer grows. Keeping the tip-sample separation fixed at # =110 nm above the
Nb surface, a low magnetic contrast is observed in the thickest sample (Nb 360 nm, Fig-
ure 7a), whereas the magnetic stripes appear visible whenever the Nb thickness is at or below
150 nm (Figure 7c). Clearly, a more efficient screening of the Py out-of-plane magnetization
component occurs in the thickest superconducting layer. In Nb(200 nm)/Py, Figure 7(b), we
reduced the tip-sample separation to & = 60 nm in order to gain sensitivity. All attempts to
unveil spontaneous V-AV in Nb(360-200-150 nm)/Py(1 um) failed, thus confirming the
agreement between the theoretical model [51] and the measured value of local magnetization
of 16 G, estimated from the transport measurements. Since the stray field from 1 um-Py film
was not sufficient by itself to induce vortices, these Nb/Py samples were cooled down in an
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out-of-plane external applied magnetic field. In Figure 7(d)-(f), three MFM maps acquired at
T =6 K on Nb(360 nm)/Py(1 um), Nb(200 nm)/Py(1 um), and Nb(150 nm)/Py(1 pum), respec-
tively, field cooled in H =-160e, H=-11.5 Oe, and H = +100 e, are reported. As expected, only
the vortices parallel to the external field direction are created. In Figure 7(f), the intensity of
the field was tuned in order to get a vortex-vortex distance matching the formation of a
triangular (or hexagonal) vortex lattice, matching the stripe confinement.

Finally, the formation of spontaneous V-AV pairs due to thicker Py layer was demonstrated in
Nb(200 nm)/Py(2 pm) (Figure 8a)and Nb(120 nm)/Py(2 um) (Figure 8b). The experimental
evidence of spontaneous V-AV nucleation and its comparison with the model [51], to which
d
S

these samples within the limit —

> 1 refer, allow us to infer the lower limit of the 2 pm-Py

out-of-plane component value resulting in > 21.1G.

MO - Py2ym|

[

Figure 8. MFM maps in zero field cooling of (a) Nb(200 nm)/Py(2 pm), T =6 K, h =180 nm; (b) Nb(120 nm)/Py(2 pm), T
=6K, h =180 nm; (c) MFM map of Nb(200 nm)/Py(2 pm) field cooled in H=+60 Oe, h = 150 nm.

In these samples we observe a high and almost uniform vortex density along the stripes as
well as the tendency for spontaneous vortices and antivortices to be paired with each other.
We correlate these experimental results to the stronger magnetic template, together with wider
magnetic stripe domains, and the thickest superconducting layer. As compared to the 1 pm-
Py layer samples, the stripe conformation in 2 um-Py samples is more straight and regular,
the magnetic signal coming out from the surface is stronger and the magnetic roughness along
the single stripe is smaller, thus highlighting a much more uniform canting of the ferromagnet's
magnetization. The frequency signal of the vortex compared to the stripe's magnetic back-
ground is 0.97 mHz in Nb(200 nm)/Py(2 pm), 0.3 mHz in Nb(120 nm)/Py(2 um), and 0.4 mHz
in Nb(100 nm)/Py(1 pum), indicating that, as expected, superconducting leaks occur in the
thinnest samples.

We speculate that the decoupling of V-AV pairs in Nb(100 nm)/Py(1 um) may be affected by
the tendency of the magnetic field lines coming out from a vortex to close inside the leak,
instead of the paired antivortex. As well as by the presence of smaller magnetic stripe domains
so that any inhomogeneity in the stripe width induces very inhomogeneous vortex density. In
Figure 8(c), the low temperature MFM map of Nb(200 nm)/Py(2 pum) after a field cooling in H
=—60 Oe is shown. The strength of the field is not enough to completely compensate the +M,,
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magnetic domain and, as a consequence, both the families of vortices and antivortices are still
in the sample, albeit in different numbers. We notice a very high vortex mobility inferred from
the frequent “vortex jumps” facilitated by the scanning magnetic tip.

5. Superconducting vortex dynamics

In Figure 9, the comparison between vortex motion in Nb(360 nm)/Py(1 um) and Nb(200 nm)/
Py(2 pm) under the sweeping of the magnetic field is reported. Figure 9(a)-(d) shows the
behavior of vortices in Nb(360 nm)/Py(1 um), after a field cooling in H = -21 Oe and by
sweeping the field up to positive values. After an initial phase, where the vortex configuration
appeared rigid, we noticed that few vortices start moving and, at H = +80 Oe (Figure 9a), a
nonuniform spatial distribution of the vortex density takes place. As a consequence of jamming
events or influenced by the intrinsic pinning, anomalous accumulations of vortices can occur.
We speculate that the presence of few higher-energy pinning centers acts as an obstacle against
the possibility for other vortices to move along a stripe. By further increasing the external field
pressure, a switching event happened at H = +122 Oe, that was captured in Figure 9(b), and
an antivortex avalanche enters during the external magnetic field sweep. The regular vortex
pattern present in the lower half of Figure 9(b) that was recorded before the avalanche is
suddenly destroyed and a disordered flux distribution sets up in the upper half of the
Figure 9(b). From this point, we kept the field constant and we imaged the vortex arrangement
that appeared not to match the Py stripe pattern (Figure 9c). We found that the antivortex
disorder (with respect to the underlying magnetic background) remains present while the
external field is reduced to zero (Figure 9d). To check if the disordered vortex pattern was not
due to any modification of the Py stripes, the sample was consequently warmed up above the
superconducting critical temperature of the Nb, and the stripe domains proved to remain
unchanged from the original configuration.

Figure 9. (a—d) MFM maps of Nb(360 nm)/Py(1 um) at T = 6 K, i = 110 nm. After a field cooling in H = -21G, the field
has been swept up +80 Oe (a), from +80 Oe to +122 G (b), kept constant at +122 Oe (c), brought down to 0 G (d). (e)-(h)
MFM maps of Nb(200 nm)/Py(2 um) at T = 6 K, h = 250 nm. The field has been applied below T, and swept from 0 to
-600 G.
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The scenario of the vortex dynamic is completely different in Nb(200 nm)/Py(2 um), where
spontaneous vortices appear below the superconducting critical temperature. In this case,
there is no need to cool down the sample in a negative (positive) magnetic field and then sweep
it to the opposite polarity, since both vortices and antivortices are already in the sample. The
extremely high mobility of the spontaneous vortices was imaged by keeping the fast-scan axis
as parallel as possible to the stripes in order to follow the vortex motion. Figure 9(e)-(h) shows
the MFM maps acquired while the field is sweeping respectively from —60 to 94 Oe, from —159
to =191 Oe, from -289 to -323 Oe, and from —483 to =516 Oe and, due to the continuous motion
of the vortices under the tip apex, it was not possible to get a clear image of a single vortex. By
sweeping the magnetic field down to -600 G, no occurrences of avalanches were recorded.

6. Magnetization measurements

Temperature-dependent low-field magnetization M(T) curves have been acquired on Nb/Py
samples in zero-field-cooling (ZFC) and field-cooling (FC) processes as follows. The samples
were first cooled down to 5 K in zero magnetic field, then a small field was applied and the
ZFC curve was obtained by measuring the magnetization as a function of the temperature
during the warming of the samples up to 10 K.
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Figure 10. (a) ZFC magnetization measured as function of T during the warming-up of Nb(200 nm)/Py(2 pum) e in 20
Oe, perpendicular to the film plane. In the inset: ZFC and FC magnetization curves. (b) Field dependence of the differ-

ence AM between the upper demagnetization branch and the lower magnetization branch of the loops in Nb(200 nm)/
Py(2 pm) and Nb(120 nm)/Py(2 pum) normalized to the Nb layer thickness d s In the inset: hysteresis loops for both

samples, at T = 6 K without the contribution of the Py film, in the perpendicular field configuration.
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After that, the FC curve was measured while cooling the sample down to 5 K, in the presence
of the applied magnetic field. In the inset of Figure 10(a), we report both the ZFC and FC curves
measured in applied magnetic field of 20 Oe perpendicular to the film plane for the sample
Nb(200 nm)/Py (2 um). The ZFC curve, in the main graph of Figure 10(a), shows the charac-
teristic behavior of a superconducting M(T), with the shielding of the magnetic field starting
just below the superconducting critical temperature. From the magnetic hysteresis loops
measured below T in the external field perpendicular to the film plane, for samples with the

same Py thickness (2 pum), but different Nb thickness (200 and 120 nm), the value of the critical
current density j. remains the same. This indicates that the vortex pinning is dominated by

the underlying ferromagnetic layer rather than by an intrinsic pinning in Nb films.
The magnetic response of the Nb layer at T = 6 K, shown in the inset of Figure 10(b), was
determined by subtracting from the M(H) measured at T < T the same curve measured at

T > T . From the hysteresis loops of the SC layers, one can evaluate the critical current density

by calculating the ratio Myds’ where AM is the difference between the upper demagnetization

and the lower magnetization branches of the loops and d. is the Nb layer thickness. As shown

in Figure 10(b), the Myds curves are perfectly overlapping.

7. Conclusions

In this work, we studied vortex-antivortex formation in magnetically coupled Nb/Py bilayers,
by varying both the superconducting and ferromagnetic thicknesses. By studying the magne-
w
a1
dition My > M, 0 0 form spontaneous V-AV (straight or semiloops) was experimentally

tostatic interaction between S and F layers satisfying the constraint = > 1, the threshold con-

shown and compared to theoretical predictions. In cases for both superconducting layer thick-

d d
ness greater or smaller than the penetration depth, TS >1or TS < 1, the temperature-depend-

ent expressions of the critical magnetizations M o(s l)(T) were found and experimentally
analyzed. By analyzing the temperature behavior of M o(s,1) (T), one can deduce that vortices
are always formed right below the superconducting critical temperature T, where
M, (s,D) (T,) = 0. As the temperature decreases, M, (s,0) (T) increases and the threshold condition

can result to be no longer satisfied, allowing the exit of the superconducting vortices from the
S layer whenever the escape condition d, < < (r + 2) is respected. We proved that our sam-

ples always satisfy the escape condition, addressing the occurrences of spontaneous V-AV
formation to a M, value higher than M o(s,D) (T). By referring to [52] for Nb(50 nm)/Py(1 pm)

and to [51] for Nb(100 nm)/Py(l1 pm), we should expect spontaneous V-AVs if
My _ Py(1um) > 159G and M, _ Py(1um) > 15.1G, respectively. From transport measurements
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[47,90,91], M 0 - Py(lum) ~ 16G was estimated and from the imaging of spontaneous V-AVs
in Nb(100 nm)/Py(1 pm), M, _ Py(1um) > 15.1G was confirmed by MFM. On the other hand,
the vortex nucleation in Nb(50 nm)/Py(1 pm) still leaves some open questions. A strong indi-

cation of the vortex nucleation in this sample is the presence of jumps appearing in the MFM
map only below T. These jumps are the signatures of the interaction between the magnetic

tip and the superconducting vortex. It is not surprising to find clearer evidence of spontaneous
V-AVs in Nb(100 nm)/Py(1 pm) rather than in Nb(50 nm)/Py(1 um). In fact, when the pene-

tration depth A(T) starts being greater than the superconducting thickness, it has to be corrected

d
s

into 2, £ f(T) = A(T)coth(ﬁ) [81]. As a consequence, as 4, £ f(T) > A(T), the vortices swell and

a greater M, value is required to accommodate them on the stripes. From a theoretical point
of view, this results in using model [52] instead of [51] that fails to satisfy the validity condition
d

Ts > 1. In Figure 11, we report the behavior of M_(d) for the two models, together with the
dependence of 2, £ on the superconducting thickness. In the framework of model [52], any

further reduction in the superconducting thickness, due for example to the presence of few
oxide layers, will favor V-AV formation, provided that the condition % < 1is satisfied. In the
case of Py(1 pm), where w = 490 nm, the thinnest superconducting layer satisfying the model
results to be ideally 10 nm thick.

" T T T T T T T T T T T T EDD
25k | T=EK & M, - Genkin el al. model |
: . M Laina et al mm:L,t‘ 500
200 1 —e—he K
:.' 1400
1] . -
i X 1300 &
. | =
4200 §
1100

—_— 0
0 20 40 60 80 100 120 140 160
dg (nm)

Figure 11. The behavior of M C(ds), M Cs(ds), and /16 £ f(ds) at T = 6 K is reported. The intersection points between

black dashed line- M ¢ and black-dashed line- M cs draw, respectively, the lower limit of the model [51] and the upper

limit of [52]. The intersection point between the red dashed lines draws the lower limit of the model [52], resulting in
dg ~ 10nm in the studied S/F system.
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In summary, we were able to estimate the value of ferromagnet's spontaneous out-of-plane
magnetization M, based on our MFM results. We have shown experimentally the robustness

of the two theoretical models describing spontaneous vortex formation in the S/F bilayer. The
field cooled experiments demonstrate that either vortices or antivortices, depending on the
sign of the external field, can be formed in the samples that lack sufficient magnetization to
form spontaneous V-AV pairs. The zero-field cooled experiments on samples fulfilling the
condition for spontaneous V-AV formation show that the V-AV population density can be
unbalanced. We also studied the dynamics of vortex and antivortex lattice under a changing
applied magnetic field. Different behavior was observed in the case of spontaneous V-AVs
compared to the case of Vs (or AVs) formed in external field cooling. After a field cooling in
a negative static field, Nb(360 nm)/Py(1 um), in the under-threshold regime, correctly shows
Vs populating the proper stripes. This vortex configuration appears rigid when the field is
swept from negative to positive values, up to 122 Oe, when an avalanche of antivortices
penetrates the superconducting layer. In fact, once this critical field is reached, vortices are
locally driven out and antivortices completely penetrate inside the sample, regardless of
underlying magnetic template. We directly imaged already the vortex lattice before and after
an avalanche in the Nb(200 nm)/Py(1 pm) sample [48]. In that case, even though the antivor-
tices suddenly penetrated the Nb layer, the magnetic confinement imposed by the Py stripe
domains was still visible. We attribute the antivortex dislocation occurring in Nb(360 nm)/
Py(1 pm) to the stronger bulk pinning in the thicker Nb films: the influence of the magnetic
template on the Nb surface decreases as much as the Nb thickness increases and, in a thick
superconducting layer, during as abrupt a phenomenon such as the avalanche, the antivor-
tices can assume a disordered configuration. On the other hand, if the magnetic field is swept
in the presence of spontaneous V-AVs, a completely different vortex dynamic occurs. No
avalanches were observed in the Nb(200 nm)/Py(2 pum) sample by ramping the external
magnetic field from 0 to —600 Oe, but a continuous motion of V-AVs occurs, as revealed in
the MFM data. The magnetic template guided the vortices along the magnetic channels,
preventing them from crossing the stripes.
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Abstract

We discovered that optical vortices with an annular spatial form and an orbital angular
momentum owing to a helical wave front enable us to twist materials, such as metal, sili-
con and azo-polymer, to form various structured matters including microneedles, chiral
nanostructures and chiral surface reliefs. Such structured matters will potentially open
the door to advanced devices, for instance, silicon photonic device, biomedical micro-
electro-mechanical systems, ultrasensitive detector for chiral chemical composites and
plasmonic metasurfaces for chiral chemical reactions.

Keywords: singular optics, optical vortices, orbital angular momentum, laser materials
processing, chiral structured materials

1. Introduction

Optical vortices [1-3] carry an annular spatial form and an orbital angular momentum (J)
owing to an associated helical wave front with phase singularity ¢ (where [ is an integer and
¢ is the azimuthal angle) (Figure 1) and they have widely received much attention in a variety
of fields, such as optical trapping and manipulations [4-6], space division multiplexing opti-
cal telecommunications [7, 8], quantum physics [9] and “super-resolution” microscopes with
a spatial resolution beyond the diffraction limit [10-12].

In recent years, we discovered that optical vortices enable us to twist various materials, for
example, metal, silicon and azo-polymer, so as to form a variety of structured matters including
microneedles, chiral nanostructures and chiral surface reliefs. Such structured matters created
by optical vortex illumination will potentially open the door to various material sciences and for

I m EC H © 2017 The Author(s). Licensee InTech. This chapter is distributed under the terms of the Creative Commons
Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use,
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Figure 1. Optical vortex.

instance, they will enable advanced photonic devices [13], biomedical micro-electro-mechanical
systems [14], ultrasensitive detector for chiral chemical composites [15] and plasmonic metasur-
faces for chiral chemical reactions [16], etc.

2. Microneedle

2.1. Metal microneedle [17]

Metal microneedles, in particular, two-dimensional metal microneedle arrays should allow
many applications, such as high-speed microscopic imaging [18], energy-saving field emis-
sion displays [19] and biomedical micro-electro-mechanical systems.

To date, several methods to fabricate metal microneedles have been proposed [20-22]; how-
ever, they are mostly based on a bottom-up technique including several chemical processes.
Thus, their time- and cost-efficiencies are limited. Laser ablation, in which a target is broken
down into its compositional elements, that is, ions and electrons, by the laser pulse illumina-
tion, has been widely studied for materials processing such as microdrilling [23], cutting [24]
and scribing of metals [25], dielectric materials and semiconductors; however, it is ill-suited
to collect compositional elements and create structured matters.

Laser ablation using optical vortex pulse (optical vortex laser ablation) [26], in which compo-
sitional elements created through laser ablation process receive orbital angular momentum
from optical vortex pulse, enables us to fabricate structured materials. It allows us to form a
metal microneedle with typically a 10 um height and a <0.3 um tip diameter merely by depo-
sition of a few optical vortex pulses onto a metal, so as to fabricate two-dimensional metal
microneedle arrays at high time- and cost-efficiencies [17].

A schematic diagram of an experimental setup for metal microneedle is shown in Figure 2. The
circular polarization associated with a helical electric field also adds spin (s) angular momen-
tum to the light [27]. The resulting circularly polarized optical vortex exhibits a total angular
momentum (J) defined as the sum of the orbital (I) and spin (s) angular momenta [28]. The
quarter-wave plate also suppressed the polarization dependence of the ablation efficiency.
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Figure 2. Schematic diagram of optical vortex laser ablation.

The target used was a polished tantalum plate with a 1-mm thickness. The pump laser used
was a conventional Q-switched Nd:YAG laser with a wavelength of 1064 nm, a pulse duration
of 30 ns and a Gaussian spatial form and its output was converted to the circularly polarized
optical vortex by utilizing a spiral phase plate (SPP) [29], fabricated by electron beam etching,
with azimuthal 2rt phase and a quarter-wave plate. The optical vortex with | =2 was focused
to be ~130-um annular spot onto the target output by an objective lens (M Plan Apo NIR,
magnification factor 10, NA 0.26 from Mitutoyo Co.). The output energy on the sample sur-
face was then fixed at 2 m]J. The ablated Ta plate was observed using a confocal laser-scanning
microscope (Keyence VK-9700/VK9710GS) with a spatial resolution of 30 nm in both depth
and transverse displacements. All experiments were performed at atmospheric pressure and
room temperature.

Laser-scanning microscope images of processed Ta surfaces by optical vortex pumping are
shown in Figure 3. After the single-shot deposition, a small bump with an approximately 4.4 um
height and 9.2 um thickness appears at the center of the processed surface. When four optical
vortex pulses were overlaid, the bump was shaped to be a needle with a height of ~10 ym and a
tip diameter of less than 0.5 um.

When | =0 (the direction of the vortex is opposite to that of the circular polarization), in which
the orbital and spin angular momenta work against with each other, the surface of Ta plate
has no small bump and a lot of debris along the azimuthal direction around the outer circum-
ference. Even when several pulses were overlaid onto the surface, only a small bump with an
aspect ratio of <3 is structured.
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; 0.5pm 2.5um

Figure 3. Metal microneedles fabricated by illumination of optical vortices with (a) /=2 and (b) J=0.

The following model will support the aforementioned experiments. The focused optical vor-
tex forces the laser-induced melted or vaporized matters to revolve azimuthally along the
annular intensity profile of the optical vortex. After that, the melted matter is confined in the
dark core and accumulates at the center of the processed surface, resulting in a structured
microneedle. We also successfully fabricated a two-dimensional and uniformly well-shaped
5 x 6 microneedle array with an average length and tip diameter of 11 and 0.5 um by optical
vortex laser ablation (Figure 4). Two optical vortex pulses are then overlaid on a target and
after that, the target was translated.

Figure 4. Two-dimensional microneedle array.
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2.2. Silicon microneedle [30]

Monocrystalline silicon nano- or microstructures can improve significantly the performance of
several photonic devices, such as photonic crystals [31], optical waveguides [32], photovoltaic
devices [33], field emission arrays and metamaterials. Optical vortex laser ablation might pro-
vide us to fabricate silicon nanostructures at high cost- and time-efficiencies.

The experimental setup was almost identical with that in the metal microneedle fabrication.
The pump laser used in this study was a picosecond Nd:YAG laser with a wavelength of 1064
nm, a pulse repetition rate of 10 Hz and a pulse duration of 20 ps and its output was con-
verted to a circularly polarized optical vortex with a total angular momentum of 2. The opti-
cal vortex pulse was focused to be a 60-pm annular spot on the Si target by an object lens. A
polished (100) monocrystalline silicon plate was used as the target. The ablated surface of the
Si plate with a sputtered platinum coating was observed by a scanning electron microscope
(JEOL, JSM-6010LA) with a spatial resolution of 8 nm at 3 kV. These experiments were also
performed at atmospheric pressure and room temperature.

Picosecond optical vortex pulse with an energy of 0.6 mJ, which is sufficiently higher than
the ablation threshold of ~0.03 mJ, was deposited on the target, so as to fabricate a debris-free
needle with a height of 14 um (the “length” defined as the length between the top and bottom
ends of the needle was also measured to be 15 pm), a tip curvature of 160 nm and a thickness,
defined as the full-width at 50% height of the needle, of approximately 2.9 um (Figure 5a).

Worse heating effects arising from nanosecond pulse illumination (wavelength, 1064 nm;
pulse energy, 0.6 mJ; pulse duration, 20 ns) suppress such needles formation, thereby yielding
only a bump with a height of ~10um (a length of ~12 pm) and a thickness of ~9.8 um (>3 times
that of the needle obtained by picosecond pulse illumination), even at the high-energy pump-
ing (Figure 5b). These results indicate that the silicon needle formation requires picosecond
pulse illumination with less heating effects.

Several overlaid picosecond vortex pulses enabled us to shape the needle with a height of
~40 pm. The experimental height, length and thickness of the needle as a function of the
vortex pulse energy are shown in Figure 6.
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Figure 5. Monocrystalline silicon needles fabricated by (a) picosecond and (b) nanosecond optical vortex pulses.
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Figure 6. (a) Monocrystalline silicon needle by 10 overlaid vortex pulses and (b) height and thickness of the needle as a
function of number of overlaid pulses.

The needle fabricated by picosecond vortex pulse irradiation exhibits the identical electron
backscattering diffraction pattern to that of the silicon substrate with a lattice index of (1 0 0),
although the needle had submicron-sized voids arising from thermal shock by illumination
with optical vortex pulses (Figure 7). Namely, the monocrystalline needle was epitaxially
grown on the silicon substrate.

In general, the silicon irradiated by ultrafast (femtosecond or picosecond) laser pulse was
recrystallized mostly to form polycrystalline materials [34, 35]. How does the optical vortex
illumination create such monocrystalline silicon structures?

The temporal dynamics of the silicon needle formation was investigated by utilizing an ultra-
high-speed camera with a frame rate of 5 x 10° frame/s. Optical vortex pulse deposition pro-
vides the melted silicon optical radiation forces such as an optical angular momentum and a
forward scattering force, F (r), written as follows:

F, o r2eo @

where lu(r)|? is the intensity profile of the optical vortex, r is the radial coordinate of the
optical field and w, is the beam waist of the vortex pulse on the Si substrate, respectively. The
resulting radial gradient AF(r) of the forward scattering force around the dark core (r < w,) is
then given by

AF, o« —2re™2e. <1 - 2;—2) = =2r. )

0
The radial gradient AF(r) acts as a restoring force to collect the melted silicon within the dark
core of the optical vortex. Also, the vaporization-induced recoil pressure [36] directs the
melted silicon to the dark core. After the vortex pulse is gone (the recoil pressure is also gone),
the melted silicon further transports toward the dark core by thermal diffusion effects. An
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Figure 7. (a) Electron backscattering pattern of the silicon needle, (b) lattice index of the silicon needle and (c) energy
dispersive X-ray spectrum of the silicon needle.

additional 200-600 ns later, the silicon is supercooled to recrystallize at the core (Figure 8a). A
capillary wave [36] induced by the optical vortex illumination also ejects superfluous silicon
droplets with a radius a given by the following formula,

“= 4p 03\710——]\/12 ®)
where o is the surface tension coefficient (770 mN/m), v is the velocity of the silicon droplet
(~50 m/s; the velocity was estimated from Figure 8a) and M is the Mach number (~0.3), respec-
tively. The estimated a (~1.3 um) is consistent with experimental one (~2.0 pm). Such slow
solid-liquid hydrodynamics at a microsecond time scale enables us to establish the monocrys-
talline silicon needle.

Also, the silicon was pumped by a circularly polarized annular beam with the pulse energy of
0.8 m] (without any orbital angular momentum) produced by a damaged mirror. The silicon
cone-shaped structure with a height of ~9.0 um and a thickness of ~3.6 pm then was formed.
The silicon droplets flied away with a wide divergence angle 8 (>6°) from the silicon sub-
strate, so as to impact efficient accumulation of the silicon on the substrate (Figure 8b). We
conclude that such straight flight straight flight of silicon droplets with spinning motion is
induced by the optical vortices to establish the silicon needle.
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Figure 8. Temporal evolutions of silicon needle formation pumped by (a) optical vortex pulse and (b) annular beam
without orbital angular momentum.

The spinning motion of the droplets cannot be directly observed, because of a relatively low
spatial resolution (~1.2 pm) of the high-speed camera and it should be further investigated by
utilizing nanosecond pump-probe analysis with high spatial and temporal resolutions [37].

Also, note that the spin—orbital angular momentum coupling effect is negligible in the present
experiments based on optical vortex pumping with a low numerical aperture and a short pulse
duration. The fabrication efficiency of the needles is almost 100%, though the individual nee-
dles to exhibit an individual length and height with a relatively large standard error of 3—4 pm.



Optical Vortices Illumination Enables the Creation of Chiral Nanostructures
http://dx.doi.org/10.5772/67073

3. Chiral structures

3.1. Chiral metal nanoneedle [38, 39]

Chiral metal nanoneedles will explore potentially various material sciences, for instance,
selective assignment of the chirality and optical activity of molecules and chemical compos-
ites on a nanoscale and asymmetric chemical synthesis on plasmonic metasurfaces. However,
no technique for twisting metal to form chiral metal nanoneedles has been established yet.
Laser material processing has not been used to produce chiral metal nanoneedles, either.

Optical vortex with a helical wave front carries a handedness determined by the sign of the
orbital angular momentum. If optical vortices can transfer their handedness to the melted
metal through laser ablation processes, they will twist metal to form chiral metal nanoneedles.

Schematic diagram of experimental setup is almost identical with that as shown in Figure 2. A
circularly polarized nanosecond optical vortex pulse (wavelength 1 um, pulse width 30 ns, total
angular momentum 2) was focused to be an annular spatial form with a diameter of <65 um
onto a metal. Four vortex pulses then were overlaid. The pulse energy was ~0.3 mJ, correspond-
ing to <1/6 that used in Section 2. The handedness of the optical vortex pulse was reversed by
inverting the SPP and QWP.

A needle with a tip curvature of <72 nm and a height of <10 um, respectively, was formed at
the center of the ablated zone with a smooth outline (Figure 9a) and its conical surface was
also twisted azimuthally in the clockwise direction (Figure 9b). At higher energy pumping,
the chiral nanoneedle formation was inhibited. When the handedness of the optical vortex
(total angular momentum 2) was reversed, a needle was twisted azimuthally in the counter-
clockwise direction (Figure 9c and d). These results, in which the handedness of the optical
vortex can determine the twisting direction, for example, chirality of the nanoneedle, evidence
that the metal melt by optical vortex illumination is forced to revolve azimuthally around the
dark core by orbital angular momentum transfer effects.

The tip curvature of the twisted nanoneedle was further found to be inversely proportional
to NA of the focusing optics (vortex pulse fluence was fixed to <9 J/cm?) and the minimum
value was measured to be 36 nm, which is <1/25 of the optical vortex wavelength (1064 nm)
(Figure 10).

The electric resistance of the nanoneedle was measured to be <0.05 Q) by using two
50-pum-diameter tungsten probes. This value was identical to that of the substrate. Energy-
dispersive X-ray (EDX) spectrum of the nanoneedle was also almost identical to that of the
substrate, evidencing that the nanoneedle is perfectly metallic (Figure 11).

To make clear whether the wave front or polarization helicity primarily contributes to chiral
nanoneedle fabrication or whether both helicities have similar contributions to chiral nanon-
eedle formation, the structures of chiral nanoneedles were further studied by using optical
vortices with various values of the angular momenta J, [ and s. The numerical aperture of the
objective lens and the optical vortex pulse energy were then tuned in the range of 0.04-0.15
and 0.2-0.8 m], respectively, so as to maintain a constant beam waist and a constant fluence.
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Figure 9. Chiral metal nanoneedles. (a) and (b) Left-handed needle, (c) and (d) right-handed needle.
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Figure 10. (a) Tip curvature of the nanoneedle as a function of NA and (b) nanoneedle with a tip curvature of 36 nm.

The chirality of the nanoneedles is determined only by the handedness of orbital angular
momentum [ (the handedness of spin angular momentum s does not matter). The spiral den-
sity of the nanoneedle (defined as the number of turns divided by the length of the nanon-
eedle) was determined by the magnitude of | rather than [ and it also increased as increasing
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Figure 11. Energy dispersive X-ray spectrum of the 36-nm chiral metal nanoneedle.

Figure 12. Chiral nanoneedles at total angular momenta ] of 0, 1 and 2.

J (Figure 12). Namely, it is found that nanoneedles created by linearly polarized second-order
(I=2,5=0) and circularly polarized first-order (I = 1, s = 1) optical vortices exhibit the same
chirality and spiral density (Figure 13).

3.2. Other chiral structures [40]

Chiral monocrystalline silicon nanostructures are difficult to fabricate even by utilizing
advanced chemical technologies [41, 42].
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Figure 13. Spiral frequency of chiral metal nanoneedle at various J, [ and s.

The target used was a polished (1 0 0) monocrystalline silicon plate. The circularly polarized
nanosecond optical vortex pulse (total angular momentum 2) was focused to be a @25-pum
annular spot onto a silicon. With this system, the experimental ablation threshold of the sili-
con was measured to be 0.02 m].

At a pulse energy of 0.1 m]J, a silicon cone with a spiral conical surface (chiral silicon cone) was
fabricated and its tip curvature and height were measured to be 110 nm and 1.0 um, respec-
tively (Figure 14).

The length of the chiral silicon cone was also measured to be 4.8 um. The chirality of the sili-
con cone was also reversed by inverting the handedness of the optical vortex pulse.

Also, note that the silicon cone had the lattice index of (1 0 0) and its electron diffraction pat-
tern and Raman spectrum were fully identical with those for the silicon substrate.

Even a copper, which has been widely investigated as a plasmonic metal, was twisted by opti-
cal vortex illumination, so as to form chiral needles (Figure 15).

- Coryvature radios; H0 pm
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Figure 14. (a) Chiral silicon cone, (b) right-handed cone and (c) left-handed cone.
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Figure 15. Left-handed and right-handed copper needles.

4, Surface relief

4.1. Chiral surface relief formation [43]

Surface relief formation has been established on azo-polymer films through mass trans-
port owing to a driving force based on an optical gradient force, anisotropic photo-fluid-
ity and cis-trans photoisomerization [44, 45]. Such surface relief provides many photonic
devices, for instance, holographic memories [46], holographic waveguides [47] and pho-
tonic circuits.

In general, the mass transport driving force arises from the spatially inhomogenous intensity
of the structured illumination, so as to direct the azo-polymer from a bright fringe toward a
dark fringe along the polarization direction of the light. Thus, a spiral surface relief formation
even by using circularly polarization is mostly inhibited.

Ambrosio et al. demonstrated the formation of spiral surface relief (termed “spiral relief”
in their work), in which tightly focused higher-order optical vortices with a high numerical
aperture (NA ~1.3) objective lens create a spiral surface relief with a shallow depth (10-20 nm)
through azimuthal mass transport owing to interference between longitudinal and transverse
optical fields [48].

Recently, we first demonstrated the formation of a single-arm chiral surface relief with a deep
modulation depth of over 1 pm by using a lower-order optical vortex together with the spin
angular momentum associated with the circular polarization.

A ~4 um-thick-spin-coated azo-polymer (poly-orange tom-1, POT) film [49] used had absorp-
tion band in the wavelength range of 300-550 nm; thus, it exhibits a photo-isomerization
behavior by green laser irradiation (Figure 16). A continuous-wave frequency-doubled
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Figure 16. (a) Photoisomerization of azo-polymer, (b) absorption of poly orange-tom 1 and (c) mass transport on azo-
polymer film to form surface relief.

Nd:YVO, laser output (a wavelength of 532 nm) was converted to be a circularly polarized
first-order optical vortex by employing a computer-generated hologram displayed on a
spatial light modulator (Hamamatsu photonics, X10468-03) and a quarter-wave plate. The
sign of the orbital angular momentum was then made the same (or opposite) to that of the
spin angular momentum, resulting in the total angular momentum J of 2 or 0. The optical vor-
tex beam with a power of ~300 pW was focused to an annular spot with a diameter of 4 um
on the azo-polymer film by an objective lens with NA ~0.45, corresponding to a focused spot
intensity of ~2.5 kW/cm?2 An exposure time on the film was fixed to be 8 s. All experiments
were performed at room temperature and in the atmosphere.

In the case of a linearly polarized optical vortex, the mass transport occurs along the polar-
ization direction to collect azo-polymer toward the dark core, so as to establish a cat-shaped
(non-spiral) surface relief (Figure 17a). Loosely focusing in our experiments impacts to pro-
duce transverse optical field, thereby preventing the spiral surface relief.

A circularly polarized optical vortex with positive orbital and spin angular momenta forces
the orbital motion of the azo-polymer in a clockwise direction to complete a single-arm spiral
structure. The resulting chiral surface relief then had a height of ~1 um and a diameter of ~5
um, respectively (Figure 17b). In contrast, a circularly polarized optical vortex beam with
negative spin angular momentum inhibited the spiral surface relief formation to establish
only non-spiral bump relief (Figure 17c).

Only circularly polarized optical vortex with positive (or negative) orbital and positive (or
negative) spin angular momenta can produce such clockwise (or counter-clockwise) spiral
surface relief on the azo-polymer film for all topological charges in a range of 1 3. The experi-
mental data are summarized in Figure 18.

In general, mass transport arising from the photo-isomerization occurs at a temperature
below the glass transition temperature of the polymer, meaning that the polymer volume
before and after the relief formation should be preserved [50]. In fact, the spiral surface relief
can be easily erased by the spatially uniform green laser illumination (0.36 W/cm?), indicating
that photo-isomerization but rather heat-induced effects (melting, expansions, ablation, etc.)
contributes predominantly to the spiral surface relief formation (Figure 19).
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1.37pm

Figure 17. Surface reliefs formed in azo-polymer film by illumination of (a) linearly polarized optical vortex, (b)
circularly polarized optical vortex with total angular momentum ] of 2, and (c) circularly polarized optical vortex with
total angular momentum ] of 0.

4.2. Theoretical discussion [51]

Why can organic azo-polymers be deformed to create a chiral surface relief by circularly
polarized optical vortices with positive (or negative) orbital and positive (or negative) spin
angular momenta?
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Figure 18. Surface reliefs formed in an azo-polymer thin film by irradiation with optical vortices with spin and orbital
angular momenta of (a) J=0(I=1,s=-1),(b)J=1(=2,5=-1),(c)J=1(I=1,5=0),(d)J=2(=3,5=-1),(e) J=2(1=2,5=0),
(0J=20=1,5=1),(g))=3(=4s=-1),(h)]=3(=3,5=0),and () J=3 (=2,5=1).

Conventional optical manipulation, in which particles play a role as electric dipoles with opti-
cally induced surface charges at the interface between themselves and a solution, has been
theoretically well established [52, 53]. However, there were few theoretical works concerning
the formation of spiral structures in isotropic and homogeneous materials using the optical
radiation force, in which the wavefront-sensitive light-induced mass transport occurs.
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Figure 19. (a) Microscope image of surface relief before uniform green laser irradiation and (b) microscope image of
surface relief after uniform green laser irradiation.

A few researchers have proposed theoretical models for such light-induced wavefront-sen-
sitive mass transport in the azo-polymer, in which the azo-molecule is considered to be a
microscopic dipole; however, their models based on a finite difference time-domain method
are difficult to understand directly how the azo-polymer homogeneous materials deform
by optical vortex illumination and how the spin and orbital angular momenta contribute to
wavefront-sensitive structures formation? [54-56]

An analytical formula for the optical vortex induced optical radiation force in an isotropic
and homogeneous material is proposed, so as to directly understand how the homogenous
materials deform by the irradiation of optical vortices with arbitrary orbital and spin angular
momenta.

The optically induced polarization charge density on an isotropic and homogeneous mate-
rial surface is zero; thus, the time-averaged optical radiation force F arising from optically
induced electric polarization is expressed by

F = (~iwe, xEx B) = 5°[x, Im(E x B) + x,Re(E x B)] @)

where E is the electric field vector, B is the magnetic flux density vector, ¢ is the dielectric
constant in a vacuum, w is the angular frequency of the optical field and x (= x,+ ix,) is the
macroscopic complex electric susceptibility, respectively. The angle brackets < > then denote
the time average.

Assuming a paraxial approximation, in which the continuous-wave optical vortex beam is
loosely focused and it propagates along the z-axis without diffraction in the material, the
scholar electric field, E(r, ¢, z), of the right-handed optical vortex with a positive topological
charge in cylindrical coordinates is given by,

E(r, o, z) = A (r)e* e et (5)

123



124 Vortex Dynamics and Optical Vortices

where A (r) is the axisymmetric amplitude and k is the wave number.

The resulting optical radiation force F can be expressed as follows:

F(r,¢,z) = 604)(7{ 125 6£2< cos¢ - e +sing - ey (%aa— TKZ)e,} o
T{ _52A2<smqb e +cosd e )+( 7? 5) +2kAZe }

where e, e and e_ are the unit vectors along the r, ¢ and z-axes, respectively; e and e are also
unit vectors for the polarization state in a Cartesian coordinate system.

The optical radiation force, given by the first and second terms in Eq. (6), is proportional to
the gradient of the optical intensity along the polarization direction and it plays a role as the
mass transport driving force. The radial optical radiation force, expressed as the third and
fourth terms in Eq. (6), acts as a restoring (or repulsive) force to direct the materials toward
(or outwards from) the dark inner core of the optical vortex with a mode field radius of x,

The axisymmetric amplitude A (r) is given as

A e

A== (2g) ot @)
Also, note that the radial optical radiation force is proportional to the real part x, of the polar-
ization susceptibility. The optical absorption force (fifth and sixth terms), which is proportional
to the imaginary part x, of the electric susceptibility, also gives the torque to the materials. The
optical absorption force given by the seventh and eighth also induces the orbital motion of
materials around the dark core. The forward scattering force given by the last term also serves
as a restorative force to confine the materials to the inner dark core, thereby yielding the radial
force proportional to the gradient of the forward scattering force.

A linearly x-polarized optical vortex without spin angular momentum (s = 0) exhibits the opti-
cal radiation force F given by,

F(r,¢,2) = 2(A2) - [{(é—ﬁ)x sing - X,.cos¢}ey+kxiez]. ®)

The optical radiation force provides mostly the clockwise torque to the materials along the
y direction (along the vertical direction to the polarization) and thereby, it prevents chiral
structures formation. The complex electric susceptibility of the material was then assumed to
be 2 + 2i, corresponding to that of the azo-polymer. The gradient of forward scattering force
will also drive the materials toward the dark core of the optical vortex, resulting in the mass
transport along the x direction (along the direction of polarization).

The circularly polarized optical vortex (s = +0) produces the optical radiation force written as
follows:

A? (. A?
F(r, ¢,2) = EO;’-(IKI —fs—zw—fof)(%)erf‘?’-{(f— |f|s+szw—z;><7’>e¢+2kA§ez}. 9)
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Figure 20. Spatial distributions of the radial and azimuthal optical radiation forces produced by optical vortices with
total angular momenta of (a) J=0(I=1,s=-1),(b) J=1(=2,s=-1),(c)J=1(=1,5=0),(d) J=2(1=3,5=-1),(e) J=2(l
=2,5=0),(f)J=2(1=15=1),(g) J=3(1=4,s=-1),(h)J=3(1=3,5=0), and (i) ] =3 (I =2, s = 1). The optical field of the
vortex, shown in white, underlies the optical radiation forces.
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When the product of [ and s is positive, the radial optical radiation force acts as a restoring
force for the materials toward the dark core and the azimuthal optical absorption force drives
the orbital motion of the materials around the dark core. The forward scattering force also
plays a role as the restoring force to confine the materials inside the dark core, thereby estab-
lishing a chiral structure.

In the case of the negative product of [ and s, the optical vortex provides the repulsive radial
optical radiation force, which competes with the effective radial force produced by the for-
ward scattering force, so as to prevent the efficient confinement of the materials in the dark
core. Furthermore, the radial radiation force and azimuthal absorption force are reversed
outside the dark core. The resulting non-twisted orbital motion of the materials will occur,
thereby yielding non-chiral structures (Figure 20).

These results, in which only optical vortices with a positive product of orbital and spin angu-
lar momenta (constructive spin-orbital coupling) enable the formation of chiral structures,
can support well the experiments of the chiral surface relief formation in the azo-polymer
film. The degeneracy among optical vortices with the same total angular momentum J is then
resolved.

As mention in Section 3, the pulsed optical vortices illumination forms spiral metal structures,
in which the melted metal is collected in the dark core after the vortex pulse has gone. Only an
optical absorption force F* will then act as the mass transport driving force through the laser
ablation process. The resulting general relationship given by

FrUl = FEO g > 0 (10)
is established.

Two optical vortices with the same total angular momentum ] should provide the same azi-
muthal optical radiation force and they are degenerate. This theoretical analysis can also
support well the experimental results obtained previously in the metal with pulsed optical
vortices illumination.

5. Conclusion

The optical vortex carries an annular intensity profile and an orbital angular momentum
owing to a helical wave front. We discovered, for the first time, that the optical vortex with
orbital angular momentum enables us to twist a melted metal, silicon and a photo-isomer-
ized polymer to establish monocrystalline achiral or chiral structures (i.e., microneedles,
microspheres, chiral nanostructures and chiral surface relief). The chirality of the structured
materials is determined selectively by the handedness of the optical vortex. A spin angular
momentum arising from to a helical electric field of the circular polarization then accelerates
(or decelerates) the chiral materials formation. Two-dimensional chiral nanostructures array
can be easily fabricated merely by translating the target and then irradiating the optical vortex
onto the target.
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We also found that chiral surface relief formation in the azo-polymers requires the irradiation
with continuous-wave optical vortices with a positive product of orbital and spin angular
momenta (constructive spin-orbital angular momentum coupling); therefore, the degeneracy
among the optical vortices with the same total angular momentum is resolved.

In contrast, spiral metal structures formation by the pulsed optical vortices illumination, the
melted metal receives only an optical absorption force as the mass transport driving force
through the laser ablation process. Thus, optical vortices with the same total angular momen-
tum | are degenerate and they create the same chiral structures.

Such chiral nanostructures will open potentially the door to develop various advanced mate-
rial sciences and technologies, such as selective identification of chiral chemical composites,
enhancement of chiral chemical reactions, plasmonic metasurfaces, nanoimaging systems,
energy-saving displays and biomedical nanoelectromechanical systems.
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Abstract

Circular vortex flows generate interesting self-organizing phenomena of particle
motions, that is, particle clustering and classification phenomena. These phenomena
result from interaction between vortex dynamics and relaxation of particle velocity due
to drag. This chapter introduces particle clustering in stirred vessels and particle classifi-
cation in Taylor vortex flow based on our previous research works. The first part of this
chapter demonstrates and explains a third category of solid-liquid separation physics
whereby particles spontaneously localize or cluster into small regions of fluids by taking
the clustering phenomena in stirred vessels as an example. The second part of this chap-
ter discusses particle classification phenomena due to shear-induced migration. Finally,
this chapter discusses about process intensification utilizing these self-organizing phe-
nomena of particle motions in vortex flows.

Keywords: solid-liquid flow, particle classification, particle clustering, chaotic-mixing
field, process intensification

1. Introduction

Vortex motions play an important role for the enhancement of transport phenomena in chem-
ical processes. Utilizing appropriate vortex motions can significantly enhance the energy
efficiency of unit operations and make chemical processes more compact and safer. Some
process intensification methods are, therefore, closely related to vortex dynamics. A continu-
ous oscillatory-baffled reactor (OBR) proposed by Mackely and Ni [1], which first appeared
in 1991, is one of successful novel tubular reactors that offers the prospect of a compact plug-
flow reactor with uniform, controllable mixing. The continuous OBR comprises tubes fitted
with equally spaced, low-constriction orifice plate baffles having an oscillatory motion super-
imposed upon the net flow of the process fluid [2]. The combination of the baffles and the
oscillatory motion creates vortical flow patterns conductive to efficient heat and mass transfer,

I m EC H © 2017 The Author(s). Licensee InTech. This chapter is distributed under the terms of the Creative Commons
Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use,
open science | open minds distribution, and reproduction in any medium, provided the original work is properly cited. [{(cc) g
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whilst maintaining plug flow. On the upstroke of the piston, toroidal vortices are formed
above the baffle. The vortices dissipate on the following downstroke of the piston, as similar
vortices are formed below the baffle. This constant creation and destruction of vortices results
in intensifying local mixing. On the other hand, the baffles are obstacles to axial dispersion,
which give a plug-flow residence time distribution. Harvey and Stonestreet [3] conducted a
case study of an OBR for a batch saponification process. According to their estimation, the
OBR can drastically reduce reactor volume from 75 m?® of the current batch reactor to 0.5 m?,
and reaction time required can be reduced from 2 h to 12 min by intensifying local mixing.

A Taylor-Couette flow reactor (TCFR) is another typical example of plug-flow-type reactors.
Appearance of pairs of counter-rotating Toroidal vortices called Taylor vortices due to hydro-
dynamic instability provides a minimal axial dispersion combined with a local mixing inten-
sity in a TCFR. In this sense, a TCFR has the potential for an ideal plug-flow reactor with low
shear stress [4], which is suitable for processes dealing with shear-sensitive materials such as
crystallizations [5], emulsion polymerization [6], bioprocesses [7] and so on.

Circular vortex flows generate another interesting self-organizing phenomena of particle
motions, that is, particle clustering and classification phenomena. These phenomena result
from interaction between vortex dynamics and relaxation of particle velocity due to drag. As
mentioned above, it has been considered that vortex motions contribute to intensification of
mixing. When we do away with this fixed idea, however, we might have a chance to develop
a novel process intensification method. This chapter introduces particle clustering in stirred
vessels and particle classification in Taylor vortex flow based on our previous research works.

The first part of this chapter demonstrates and explains a third category of solid-liquid sepa-
ration physics whereby particles spontaneously localize or cluster into small regions of fluids
by taking the clustering phenomena in stirred vessels as an example. In the second part of
this chapter, particle classification phenomena due to shear-induced migration are discussed.
Finally, this chapter discussed about process intensification utilizing these self-organizing
phenomena of particle motions in vortex flows in ‘Conclusions’ section.

2. Particle trapping in stirred flow

In this section, we aim to propose an unexpected category of solid-liquid separation physics
where weakly buoyant particles can migrate into two specific regions of non-turbulent fluid
in a mixing vessel. We apply a novel three-dimensional (3D) particle visualization method
to expose the real-time trajectories of inertial particles, and the results suggest that particles
could deviate from underlying flows, and subsequently form dense clusters. The new finding
provides a sound basis for solid-liquid separation technologies.

2.1. Experimental set-up and measurements

Figure 1shows the schematic of the stirred system, consisting of the overhead motor (Heidolph
RZ2102), a Rushton turbine and a cylindrical Perspex vessel. A digital camera (Canon Legria
HFR28) was used to take sequential images. In the flow visualization experiments, two 1000W
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Figure 1. Experimental set-up used in this study [8].

Arri IP23 lamps were used [8]. The Rushton impeller is 7 cm in diameter and placed centri-
cally in the vessel along a single shaft. The details of all other impellers are shown in Figure 2.

All experiments are completed at modest values of the Reynolds number Re (here Re = pN
D?/u < 200 where p is the fluid density, N is the rotating speed or in other words the rotating
frequency having the dimension of [1/s], D is the impeller diameter and y is the kinematic
viscosity of the fluid.

We use a wide range of particles for the trapping experiments, and 0.35 < p /p < 1.19, and
0.65 < a < 7mm, where p is the particle density, p, is the fluid density and a is the particle
diameter. Particles used in the study include polystyrene, ion-exchange resin, polymethyl
methacrylate (PMMA), urea resin, rubber particles and wooden particles. Glycerin is used
as the working fluids, and is provided by APS Healthcare (Nat Oleo, 99.7% grade). A Bohlin
CVO 50-controlled stress rheometer is used to measure the viscosity of the working liquid.

2.2. Passive particle motion

Multiphase phase mixing is an important process that takes place throughout the chemi-
cal, mineral, food and water industries. Homogenization is the ultimate goal of the mixing
devices. In particular, mechanical agitation tanks have been the first mixing-device option for
a number of processes essentially due to its versatility, comparative simplicity and effective-
ness in providing fast mixing. While multiphase mixing is of highly industrial interests, we
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{a) Rushton Impeller (0.07m (b)) Large impeller (0.15m dia- (¢} Helieal impeller  (0.07m
dinmeter) meter) dinmeter)

(d} 2 bladed impeller (0.061m  (e) 4 bladed impeller (00095m () Marine  style  impeller
diameter) diameter) (0.052m dinmeter)

Figure 2. Impeller photographs and their dimensions. (a) Rushton impeller; (b) Large impeller; (c) Helical impeller; (d)
Two bladed impeller; (e) Four bladed impeller; (f) Marine style impeller.

realize that the prior scientific contributions deal almost exclusively with single-phase fluid-
fluid mixing. In this section, we disclose the typical flow mechanism of a ‘standard’ stirred
tank that is operated in a low Re regime.

Laminar stirred tank can produce the complex path lines via chaotic advection. The passing
of blades causes the onset of chaos sea by bringing in small perturbations while producing
two isolated mixing regions, which are called ‘Kolmogorov-Arnold-Moser (KAM)’ tubes in
dynamical system. KAM tubes are the regions of confined mixed zones, segregated by well-
defined boundary layer. At low Reynolds numbers, these KAM tubes are present in the form
of toroidal vortices. From Figure 3a, we can clearly see the chaos sea (stretching and folding
areas) as well as the vortex tube, by means of dye-visualization experiment. It is also clearly
seen from this picture that the vortex structure is highly complex, consisting of island and
filaments. It should be noted that there is no material/fluid exchange between the KAM tubs
and the surrounding areas.

In Figure 3a, we can consider the dye particles as passive particles. In laminar flows, the
Lagrangian motion of a passive particle at location X = (X, Y, Z) moving according to fluid
velocity field u = (u, v, w) is mathematically captured by the following kinematic equations:
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Figure 3. (a) Chaotic sea and a KAM tube in the laminar flow system. (b) Fluid particle system for (laminar) stirred
tank at low Re; two tori present above and below the impeller. Yellow area: KAM tubes (low strain area); the rest of the
system: chaotic flow area (high strain area) [8].

G ulx1)
% = U(xp’ t)’ (1)
-

The basic assumption in obtaining Eq. (1) is that the small particles do not deviate from the
fluid velocities and do not alter the fluid velocities. For passive particles in this low-Reynolds-
number flow condition, they always stick to the streamlines in the chaos sea, and do not move
into the KAM tubes. The dye-visualization experiment can confirm that, when particles are
tiny and spherical, particles move passively along with the respective streamlines. Figure 3b
shows the conclusive fluid particle system that consists of two tori and surrounding chaotic
flow regions.

Figure 4. Particle trapping in a stirred vessel. pp/pf= 0.80, a=1.4 mm [8].
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2.3. Inertial particle clustering and criteria

Inertial particles behave completely different from passive ones. As illustrated in Figure 4,
spherical particles (with p /p,= 0.80, 2 = 1.4 mm) can deviate their respective streams, and
move into the nearby KAM tubes. In this particular case, at Re = 133, particles were poured
into the stirred tank and swiftly distributed throughout the system except the KAM tubes.
Particle focusing takes pace almost immediately, and after a few minutes certain amount of
particles have migrated into the vortices. As shown in Figure 4, two particle bands occupy
10-15% of the total fluid system, causing a highly inhomogeneous condition. This behaviour
has been discussed in Ref. [8], and this trapping phenomenon was found for a number of dif-
ferent systems with different types of inertial particles.

We also conduct 3D particle trajectory velocimetry for a single finite-sized particle, and
Figure 5 shows the Lagrangian trajectory of a single one. We start the measurement at the
moment when we introduce the particles into the system. The large dot is the particle posi-
tion at t =0. It is obvious that the particle follows a helical pattern through the impeller until it
reaches the KAM tubes (as shown in Figure 5a, c). The particles move along the vortex tubes
after they are 'sucked’ into these specific regions (Figure 5b). We also calculate the residence
time at the core of the vortex tube, and it is about 0.32 s [9].

Our theory is that when a particle is tiny, spherical and neutrally buoyant, it strictly follows the
fluid streamline; by contrast, a large inertial particle can deviate the fluid flow essentially due to
added inertia. The significance of size and density of the particle is captured by an inertia number

o =3t with St = 3(£)°Re, R = )

(<)

008

0,02

[~ =]

T — 003 T "o
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¥ [mj) : ¥ {m) ¥ im) i

Figure 5. Tracking of Lagrangian positions of a single particle for a time interval of 7s from different views [9]. (a) x-y
plane; (b) x-z plane; (c) y-z plane; (d)-(e) 3D trajectory
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where a4 is the particle radius, L is the flow-length scale, St is the Stokes number, Re is the
Reynolds number and R is the particle/fluid density ratio. The inertial factor ¢ is the ratio of
the particle relaxation time and the typical time scale of the flow. ¢ is high, indicating that
particle moves inertially and away from the underlying fluid streamline, while o is smaller,
suggesting that a particle moves passively. Sapsis and Haller derived a criterion for scattering
regions (where particles do not follow their respective streamlines) in the flow in terms of the
eigenvalue of a tensor. With further calculation, we have the scattering criteria:

oy >1 3)

where 7 is the local non-dimensional strain rate and ¢ y is interpreted as inertial stress. We
note that the strain along streamline is proportional to the radius of curvature of the stream-
line. A particle can either follow a fluid streamline if it curves less, while scatters from the
streamline when the streamline curves too much. As Eq. (3) is a local criterion, we further
obtain a global instability criterion by using the strain-Re relationship in the mixing tank. In
laminar mixing tank, we have y = kRe, where k =5 for the impeller we use in the study. The
global flow instability criterion is

koRe > 1 (4)

We then substitute Re = p N L?/p into Eq. (4), and then we can calculate the minimum speed
N, required to trigger the scattering and trapping phenomenon

mil

- M PR
Nmin ~al pf 2k x 60 (5)
Figure 6a gives the minimum speeds required to trigger the focusing effect for particles with
p,/p;=0.5, 1 and 2, respectively, in the system. We can observe from Figure 6a that denser and

smaller particles need higher speeds to trigger the instability.
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Figure 6. (a) Theory curves for critical speeds; (b) experiments versus theory.
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Figure 7. Photographs of the stirred vessel with particles after 15 min at highest speed for respective impeller. (a) Large
impeller; (b) Rushton turbine; (c) Four-bladed impeller; (d) Two-bladed impeller; (e) Helical impeller; (f) Martin turbine.

The minimum clustering speed can be theoretically predicted from Eq. (5), and we compare
the theory and experimental results in Figure 6b. It is remarkable that focusing of particles
can occur when rotation speed reaches a predictable speed that relies on the particle and fluid
properties. One more striking finding is that, we find that as long as the vortex tubes are pres-
ent in the agitation system, clustering can take place in the mixing tank, irrespective of the
impeller used for agitation. This is evident in Figure 7.

3. Particle classification phenomena in Taylor-Couette flow

Chemical and biochemical processes often have to separate, classify or disperse particles having
various size and density. Wereley and Lueptow [10] numerically revealed that the motion of
dilute, rigid and spherical particles with density greater than the fluid was determined by the
interplay between the centrifugal force and the drag force in laminar Taylor vortex flow. They
also found that particles approached a limit cycle orbit in 7-z cross-sectional plane and the limit
cycle orbit of particle depended on the density and size of particle. Furthermore, even neu-
trally buoyant particles did not follow fluid streamlines exactly. Leighton and Acrivos [11] dem-
onstrated in their experiments using a Couette device that neutrally buoyant particles might
migrate across streamlines and against concentration gradients when undergoing bounded
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shear flow. This chapter focuses on the particle classification phenomena in Taylor-Couette flow
system that are discussed in the two cases of sedimenting and floating particles.

3.1. Experimental and numerical methods

Detailed information of experimental and numerical methods appears in our previous litera-
ture [12, 13]. Figure 8 shows the experimental set-up with a measuring system. The concen-
tric cylinder system consists of an inner cylinder of stainless steel and an outer cylinder of
plexiglass in order to observe particle motions visually [12]. The outer diameter of the inner
cylinder has 50 mm and the outer cylinder has 70 mm of the inner diameter. The length of cyl-
inder system is 300 mm and the effective volume of the annular space is 550 cm?. The critical
Reynolds number for the present radius ratio (1 = 0.714) can be estimated to be Re_ = 80.6 by
the linear stability theory [14]. The working fluid is an aqueous solution of glycerin having the
density, p,=1050-1210 kg/m®. Each experimental observation was started after having passed
enough time to form a stable vortex structure.

Fluorescent green dye was used as a passive tracer to visualize vortex structure. After adding
the fluorescent green dye, the cross section of vortices was illuminated by a plane sheet of
semiconductor laser light and the sequential visual data were taken by a digital video camera.

Polymethyl methacrylate (PMMA) particles suspended in the same aqueous solution of glyc-
erol as the working fluid were fed into the top of the cylinder system at a very low flow rate
whose axial Reynolds number (Re, ) was 0.42. The particle size was initially distributed from
10 to 80 pm. Particle density, p , was distributed from 1200 to 1250 kg/m®. Hence, the density
ratio, f = p /p, was 1.04-1.05, which means the density of the particle was slightly heavier than
the fluid. The inlet concentration of particles was 0.26 wt% and the suspended solution was
withdrawn using a hypodermic needle at regular intervals at 30 mm above the bottom of the
apparatus. The sample solution was taken at both near the outer wall and in the vortex core.

b —
%N
vortex flow
~device ”

semiconductor laser

pump z

B! hypodermic needle suspended solutior
for sampling
—
L.

"~ effiuent

Figure 8. Experimental set-up [11].
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The particle size distribution (PSD) of the sampled solution was obtained by measuring the
size of particles with a microscope (KEYENCE, VHX-100N) on a number basis of percentage.
About 200 particles were counted in the PSD measurements.

On the other hand, in the case of particle classification of floating particles, ion-exchanger
acrylic resin particles (Amberlite, Organo Co.) were used [13]. The axial flow was not added
in order to spatially fix axial classification patterns. They were sieved and classified into two
groups with mean diameters of 710 and 974 um, respectively. Their densities p  were mea-
sured to be 1190 kg/m?® from their buoyancy in an aqueous solution of glycerine (the density
ratio, p /p, = 0.98). In order to distinguish between these two groups, the smaller and larger
particles were dyed with red and blue, respectively. Two grams of each group of particles was
initially added to the fluid from the top of the cylinder system. After that, the inner cylinder
was rotated at a specific rotational speed [13]. After a steady-state fluid flow was established,
the behaviour of the particles was observed using a digital video camera (NP-F960, Sony
Co.) and the RGB intensity was measured at a certain time by using image-editing software
(ImagePro Plus, Nippon Roper Co.) to characterize particle dispersion [13].

In the numerical simulation, a commercial computer fluid dynamics (CFD) code RFLOW
(Rflow Co., Ltd.) was used for the simulation of the motion of particles. This numerical code
is based on a finite-volume method and is enabled to simulate particle motion by a particle-
tracking method and a (DEM) [13]. Numerical simulations were conducted under the same
conditions as those used in the experiment, except the particle size and volumetric fraction of
particles. Our works were conducted by using two different numerical simulation methods,
namely a particle-tracking method and a DEM. For more detailed information about numeri-
cal simulation methods, refer to our previous works [12, 13].

3.2. Results and discussion

Figure 9 shows cross-sectional views presenting axial diffusion process of tracer with mea-
suring time from the injection of green dye. The Reynolds number and the axial Reynolds
numbers were 200 and 0.42, respectively. As shown in Figure 9, the flow-visualization experi-
ment using a laser-induced fluorescence method clearly revealed that there exist two distinct
mixing regions in laminar Taylor vortex flow. The tracer near the vortex cell boundary was
rapidly transported downward in the axial direction owing to the bypass flow effect. On the
other hand, the fluid element was confined to the vortex core region without being exchanged
with the outer flow region. In the case of PMMA particles whose density is slightly heavier
than the working fluid, the centrifugal force or the shear-induced particle migration due to
the rotation of inner cylinder displaces particles towards the wall of the outer cylinder and the
larger particles tend to be located more on the outside in the vortex cell. Owing to the effect
of the bypass flow, the larger particles in the outermost region of vortex cells more quickly
disperse in the axial direction. Hence, we considered that particles can be classified by taking
advantage of the bypass flow effect. Figure 10 shows diagrams of PSD in the sampled solution
and photographs of the particles corresponding to the PSDs [12]. Initially, the particle size dis-
tribution is relatively homogeneous in the range from 10 to 80 pm. The population of particles
smaller than 40 um is 52%, while that of particles larger than 40 pm is 48%. Particles smaller
than 50 pm are dominant in the vortex core region at 42 min after feeding the suspended
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Figure 9. Cross-sectional views of axial diffusion of tracer green dye (Re =200 and Re, = 0.42) [12].
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Figure 10. Particle size distribution and photographs [12]. a) Initial state; b) 42 min (vortex core); c) 42 min (outer region).

solution. The population of particles smaller than 50 pm is more than 75%. On the other hand,
particles larger than 50 um are dominant in the outer region of vortex and the population of
particles larger than 50 pm almost reaches 70%. It can be, therefore, considered that the par-
ticles are classified by the size of 50 um under this experimental condition. Figure 11 shows
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Figure 11. Time variation of PSD obtained by numerical simulation [12]. a) Upper position; b) Lower position.

the time variation of PSD numerically obtained in the upper portion (0-100 mm from the top)
and the lower portion (200-300 mm from the top), respectively [12]. In the upper portion, the
population of the smallest particles (30 um) increases with time and reaches about 65% after
18 min. On the other hand, in the time variation of PSD obtained in the lower portion, only the
largest particles can be seen even after 18 min. These numerical results suggest that particles
can be classified and collected by installing several outlet ports in the axial direction even
when the density difference is very small [12].

Figures 12 and 13 show spatially fixed axial particle dispersion patterns and their correspond-
ing RGB intensity variation in the axial direction in the case of floating particles [13]. Figure 12
indicates that the particles penetrate deeper into the Taylor vortex flow region with increasing
Reynolds number. In Figure 12(a), the coloured region is classified into two layers and the
first layer from the top dominantly contains blue particles (larger particles), and the second

a) Re =83 b) Re = 166

i

Figure 12. Front views of particle dispersion [13]. a) Re = 83; b) Re = 166.
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Figure 13. RGB intensity against axial distance from the top of apparatus [13]. (a) Re = 83; (b) Re = 166.

layer dominantly contains red ones (smaller particles). On the other hand, in Figure 12(b),
the coloured region is classified into three layers. The first layer seems to have blue and red
particles evenly. The second layer contains more blue particles and the third layer contains
more red ones.

These images show that the red and blue particles were segregated. To clarify this behaviour,
the results of a qualitative evaluation by variation of RGB intensity are shown in Figure 13
[13]. For Re = 83, the high-intensity region for blue lies between 10 and 30 mm, while that for
red lies between 30 and 50 mm. Re increases to 166, the high-intensity region for blue shifts
downward to about 30-50 mm, while that for red shifts to about 50-70 mm [13]. However, the
width of the high-intensity region for each colour remains constant at about 20 mm, irrespec-
tive of the rotational speed [13]. As the gap between the inner and outer cylinders is 10 mm,
the vertical vortex cell length, which corresponds to half of the axial wavelength, is about
10 mm. Hence, 20 mm of the axial length corresponds to the length of a pair of two counter-
rotating vortices. Flow visualization also supported that these regions correspond to pairs of
two counter-rotating vortices surrounded by inflow cell boundaries. These results indicate
that particles of the same size tend to aggregate within a certain pair of vortices and smaller
particles can penetrate deeper into the Taylor vortex flow region than larger particles.

Figure 14 shows the r-z cross-sectional plane of particle orbits which was numerically
obtained for each size [13]. Contrary to the previous case of sedimenting particles, the smaller
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Figure 14. r-z cross sections of particle orbits in the particle-tracking method at Re = 207.5 for four particles of different
sizes [13].
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Figure 15. Particle diffusion process obtained by the DEM (Re = 166) (axial distance range: 0.24-0.30 m) [13]. (a) t=0's;
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particles move along the outer orbit on a torus. This result indicates that small particles may
be exchanged between vortices owing to a bypass flow that exists in the outer region of each
vortex as previously mentioned. However, the effect of bypass flow in the case without axial
flow is smaller than in the case with axial flow. The DEM revealed two possible mechanisms
for axial transport of particles in the axial direction. One is that the axial particle dispersion can
result from the unsteadiness due to vortex development from the rest as shown in Figure 15
[13]. The other is that particle collision can induce axial particle transportation. Figures 16
and 17 show drag force acting on a particle and correlation between interparticle collision
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Figure 17. Correlation between interparticle collision and drag force [13].

and drag force [13]. In these figures, a particle is arbitrarily chosen by the DEM simulation.
Figure 16 shows the relation between the axial position of a 700-pum particle and the drag
force acting on the particle. It has been found that a large drag force is generated during the
motion of the particle over a vortex cell boundary, especially during motion towards a lower
vortex. The relation between the drag force acting on the particle and interparticle collision is
shown in Figure 17. The peaks corresponding to normal collision force indicate that the par-
ticle collides with another particle. As seen in Figure 17, the drag force acts on the particle just
after collision in almost all the cases. Therefore, particle transfer across a vortex cell boundary
is inferred to occur at the moment of a particle collision.

4. Conclusions

This chapter introduced particle clustering in stirred vessels and particle classification in
Taylor vortex flow based on our previous research works [8, 12, 13]. For particleclustering phe-
nomena, to the authors’ best knowledge, no universal agreement has been made on the ten-
dency of inertial particle motion in laminar flow system. In this study, we found that inertial
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particles can move away from their streamlines in the chaotic flow regions and subsequently
migrate into the vortex tubes. The chaos-vortex flow structure can be easily triggered in many
stirred systems; we thus expect that this trapping phenomenon can be encountered in a num-
ber of systems. For particle classification in Taylor vortex flow, on the other hand, particles
having various sizes can be classified by taking account of the vortex motion and the bypass
flow near the outer edge of vortices. In this case, the centrifugal force and the shear-induced
migration due to the rotation of inner cylinder play the important role for moving larger par-
ticles more outside in the vortex cell.

From the viewpoints of process intensification, the following applications may be consid-
ered. Firstly, clustering particles can easily eliminate isolated mixing regions, which are an
obstacle for global mixing in a stirred vessel [15, 16]. The advantage of this method is simpler
and less reliant on energy input, because shorter mixing time can be obtained at very low
Reynolds number even without inserting baffles. Secondly, Wang et al. [8] proposed a novel
solid-liquid separation technique using a conventional mixing vessel, as shown in Figure 18.
The conceptual design can find utility in a number of applications including the production
of celluloid, fat and oils, cellulose ethers, gelatin and starch. To achieve more effective sepa-
rations, stirred separators should be connected either in series or in parallel to maximize the
throughput [8].

As for particle classification phenomena, an integrated process with granulation and clas-
sification can be considered. In fact, Kim et al. [17] proposed a novel crystallizer which
simultaneously classifies the crystals utilizing vortex moving. Larger particles are moving

Liquid

Biomass

Biomass

Figure 18. A conceptual design for biomass-liquid separation applied in biorefinery [8].
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downward and smaller particles are moving upward. Small and large particles are obtained
separately from the top outlet and bottom outlet, respectively. The flow characteristics of
Taylor vortex flow are quite similar to the Dean vortex flow. Ookawara et al. [18] proposed
a micro-separator/classifier having a curved microchannel with a rectangular cross section.
This micro-separator/classifier takes advantages of the effects of centrifugal force and Dean
vortices generated at the curve channel. This clearly indicates that the particle classification
phenomena can be applied to micro-flow processes.
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Abstract

Vorticity plays a key role in determining fluid flow dynamics, especially in vortex-
dominated flows. Vortex methods, which are based on the vorticity-based formulation
of the Navier-Stokes equations, have provided deeper insight into physical reality in a
variety of flows using vorticity as a primary variable. The penalized vortex-in-cell (VIC)
method is a state-of-the-art variant of vortex methods. In the penalized VIC method,
Lagrangian fluid particles are traced by continuously updating their position and
strength from solutions at an Eulerian grid. This hybrid method retains beneficial
features of pure Lagrangian and Eulerian methods. It offers an efficient and effective
way to simulate unsteady viscous flows, thereby enabling application to a wider range
of problems in flows. This article presents the fundamentals of the penalized VIC
method and its implementations.

Keywords: vorticity, unsteady viscous flow, pressure, vortex-in-cell method, penaliza-
tion method, vorticity transport equation

1. Introduction

Vorticity is an important derived variable playing both mathematical and physical roles in the
solution and understanding of problems [1], irrespective of whether the flow is laminar or
turbulent. Vortex methods (VMs) utilize such a vorticity as a main variable of fluid dynamics.
VMs are essentially a grid-free approach in which Lagrangian fluid particles are used as basic
computational elements. The computational domain is discretized into a set of N fluid particles,
which carry time-evolving vorticity.

I m EC H © 2017 The Author(s). Licensee InTech. This chapter is distributed under the terms of the Creative Commons
Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use,
open science | open minds distribution, and reproduction in any medium, provided the original work is properly cited. [{cc) X R
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VMs are based on the vorticity-based formulation of the Navier-Stokes equations; namely, the
vorticity transport equation (VIE). There are several advantages in using the vorticity-based
formulation. Firstly, it allows a purely kinematical problem to be decoupled from the pressure
term. Thereby, the need for solving the pressure is eliminated. It means that pressure
computation is not part of the solution procedure. If the pressure field is desired, it can be
obtained in an explicit manner using the resolved vorticity and velocity fields. Secondly, the
vorticity-based formulation does not contain any frame-dependent terms (for detailed
information, refer to [2]). In rotating frame, for example, VTE is only altered by the addition
of a constant forcing function in the form of 2 Q, where Q,, is a time-dependent angular
velocity. In the primitive-variable formulation, on the other hand, the mathematical character
of the equations changes depending on whether or not the reference frame is inertial. Gresho
[3] offers more comprehensive information on the fundamental formulations for incompres-
sible flow simulations. Finally, the vorticity-based formulation is inherently able to better
resolve finer scales because vorticity is one order higher than velocity. Also, computations are
performed where vorticity-carrying particles exist, thus permitting a substantial reduction in
the computational domain.

VMs have a history as old as finite differences. Many inherent benefits were discussed in
comprehensive reviews of [4-8]. Admittedly, the primitive-variable and vorticity-based
formulations, each have their own advantages and disadvantages. Their numerical character-
istics cannot be a measure of whether one formulation is better than another. The choice of the
numerical methodology is a matter of intended application. However, it is obvious that VMs
have been an attractive alternative to conventional numerical methods based on the primitive-
variable formulation, especially in terms of vortex-dominated flow simulations.

VMs track numerically the evolution of vortices in unsteady flow. Their most serious difficulty
comes from a computational time of particle-particle interactions. Particles’ velocity computed
by the interaction can be quantified according to the familiar Biot-Savart law. This requires
O(N?) operations, which is expensive for large N. A reduction in the computational complexity
has been achieved using the fast multipole method (FMM) with hierarchical data structures,
which have had a giant impact in computations using a Lagrangian framework. FMM, which
was first introduced by Greengard and Rokhlin [9], is one of the ten algorithms with the
greatest influence of the development and practice of science and engineering in the twentieth
century [10]. FMM and its variants significantly reduce the cost of computing the interaction
with N particles; namely, O(N?) to O(NlogN) or O(N) operations (refer to [11] for a short
review).

Another approach for speed up in computation of particle velocities is the vortex-in-cell (VIC)
method, which was originally developed by Christiansen [12]. This numerical method
evaluates a velocity field, instead of the velocity of individual particles. It involves interpolation
of physical quantities (vorticity and velocity) between Lagrangian particles and an Eulerian
grid. Hence, the VIC method is often referred to as a hybrid method. In the VIC method,
velocity field is computed by solving a Poisson equation, V%) =-w or V2=~V x . A fast
Poisson solver accelerates the computation sufficiently. For example, a fast Fourier transform
(FFT)-based solver reduces an operation count to O(MIlogM), where M is the number of grid
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points. Although the amount of computation is problem dependent, the VIC method is known
to be faster than FMM to simulate unsteady viscous flows (refer to [13]).

For treating vorticity diffusion problem in VMs, several different techniques were developed
[14]; the core spreading method [15], the random-walk method [16], the particle strength
exchange method [17], the deterministic method [18], and the vortex redistribution method
[19]. Interestingly, Graham [20] successfully solved the diffusion term of VTE using an Eulerian
grid instead of complicated Lagrangian operators (also refer to [21-23]). This means that in
the VIC method both convection and diffusion parts can be evaluated on a regular grid.
Another important point of concern about VMs is boundary conditions for wall-bounded
flows. In recent years, the VIC method has been successfully combined with the penalization
method [24], which is useful to enforce boundary conditions at a solid wall (for example, refer
to [25-33]). The combination, hereafter called the penalized vortex-in-cell (pVIC) method,
greatly simplifies an entire numerical procedure required to construct a solution algorithm,
thus leading to a well-performing parallel program. As a consequence, the evolution of both
velocity and vorticity fields are evaluated on an Eulerian grid, and then the values for
Lagrangian fluid particles are determined from the grid solution using an interpolation
scheme. This offers an efficient and effective way to simulate unsteady viscous flows.

The pVIC method to simulate unsteady viscous flows will be discussed further in the
following sections. In Section 2, the basic formulations and numerical methods are described.
Section 3 describes implementations of the numerical methods and post-procedures for
obtaining pressure and force from numerical solutions. Section 4 introduces improved
implementations to further efficiently simulate a flow. Section 5 presents numerical results
and discussions to validate the presented numerical method. A summary and conclusion is
included in Section 6.

2. Basic formulation and numerical methods

For an incompressible unsteady flow of a viscous fluid, conventional VTE is expressed as
follows

aa—cto+u-Va):(a)-V)u+vV2a) (1)

where v is the kinematic viscosity. The evolution of a flow can be evaluated in a fractional step
manner. The algorithm of viscous splitting consists of sub-steps in which the convective and
diffusive effects are considered. It is thus expressed in a Lagrangian frame as
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¢ Diffusion part

Dx D
20,22~ (0-V)u+Wo 3)
Dt Dt

where D/Dt = 0/0t + u - V is the material derivative. N discrete fluid particles are linearly
superposed to approximate the vorticity field as

o(xt)= Y T)¢(x=x,) 4)

where C is a mollification of the Dirac-delta function. Each particle is characterized by its
position x, and strength I, i.e. a circulation I, = fwdV = w,V, where V, is a volume (an area in
2D) occupied by a fluid particle.

In the pVIC method, the velocity of the particles and vorticity evolution are evaluated on a
uniform grid. For doing that, the particles’” own vorticity is first transferred onto the grid

by

N —
a)(xg,t)Zh%ZFpM;,[xg hpr (5)
p

where 1 is the grid spacing. The function M}, is the third order interpolation kernel [34] defined

as

0 f0r|x| >2

M) = {2 (2= (1) fort<|xf<2 ©)

=2+ 2 orfaf <1

in each coordinate direction. This kernel conserves the Oth, 1st, and 2nd order moments.
Vorticity of a single fluid particle is transferred to the nearest 16 grid nodes in 2D and 64 grid
nodes in 3D. The resultant vorticity at grid nodes is obtained by summing the contribution of
all the particles.
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2.1. Convection via vortex-in-cell (VIC) method

In the pVIC method, a velocity vector can be expressed as

u=U, +u,=U,+Vxy (7)

where U..is a free stream velocity and u,, represents a rotational velocity. ¢ is called as a vector
potential in 3D and a stream function in 2D. Taking the curl of Eq.(7) yields the Poisson
equation V) = - w linking vorticity to the vector potential and in turn to the velocity. i is
computed on a uniform grid using a FFT-based solver. The grid for solving the Poisson
equation can define a compact computational domain with non-homogeneous Dirichlet
boundary conditions. The boundary condition of a domain (2 can be approximated using a
Green's function approach [28], which is given by

where x, € Q, x, € 00, and x, # x;. In 2D, it follows that

N
v :;—;Zl"plnuxp —xb|) )
p

Finally, rotational velocities on the nodes of the grid are computed from the definition u
using a finite difference scheme.

=V><(][}

[

In 2D, two unknowns (two components of a velocity vector) are reduced to a single unknown
1, (the scalar stream function) without any loss of generality. There are no problems with the
continuity equation; the velocity field is automatically divergence-free. In 3D, however, a total
of six unknowns are required to be solved instead of the usual four of the primitive-variable
formulation. Unlike the stream function in 2D, the vector potential in 3D is far from being
uniquely defined. The 3D formulation requires that the vorticity, velocity, and vector potential
are all divergence-free; V - w =0,V - u=0,and V - 1 =0. This is a new difficulty for 3D flow
simulation. Among these three conditions, the second is satisfied by letting =V x 1 and the
third is a consequence of the first. To enforce the first, the well-known projection scheme can
be applied. The divergence-free of a vorticity field is accomplished by w — VF, where F is a
scalar field which is obtained by solving V2F=V - w.

2.2. Diffusion via penalization method

The penalization method has been used to take into account a solid body immersed in a flow.
Among fictitious domain methods, the penalization method is very easy to implement, robust
and efficient. This consists only in adding a penalty term in the momentum equations to
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represent a solid body. For example, the L? penalization consists in adding a damping term on
the velocity in the Navier-Stokes equations [24]. The penalty velocity satisfies Darcy’s law in
terms of a Neumann boundary condition on the pressure. Angot et al. [24] rigorously showed
that the penalized equations can be used with confidence since penalty error is always
negligible in the face of the error of approximation. In the penalization method, a solid body
is regarded as a porous medium where the permeability is infinite in the fluid part and tends
to zero in the solid part. Both the solid and fluid domains are solved directly without addition
of any boundary condition at a solid wall. The penalization method can replace complicated
algorithms to implement boundary conditions at a solid wall.

In the pVIC method, a penalty term is added into VTE as follows

Do

D :(a).V)u+vV2a)+V><[l;((us—u)] (10)

where u, is the velocity of the solid body and x denotes a mask function that yields 0 in the
fluid and 1 in the solid. The penalty parameter A is equivalent to an inverse permeability. In
the case of explicit Euler time discretization, A must satisfy AAt < O(1) to ensure stability.
Alternatively, an implicit penalty term can expressed as

AT‘Z" -V x[,u(ug —ﬁ”“ﬂ (11)

where

n n
st u” + AAt yug

1+ AAty (12)

The implicit scheme is unconditionally stable [27]. This allows to use large A regardless of At
for accurate solutions near a solid body. Based on implicit penalization scheme, the VTE is
rewritten as

%z(a).V)uﬂ-vvza)-i—Vx{Hi—itx(us—u)}. (13)

Each term can be solved using a finite difference scheme. For example, the penalty term can
be discretized by a first-order centred difference scheme. To reduce an error, one can use a
smoothed mask function [35]. The stretching term, taking its alternative form (w - VT)u (the
so-called transpose scheme), can be computed with the fourth-order central difference scheme.
The transpose scheme is advantageous due to its conservative and accurate properties [36].
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The diffusion term, vV?w, can be discretized by a 27-point isotropic Laplacian scheme which
is less sensitive to the grid orientation. In 2D, the diffusion term can be discretized by a classical
9-point finite difference scheme.

2.3. Numerical procedure

For high performance computing, the message passing interface (MPI) can be used on a
distributed-memory parallel system. For parallel computing, a computational domain Q is
decomposed by splitting it into several subdomains, with one subdomain per processor. Fluid
particles are distributed among the subdomains depending on their positions.

In the pVIC method, convection, penalization, diffusion, and stretching (only in 3D) parts are
sequentially evaluated on each subdomain. A numerical procedure follows that

a. Each processor interpolates the vorticity of its own particles into grid nodes through the M),

interpolation kernel.

b. Each processor computes 1, with its own particles” vorticity using the Green's function
approach. Then, ¢, for solving the Poisson equation is determined by a summation of the values
obtained by each processor.

c. The Poisson equation V% = - w is solved using the FFT-based solver. Velocities on the grid
nodes are computed from the resultant ), using a finite difference scheme.

d. Each processor evaluates the penalization term on the nodes using a finite difference scheme,
and then the diffusion and stretching terms are computed. Divergence-free condition of
vorticity field is enforced using the projection method.

e. Each processor interpolates the velocity and vorticity on the grid back to its own particle
positions through the M} interpolation kernel. Finally, the particles’ position and strength are

updated using an appropriate time integrator.

Some particles that have left a subdomain are assigned to an adjacent processor. If needed,
the computational domain is increased depending on particle distribution. The whole proc-
ess is repeated for the next time-step.

Particle redistribution is conducted every few time steps to ensure particle overlap. Concur-
rently, with this step, particles with negligibly small vorticity are discarded to prevent un-
necessary increase in particle population. The resultant particles are filtered with a relative
criterion; [;< C,II'l,,. where C, is a cut-off criterion. The discarded strengths were shared to
the particles remaining in order to guarantee the conservation of circulation in the flow. It is
found that the cut-off criterion has a significant influence on global force evaluation, rather
than on vorticity and velocity fields. This will be further discussed in Section 3.4.

2.4. Numerical stability

In the pVIC method, fluid particles are traced by continuously updating their position and
strength (vorticity or circulation) from the grid solution. The method retains the key feature
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of pure Lagrangian vortex methods; namely, the convection part disappears from VTE. As
noted in [13], the particle convection is linearly unconditionally stable. The convection part
does not impose any stability constraint but relies on the Lagrangian particle convection. The
nonlinear stability condition that particles do not collide during one time-step (At) based on
the rate of strain of a flow reads At < C, | Vul-!'= C;lwl~'. Also, the maximum allowable At is
constrained by the diffusion Courant-Friedrichs-Lewy (CFL) condition, At < C,i?/v, because
the vorticity field is computed on a grid using a finite-difference scheme. This is less restrictive
than the convective CFL condition for pure finite-difference methods, At<Chlu|~!. In practice,
the nonlinear stability condition for the convection is much less demanding since the redis-
tribution of particles to regular positions is periodically carried out. At for the diffusion is
regarded as the physical time-step for an entire flow simulation. This permits the use of a
relative large time-step compared to pure finite-difference methods.

3. Implementations

3.1. Domain decomposition for parallel computing

To decompose a computational domain in parallel, there are two typical strategies. One is that
a computational domain is equidistantly decomposed. The other is that a computational
domain is decomposed so as to assign the same number of particles to each processor;
consequently, the subdomains have different sizes (for detailed information, refer to [37]). In
our 2D flow simulations, the latter was typically faster than the former, whereas in 3D the
former outperformed the latter. This is related to both balancing of computation load for
Dirichlet boundary conditions and communication load of grid assembly to solve a Poisson
equation.

In our pVIC code, each processor has all the boundary nodes to minimize communications
among processors and boundary conditions at are determined by summing the contribution
of all the particles. The same number of particles among processors ensures near-perfect
balanced computation and communication loads, even if it causes unbalanced communication
for grid because of different domain sizes. Since local computation of boundary conditions in
2D cases was typically more expensive than inter-processor communication, we found the
second approach to be much faster. In 3D cases, however, balancing of communication for grid
assembly becomes more important than that of computation of boundary conditions. This is
due to a significant reduction in computing time by the spline approximation method (which
will be introduced in Section 4.2). As a result, the equidistant domain decomposition can be a
better choice for 3D flow simulations.

3.2. Time integrator

To move fluid particles with their own velocity, predictor-corrector methods are usually used.
Table 1 shows a summary of time integration schemes used in the literature, but the detailed
scheme was not explained in most of papers.
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Author(s) Convection part Diffusion part Remarks
Ould-Salihi et al. [38] RK2 EE 2D and 3D VIC
Coquerelle and Cottet [39] 2D and 3D pVIC
Rasmussen et al. [33] 2D pVIC

Lee at al. [32] 2D pVIC
Mimeau et al. [30] 2D pVIC
Morency et al. [40] RK4 EE 2D pVIC
Cottet and Poncet [13] 3D VIC

Kosior and Kudela [41] 3D VIC

Cocle et al. [23] RK2 and LF2 RK2 and AB2 3D VIC

Lonfils and Winckelmans [42] 3D VIC

The second-order Runge-Kutta method (RK2), the fourth-order Runge-Kutta method (RK4), the second-order Leapfrog
method (LF2), the second-order Adams-Bashforth method (AB2), the first-order explicit Euler method (EE)].

Table 1. Comparison of numerical time-integration schemes reported in the available literature.

A popular Runge-Kutta method is known as a single stepping scheme with multiple stages
per step. For example, the method can be expressed as

¥ oon n{.n _n
x, —xp+up(xp,wp)At (14)
do”
n+l _ n P
C()p —Cl)p +7At (15)
x;” =x;1 +O.5[uz (xz,a);’)+u; (x;,a)g”ﬂAt (16)

where the superscript * indicates an intermediate stage [32, 43]. Note that the velocity field is
evaluated twice in finding the new position of xz t1fa higher time integration scheme is

used, more involved computations are needed. It is obvious that a higher-order integrator
helps minimize error in particle tracking, compared to one evaluation. However, more
evaluations of velocity field cause an increase in computational time.

Interestingly, Rossinelli et al. [44] evaluated particles’ velocity using a modified explicit scheme
as follows

¥ oon nf.n _.n
xp—xp+0.5Atup(xp,wp)
n+l n n * n (17)
X, :xp+Atup(xp,wp)
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and a notable feature is that velocity field is evaluated only once although this scheme can be
still considered as a kind of the Runge-Kutta method. Particles” velocity at the intermediate
stage is computed using interpolation. This provides a considerable saving in computational
time and memory consumption. Our research group investigated the feasibility of different
integrators such as the Euler scheme with several stages, the midpoint rule, and the Simpson
rule, as follows

n—1
~Buler method "1 =" [x, (¢-+i61) + 60x a0 (1 +i61) | (18)
i=0
where 6t = At/n’
—Midpoint rule xZH = xp + —[up (x() +u! (x(t + At))] (19)
—Simpson rule x};*l = x + —[u (x(@®)+u' (x(t +At/2)+ u;l, (x(t + A))] (20)

Akin to Rossinelli et al. [44], particles” velocity at intermediate position was computed using
interpolation from the values at neighbouring grid nodes. A benchmark problem was a flow
around a sphere at Reynolds numbers of 50, 100, and 200. Overall computational time was
about two times faster in the midpoint and Simpson rules, compared with the typical RK2
method in which velocity field is computed twice. The midpoint and Simpson rules provided
comparable accuracy, and the difference in drag force was typically <0.3%. This approach
seems to be useful. However, an essential prerequisite is that velocity field is little or not
changing during At. This can require a smaller At, especially in high Reynolds number flows.
Since the accuracy of a time integrator for tracing particles is dependent upon the change of a
flow field in both time and space, a time integration scheme should be determined carefully.

3.3. Fast Poisson solvers

To solve a Poisson equation, the fast Fourier transform (FFT) and multigrid (MG) are utilized
most widely. For a uniform grid, the behaviour of both solvers is well-known. In serial
computation, a FFT solver requires O(MlogM) for M grid points and a MG solver requires O(M)
operations. In an ideal parallel computation with zero cost communication, the FFT and MG
solvers require O(logM) and O(log*M), respectively (for detailed information, refer to [45]).
Here, the performance of two solvers is compared under exactly the same condition; a
rectangular computational domain with equidistant nodes. Both solvers were developed in
our research group. The FFT solver is based on an open-source library called Fastest Fourier
Transform in the West (FFTW) [46], and the MG solver is based on full multigrid algorithms
provided in Section 19.6 of the Numerical Recipes [47] (also refer to [41]). Here, the algorithm
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is briefly introduced. The full multigrid algorithm starts with the coarsest possible grid and
then proceeds to finer grids. It performs one or more V-cycles at each level before proceeding
down to the next finer grid. This means that the full multigrid algorithm produces a solution
for each level. We used the red-black Gauss-Seidel scheme as a smoothing operator, bilinear
interpolation for a prolongation operator, and half-weighting for a restriction operator. The
full multigrid cycle can be seen in Figure 1.

Grid size
Solution h
2h
Interpolation ’f'
s
4h
/
/A

[ 8h

Figure 1. A computational cycle used in the MG solver.

To compare the two solvers, a 2D flow around a circular cylinder at a Reynolds number of 550
was considered as a benchmark problem. The MG solver with four levels was tuned by
choosing one pre-smoothing sweep and two post-smoothing sweeps. Figure 2a shows a
comparison of numerical results between the FFT and MG solvers. The MG solver performed
comparably to the FFT solver in terms of accuracy. As expected, however, the MG solver was
slower than the FFT solver as shown in Figure 2b. This is due that the MG solver is a kind of
iterative method and thus it is an order magnitude more expensive compared to the FFT solver
as a non-iterative method. Since, so far, most of VIC codes solve the Poisson equation in a
computational domain of simple shape such as a square or cube, the FFT solver as a non-
iterative method is thought to be the best choice. However, it is worth noting that the MG solver
can be applied to locally refined grids in a straightforward way. Adaptive mesh refinement is
useful both to increase accuracy and to decrease computational cost in comparison with a
uniform grid.

3.4. Force calculations

From the fact that the integral of vorticity moments becomes the change of the momentum,
fluid force exerted on the solid body (F,) is expressed as
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where N is the dimension of the space. The volume integral can be replaced by the summation
of the moments for all the particles. Also, the adoption of the penalization method introduces
another approach for the force evaluation. One can obtain the force with the velocity field
inside the body as follows:

F, =—pJ./1;((us—u)dV 22)
14

where the penalization term itself is included in the integral as the time-change of the mo-
mentum. For the implicit penalization scheme, it can be rewritten as

Ax
Fo=- j—u —u)dv
s pV1+/1;(At(S ) (23)

The integral over the whole domain is actually confined to the interior of the body due to the
definition of y.

FFT sohwar MG solver
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Figure 2. Comparison of flow fields and CPU times between the FFT and MG solvers. (a) Vorticity contours and
streamlines and (b) CPU times per time steps.
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In 2D flow simulations, the drag coefficients have been reported in the literatures [30, 37, 44,
48]. They have evaluated the drag coefficient using one or both of the approaches. Rasmussen
etal. [33] and Gazzola et al. [31] addressed that the discrepancy in the drag coefficient between
the two approaches were not significant. In 3D, however, it was found that the method based
on the vorticity moment is unstable occasionally; that is, a large C,, can make it incorrect even
if there is little difference both in vorticity and velocity fields. Figure 3 shows the drag
coefficient (Cp) of a sphere at a Reynolds number of 100 computed by the two different
approaches employing three different cut-off criteria; C,=10"%, 1075 and 10°. C; is defined by
F./(0.5pU.A) with a sectional area A = R The drag coefficient computed with vorticity
moments were converged at C,=10%, whereas the drags computed with the penalized velocity
were nearly the same in all the tested cases. This describes that force evaluation using the
vorticity moment should be taken with special care. As a result, the force evaluation with the
penalized velocity can be a better option, especially in 3D simulations. This enables one to
avoid an excessive increase in the number of particles, thus reducing the computational time
and memory. In the cases with C, = 10"% 1075, and 10" ¢, there were 1.0, 1.9, and 3.5 million
particles, respectively.
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(a) with the vorticity moment (b) with the penalized velocity

Figure 3. Drag coefficients calculated with two different approaches: (a) vorticity moment and (b) penalized velocity.

3.5. Pressure field

As discussed previously, pressure field is independently computed from the entire solution
procedure and explicitly obtained by solving a pressure Poisson equation, V2 H=V - (u x w).
Lee [49] introduced an integral approach to obtain the pressure field at any fixed time as
follows:

(24)

H :I[%G—Ha—doS+J.V~(u><w)GdV
’ on on

4

where G is the Green function solution. H is the Bernoulli function defined as
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H:p‘Pm%( 22 (25)

where p is the static pressure above the reference pressure P., and p is fluid density. The value
of H on the body surface is computed using a boundary integral approximation. A mathe-
matical identity for a vector or scalar field is used to define field values of a quantity of interest,
which involves an integral of singularities distributed over the surface and throughout the
field. The boundary integral approach has been successfully established. However, it has
disadvantages such as the presence of singular Green’s kernels. Special attention is needed to
accurately compute boundary integrals around a singular point. The higher mathematical
complexity is needed to get a usable computational formulation. The matrices that result from
the integral method are asymmetrical, and they are not easy to solve. Furthermore, this
approach takes long time of computation.
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Figure 4. Pressure distributions computed with different penalty parameters for pressure; (a) A '=0, (b) A ' =0.1/At, (c)
A'=1/At, and (d) A ' =10/At. Note that the figures are reprinted with permission from [28].

Alternatively, pressure field can be evaluated based on the penalized Navier-Stokes equation
[28]. Satisfying the continuity, the Poisson equation for pressure can be expressed as

VZH:V~(uxa))+/1'(uS—u)-V;( (26)

where A'is distinguished from the A by its order of magnitude. This equation is solved on the
grid using a fast Poisson solver. The boundary condition for H can be given as homogeneous
Dirichlet type. Figure 4 shows pressure distributions around a circular cylinder for a Reynolds
number of 550, which are computed using different orders of magnitude for A; A'=0, 0.1/4¢,
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1/At, and 10/At. The assumption of A'= 1/At is thought to be reasonable. With the assumption,
Lee et al. [28] successfully computed pressure field around a 2D cylinder as shown in
Figure 5. It is still valid in 3D flow simulations as shown in Figure 6. This approach is quite
efficient, but an accurate approximation of H at domain boundaries still remains a problem.
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Figure 5. Pressure distribution around a circular cylinder at a Reynolds number of 9500. Note that the figures are re-
printed with permission from [28]. (a) Pressure contour at T = tU./R =3 and (b) pressure coefficient at a solid surface.
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Figure 6. Pressure distribution around a sphere for a Reynolds number of 100 at T = tU../R = 30. (a) Pressure contour
and (b) pressure coefficient at a solid surface.

4. More efficient implementations

4.1. Multiple domains

In the pVIC method, the size of a computational domain relies on the distribution of fluid
particles. A large domain leads to an increase in computational memory required for a grid.
A multiple domain approach can be considered to handle much more particles with a limited
computational memory. The entire domain (2 can be defined as the union of physical subdo-
mains, covering all the fluid particles; that is, x, € Q where 2 = !21 U--un Ny The number of

small domains, N, is not constant and depends on a spatially evolving flow. When the domain
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size exceeds a certain limit, a new domain is created. For example, the first domain Q; includes
a solid body and the others are sequentially located downstream from the body as shown in
Figure 7. Note that this approach differs from the domain decomposition for parallel compu-
tations. That is, each small domain (J; is again decomposed into subdomains for parallel
computations; 2; = .Ql.l u--u QiN where N, is the number of processors

P

Inad Jed dm Sth

wiy
Figure 7. Vorticity contour around a circular cylinder for a Reynolds number of 185.

In Q,, vorticity and velocity fields are computed according to the numerical procedure given
in Section 2.3. There is no dependency between the small domains since domain boundary
conditions of Q; are computed by summing the contribution of all the particles. Hence,
independent domains ensure a relatively small use of computational memory during a flow
simulation, compared to an approach based on parent and child grids [23]. Also, the multiple
domain approach enables to have different resolutions among small domains. For example,
the grid spacing of (; can be defined as either I; = € (single-resolution) or h; = 2"€ (multi-
resolution) where € denotes the particle size. The particle strength can be transferred into the
nodes as follows:

j (27)

Although this approach ensures the small consumption of computational memory, it causes
an increase in computational time because of an increase in the number of domain boundaries.
Fast computations of i) at domain boundaries will be discussed in Section 4.2.

N
w(xg,t)=hi3zrpM{xg;xp
i i

4.2. Approximation of far-field conditions

For simplicity, consider a single domain Q. The resultant values at 02 are determined by
summing the values computed by all processors. Each processor requires O(M,N/P), where
M, and N/P denote the number of boundary nodes and its owned particles, respectively. Note
that N/P can be reduced by an increase in the number of processors (P), whereas M, is a constant
depending on the size of Q. M, can be critical to determine the computational time. In practice,
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a substantial part of the overall computational time is spent on the calculation of ¢, at domain
boundaries for solving Poisson’s equation. Lee et al. [37] attempted a fast computation of v,
using splines. They found that i), varies very smoothly at boundaries of a domain. This feature
permits the use of spline interpolation. In 2D, for example, one spline curve enables to represent
one side of the computational domain. , at the part of the boundary nodes (M bD) is computed

by pure direct summations, and then values at the other nodes (M, ) can be approximated
S
using a spline curve. Here, M, =M, + M, . Using spline, approximation leads to a reduc-
D S

tionin M, , which is directly linked to the reduction in the computational time.
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Figure 8. CPU time in numerical simulation using the spline approximation. Note that the FMM is based on a tree level
of 3 and an expansion degree of 10. The figures are reprinted from [50]. (a) Computational time for boundary values
and (b) overall computational time and error.

Figure 8 shows CPU times elapsed in computations of boundary values using the spline
approximation and the FMM [50]. The numerical simulation for a flow past a circular cylinder
at Reynolds number of 550 was carried out using 16 CPUs with 4 GB of memory per processor.
Once one-eighth of all the boundary points are equidistantly chosen as points for the direct
summation, the spline approximation approach becomes faster than the FMM that is modified
to compute only boundary values. In this case, the spline approximation approach has accuracy
comparable to the FFM. A weak point of the FMM is that it has a quad-tree (oct-tree in 3D) data
structure to hierarchically subdivide the computational domain. Each processorin a distributed
memory parallel system must have a sufficient amount of memory for tree data structures. A
required memory in the FEM depends on both the number of particles and grid nodes.

In 3D, the bi-cubic interpolation can be used instead of the bi-cubic spline (for detailed
information on interpolation methods, refer to [47]). According to prior tests to assess this
approach, the former was more accurate for our purpose. For example, for computing the
stream functions at one side of the cube with 256 x 256 nodes from 3 million randomly
distributed particles, the trial using the bi-cubic interpolation method took approximately 1 s
when 16 x 16 nodes were used for direct summations, whereas the fully direct evaluations took
194 s in average. The error was typically <0.01%.
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5. Numerical validations

5.1. Flows past an impulsive started circular cylinder

The impulsively started circular cylinder problem is a good prototype to validate a numerical
method. The Reynolds number, Re = U.D/v, based on the free stream velocity, U.. and the
diameter of the cylinder, D, is selected to be 40, 550, 3000, or 9500. In the simulations, no
symmetry constraint is imposed. The dimensionless time is based on the radius (R = 0.5D) of
the cylinder; T = tU../R. The penalization parameter A is fixed to 108,

5.1.1. Reynolds number of 40

The numerical parameters are 1 = 0.04 and At = 0.016, which are determined through the
stability condition At =h?/v. At a Reynolds number of 40, it is well-known that the flow reaches
a steady state. A pair of stationary recirculating wakes develops behind the cylinder. The wake
length, L/D, is 4.16 and separation angle, 0,, is 51.7°, respectively. Fornberg [51] made a similar
remark and gave L/D =4.48 and 0, = 51.5° experimentally. The drag coefficient is computed as
Cp=1.483. This is close to the experimentally measured value of 1.498 in [52]. Figure 9 shows
pressure coefficient (Cp) distribution around the cylinder body. The pressure is continuous
through the cylinder body, and there is no Gibb’s oscillation associated with the discontinuity
at the body surface.
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Figure 9. Vorticity and pressure contours around a circular cylinder at a Reynolds number of 40. (a) Vorticity contour
and (b) pressure contour.

5.1.2. Reynolds number of 550

The simulation parameters are /1 =0.005 and At = 0.002. Simulation was carried out until T=7
to validate the present formulation in the early time stage after the impulsive start. The number
of fluid particles ranged from approximately 30,000 to 150,000, and the total computation time
is approximately 4 h on 8 CPUs (Intel Xeon64 3.3 GHz). Numerical results are presented for
vorticity contours and streamlines in Figure 10. As time increases, a pair of secondary
symmetric vortices appears and become stronger. The so-called bulge phenomena observed
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experimentally by Bouard and Coutanceau [53] is well captured by our numerical simulation.
The vortex core position indicated by the coordinates a/D and b/D is investigated. In this flow
simulation, the abscissa a/D = 0.34 and ordinate b/D = 0.27, and the wake length L/D = 0.82. In
[53], a/D =0.36, b/D = 0.28, and L/D = 0.85.
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Figure 11 shows the time evolution of the drag coefficient for an impulsively started flow
around a two-dimensional cylinder for Re = 550 calculated with the pVIC method, compared
with results from the short time asymptotic solution of Bar-Lev and Yang [54], the vortex
method result of Koumoutsakos and Leonard [55], and the VIC method result of Kudela and
Kozlowski [56].

2 : ———— Bar-Lev and Yang (1975), analytic -
Koumoutsakos and Leonard (1995)
------ Kudela and Kozlowski (2009)
1.5 ——s—— Present

T

Figure 11. Time evolution of the drag coefficient for a cylinder at a Reynolds number of 550. Note that the figure is
reprinted with permission from [28].
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Figure 12. Surface pressure coefficients for a cylinder at a Reynolds number of 550. Note that the figure is reproduced
with permission from [28].

The pressure distribution at the cylinder surface is shown in Figure 12. At very early stages in
the numerical simulation, the surface pressure distribution is quite close to that for an ideal
inviscid flow. As flow evolves, the minimum pressure coefficient gradually moves upstream.
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The corresponding locations of C, = 0 have the same upstream moving trends and is at the
angular position 0 = 35° as experimentally measured by Norberg [57].

5.1.3. Reynolds number of 3000

The simulation parameters are 1 =0.0025 and At =0.002. Simulation was carried out until T=10
and the number of fluid particles ranged from approximately 130,000 to 420,000. The total run
time is about 9 h on 16 CPUs (Intel Xeon64 3.3 GHz). Figure 13 shows numerical results.
Compared with a flow at Re = 550, the secondary vortices appear at an earlier time and grow
larger. In the case of Re = 3000, the two secondary vortices formed are equivalent in size and
in strength. It is the so-called @ phenomena [53]. Also, the streamline computed for Re = 3000
compares with the flow visualization result of Loc and Bouard [58]. The present simulation
correctly captures the expected physics of the flow at Re = 3000.
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Figure 13. Numerical results for a circular cylinder at Re =3000 at (a) T=1, (b) T =3, and (c) T =5. Note that the figures
are reprinted and reproduced with permission from [28]; vorticity contour (left), streamline (middle), pressure contour
(right).

5.1.4. Reynolds number of 9500

The simulation parameters are & = 0.001 and At = 0.002. Flows were numerically simulated
until T =4, and the number of fluid particles ranged from approximately 800,000 to 1,200,000.
The total run time is about 25 h on 24 CPUs (Intel Xeon64 3.3 GHz). Figure 14 shows vorticity
contours. They are in good agreement with the numerical results in [29].
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As shown in Figure 15, the streamline patterns computed for Re = 9500 compare quite well
with the flow visualization results in [58]. The & and S phenomena, which are observed
experimentally by Bouard and Coutanceau [53], are well captured by the numerical simulation.
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Figure 15. Streamlines at Reynolds number of 9500; (a) T =2 and (b) T = 4 compared with flow visualization results of
Loc and Bouard [58]. Note that the figures are reprinted with permission from [28].
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5.2. Flows past an impulsive started sphere

When the pVIC method comes to a 3D implementation, a little attention should been paid to
the quantitative validation as mentioned in Sections 2.1 and 3.4. An incompressible viscous
flow past a sphere has extensively been studied by many researchers in theoretical, experi-
mental, and numerical ways. It is well-known that the wake behind a sphere depends on the
Reynolds number. Especially, the flows at 20 < Re < 210 are often investigated as a validation
case by virtue of their steady and axisymmetric features in wake structure including separa-
tion. To demonstrate the feasibility of the pVIC method, we carried out numerical simulations
of the impulsively started flow past a sphere at a Reynolds number of 100. Figure 16 illustrates
the configuration of the multiple domains. The sphere is immersed in a Cartesian grid that
does not conform to its surface.

Figure 16. Configuration of computational domains.
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Figure 17. Contour of vorticity magnitude and streamline on xz-plane at a steady state.
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The simulations were carried out until T = 30 to demonstrate the convergence of the present
method and test its capability of long-time simulation. Numerical parameters were determined
through the stability condition, vAt/h* < 1/6, and the grid convergence was achieved with
h=0.02 and At =0.005. It was concluded that giving C, = 1075 is sufficient in terms of the force
calculation. The number of fluid particles ranges from 2 to 5 million during the simulation,
and the total computation time is roughly 67 h on 16 CPUs (Intel Xeon64 3.3 GHz). Figure 17
shows the vorticity contour at the steady state. The vorticity contour is in excellent agreement
with the numerical result in [59]. The wake shape and drag coefficient at the steady state are
compared to the references in Table 2. The numerical results are good agreements with the
reference results.

Author(s) Wake centre (a/D, b/D) Wake length (L/D) Separation angle Drag coefficient
Taneda [60], exp. (0.75, 0.28) 0.89 52.3° -

Johnson and Patel [59], cal. (0.76, 0.29) 0.89 53.3° -

Bagchi and Balachandar [61], cal. - 0.87 53.2° 1.09

The presented pVIC method (0.764, 0.282) 0.877 53.1° 1.09

Table 2. Comparisons of wake shape behind a sphere and drag coefficient with previous results.

5.3. Vortex shedding from a hydrofoil

We selected a National Advisory Committee for Aeronautics (NACA) 0009 cross section with
a truncated trailing edge for the numerical simulations. This hydrofoil has the same as the
experimental model used in [62-64]. Ten percent of the original chord c, was removed from
the trailing-edge region of the NACA 0009 hydrofoil. The hydrofoil geometry is further
detailed in [63]. The maximum thickness, as normalized by the chord length ¢, is f,,,./c = 0.1
and the thickness at the trailing edge is 0.0322. The numerical parameters & = 0.0003 and
At=0.00015 were chosen to simulate flow past the 2D hydrofoil at a Reynolds number of 2 x 10°.
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Figure 18. (a) Instantaneous vorticity contour and (b) a time history of drag and lift coefficients at a Reynolds number
of 2 x 10°.
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The instantaneous contour of vorticity magnitude is plotted in Figure 18a. Vortices are regu-
larly shed from the symmetric trailing-edge in the form of two trains of opposite-sign but
equal-strength vortices. The Strouhal number, St = fc/U.. = is about 7.0 from our numerical
simulation, and Zobeiri et al. [64] made a similar remark experimentally gave 7.2 (also, refer
to [63]). Regular vortex shedding causes periodic loading on the structure. Figure 18b
shows the evolution of drag and lift coefficients. It has been well-known that the drag force
oscillation during vortex shedding is much smaller than the lift force. Oscillations in drag
force occur at twice the vortex shedding frequency owing to the fact that two vortices are
shed from alternate sides during one full period of wake oscillation. Such features are well
captured by our numerical simulation as shown in Figure 18b. The mean drag coefficient
Cp is 0.0107 and the root-mean-square lift coefficient is 0.0056.
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Figure 19. Temporal power spectral density (PSD) of vertical velocity fluctuations. Note that this figure is reprinted
with permission from [32].

Figure 19 shows the temporal power spectrum of vertical velocity fluctuations measured in the
near wake. The maximum peak is identical to the vortex shedding frequency, and the second
peak area is found in the third harmonic of the shedding frequency. For U.. <5, spectral levels
are almost flat as f decreases. This trend is similar to experimental data of Bourgoyne et al. [65].
In their measurements, an important characteristic of the spectrais the presence of a clear region
with a -5/3 slope; spectral power-law for high Reynolds number turbulent fluctuations. From
our numerical simulation, however, the spectral density of the velocity fluctuations shows a
decay of the form. A similar remark was made by Singh and Mittal [66]. This is due that the
vortex stretching mechanism is absent in two-dimensional flows. More detail on fluid turbu-
lence confined two spatial dimensions can be found in Boffetta and Ecke [67].

175



176  Vortex Dynamics and Optical Vortices

Figure 20 shows vortex shedding from a hydrofoil with different bevel angles in degrees. At
B = 0°, the vortex shedding is regular and periodic. As the bevel angle p increases, vortex
shedding becomes increasingly disorganized. The periodicity of both forces is almost lost at

B =60°.
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Figure 20. Vortex shedding from a hydrofoil with different bevel angles. Note that the figures are reproduced with
permission from [37]. (a) = 0% (b) p =20 (c) p=40°; (d) p = 60°.

Also, we conducted numerical simulations to investigate vortex shedding with respect to the
sinusoidal motions of the free stream flow. The angle of attack varied periodically with time ¢;
a=a,sin(2mf.t) where f., was the frequency of the free-stream flow oscillation and its oscillation
amplitude was restricted at «, = 2 in degrees. The magnitude of the free-stream velocity was
kept constant. The tested model is the NACA 0009 hydrofoil with §=60°. Interestingly, at f..=20
vortices are regularly shed from the trailing edge, as shown in Figure 21. In the power spectral
density (PSD) functions, drag oscillation induced by vortex shedding is clearly observed. This
means that a particular oscillation frequency in the free stream velocity can cause regular and

periodic vortex shedding.
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Figure 21. Vortex shedding at f.. = 20. Note that the figures reproduced and reprinted with permission from [37].
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6. Concluding remarks

The pVIC method was applied to the simulation of an incompressible viscous flow past a solid
body in 2D and 3D. The obtained results showed good agreement with experimental and
numerical data from the published literature. This demonstrates the feasibility of the pVIC
method. Obviously, the pVIC method offers a simple, efficient, and effective way to simulate
unsteady flows. The fact that vortex-dominated flows are well-characterized by vortices makes
the pVIC method more attractive. However, some hard problems still remain; for example,
rigorous boundary conditions at solid walls and an efficient approximation of pressure
boundary conditions at far field.
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Abstract

In this chapter, dipole and vortex solitons are computed using spectral renormalization
method in the focusing two-dimensional saturable nonlinear Schrodinger (SNLS) equa-
tion with periodic and quasicrystal lattice potentials. The nonlinear stability of these
multi-humped solitons is investigated using direct simulations of the SNLS equation. It
is shown that multiple vortex structures on quasicrystal lattices can be nonlinearly stable
as the saturation and the external lattice may prevent the collapse. These results may
have applications to investigations of localized structures in nonlinear optics and Bose-
Einstein condensates.

Keywords: saturable nonlinearity, vortex, dipole, Penrose quasicrystal, nonlinear
stability

1. Introduction

Solitons with embedded vorticity, dipoles and other nonlinearly localized structures with a
complex phase have attracted considerable interest in nonlinear optics research and in Bose-
Einstein condensation (BEC). These types of multi-humped structures in the presence of an
(optically or magnetically) induced potential have been reported in Bose-Einstein condensates
(BECs) (cf. [1, 2]) and in optical Kerr media (cf. [3-8]).

Although these structures have not been truly observed in x®) cubic media due to collapse,
they appear as special numerical solutions of the focusing (2+1)D cubic nonlinear Schrodinger
(NLS) equation with an external potential (lattice).

The stability of these solitons is important to applications. Rigorous stability theory of funda-
mental (positive) solitons is well established [9-12]. It is known that self-focusing media allow
the stable propagation of one-dimensional (1+1)D spatial solitons, due to the balance between
the linear diffraction and self focusing. However, two-dimensional (2+1)D optical solitons in

I m EC H © 2017 The Author(s). Licensee InTech. This chapter is distributed under the terms of the Creative Commons
Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use,
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Kerr media with the instantaneous cubic nonlinearity are unstable, due to the self-focusing
(collapse) at high powers. Nevertheless, saturation of the nonlinearity may prevent the col-
lapse, securing stable soliton propagation.

In non-homogeneous media, it has been shown that solitons can undergo self-focusing and
drift (tunneling) instabilities [13-16].

It has been previously shown that multi-humped soliton solutions of (2+1)D cubic NLS equa-
tion with a periodic external lattice can be stable in a certain parameter regime [17-19] and also
in saturable (e.g. photorefractive) media [20-22]. However, the (computational) stability prop-
erties of multiple vortex solitons on background quasicrystal lattices have remained relatively
unexplored. In Kerr media, in Ref. [23], it is computationally demonstrated that the two-
dimensional cubic nonlinear Schrodinger (NLS) equation with a quasicrystal lattice potential
admits multiple dipole and vortex solitons. In aforementioned work, it is numerically shown
that certain multiple vortex structures on quasicrystal lattices tend to be nonlinearly stable if
the vortex/dipole humps are located on lattice minima but they are nonlinearly unstable if the
humps are located on lattice maxima.

The analytic stability theory of optical modes on lattices that possess a higher topological
complexity, for example, lattices containing defects, dislocations and/or quasicrystal lattices,
is not sufficiently developed. On the other hand, this issue is studied numerically in recent
years [24] and it is reported that dipole and vortex solitons for the two-dimensional
nonlinear Schrodinger (NLS) equation with external potentials that possess strong irregular-
ities, that is, edge dislocations and a vacancy defects, exist and it is numerically observed
that these multi-humped modes in the defect lattices can be stable or unstable depending on
the lattice properties.

In this study, we compute soliton solutions of the focusing (2+1)D saturable nonlinear
Schrodinger equation with periodic and quasicrystal (e.g. Penrose) potentials and study their
nonlinear stability. The governing equation is

eolU

i, + Au-——— 0
1+ V(x,y) + |u|

M

where Au=u,, + uy, is the diffraction term, z plays the role of time (or distance). In optics, e
corresponds to the applied DC bias field inducing the saturable nonlinearity, u(x,y,z) is the
complex-valued, slowly varying amplitude of the electric field in the xy-plane propagating in
the z direction, V(x,y) is an external optical potential (lattice) that can be formulated as the
intensity of a sum of N phase-modulated plane waves [19], that is,

—

Nileik,,.y

n=0

Vo

Vi) = @

where V>0 is constant and corresponds to the peak depth of the potential, that is,

Vo = max,,V(x,y), X =(xy), En is a wave vector defined by (kZ,k;) = [Kcos(2mn/N),
Ksin(2nn/N)]. The external potential defined in Eq. (2) with N =2,3,4,6 corresponds to
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periodic structures (crystals) and with N = 5,7 correspond to quasicrystals, which have a local
symmetry around the origin but, different than that of periodic crystals, these types of struc-
tures are not invariant under spatial translations.

In this work, as the external potential, we consider the periodic and quasicrystal lattices
corresponding to N = 4 and N = 5 in Eq. (2), respectively. In particular, the quasicrystal with
N =5 is often called the Penrose tiling [25]. Contour images of these potentials are displayed
all with Vy =1 and K = 1 in Figure 1. Freedman et al. observed solitons in Penrose and other
quasicrystal lattices generated by the optical induction method [6].

N=5

e

-

Figure 1. (Color online) Contour images of the lattices, all with Vp =10 and K = 1.

In order to compute localized solutions (i.e., soliton solutions) to nonlinear evolution equations
arising in optics, various techniques have been used, for example, shooting and relaxation
techniques and the self-consistency method. A different method is introduced by Petviashvili
[26] to construct localized solutions in the two-dimensional Korteweg-de Vries equation (usu-
ally referred to as the Kadomtsev-Petviashvili equation).

Petviashvili’s method aims to transform the governing equation to Fourier space and deter-
mines a convergence factor based upon the homogeneity of a single nonlinear term. This
method has been used to find localized solutions in a wide range of nonlinear systems in many
works. This method can be successfully applied to nonlinear systems only if the degree of the
nonlinearity is fixed in the related evolution equation. It is a well-known fact that in nonlinear
optics, many equations involve nonlinearities with different homogeneities, such as cubic-
quintic, or even lack of homogeneity, as in saturable nonlinearity. A novel numerical scheme
is proposed by Ablowitz and Musslimani [27] for computing solitons in nonlinear wave
guides. This method is called spectral renormalization method and the idea behind the method
is to transform the governing equation into Fourier space and find a nonlinear nonlocal
integral equation coupled to an algebraic equation. The coupling prevents the numerical
scheme from diverging. By this iteration scheme, the initial condition rapidly converges to an
optical mode which is the numerical solution of the governing equation. This method can
efficiently be applied to a large class of nonlinear wave problems including higher-order
nonlinear terms with different homogeneities.

In this work, we use spectral renormalization method as explained below.
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2. Spectral renormalization method

Spectral renormalization method is essentially a Fourier iteration method. The idea of this
method was proposed by Petviashvili. Later, this method is improved by Ablowitz et al. and
applied to (2+1)D NLS equation. In this subsection, the method is configured so that it can be
applied to the saturable NLS equation.

Consider the saturable (2+1)D nonlinear Schrodinger equation with a potential in three-dimen-
sional space:

eou(x,y,z) 0 3)

Wy (X, 1,2) + U (X,Y,2) + Uy (X, 1,2) = =
A N Fa T e e

Using the ansatz u(x,y,z) = f(x,y)e ¥ gives

y . eofe—ipz

ez + eihz =0 4
/“lf (fxx fy]/) 1 +V+ |f|2 ( )

Multiplying both sides of this equation by ¢'* results in

€0f
+fotfrm————5=0. 5
[LLf fxx fyy 1—|—V+|f‘2 ()
By applying Fourier transformation, one obtains
w2 +fF(—L ) —o ©
Y 1+ V+[f]

To prevent singularities in the denominator in future calculations, the term rf is added to and
subtracted from Eq. (6):

(p+n)f~(C + K +f-F (i) =0. (7)

®)

Making the substitution f(x,y) = Aw(x,y) where A is a non-zero constant gives
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A A
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Dividing by A yields
o e (i) . (10)

K4k +r

When indexed, Eq. (10) can be utilized in an iterative method in order to find w. For this
purpose, W can be calculated using the following iteration scheme:

([J + 7’)127 71—]'— — CWe1
n (1+V+M|2\wn4\2) nez* (11)

k§+k§+r

Wy, =

with the initial condition taken as a Gaussian-type function (for the fundamental soliton)

wp = e () +w)") (12)

and the stopping criteria [w,~w,-1| < 107, Here, the values of x and y, define the location of the
initial condition. In order to center the initial condition on the lattice maximum (the one that
appears at the center of the lattice), one should, for example, take xy = y, = 0 and to center the
initial condition on a lattice minimum (usually taken as one of the closest minima to the central
maximum), one should take xo = 7,3, = 0, for the periodic lattice N = 4.

However, A is unknown and hence must be calculated for each iteration

Multiplying Eq. (10) by k2 + k; + rleads to

B4R+ = (utna-F|—20 ). 13
After moving all terms to the left side, one has
R+ -+ F|——2 ) —o. 14
s +iy7) 14V + APl (9
Multiplying by the conjugate of @, that is, by w" results in
R+ R-paf + 7 —2 o =o. 15
(K + k=) @] TV PP (15)

Finally, by integrating this equation, one gets
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3“‘%8

@ + Rk + [ [F|—2Y  )ardk=o. 16
fw y )il LL 14V + A wf (16)

This is nothing but an equation of the form F(A) = 0 which can be solved for A by employing
the Newton-Raphson method, for instance. The Newton-Raphson method is a numerical
method for finding roots of equations and is given by the following iteration scheme:

F(Apa)

Ay = Ayo————=, neZ”* 17)
F (A1)
where F' = 9& and A, are the initial guess for the root.
Here
(& + K-w)foPdk+ [ [ F|—2— Jaak, 18
Uw el Uw 1+ V4 Al (%
F = [ [20F w3 (19)
LA (14 V+ 22wl ’

Ao = 1 and the stopping criterion is |A,,~A,-1| < 10°8.

Once w is obtained from Eq. (11) by means of Eq. (17) to calculate A for each iteration, the
desired soliton is f(x,y) = Aw(x,y) = AF ().

In this work, we numerically find both multiple dipole and vortex solitons on periodic (N = 4)
and quasicrystal “Penrose” (N = 5), background lattices. The nonlinear (in)stabilities are also
examined for these localized structures by direct computations of Eq. (1). The initial conditions
are taken to be a dipole or a vortex.

3. Numerical investigation of dipole and vortex solitons

In this section, we show the existence of both dipole and vortex solitons centered at the lattice
maxima for both periodic and the Penrose potentials. Hereafter, the potential depth is set to
Vo =1, the saturation parameter is set to ey = 8 and the propagation constant for all dipole and
vortex structures is taken to be as yu = 4.

For the spectral renormalization, we used the following initial condition, centered at the lattice
maxima for both periodic and the Penrose potentials

M-1 )
wo(x,y,0) = A Zoe’[("“n)zﬂywn)2]+19n 20)

where x,, y,, represent the location of vortex solitons, 6, is the phase difference, M corresponds
to the number of humps and A is a positive integer.



Vortex Structures in Saturable Media
http://dx.doi.org/10.5772/67074

Since the lattice solitons located on lattice maxima are found to be nonlinearly unstable for
cubic nonlinearity case in Ref. [23], in this work, we deal with the dipoles and vortex solitons
located on lattice maxima to demonstrate the stabilization effect of the saturation.

3.1. Dipole solitons
A dipole or a two-phase localized vortex is found for the periodic and Penrose lattices.

The dipole profile, its phase structure and the contour plot of the dipole humps superimposed
on the underlying periodic potential are shown in Figure 2.

(@) (c)
-10 10 I)(

Figure 2. (a) A dipole profile centered at the lattice maxima of a periodic potential, (b) the phase structure of the dipole
and (c) the contour plot of the dipole humps superimposed on the underlying periodic potential (N = 4).

Dipoles at the lattice maxima for quasicrystal (Penrose) potentials are also found numerically;
here A =3 and r = 6.2504. The dipole profile, its phase structure and the contour plot of the
dipole humps superimposed on the underlying Penrose lattice are shown in Figure 3.

(a) (c)
@:I 1
=10 10 X

Figure 3. (a) A dipole profile centered at the lattice maxima, (b) the phase structure of dipole solitons and (c) the contour
plot of dipole solitons superimposed on the underlying Penrose potential (N = 5).

3.2. Vortex solitons

Vortex solitons on lattice maxima including four-hump vortex solitons on a periodic lattice and
both five- and 10-hump vortex solitons on a Penrose lattice were also investigated.
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First, we consider the lattice which is periodic along the x and y directions which corresponds
to N = 4in Eq. (2). Four-humped vortex solitons were obtained by taking the initial maxima of
the periodic lattice, x,, y,, 0, to be

V2n V2n (2n-1)m

xn:Tcosen, yn:TsinQH, 0, = N n=0,1,2,3. (21)

Using the above initial condition, we numerically found a four-hump vortex centered at the
periodic lattice maxima. The final vortex profile, the phase structure and the contour plot of the
vortex solitons superimposed on the lattice maxima are shown in Figure 4.

(@) (b) (c)

-10 10 10 X X

Figure 4. (a) Vortex profile centered at the periodic lattice maxima, (b) the phase structure of the vortex soliton and (c) the
contour plot of the vortex soliton superimposed on the underlying periodic lattice (N = 4).

Similarly, a five-hump vortex centered at the maxima of the Penrose potential shown in

Figure 5 is obtained when 0, = 2mn/5. Both the five-hump and the 10-hump vortices are
found.

(b) (c)

-10 10 19 X X

Figure 5. (a) Vortex profile centered at the Penrose lattice maxima, (b) the phase structure of the vortex soliton and (c) the
contour plot of the vortex soliton superimposed on the underlying Penrose lattice (N = 5).

The 10-hump vortex located at the Penrose lattice maxima is shown in Figure 6; in this case
6, = mn/5.
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Figure 6. (a) Vortex profile centered at the Penrose lattice maxima, (b) the phase structure of the vortex soliton and (c) the
contour plot of the vortex soliton superimposed on the underlying Penrose lattice (N = 5).

4. Nonlinear stability of vortex and dipole solitons

An important issue is the nonlinear stability of these vortex and dipole solitons. In order to
examine the nonlinear stability of the vortex and dipole solitons found above, we directly
compute Eq. (1), over a long distance (z = 30 is typically found to be sufficient) for both types
of potentials. The initial conditions were taken to be a multi-phased optical mode, namely a
dipole or a vortex.

The nonlinear stability of the dipoles and the vortex structures are investigated by monitoring
the maximum amplitude versus the propagation distance, the change in the location of centers
of mass and the phase of the dipole/vortex solitons.

A dipole/vortex is assumed to be stable if it preserves
1. Its peak amplitude, as opposed undergoing self-focusing and/or finite-distance collapse.

2. Its position on the lattice, that is, be drift-stable (drift-unstable solitons are typically charac-
terized by “humps” that drift from lattice maxima toward nearby minima).

3. Its phase structure.

The center of mass is calculated as

(Cx 00y ) =] [ uPaxdy. 2)

—oco—c0

Here, P=P[u] := [ [ |u[*dxdy is the soliton power.

One should note that, for each case, the average displacement of the center of mass in the x-
direction may change from negative to positive values depending on the initial locations of the
dipole/vortex humps.
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The nonlinear stability of vortex and dipole solitons is investigated in the following subsec-
tions separately.

4.1. Nonlinear stability of dipole solitons

In this subsection, the nonlinear stability properties of dipole solitons on periodic and Penrose
lattice maxima are investigated.

The nonlinear stability properties of the dipole solitons on periodic lattice maxima are demon-
strated in Figure 7. As the initial condition, we took the dipole solitons at periodic lattice
maxima, as shown in Figure 2. The maximum amplitude, the location of the centers of mass
of dipole solitons on periodic lattice maxima versus the propagation distance z =30 are
plotted in Figure 7. The dipole profile at the final point z = 30 is also depicted in the same
figure. It is clearly seen that the dipole solitons on periodic lattice maxima are nonlinearly
stable since the maximum amplitude oscillates with relatively small amplitude and the dipole
solitons preserve their shape and location during the evolution.

C
@) (b) ©
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Figure 7. Nonlinear stability of a dipole on periodic lattice maxima. (a) Maximum amplitude as a function of propagation
distance, (b) center of mass and (c) dipole profile at z = 30.

The contour plots and the complex phase structures of this dipole are also depicted along the
propagation distance z in Figure 8. This figure reveals that the dipole located on periodic
lattice maxima preserves its shape and complex phase along the evolution distance.

Next, we investigate the nonlinear stability of dipole solitons on the Penrose lattice maxima
that is previously shown in Figure 3. Similar to the dipole on the periodic lattice maxima, these
structures are also found to be nonlinearly stable due to the conservation of the location and
the phase structure and at the same time, only showing small oscillations in the maximum
amplitude during the evolution (see Figures 9 and 10).

We should note that, for cubic nonlinearity case, in Ref. [23], the nonlinear stability properties
of the dipole solitons on both periodic and the Penrose lattice maxima are demonstrated and
both dipole solitons are found to be nonlinearly unstable since they exhibit strong localization
after a few diffraction lengths and breakup in their phase structures. The Penrose lattice dipole
solitons also suffer from the drift instability since the dipole humps both move from the lattice
maxima toward nearby lattice minima immediately.
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Figure 8. Nonlinear stability of a dipole on periodic lattice maxima. (a)-(d) Contour plots of the amplitude at z = 10,
z =15, z =20, z = 30, respectively; (e)-(h) Contour plots of the complex phase at z = 10, z = 15, z = 20, z = 30, respec-
tively.
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Figure 9. Nonlinear stability of a dipole on Penrose lattice maxima. (a) Maximum amplitude as a function of propagation
distance, (b) center of mass and (c) dipole profile at z = 30.

4.2. Nonlinear stability of vortex solitons

The nonlinear stability properties of the vortex solitons on periodic and Penrose lattice maxima
are also investigated in this study.

Following the same order with that of dipoles on lattice maxima case, we start with the four-
hump vortex solitons on periodic lattice maxima. Taking the four-hump vortex on periodic
lattice maxima (see Figure 4) as the initial condition, the nonlinear stability properties are
examined. In Figure 11, we plot the maximum amplitude and the location of the centers of
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mass of the vortex humps versus the propagation distance z = 30 and the vortex profile at the
final point z = 30. It is seen that the maximum amplitude of the vortex solitons oscillates with
small amplitude. Furthermore, during the evolution, the vortex solitons do not move from
their locations, meaning that there is no drift instability either.

(a) (b) (c) (d)

Figure 10. Nonlinear stability of a dipole on Penrose lattice maxima. (a)~(d) Contour plots of the amplitude at z = 10,
z =15, z = 20, z = 30, respectively; (e)-(h) Contour plots of the complex phase at z = 10, z = 15, z = 20, z = 30, respec-
tively.

@ o ©

25 - - 0.5¢
o
m
) E ]
X 2 g o}
y I —]
=
8 R
1'50 10 n 30 J:"5'1: 10 20 ki
z z ¥ X

Figure 11. Nonlinear stability of four vortex solitons on periodic lattice maxima. (a) Maximum amplitude as a function of
propagation distance, (b) center of mass and (c) vortex profile at z = 30.

The contour plots and the complex phase structures of this four-hump vortex are also depicted
along the propagation distance z in Figure 12. This figure reveals that the four-hump vortex
located on periodic lattice maxima perfectly preserves its shape and complex phase along the
evolution distance. As a result of these facts, four-hump vortex solitons at periodic lattice
maxima are found to be nonlinearly stable.
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Figure 12. Nonlinear stability of a vortex on periodic lattice maxima. (a)-(d) Contour plots of the amplitude at z = 10,
z =15, z =20, z = 30, respectively; (e)-(h) Contour plots of the complex phase at z = 10, z = 15, z = 20, z = 30, respec-
tively.

’

Previously in Ref. [23], it is numerically demonstrated that, for the cubic nonlinearity case, the
maximum amplitude of the four-hump vortex solitons centered at the periodic lattice maxima
increases sharply, after z = 0.3 and due to this instant blow up in the maximum amplitude
these vortex solitons are found to be nonlinearly unstable. It is shown that the phase structure
also breaks up for the same vortex structure.

We investigated the nonlinear stability properties of the five- and 10-hump vortex solitons at
the lattice maxima of Penrose potential by taking the five- (Figure 5) and 10-hump (Figure 6)
vortices on Penrose lattice maxima as initial conditions, respectively.

As can be seen from Figure 13, the maximum amplitude of these five-hump vortex
solitons oscillate with relatively small amplitude and vortex humps stay at the same place
during the direct simulation (no drift instability). The contour plots and the complex
phase structures of this five-hump vortex are also depicted along the propagation dis-
tance z in Figure 14. This figure reveals that the five-hump vortex located on Penrose
lattice maxima preserves its shape and complex phase along the evolution distance. As a
result of these facts, vortex solitons on the Penrose lattice maxima are found to be
nonlinearly stable.
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Figure 13. Nonlinear stability of five vortex solitons on Penrose lattice maxima. (a) Maximum amplitude as a function of
propagation distance, (b) center of mass and (c) vortex profile at z = 30.
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Figure 14. Nonlinear stability of a five vortex on Penrose lattice maxima. (a)—(d) Contour plots of the amplitude at z = 10,
z =15, z = 20, z = 30, respectively; (e)-(h) Contour plots of the complex phase at z = 10, z = 15, z = 20, z = 30, respec-
tively.

Next, the nonlinear stability properties of vortex solitons on a Penrose lattice with 10 humps at
lattice maxima are examined.

In Figure 15, we plot the maximum amplitude and the location of the centers of mass of a 10-
hump vortex on Penrose lattice maxima versus the propagation distance z = 15. The contour
plots and the complex phase structures of this 10-hump vortex are also depicted along the
propagation distance z in Figure 16.
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Figure 15. Nonlinear instability of 10 vortex solitons on Penrose lattice maxima. (a) Maximum amplitude as a function of
propagation distance, (b) center of mass and (c) vortex profile at z = 15.

It is seen that the maximum amplitude of these vortex solitons increases somewhat until z = 10
and after this value, the maximum amplitude increases sharply. On the other hand, although
the vortex humps preserve their locations, the phase structure starts to break up and amal-
gamation of four-vortex humps (two by two) is observed at around z = 10. At z =13, the
phase structure is entangled and amalgamation of vortex humps is very clear resulting in the
disappearance of four-vortex humps. At z = 15, the phase structure is totally entangled and
only four-vortex humps keep fairly acceptable amplitude and the others seem to disappear
(see Figure 16). Therefore, as a result, we found the 10-hump vortex on Penrose lattice maxima
as unstable.

(@)

Figure 16. Nonlinear instability of 10 vortex solitons on Penrose lattice maxima. (a)-(d) Contour plots of the amplitude at
z=28, z=10, z =13, z = 15, respectively; (e)-(h) Contour plots of the complex phase at z =28, z=10, z=13, z =15,
respectively.
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In this case, it is clearly observed that the instability occurs due to amalgamation of vortex
humps. In the Penrose lattice, as the number of the vortex humps increases, the humps get
closer to each other which increases the possibility of amalgamation and this results in the
instability. But still, the effect of saturation is very clear that the instability occurs later than that
of cubic nonlinearity case. Again, one should note that, in previous cited work [23], for both
cases, it is shown that the maximum amplitudes increase quite sharply after a short propaga-
tion distance (around z = 0.8 and z = 0.75 for five- and 10-hump cases, respectively) indicating
nonlinear instability. The phase also breaks up these cases and moreover, during the evolution,
both five-hump and 10-hump vortex solitons move from their initial locations (lattice maxima)
to the lattice minima. The drift instability of lattice solitons, which is characterized by humps
moving from the lattice maxima to the nearby lattice minima, was previously observed
numerically for fundamental lattice solitons by Ablowitz et al. [28] (see also [14-16]).

5. Conclusion

We have numerically investigated dipole and multi-vortex structures associated with both peri-
odic (N = 4) and Penrose (N = 5) lattices. First, we showed the numerical existence of vortex and
dipole solitons on periodic and Penrose lattices. We investigated the nonlinear stability properties
by simulations of saturable NLS equation. The simulations of the NLS equation showed that

i.  both the dipole and the vortex solitons centered at the periodic lattice maxima are found
to be nonlinearly stable;

ii.  both the dipole and the five-hump vortex solitons centered at the Penrose lattice maxima
are found to be nonlinearly stable;

iii. 10-hump vortex solitons situated at Penrose lattice maxima are nonlinearly unstable. In
this case, the nonlinear instability occurs as a result of the amalgamation of two or more
vortex humps.

In conclusion, if one compares the cubic nonlinearity case to saturable nonlinearity case, satura-
tion helps to suppress collapse for both dipole and vortex solitons located on lattice maxima.
Even for a complex vortex structure such as 10-hump vortex on Penrose lattice maxima, collapse
is suppressed and amalgamation of vortex humps and phase entanglement is delayed.
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Abstract

The requirements for the generation of optical vortices with ultra-short and ultra-intense
laser pulses are considered. Several optical vortice generation procedures are analysed,
specifically those based on diffractive elements, such as computer generated holograms
(CGH). Optical vortices achromatization techniques are studied. Volume phase holo-
graphic (VPH) elements are considered for highly efficient, broad spectrum, high dam-
age-threshold generation of vortices. VPH compound systems, including a compact one,
for achromatic vortex generation are presented. Experimental results of vortice genera-
tion with ultra-short and ultra-intense pulses are shown.

Keywords: optical vortex, pulse shaping, volume phase holograms (VPH), aberration
compensation, holographic optical elements

1. Introduction

An optical vortex is a wave that has a phase singularity, so that the intensity figure is ring-
shaped, with zero intensity at the centre due to the indeterminacy of phase at that point. The
phase varies helically around the singularity, from 0 to 27um, m being an integer called the
topological charge. This kind of beams is associated with an amount of angular momentum,
which makes them very attractive for certain types of applications, such as the development of
optical tweezers [1]. Another application of interest is the vortex coronagraphy, which allows
astronomers to create a blind spot that blocks the starlight revealing orbiting bodies such as
planets or dust clouds [2], a technique that requires achromatic elements.

I m EC H © 2017 The Author(s). Licensee InTech. This chapter is distributed under the terms of the Creative Commons
Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use,
open science | open minds distribution, and reproduction in any medium, provided the original work is properly cited. [{cc) X N
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In recent years interest in the generation of vortices from ultra-short and ultra-intense pulses
has been increased, opening access to the experimental study of phenomenology in vortex
propagation in non-linear regime [3, 4] and their possible applications, such as remote laser-
induced breakdown spectroscopy (LIBS) [5], or phase control in higher order harmonics
generation. The generation of high-energy vortices from ultra-intense and ultra-short laser
pulses requires elements that, on the one hand, have a high damage threshold and, on the
other, are able to work with a wide bandwidth.

There are several techniques for generating vortices with short laser pulses, all extrapolated
from their use in continuous-wave regime, under conditions of monochromaticity and low
energy. One of them is the use of modal converters, in which a vortex can be obtained from a
HGy; mode with a combination of cylindrical lenses [6]. This technique is not feasible in the
case of intense laser pulses, since it is difficult in this case to get the laser to emit in HGy; mode.
There are modal converters based on LCD spatial light modulators, but are not applicable to
high-energy lasers because of their damage threshold [7].

To date, there are two vortex generation techniques applicable to femtosecond lasers. The first
is the use of spiral phase masks, manufactured either by depositing quartz onto a quartz
substrate [8], by lithography in resins [9] and photoresists [10] or directly by carving on fused
silica. In all cases, the mask is made with steps; the thickness increases with the azimuth angle
and therefore the output phase varies helically. This type of masks has an efficiency of approx-
imately 55% in the case of manufacturing by deposition or up to 80% in the case of photoresist,
and they have a high damage threshold, allowing illumination with ultra-intense pulses
obtaining high-energy vortices. A disadvantage of these phase masks is that they have some
chromatic aberration when the half-width of the pulse is greater than 40 nm, which is
manifested in the variation of the topological charge of the vortex with the wavelength, which
limits their use to pulses higher than 30 fs [11].

Recently, Swartzlander [12] proposed a solution to try to achromatize this type of elements, by
joining two different materials bonded together with a spiral phase (achieved by varying
thickness) between them. With this method, achromatization is achieved for two wavelengths.
In any case, the manufacturing process is expensive and requires photolithography facilities,
vapour deposition or spin coating, the achromatization that can be achieved depends on the
materials used and not total achromatization for the entire bandwidth is achieved.

The second technique uses computer generated holograms (CGH). In this case, the transmis-
sion gratings have a dislocation that generates the vortex and are usually printed on transpar-
ency or recorded in photographic film [13].

The efficiency of such amplitude masks is low, 6%, but may be increased by applying them a
bleaching process [14] or generating patterns directly on LCD [15]. The main disadvantage of
this type of dislocation gratings is the low damage threshold, which does not allow its use with
high intensities. An interesting solution is the one proposed by Sacks et al. [16], which, using
the vortex generated with an amplitude mask, records a volume and phase hologram with a
reference plane wave, obtaining high efficiency elements.

To prevent the angular chromatic dispersion inherent to diffractive elements, a combination of
two gratings with two lenses may be disposed, so that the chromatic dispersion introduced by
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the grating with dislocation is compensated and the vortex generated is achromatic [17, 18].
Sola et al. [19] performed an assembly similar to that of Mariyenko et al. [17], replacing printed
or photographed gratings with volume holographic gratings. A holographic dislocation grat-
ing was achieved by the interference of a plane wave with a vortex generated by an amplitude
grating, by a procedure similar to that described by Sacks et al. [16]. The material used was
dichromated gelatin (Slavich PFG04), with which highly efficient gratings were achieved and
with a high damage threshold [20]. In this work, high-energy vortices were generated with a
femtosecond laser, so that non-linear vortex propagation effects in air could be observed. The
fundamental problem is the complexity of the assembly, which should include a vacuum
chamber between the two lenses to avoid non-linear effects in the beam concentration.

There are other solutions, such as those proposed by Martinez-Matos et al. [21], in which the
generation of femtosecond paraxial beams with a combination of only two volume gratings
separated by some distance is proposed. The disadvantage of this solution is that the separa-
tion of gratings introduces a temporal and a spatial chirp at the ends of the Gaussian intensity
profile. Atencia et al. [22] have recently developed a compact achromatic holographic vortex
generator design based on attached gratings, built from a CGH. The holographic element
obtained completely avoids the presence of spatial chirp across the beam intensity profile.

In this chapter the recording of volume holographic elements for the generation of vortices and
two achromatization techniques with different features will be explained. In all cases the
achromatism condition for a continuous bandwidth is met.

2. Basics on volume holography

2.1. Holographic recording and reconstruction

Holography is a method for recording the amplitude and phase of a wave U,(x,y) (named
object wave) along with a reference coherent wave U,(x,y) on an intensity sensitive medium.
The recording of the interference of both waves is called a hologram and the object wave can be
recovered from it. The method consists of two stages: recording and reconstruction.

The complex amplitude at each point of the hologram is the sum of the amplitude of the two
waves,

U(x,y) = Uy(x,y) + Ur(x,y) = Ape Y 4 A eTiPY) (1)
so intensity will be given by

I(x,y) = U(x,y) - U (x,y) = U,JUZ + U,U; + u,u; + u,Uu;
= A2+ A2+ AyAeTPe® 1 A A e ()
=AY+ A2+ 24,4, cos [p(x, )~ (x, )]

It can be seen that the intensity varies harmonically with the phase difference. This intensity
pattern is recorded in a photosensitive medium, so its transmittance changes. Assuming the
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amplitude transmittance is linear with exposure of the recording material and that the inten-
sity of the reference wave is uniform over the holographic plate, the transmittance of an
amplitude hologram is given by

T(x,y) = To + Y{A; + 2A.A, cos [P (x,y)-¢(x,y)]} 3)

where 7 is the uniform transmittance due to constant exposure of the reference wave and y is
the slope of the curve of transmittance versus exposure in the linear region. If the recorded
hologram is illuminated with a wave with wavelength equal to the one of the recorded
reference wave, the amplitude of the transmitted wave will be
Uil y) = Ur-tlxy) , , .
= (10 + YA A,V 4 yA AZe 0y yA AZeitny) e 2p(vy) 4)
= Ui (x,y) + U2(x,y) + Us(x,y)

Due to the linearity of Maxwell’s equations each of the addends can be interpreted as an
independent wave. Uj(x,y) is the beam transmitted by the hologram; it is a replica of the
reference wave and corresponds to the 0 diffracted order. U, (x,y) is a replica of the object wave
and corresponds to the +1 diffraction order. Us(x, ) is similar to the object wave conjugate and
corresponds to the —1 diffraction order.

2.2. Volume phase holograms (VPH)

If a suitable material is used in the recording of the hologram, the intensity variations can be
translated into variations of the refractive index, so that a phase hologram is recorded. In phase
gratings, modulation of the refractive index is given by

n(x,y) = ng +nysin (K- r) %)

where ny is the average index, n; is the amplitude modulation of the refractive index and E is
the grating vector.

Consider a hologram region as shown in Figure 1. The holographic grating at this zone is
recorded with an object wave with wave vector k, and a reference wave with k,. The grating
vector is determined with I? = k,—k,, and the distance between planes of constant index is

A =2n/K.

According to the relationship between the thickness d of the emulsion and the spatial period A
of the grating thin holograms (d<A) and volume ones (d>>A) can be distinguished. While in a
thin hologram the three diffracted orders of Eq. (4) appear, in a volume hologram only
diffracted orders 0 and +1 (U, and U, terms of Eq. (4)) are obtained.

The criterion to determine whether a hologram is volume type is given by the Q parameter,

(6)

where A is the wavelength of the reconstruction beam. A volume hologram is considered when
Q>10.
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yl\ d

Figure 1. Volume transmission grating with object and reference wavevectors K, and k, and grating vector K. The planes
with constant refractive index, perpendicular to the grating vector, are marked with equal grey levels.

The main advantage of volume phase holograms (VPH) is that, for a given wavelength, it is
possible to get 100% of the incident light diffracted to +1 order. For this to happen the so-called
Bragg condition given by

2npAsin 6y = A (7

must meet, where 6y is the half angle between the wave vectors of the incident wave ﬁ and the

diffracted wave o, as shown in Figure 2(a).

While the volume grating determines the energy performance, the surface grating determines
the geometric behaviour. So, if in the reconstruction step a wave whose propagation vector is p

reaches the hologram, the propagation vector ¢ of the diffracted wave must meet the following
relationship:

oy = p, =K, (8)

The distribution of energy between ¢ and p waves at the exit of the medium depends on the
characteristics of the hologram itself and the conditions of reconstruction. The diffraction
efficiency 7 is defined as the fraction of energy of the incident wave that is diffracted by the
holographic grating.

If light hits the surface of the hologram at an angle other than 6y, or at 6y but with a different

wavelength, the Bragg condition is not fulfilled. Diffracted wave o satisfies the geometric
condition (Eq. (8)), as seen in Figure 2(b). According to Kogelnik’s Coupled Wave Theory
[23], the efficiency when reconstructing transmission VPH near Bragg condition, is given by
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Figure 2. Wave vectors of the incident and diffracted waves and grating vector when the Bragg condition (a) is fulfilled
and when (b) it is not fulfilled.

_ sin?(V12 + &%)
U—W ©)

where &, v are dimensionless parameters defined as

minid
= 1
v AV/CrCs (10)

3d

=— 11
¢ 2cs (1)

¢r and ¢, are the so called obliquity coefficients; they are the z-component of the unit vectors in the
direction of p and &, respectively. For transmission holograms, c; > 0. The parameter 9 is called
phase shift and measures the deviation from the Bragg condition (Figure 2(b)). It is defined as
— =’ 2
P[5 P _p-o
2/p| 26

(12)

with G = p+ K and B = 2mng/A. If the Bragg condition is strictly fulfilled (monochromatic
light of wavelength A reaches the hologram at an angle 6y), then =0 and £ =0 and the
efficiency is

n(® =0) = sin?v (13)

A 100% efficiency can be achieved if the value of v for the reconstruction wavelength A is forced
to be 11/2.

When the reconstruction conditions move away from the Bragg condition the & parameter
increases and the efficiency decreases. For polychromatic illumination (ultra-short pulses, for
example), Bragg condition can be fulfilled only for a certain wavelength. To analyse the effect
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of this in the performance of the holographic element, a polychromatic reconstruction wave of
wavelength A = Ay + AA with an incident direction that meets the Bragg condition for Ay is
considered. Usually it is assumed that AA <« A [24] but for pulsed waves it is necessary to
consider a broad spectrum, so AA=Ay. Taking into account this fact, a relation between the
diffraction efficiency (Eq. (9)) and the reconstruction wavelength A can be obtained.

In v parameter expression (Eq. (10)) only the wavelength changes, d does not vary and n; can
be chosen to have 100% efficiency for Aq. The obliquity factors c, and c; depend on the direction
of illumination, determined with the Bragg condition for Ay, so both remain constant. From
these conditions,

T i d
—Ag = = cte. 14
270 \/CrCs cte (14)
So, for a wavelength A,
Tt /\0
=-— 15
v=o7 (15)

For £ parameter (Eq. (9)) it is necessary to expand 9 from Eq. (12). Taking into account Figure 2
for an incident wave with angle 0y that fulfils Bragg condition for A,

52-0’2 =p~(p —I_<’)2 = 252—1(2 =

— 28K cos (2—90)—16 = 2BK sin Op-K> (16)
So the phase shift 9 is
2BK sin 0-K?
e it M 1
8= (a7
From the Bragg condition for Ay the following relationship is obtained,
27’10/\ sin 90 = /\Q (18)
Replacing Eq. (18) in Eq. (17) and substituting the expression of 3,
K*(Ag-A)
=77 19
4mng (19)

To have the widest possible diffracted spectrum a small angle between beams is used, and
wave vectors near the normal direction are chosen, so ¢;#1, and £ parameter (Eq. (11)) is

sz(/lo—/\)
8mng

&= (20)

Substituting the obtained values of & and v in Eq. (9) the efficiency as a function of the
reconstruction wavelength for a broad spectrum (AA=Ay) is obtained.
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A numerical simulation of the spectrum diffracted by a holographic grating has been carried
out with typical values for ultra-short pulses (49 = 800 nm) and for dichromated gelatin
Slavich PFG04 commercial plates [20] (d = 30 um and ng = 1.52). In the volume hologram
limit, for Q = 10, a grating period of A =3.15 um is obtained. The graph of efficiency vs.
reconstruction wavelength is shown in Figure 3. It can be seen that the efficiency is higher
than 90% for a band with AA = £100 nm, so this type of VPH could be adequate for its use
with ultra-short pulses.

1 . . S
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0.6 / ]
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Figure 3. Theoretical efficiency of a transmission VPH as a function of the reconstruction wavelength for A = 800 nm,
d =30 um, ng = 1.52, Q=10.

3. Vortex generation with holographic optical elements

A holographic vortex generation element is recorded by the interference of a plane (or spher-
ical) wave and a vortex beam. Since the recording is with monochromatic light, any of the
methods described in Section 1 can be used to generate this vortex object wave. For this work a
computer generated hologram (CGH) was chosen.

In order to generate the CGH, the interference between a plane wave (reference wave), with its
wave vector forming an angle a; with the z-axis, and a vortex-carrying plane wave (object
wave), which propagates in the z-axis, is calculated. The reference plane wave at the hologram
plane can be expressed as

Ur(X,y) _ efi%”xsinm (21)

and the object vortex wave as

uo (x, y) _ e—im@ (22)
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where 0 = tan!(y/x) is the angular coordinate at the hologram plane. The intensity distribu-
tion on the CGH is given by

2
I=|U7+Uo|2:2{1+ cos (%xsinaﬁ—m@)} (23)

A and a; are chosen to obtain the desired spatial period A = A/sina;. The intensity distribu-
tion is calculated with MatLab, binarized, and printed on paper with a laser printer to obtain a
grating with dislocation. Figure 4 shows a CGH calculated for m =1.

il

Figure 4. Dislocated grating obtained with the interference of a plane wave and a vortex wave with topological charge n=1.

The printed pattern is photographically reduced using a reflex camera with Kodak TMax100
film, obtaining an amplitude thin grating of 14.7 lines/mm with a dislocation at the centre. This
CGH has high absorption, so it cannot be illuminated with a high-intensity laser, because it
could be damaged. Therefore the resulting film is contact-copied onto a commercial Slavich
PFGO04 dichromated gelatin plate using incoherent light. After this complex procedure a thin
phase CGH is obtained. It can be illuminated with an intense laser, although multiple
diffracted orders are obtained and their efficiency is low (25%).

The CGH is used to generate the object wave for the recording of a VPH. The recording scheme
is shown in Figure 5. The beam of a Coherent Verdi 6 W CW laser emitting at 532 nm is
divided in two by means of a beam splitter BS. One of the beams is filtered and expanded with
a spatial filter and collimated with a lens L;, and acts as a plane reference beam. The other
beam is first filtered and expanded and then collimated with a lens L, and illuminates the thin
phase CGH. The effects of bitmap resolution in the previous laser-printed CGH require to use
spatial filtering techniques to select the desired diffraction order and to avoid bitmap artefacts
[16]. The +1 diffracted order, containing the vortex, is selected, filtered and imaged with magnification
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—f,/f, onto the recording plate to cancel phase propagation terms by means of the 4-f processor
formed with lenses L and L,. Slavich PFG04 dichromated gelatin plates are used, following the
process described in [20] to obtain maximum efficiency at 800 nm. The two recording beams form an
angle of 10°, the minimum angle required to obtain a volume hologram (Q = 10) with the 30 ym-thick
PFG04 emulsion.

6Wa@532nm laser e,

CGH: computer generated hologram
BS: beam splitter

SF: spatial filter

HF: holographic plate

PH: pin hole M,

M: mirror

L: lens "-,wGH
f;

Figure 5. Scheme of the recording setup of a volume holographic optical element with a vortex-carrying plane wave as
object wave.

The recorded VPH presents an efficiency of 95% at 800 nm. The spatial period is A = 2.93 ym
that corresponds to 340 lines/mm spatial frequency. The diffracted spectrum is shown in
Figure 6. It can be seen that the maximum efficiency appears for 800 nm, and the wavelength
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Figure 6. Efficiency of the +1 diffraction order of the recorded VPH as a function of the reconstruction wavelength.
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range in which the diffractive efficiency is above 80%, is almost 200 nm. The holographic
material Slavich PFG04 has high damage threshold [25], so the recorded VPH can be used
with ultra-short and ultra-intense laser pulses.

In Figure 7, the Fourier transform of the vortex generated by the VPH when illuminated with a
CW laser beam of 800 nm is shown.

View = 127 : Tilt = -55

(Sate = S0B.0 widie Teak s BL0% BN [Gcals = 00T uniidi ek WA Bl

Figure 7. Fourier transform of the vortex generated by the VPH when illuminated with a CW laser beam of 800 nm.

4. Holographic generation of achromatic vortex beams

A disadvantage of using the previous holographic optical element to generate vortex beams
with ultra-short pulses is the chromatic dispersion. As we have seen, the VPH can work
properly in a spectral range of around 200 nm, but the direction of the diffracted vortex beam
depends on the wavelength, so the vortex beam presents an important spatial chirp, as it is
shown in Figure 8.

This problem can be overcome by designing an achromatic set-up in which the chromatic
dispersion of the vortex beam is compensated by using a volume holographic plane grating
(Hy) with the same spatial frequency as the vortex generator VPH (Hyy).

H; is recorded with two plane waves of wavelength A’ that propagate forming an angle a, and
a, with z-axis, so the complex transmittance of the grating (Eq. (3)), considering a phase
hologram, is proportional to
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0 order

+1 order
Figure 8. Chromatic dispersion of the vortex generator VPH described in Section 3.

T (x’ y) -1+ %eiﬁ—’?x (sina,~sina,) + %eﬂ%\—’}x (sina,—sina,) (24)
Hy; is recorded with the interference of a plane wave, forming an angle a, with z-axis, and a

vortex beam forming an angle a, with z-axis, so the complex transmittance of Hy is given by

Tll(x,y) —14+ %ei(%‘i}x (sina,—sinag)+m9) + %e—i(%‘x (sinar—sinag)+m6) (25)

4.1. Achromatization with separated elements

The first approach to combine these two VPH is proposed by Sola et al. [19] based on a
solution with printed gratings suggested by Mariyenko et al. [17]. Hy is located at the plane
where a positive lens (L;) forms the image of the grating H; in a 2f-2f configuration, as shown
in Figure 9.

Figure 9. Scheme of the experimental set-up for generating vortices with separated holographic elements.

If we consider that H; is illuminated with a polychromatic plane wave with a Gaussian spatial
profile, U.(x,y),

‘ G2 ogn
Ue(x,y) = Ju()\)e i sinac g ) 26)

)

where 1u(A) is the wave spectrum and w is the half wide of the Gaussian beam, then the wave
emerging from Hy, U, ;(x,y), can be expressed as
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Uir(x,y) = Uc(x,y) - 1(x,y) =

21

(x +
_ Ju(/\)e wZ/ e—z—x Slﬂﬁcd/\+

) - s —i{%\"x[ sinac— 4 sina,—sirmﬂ)]}
_ Py
+= J M(A)e w? e dA+

2
- oot Al .
2P 1{7):[ sina.+ /‘—,( sin a,—sin ao)]}
+% J u(d)e e di =
= Ul,l(xa]/) + UZ,I(x’y) + u3,[(x’y) (27)

Uj,; is the transmitted order; U, ; and Us ; are the +1 and -1 diffracted orders, respectively. In
the case of volume holograms, only one of these orders is diffracted, depending on the ac
value. In this case, the order efficiently diffracted by the VPH is U, ;, which is a set of
polychromatic plane waves with a Gaussian spatial profile. The direction of propagation of
each wavelength, «;, is a function of A,

A
sina; = sina.~ S (sina,~sina,) (28)

Considering L, as an ideal lens, the complex amplitude at the image plane U/Z 1 (x,y) is given by [26]
’ X y
UZ,I(x’y) ‘ | UZI(M M> (29)

where M is the magnification. In this case, as the lens L; works in a 2f-2f configuration, M = -1, so

+oo
UZ [(x y) 1 JM(A)E Xu;y e{z—'[x[smoq ‘,(sma, Slna“>]}d)\ (30)

—oo

U,2, ; illuminates the second hologram Hy;, so the amplitude distribution that leaves Hy; is

Uinn=1n U;,I =Uyn+ Uy +Usp (31)

The term U, j; is the efficiently diffracted order, and is given by

oo
1 e
Uz,H:EJ u(A)e g Emecno) g (32)

—oo

Us j1 is an achromatic vortex without chromatic dispersion, as the direction of the propagation
does not depend on the wavelength.

A second lens L,, with the same focal length as L;, is placed just in front of or behind Hy,
restoring the phase of the propagating beam into a plane wavefront. The VPH to generate
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the vortex beam has been recorded with a plane wave as a reference wave, so placing the
lens L, in front of Hy (as it is shown in Figure 9) provides a reconstruction plane wave,
which assures the reconstruction of the vortex beam with no geometrical aberrations.

Depending on the intensity of the pulses, the use of a vacuum chamber between the two
lenses could be necessary to avoid non-linear effects in the focalization produced by the
lens L.

4.2. Achromatization with a compact element

The second approach was proposed by Atencia et al. [22]. In this case both holographic
elements H; and Hy are placed parallel to each other, as it can be seen in Figure 10.

Figure 10. Double-grating vortex generator. (a) Separated VPH, (b) compact VPH.

If Hy and Hy; are separated (Figure 10(a)), the Gaussian profile of the incident beam is kept in
the propagation between H; and Hy, but the different wavelengths are spatially separated and
de-phased when they reach Hy;. A set of vortices emerges from Hyj, all with the same topolog-
ical charge m forming the same angle with the z-axis. The position of the vortex is the same for
all wavelengths, but the Gaussian distribution is spatially shifted for each wavelength.

If the two VPH are placed together, as in Figure 10(b), the amplitude distribution that reaches
Hy is Uy, so the distribution that leaves Hyy is

Ui =ty = Uy + Uy r + Us g (33)

where, in this case, Us j; is the order that is diffracted efficiently and is given by

+L>o
’x2+}/2 . T .
Us.1p :% JM(/\)e 2 iy sinacimo} 4 (34)

—oo
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Us, 11 is a set of vortices emerging from Hy, all with the same topological charge m and forming
an angle of a, with the z-axis.

In the construction of this compact VPH, the recording scheme for Hj is similar to that shown
in Figure 5 by replacing the vortex wave with a collimated wave. The angle between beams
has to be the same for H; and Hy to guarantee the chromatic compensation. For a simpler
alignment procedure, the recording geometry for Hy and Hy is chosen to give Bragg condition
at 800 nm for an angle o, = 0.

After processing, Hy and Hy; are cemented to each other, using Norland NOA®61 optical adhesive
between the two emulsions. This ensures that no change in the refraction index between the
holograms occurs and preserves the emulsion from degradation effects of the environment.

When illuminating each VPH at Bragg angle for 800 nm, the maximum efficiency obtained is
approximately 95%, so the sandwich has a total maximum efficiency of 90%. Reflection on
glass surfaces and glass absorption causes losses of about 15%, so the compound holo-
graphic element reaches an absolute efficiency of 77%. When A moves away from 800 nm,
this efficiency decreases. For the compound element, Figure 11 shows the wavelength
dependence of the diffractive efficiency. It can be observed that the full width at half maxi-
mum (FWHM) covers 250 nm, and the diffracted efficiency is above 80% for a wavelength
range of 100 nm.
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Figure 11. Dependence of the diffractive efficiency of the compact VPH with the wavelength.

For wavelengths different from 800 nm the diffractive efficiency drops and the transmitted
light increases, so the transmitted and diffracted light can spatially overlap for some wave-
lengths. To prevent this, H; is slightly rotated around the z-axis before joining the two holo-
grams. So, the transmitted and diffracted beams emerge from Hy with different directions, but
the efficiency is not affected.
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Figure 12(a) and (b) demonstrate that the compound element generates a broadband achro-
matic optical vortex. A 5 mm-wide white light vortex can be seen in Figure 12(a), when
illuminating the compact VPH with a tungsten light source (Ocean Optics LS-1) with 600 nm
FWHM centred at 850 nm. The photograph was taken at 1 m propagation from the element
output. Figure 12(b) shows the interference of transmitted and diffracted light. To obtain an
appreciable intensity on the transmitted beam, the holographic element is illuminated out of
Bragg condition. The dislocation of the interference pattern is clearly visible at the centre of the
image.

Figure 12. White light vortex. (a) Propagated at 1 m, (b) interference with a plane wave.

This compact vortex generator holographic element is very easy to align and avoids pulse
concentration zones, so for ultra-intense pulses the use of a vacuum chamber is not required.

5. Applications of vortex volume phase holograms to ultra-fast optics

Once the recording process of a vortex generating VPH has been reviewed, and the two
solutions for the vortex achromatization have been described, in the following section we will
comment some of the characteristics of the generated vortex and some possible applications
using femtosecond high power pulses. The achromatization of the VPH is very attractive from
the point of view of ultra-short pulses, which present broadband spectra, allowing the gener-
ation of short vortex pulses with high peak power [19]. The main limitation to obtain shorter
pulses is the spectral bandwidth of the hologram; however, the present performance allows the
generation of ultra-short vortex beams (e.g., compact vortex VPH is compatible with few
tenths of fs pulses).

One of the first questions arising is what the spatiotemporal structure of the vortex looks like.
In the literature, fs pulse vortices generated by spiral phase masks have been characterized by
using spatially resolved interferometry [27]. In the case of the compact VPH, when studying
spatial pattern of interferences in a similar way, a peculiar behaviour was observed. Figure 13
shows the interference pattern between two replicas of the laser beam (pulses of 100 fs FWHM,
central wavelength at 795 nm), obtained at a Mach-Zender interferometer. One of the beams
passed through a topological charge m =1 compact VPH, while the other arm acted as a spatio-
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temporal reference. As expected, fork-like interference pattern appears when both optical
paths of the interferometer match, disappearing otherwise. However, a spatial evolution of
the interference region is observed. Starting from a situation of unbalanced optical path length
of each interferometer arms, with no visible spatial interference pattern, the time delay
between the vortex pulse and the reference one is gradually reduced. When the pulse distance
becomes within the coherence length, spatial interferences arise, but localized in a spatial
region (Figure 13(a)). Reducing the arm difference increases the contrast of the interferences
but it also shifts them in the diagonal direction (Figure 13(b)—(d)). Finally, when the optical
path mismatch increases again, interferences disappear, located on the opposite region of the
beam profile (Figure 13(d) and (e)). This time dependence of interference spatial regions shows
that the vortex beam is generated with a pulse tilt. According to the experimental result, the tilt
could be quantified around 40 fs/mm in the direction of the VPH incident beam-vortex
mismatch (induced, as commented in 4.2 by the small rotation of H; related to Hy; in order to
avoid overlapping between transmitted and diffracted beams). Similar results were obtained
using pulses of 25 fs FWHM.

4 5 2

3 4
Afmm) ximm)

Figure 13. Interference patterns between an m =1 vortex beam generated with the compact VPH described in Section 4.2 and
a collimated Gaussian beam, presenting a small angle between them. The interference region varies as the relative interfer-
ometer arm delay changes (time shift between arms: 0 fs (reference) (a); 67 fs (b); 133 fs (c); 266 fs (d); 400 fs (e); 533 fs (f)).

Although this pulse tilt is small and for the most of applications it plays no relevant role (e.g.,
in the following non-linear interaction cases presented in this section no relevant effect has
been observed), it is important to be aware of its existence. One way of reducing it would be to
better match transmitted-diffracted beam directions. Nevertheless, if some of the incident
beam is transmitted through the compact VPH, it may interfere with the vortex beam. On the
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other hand, it has recently been shown that controlled pulse tilts can be a tool to induce
interesting effects, such as the so-called attosecond lighthouses [28]. Therefore, the ability of
imprinting controlled spatiotemporal alterations on the VPH may have potential applications.

One of the main advantages of using the compact VPH consists on the possibility of creating a
high power vortex quite easily. The set-up for generating the high power vortices is simplified
to the point of making the ultra-short pulses pass through it, while orienting the VPH in the
proper angle, defined by the recording configuration. Since the element presents a high dam-
age threshold of, at least, hundreds of GW/cm? [19], the incident pulse peak power can be high,
allowing to generate high-power vortices because of the high efficiency of the VPH. Therefore,
it makes it possible to induce non-linear effects on the vortex beams while propagating though
a certain medium.

In order to explore the potential of VPH creating high intensity femtosecond vortices, different
experiments have been performed. Firstly, using the achromatic set-up described in Section 4.1,
the dynamics of vortices at different intensity regimes were studied [19], analysing the evolu-
tion of the spatial distribution of the light along propagation after passing through a focusing
lens (f=2.2 m). While working on low-intensity regime (linear regime), the vortex maintains its
structure at focus and after it, remains stable. However, for high intensity regime the dynamics
varies, as shown in Figure 14. The vortex structure, unaltered in the first centimetres of the
focusing propagation, begins to be affected by the non-linear propagation. Just before the
focus, because of the Kerr effect driven self-focusing, the vortex splits into two fragments. It is
intriguing to observe how the two splinters rotate along the optical axis as the beam propa-
gates, following a spiralling path. When the beam diverges, away from the focal region, the
splinters stop from rotating. This behaviour can be explained as an effect of angular momen-
tum conservation. Numerical calculations [19] were carried out from (2+1)-dimensional
numerical simulations based on solving the non-linear Schrodinger equation including Kerr
effect, as described in Ref. [29]. Agreement between theory and experiments shows the major
role of the Kerr effect on the dynamics, since other possible players (as ionization) were not
included on the calculations.

Figure 14. Spatial beam profile evolution of 14 GW vortex focused by an f=2.2 m convergent lens.
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An increase of beam intensity would involve utterly medium ionization. Then, light propaga-
tion may become even more complex, being the result of the interplay between effects compet-
ing for focusing or unfocusing the beam (e.g. Kerr effect will introduce focusing on the beam,
while ionization makes the opposite). This may produce what is called filamentation [30],
exhibiting a self-guiding of the beam because of the balance between linear regime light
propagation and the different non-linear effects raised from interaction with the medium.
Splitting and filamentation of the vortex fragments have been observed for high enough
intensities (e.g., 14 GW vortices propagating in a tube filled with nitrogen at a pressure of
1600 mbar [19]).

In the last decades, an extremely non-linear process known as high order harmonic generation
(HHG) has become a hot topic and the basis of the new discipline called Attoscience [31]. This
process rises from the interaction of intense light and matter and enables to obtain harmonic
frequencies of the driving radiation well inside the ultraviolet spectral region (known as
extreme ultraviolet, or XUV) or even the soft X-ray region [32]. In the case of interaction with
gases, it can be interpreted as a three-step process [33, 34], starting with matter ionization,
freeing an electron (typically in tunnelling regime). In a second step, the electron is accelerated
by the intense electromagnetic field of the pulse. Finally, depending on the electric-field phase,
the electron may return towards the parent ion, recombining and emitting the accumulated
energy (kinetic energy plus the ionization potential) as a photon. This XUV radiation inherits
coherence from the generating beam, while showing a peculiar temporal emission pattern, a
train of sub-femtosecond pulses. It can be eventually reduced to a single XUV burst by means
of few cycle driving pulses and gating techniques [35-37]. This kind of extremely short light
sources is an unprecedented tool for studying fast dynamics, as molecular or electronic [31].
Within this context, during the last years, special attention is being devoted to the HHG of
pulses with orbital angular momentum (OAM), as vortices. The first experimental work
showing the generation of XUV vortices from IR ones was reported on 2012 [38]. The measure-
ments of the topological charges of the different harmonic yielded unexpectedly a constant
charge m =1 (coming from the same charge in the driving field), independent of the harmonic
order. The authors explained this discrepancy as caused by vortex decay during the non-linear
process. Later, numerical simulations [39] predicted topological charge scaling with the order
of the harmonics and subsequent experiments [40] confirmed this point.

The basis of HHG and its use for the generation of XUV beams exhibiting OAM are
analysed in depth in another chapter of this book [41]. Here we will focus on the use of
vortex generating compact VPH in HHG experiments. In the pioneering experimental
studies [38, 40], the OAM driving beam was obtained from a 30 fs pulsed beam and m =
1 topological charge was imprinted by means of a spatial light modulator (SLM) but using
two different ways. In the case of Ziirch et al. [38], the reflective SLM was used to imprint
the AOM in a spiral phase mask way, introducing diphase of the wavefront phases
azimuthally dependent. On the other hand, Gariepy et al. [40] used the SLM for creating
a fork type diffraction pattern, i.e. presenting dislocation introducing the topological
charge. In order to compensate the first order angular dispersion, a long period-grating
pattern was used. This way of generating vortices allows to imprint the same topological
charge to all the wavelengths, in contrast with the spiralling phase mask procedure that,
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as shown in Ref. [27], produces topological charges depending on the wavelength, being
even not an integer.

Therefore, the case of Gariepy et al. [40] is quite similar to the way the compact VPH
generates the vortices, with a dislocated grating and a second non-dislocated grating to
suppress angular dispersion. The main difference lays on the fact of using a SLM element or
a holographic plate. While the former is more flexible and dynamic, the compact VPH is a
more robust and cheaper element, presenting a simpler alignment.

Then, in order to explore its potential, we tested the compact VPH in a HHG experiment. The
experimental set-up is shown in Figure 15. A 25 fs pulsed beam up to 2 mJ per pulse (1 kHz
repetition rate, spectrum centred on 790 nm) is focused by means of a f = 50 cm spherical Ag
mirror into an Ar gas jet on vacuum (10° mbar of residual pressure when the gas jet is
operating). After light-matter interaction, radiation passes through a 4 mm long slit to a
Rowland circle spectrometer (Model 248/310G, McPherson Inc.), using a 1 m radius spherical
grating (133 lines/mm). A 150 nm Al filter just after the slit absorbs the fundamental radiation
and lower harmonics, up to the 11th. The compact VPH was placed before the focusing
element, creating the AOM beam. Because of the physical dimension of the set-up and XUV
beam divergence, the size of the harmonic vortices was bigger than the slit dimensions. There-
fore, several measurements were performed, shifting the height of IR beam and gas jet referred
to the slit position. Figure 16 shows the combined spectra for different divergence angle. The
result shows annular distribution of the harmonics, with a minimum of intensity in the centre
(divergence 0 mrad) and a ring around 3-6 mrad. Although no measurement concerning
topological charge has been performed, results are compatible with the obtained at [40].
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Figure 15. HHG experimental set-up for generating XUV. A 25 fs pulsed beam passes through the compact VPH
(Holographic plate), creating an m = 1 vortex. The beam is focused by means of a spherical Ag mirror (f= 0.5 m) on an
Ar gas jet, where HHG occurs. XUV radiation is filtered by an Al filter and spectrally analysed using a Rowland circle
spectrometer (Model 248/310G, McPherson Inc.) including an spherical diffraction grating (133 lines/mm), and a detector
composed by a micro-channel plate (MCP), a phosphor screen (PS) and a CCD camera.

In summary, the compact VPH [22] is a simple, cheap and robust element for generating high
power AOM beams. Their achromaticity allows the generation of pulsed vortices down a few
tenths of fs and their high damage threshold permits to obtain high peak powers. High power
vortex generated by this way are able to interact non-linearly with material, producing effects
from Kerr effect and filamentation to HHG.
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Figure 16. Spectrum of high order harmonic radiation depending on divergence, once the IR beam and lower harmonic
have been filtered.
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Abstract

Optical vortices are very attractive because they transport a well-defined orbital angular
momentum (OAM) associated with the singularity of the beam. These singular beams,
commonly generated in the optical regime, are used in a wide range of applications:
communication, micromanipulation, microscopy, among others. The production of
OAM beams in the extreme ultraviolet (XUV) and X-ray regimes is of great interest as
it allows to extend the applications of optical vortices down to the nanometric scale.
Several proposals have been explored in order to generate XUV vortices in synchrotrons
and FEL facilities. Here, we study the generation of XUV vortices through high-order
harmonic generation (HHG). HHG is a unique source of coherent radiation extending
from the XUV to the soft X-ray regime, emitted in the form of attosecond pulses. When
driving HHG by OAM beams, highly charged XUV vortices with unprecedented
spatiotemporal properties are emitted in the form of helical attosecond beams. In this
chapter, we revise our theoretical work in the generation of XUV vortices by HHG. In
particular, we illustrate in detail the role of macroscopic phase matching of high-order
harmonics when driven by OAM beams, which allows to control the production of
attosecond beams carrying OAM.

Keywords: high harmonic generation, attosecond pulses, orbital angular momentum,
nonlinear optics, ultrafast phenomena, attosecond helical beams, extreme ultraviolet
vortices, phase matching

1. Introduction

Light beams are known to carry spin angular momentum (SAM), related to their polarization,
or orbital angular momentum (OAM), related to their spatial phase profile [1-3]. Helical phase
beams, also called optical vortices, exhibit a transversal spiral phase structure around the beam
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axis, thus having a well-defined OAM that is characterized by the topological charge, ¢, i.e.,
the number of 2mt-phase shifts along the azimuthal coordinate of the light beams. These beams
are typically produced in the optical and infrared (IR) regimes, being used in a broad range
of applications, such as optical communication [4, 5], micromanipulation [6, 7], and phase
contrast microscopy [8, 9], among others [10]. There is a wide interest to bring helical phase
beams into the extreme ultraviolet (XUV) and X-ray regimes, in order to extend their micro-
scopy and spectroscopy applications down to the nanometric scale [11-17].

Schemes for the generation of helical phase beams in the XUV/X-ray regime have been reported
in accelerator-based sources, such as synchrotrons and X-ray free-electron lasers (XFELs) [18-
22], and in laser-based sources, such as plasma induced in solid surfaces [23, 24] or underdense
plasmas [25] and high-order harmonic generation (HHG) in gas-phase media [16, 17, 26-30].
In general, accelerator-based sources produce more intense pulses but they are in the femto-
second timescale (1 fs =107 s) and their spatiotemporal coherence is not always ideal. On the
other hand, laser-based sources produce shorter pulses, in the attosecond timescale (1 as=10"%
s), with higher spatiotemporal coherence. In this chapter, we explore the unique properties of
XUV vortices generated via HHG.

HHG is an extreme nonlinear process, driven in an atomic gas-phase medium interacting with
an intense IR laser beam. This highly nonlinear interaction results in the emission of coherent
harmonic radiation in the XUV and soft X-ray spectral regimes [31, 32]. The HHG radiation
presents unique properties, the higher orders being emitted in the form of pulse trains at the
attosecond timescale [33-37] or even at the zeptosecond scale if driven by mid-IR lasers [38].
Harmonics with well-defined OAM (OAM-HHG) can be generated using helical phase beams
as driving fields. In such scenario, the phase twist is imprinted in the driving IR field —for
which a single setup (diffractive mask, for instance) is required [39-41] —and is subsequently
transferred to the short-wavelength radiation by nonlinear conversion. The first experiment of
OAM-HHG [26] reported the generation of harmonic vortices with topological charge nearly
equal to that of the fundamental field, i.e., the spiral phase structures of the harmonics and the
fundamental driver beam are similar. Those experimental observations were attributed by the
authors to nonlinear propagation effects and not to the OAM-HHG generation process itself.
For instance, this finding was unexpected in terms of the present understanding of HHG, in
which the harmonic phase scales roughly with the harmonic order [42]. Indeed, the spiral phase
structure of the harmonics is expected to be that of the fundamental but multiplied by the
harmonic order. In other words, if the driving OAM beam presents a topological charge ¢, the
gth-order harmonic should be emitted with a higher topological charge of gf. Shortly afterward,
this expectation was demonstrated theoretically [27] and proven experimentally [16]. Inter-
estingly, the highly-charged XUV vortices generated through HHG can by synthesized into
helical attosecond beams [27-29]. Hence, HHG can be considered a direct route to generate
XUV vortices, and nowadays, stands for a promising technique to produce very short
(attosecond) vortices even in the soft X-ray regime.

Besides the promising applications of generating vortices in the XUV regime via HHG, there
are still some fundamental questions that are very interesting to explore. High-harmonic
radiation is a macroscopic output resulting from the emission of many atoms, but this
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observable has its origin in a quantum mechanical (single-atom) mechanism and has indeed
a strong correspondence, i.e.,, what occurs at the single-atom level in a particular spatiotem-
poral position will affect the macroscopic emission. OAM-HHG is indeed a clear example of
this striking effect. Each atom in the target perceives a different transversal phase of the
incoming IR field, and even though the atoms do not know the phases of their corresponding
neighbors (they are not entangled), this information will be imprinted in the superposition of
the photons emitted by the whole sample, giving rise to a transverse phase in the emitted
radiation. This fascinating property raises questions such as how this process occurs and which
are the significant mechanisms behind the imprinted (OAM) phase in the XUV harmonics. It
is in fact a much unexplored field and more research is needed to understand the formation
of XUV vortices via HHG.

In this chapter, we revise our theoretical work in the generation of XUV vortices by HHG. We
provide a self-explanatory introduction of our theoretical models and we emphasize the most
prominent results. In particular, we illustrate in detail the role of macroscopic phase matching
of high-order harmonics when driven by OAM beams, leading to helical attosecond beams
with unprecedented spatiotemporal properties.

The chapter is organized as follows. First, in Section 2 we introduce HHG, paying special
attention to the semiclassical understanding of the process in terms of quantum paths. Second,
in Section 3, we present the two theoretical methods that we have developed to simulate the
HHG process driven by OAM beams. On one hand, we have developed advanced HHG
simulations including quantum single-atom harmonic generation and macroscopic propaga-
tion. Our code, which is especially suited for beams without cylindrical symmetry, has been
widely contrasted against experiments. On the other hand, we have further developed a simple
semiclassical model that allows us to unveil the contribution from different quantum paths in
the HHG process. This model is of special interest for the optical community using OAM-HHG,
asitallows for qualitative description of future experiments. In Section 4, we present our results
of OAM-HHG. We show the main properties (OAM content and divergence) of the generated
XUV vortices. In addition, we analyze the phase-matching conditions of HHG driven by OAM,
showing that different quantum path contributions to the HHG spectrum can be naturally
selected by modifying the target position with respect to the driving beam focus. Finally, we
analyze the properties of the temporal emission of the XUV vortices. In particular, we show
that different XUV harmonic vortices can be synthesized to produce attosecond helical beams,
whose spatiotemporal properties (such as divergence and/or temporal chirp) can be controlled
through phase matching.

2. High-order harmonic generation

One of the major challenges since the invention of the laser [43] has been to extend coherent
radiation to the extreme regions of the optical electromagnetic spectrum, and, in particular, to
higher frequencies. For that purpose, harmonic generation offers a direct route. Although
perturbative harmonics were obtained shortly afterwards the invention of the laser [44],
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nonperturbative harmonics, i.e., those whose efficiency does not decrease exponentially with
their order, were not reported until the late 1980s [45, 46]. At the very beginning, this behavior
was attributed to multiphoton excitation of atomic subshells, but later, a nice classical inter-
pretation was proposed, relating the harmonic generation with tunneling ionization in the so-
called three-step model [47, 48]. Since then, the close interplay between theory and experiments
has boosted the development of the field, providing a unique mechanism for the generation
of extreme ultraviolet/soft X-ray radiation in the form of attosecond pulses [49-55].

HHG is achieved by focusing an intense femtosecond IR field into a gas target, as depicted in
Figure 1. The target, either atomic or molecular, is commonly found in experiments as a gas
jet, a gas cell, or a gas-filled capillary. The high nonlinear interaction between the IR field and
each atom results in the emission of harmonics of the fundamental IR field, whose frequency
extends into the XUV or even the soft X-ray regime. Notably, radiation emitted by the atoms
is coherent. Hence, the harmonic signal reaching the detector is strongly affected by the phase
matching of the high-order harmonics emitted by each atom of the target. Thus, HHG radiation
results from the interplay between the microscopic single-atom emission and the macroscopic
superposition of the contributions of all the atoms of the target.

(a) N I -
IR driving fieid (fs) g ': N | | ’ T Y
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Figure 1. (a) (Top) Schematic view of a HHG experiment: an intense fs IR field is focused into a gas jet. Each atom
interacting with the IR field emits XUV radiation in the form of higher-order harmonics. The harmonic signal at the
detector is strongly affected by the phase matching of the radiation from all the emitters. At the bottom, we present a
scheme of the single-atom HHG mechanism explained through the semiclassical three-step model: (i) ionization of the
electronic wave packet through tunnel ionization; (ii) acceleration by the laser field; and (iii) recombination with the
parent ion, resulting in the emission of higher-frequency radiation. (b) HHG spectrum obtained from a hydrogen atom
driven by an 800 nm, 5.8 cycles (15 fs) FWHM, and 1.57 x 10" W/cm? peak intensity laser pulse. The HHG spectrum is
calculated with the quantum SFA+ theory in hydrogen (see Section 3.1). (c) Attosecond pulse train envelope obtained
after performing the Fourier transform of the HHG spectrum presented in (b), windowed by a rectangular mask (blue)
at the high-energy plateau region. Two attosecond pulses per cycle are obtained, of ~250 as FWHM pulse duration each
one.

From the microscopic point of view, the single-atom HHG process is well described by the
three-step model [47, 48], explained at the bottom of Figure 1: (i) an electronic wave packet is
ionized by an intense laser via tunneling; (ii) once in the continuum, it is accelerated by the
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field and driven back to the parent ion; and (iii) finally, upon recollision, it recombines,
releasing high-frequency radiation whose energy corresponds to the kinetic energy acquired
from the laser field plus the ionization potential. The dynamics of the electronic wave packet
in the continuum can be described accurately using classical trajectories, from which it is
simple to associate a particular recombination energy with an initial (ionization) time, as we
will seein Section 2.2. Interestingly enough, for every half-cycle, there are two different electron
paths leading to the same recombination energy, the so-called short and long trajectories. These
short and long trajectories appear naturally as path contributions in the quantum framework
within the strong-field approximation (SFA) [56, 57]. The phase of the HHG emission depends
on the particular path followed by the electron, thus the interference of the emission from
different paths may affect the structure of the harmonic spectrum. In addition, the time
ordering of the short and long quantum paths gives rise to a positive or a negative chirp,
respectively, in the temporal structure of the associated attosecond pulses [58]. We should also
mention the possibility of longer quantum paths, evolving over more than a laser cycle, which
give rise to higher-order rescatterings [59, 60] (providing zeptosecond waveforms in the high-
order harmonic radiation driven by mid-IR pulses [38]). The HHG interferences from short
and long quantum paths have been experimentally observed in standard HHG experiments
[61]. In the OAM-HHG context, we started the first studies exploring the contributions of the
different quantum paths to the harmonics, see Ref. [28]. In this chapter, we will revise the
importance of the quantum paths in OAM-HHG.

Macroscopically, HHG in extensive targets can be intricate. Atoms located at different posi-
tions in the target emit harmonic radiation whose phase depends on the amplitude and
phase of the local driving field. As a consequence, harmonic phase matching plays an essen-
tial role, limiting the spatial regions in which the harmonics contribute efficiently. Typically,
harmonic phase matching is described in terms of the longitudinal coherence length that
corresponds to the distance between two atoms whose emitted radiation interferes destruc-
tively, being a critical parameter for the optimization of HHG in macroscopic targets [62]. In
addition, transverse phase matching is defined in terms of the transverse coherence length
that describes the phase matching of the radiation coming from atoms placed in a plane per-
pendicular to the propagation axis [63]. Phase matching is essential to understand most of
the macroscopic features of HHG radiation and to develop unique sources such as soft X-
ray harmonics driven by mid-IR lasers [31]. Harmonic phase matching has been extensively
studied in different macroscopic geometries, such as Gaussian beams focused into gas jets
or gas cells [62, 64, 65] or transversal Bessel beams propagating in waveguides [66], among
others. In Section 4.2, we discuss in detail some of the phase-matching properties of high-
order harmonics driven by beams carrying OAM.

2.1. HHG radiation: XUV to soft X-ray radiation emitted in the form of attosecond pulses

Let us now analyze the main properties of the harmonic spectrum generated by an atom
irradiated by an intense laser pulse. The harmonic spectrum presents certain peculiar features
that have been observed since the earliest experiments and theoretical works [45, 46, 67, 68].
A typical HHG spectrum is composed of few, odd, low-order harmonics whose intensities
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decrease exponentially, in accordance with the perturbative scaling, followed by a wide region
of odd harmonics (the so-called plateau) with similar intensities. The plateau ends sharply at a

cutoff frequency given by the law Aw e =1 p 317U, where | p is the ionization potential

and U, is the ponderomotive energy. The appearance of a plateau is a remarkable property,

since it conveys the efficient emission of shorter wavelengths. Beyond the cutoff frequency, the
intensity of the harmonics decreases again quickly and higher-order harmonics are hardly
visible. The scaling of the harmonic g with the driving field intensity follows the law ¥, with
p < q at the plateau and cutoff regions, revealing their nonperturbative origins [69]. In Figure
1(b), we present an example of an HHG spectrum. In particular, we show the simulated HHG
spectrum obtained from the interaction of a hydrogen atom with a 800 nm, 5.8 cycles full width

at half maximum (FWHM), and 1.57 x 101 W/em? peak intensity laser pulse.

There is a fundamental interest in extending the cutoff frequency to higher energies. From the
dependences of the ponderomotive energy, U, /131, and the cutoff law, the HHG spectrum

can be extended toward higher energies by increasing the intensity (I) or/and the wavelength
(4y) of the driving field. However, there are physical restrictions that limit the maximum

photon energy of the harmonic spectra. First, if we increase the laser intensity beyond a critical
point, we move to the barrier-suppression regime for ionization, where the spectral plateau is
degraded [70]. Second, the efficiency for the generation of the highest harmonic orders has
been shown to decrease drastically with the driving wavelength [59, 71]. In addition, phase-
matching conditions may decrease the efficiency of the harmonics when both increasing the
intensity and the wavelength of the driving laser field. Nevertheless, recently, it has been
possible to define experimental conditions in which favorable phase matching is naturally
achieved, leading to the efficient emission of soft X-ray HHG radiation, if driven by mid-IR
[31], or vacuum ultraviolet fields [32].

On the other hand, HHG offers the exciting perspective of synthesizing XUV pulses of
attosecond duration [33, 34]. An attosecond pulse train is obtained by the selection of the higher
frequency part of the HHG spectrum, i.e., the plateau. This synthesis is possible because the
plateau is composed of harmonics with similar intensities (like a frequency comb) and phases
[33]. In Figure 1(c), we present the attosecond pulse train envelope computed from the inverse
Fourier transform of the complex harmonic spectrum presented in Figure 1(b), windowed by
a rectangular mask (blue) of ten photons bandwidth (10w, where w is the fundamental

frequency) at the high-energy plateau. An attosecond pulse is emitted in each half-cycle of the
incident laser pulse. Note that the obtention of odd-order harmonics results from the integra-
tion of attosecond pulses delayed by half a cycle, and with an overall phase shift of , coming
from the sign of the driving field.

The first experimental measurement of an attosecond pulse train was performed by selecting
five consecutive harmonics generated in argon, obtaining 250 as pulses [35]. In addition,
isolated pulses with duration of 650 as were produced by spectrally filtering few cutoff
harmonics produced by an ultrashort laser pulse [36]. At present, after postcompression,
isolated pulses with temporal durations < 100 attoseconds have been measured experimen-
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tally [37, 72]. Moreover, there is a great interest to extend the production of isolated attosecond
pulses to the soft X-ray regime [73, 74], and there are proposals to produce subattosecond
waveforms by using mid-IR driving pulses [38].

2.2. Quantum path contributions to HHG

A beautifully simple picture to understand the single-atom HHG process is given by the
three-step model [47, 48], based on the so-called simple man’s model. In the tunneling re-
gime, one can assume that the ionization process depends only on the instantaneous value
of the electromagnetic field, and right after ionization, the electron is located at the coordi-
nate origin with zero velocity. Another assumption of this model consists in considering the
dynamics subsequent to ionization as corresponding to a classical free electron in the elec-
tromagnetic field, thus neglecting the influence of the Coulomb potential. As a consequence,
HHG can be understood in terms of simple semiclassical arguments, as explained at the bot-
tom of Figure 1(a).

We can study in detail the electronic dynamics in the three-step model by integrating the
classical equations of motion given by Newton’s law and using the conditions given by the
simple man’s model. In Figure 2(a), we have depicted some electron trajectories for different
ionization times, in the presence of a monochromatic laser field of 1, = 800 nm and peak

intensity of 1.57 x 101* W/cm?. The gray-dashed line represents the electric field in arbitrary
units, whereas the green line represents the nucleus position, located at the coordinate origin.
Note that we have represented some of the trajectories that lead to recollision, as those that do
not recollide will not contribute to the HHG process. In Figure 2(b), we have plotted the
recollision kinetic energy of the particles as a function of the recollision (green points) and
ionization (red points) times. Note that there is one particular trajectory, represented in blue,
whose recollision energy is maximum, taking the well-known value of 3.170,,. This trajectory

leads to the emission of the cutoff energy, and presents an excursion time of approximately
0.63 times the period of the laser pulse. Further recollisions do not raise this maximum energy.
Noticeably, in every half-cycle of the laser pulse, there are two possible electron trajectories
leading to the same kinetic energy at recollision and therefore two possible paths for the
generation of the same harmonic (each named accordingly to the excursion time as short and
long trajectories). We have represented in Figure 2(a) three pairs of short and long trajectories
with energies at recollision of 3.0U . (purple), 2.5U . (dark pink), and 1.5U P (light pink).

The short and long path contributions also emerge from the quantum framework within the
strong-field approximation [56, 57, 75]. The phase of the harmonic emission not only depends
on the phase of the fundamental field but also on the particular path followed by the electron.
This additional nonperturbative term, the so-called intrinsic phase, is proportional to the
ponderomotive potential times the excursion time of the quantum path [75]. As a consequence,
the structure of the HHG spectrum may be intricate, as it results from the interference of the
emissions of the different quantum paths [61]. In addition, since the different electronic
trajectories rescatter at different times (see Figure 2), a chirp is imprinted in the emitted
radiation [58, 76, 77]. The emission from the short trajectories is positively chirped, i.e., the
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lower harmonics are emitted before the higher, as depicted by the positive slope of the green
curve in Figure 2(b). On the other hand, the emission from the long trajectories exhibits a
negative chirp, as depicted by the negative slope of the green curve in Figure 2(b). As a result,
the HHG mechanism itself prevents the harmonics to be emitted in the Fourier limit.
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Figure 2. (a) Sample of electronic trajectories in a monochromatic laser field of A, = 800 nm and peak intensity of
1.57x10" W/cm? The gray-dashed line represents the electric field (arb. units), whereas the green line, the nucleus posi-
tion. Three pairs of short and long trajectories are represented for energies at recollision of 3.0U, (purple), 2.5U, (dark
pink), and 1.5U, (light pink), whereas the most energetic trajectory, raising 3.17, at recollision, is represented in blue.
The vertical axis represents the distance from the nucleus. (b) Returning kinetic energy of the electrons at the instant of
the first recollision in (a). The green points represent the recollision time, whereas the red points, the ionization time.

3. Theoretical treatment of OAM-HHG

The theoretical treatment of HHG admits different levels of description, ranging from the
classical to semiclassical and full quantum. For instance, in the previous section, we have
shown how HHG can be studied through classical electron trajectories. In this section, we build
a theoretical model to describe HHG driven by OAM beams, which takes into account both
microscopic and macroscopic physics. We have developed two alternative, full quantum and
semiclassical, methods that allow us to describe and have an insight into the microscopic
quantum paths involved in the formation of OAM vortices.
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Let'’s start putting in context the physical scenario of HHG driven by OAM beams. In Figure
3, we present an schematic view of OAM-HHG. A pulsed vortex beam centered at A,=800 nm,
a typical wavelength used for HHG, is focused into a gas jet. In this work, we use an argon

gas, and the amplitude of the field E ) is chosen to give a peak intensity of 1.4 X 101 W/em? at

the focus. High-order harmonics are emitted at each atom in the target, and, upon propagation,
their coherent addition results in the far-field emission of XUV vortices, represented along the
divergence f and azimuth ¢ coordinates.

The spatial structure of the IR vortex beam is represented by a monochromatic Laguerre-
Gaussian beam propagating in the z-direction, with wavelength 1,(k, = 2m/1)) expressed as

ikoz
LG {,'p(r,q,’),z; kye =, where

';g’z + iCDG(z)}, 1)

w(z)| w(2) w'(2) w'(z) 2R(z)

14 2 2
LG, ,(r,¢,7:k,) = Ey—2 {QJ L;'( 2r Jexp[— d Jexp|:i£¢+i
and w(z) = wmll +(z/ 20)2, with w,, being the waist of the mode, z, = kowg /2 the Rayleigh
range, R(z) = z[l +(zq/ 2)2] the phase-front radius, ®,(z) = — (2p + |{’ | + 1)arctan(z/z;) the

Gouy phase, and Llf' (x) the associated Laguerre polynomials
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Figure 3. Scheme of HHG driven by OAM beams. An intense IR vortex beam carrying OAM (with £ = 1 in this case)
is focused into an argon gas jet. The near-field coordinates are (p,¢). Each atom emits HHG radiation that, upon prop-

agation, results in the far-field emission of XUV vortices with some divergence and azimuth (B,). In the bottom, we
show the near-field amplitude (left) and phase (right) of the LG, , IR mode, with beam waist of 30 pum.
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The indices £ =0,+ 1, + 2,... and p =0,1,2,... correspond to the topological charge and the
number of nonaxial radial nodes of the mode, respectively. At the bottom of Figure 3, we
present the amplitude (left) and phase (right) of the LG, , IR mode. In the simulations presented
in this work, we have considered a well-defined OAM of £ =1 and p = 0 as a driving field, with
a beam waist of w, = 30 um and, therefore, a Rayleigh range of z, = 3.5 mm.

3.1. 3D quantum SFA theory

We have developed a quantum method to compute HHG including both single-atom (micro-
scopic) and phase matching (macroscopic) physics. In order to take into account macroscopic
phase matching, we compute harmonic propagation using the electromagnetic field propaga-
tor [78]. To this end, we discretize the target (gas jet) into a set of j elementary radiating volumes

(typically > 105), as sketched in Figure 3, and propagate the emitted field E j(r I t) to the far-
field detector,

E (r,0)= #x{sd xa,; (t—wﬂ )
c | c

where s ; is the unitary vector pointing to the detector, rjand r jare the position vectors of the
far-field detector and of the near-field elementary radiator j, respectively, and a j is the dipole

acceleration of each elementary source. Note that in Eq. (3), the harmonic radiation is assumed
to propagate with the vacuum phase velocity, which is a reasonable assumption for high-order
harmonics. The harmonic field reaching the detector is thus calculated as the coherent addition
of these elementary contributions. Propagation effects in the driving field, such as the pro-
duction of plasma, the refractive index of the neutrals, the group-velocity walkoff [79], as well
as the absorption in the propagation of the harmonics are also taken into account.

In the case of intense fields, the computation of the microscopic HHG dynamics of the
elementary radiators is not trivial, as the interaction is nonperturbative. Due to the large
number of radiators, the use of exact numerical integration of the time-dependent Schrédinger
equation becomes extremely expensive. Therefore, the use of simplified models is almost
mandatory. In the case of intense fields, S-matrix approaches combined with the strong-field
approximation [80-82] are demonstrated to retain most of the features of the HHG process [75,
83]. We use an extension of the standard SFA, hence we will refer it as SEA+, where the total
dipole acceleration of the j radiator (aj) is found from two contributions, a b and a & the first

being the standard SFA expression and the latter being a correction due to the instantaneous
dressing of the ground state. This method computes the dipole acceleration directly from the
superposition of the contributions of each Volkov wave, each can be integrated separately as
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an ordinary 1D equation, leading to a very efficient algorithm [71, 84]. The single-atom HHG
spectrum can be found after performing the Fourier transform of the dipole acceleration.

One of the advantages of this method, which takes into account both microscopic and macro-
scopic HHG, is thatitis well-fitted to nonsymmetric geometries, therefore, it is especially suited
for computing HHG driven by singular beams, such as those carrying OAM. The method has
been successfully used for describing regular HHG with near- and mid-IR lasers, in good
agreement with several experiments [31, 63, 73, 85-88].

For the simulation results presented in this work, we have considered a laser pulse with a well-
defined OAM of ¢ =1 as a driving field. The laser pulse is assumed to have a temporal

envelope of sinz(nt/ NT), where N=16 cycles and T is the laser period (2.67 fs). The FWHM of

the pulse is 15.4 fs and the peak intensity is 1.4 x 10'* W/cm?. The detector is assumed to be
far enough from the interaction area in order to comply with the far-field condition. The target
is an argon gas jet, directed along the x-axis, and modeled by a Gaussian distribution along
the y and z dimensions (whose FWHM is 500 um), and a constant profile along its axial

dimension, x. The peak density is 1017 atoms/em?.

3.2. The thin slab model (TSM)

We have developed a simple model, the thin slab model (referred as quantum path OAM model
in [28]), to gain insight on the physical origin of the structure of the XUV vortices generated
via HHG. In this simplified description, the target is represented by a thin (2D) slab placed
perpendicular to the propagation axis of the fundamental beam. As a consequence, our
approach does not take into account longitudinal phase matching, allowing us to focus the
discussion on transverse phase matching [63] that is expected to be relevant due to the
transverse structure of OAM beam:s.

The complex beam profile of the fundamental field in the thin slab, placed at a propagation

distance z p can be written as

A() =U(p,4,2,)e" ", (4)

where ®(r) contains the phase terms presented in the exponential of Eq. (1) and the amplitude
terms are grouped in U(r).

We consider the high-order harmonics to be emitted at the thin slab. Let us see how their
intensity and phase profiles are related to that of the driving field. In the perturbative regime,
the amplitude of the gth harmonic is proportional to the power of the fundamental beam

amplitude « U(r)?. However, since HHG is highly nonperturbative, the amplitude of the
generated harmonic scales with a lower power [69]. As a consequence, the harmonic field at
the slab can be approximated by an analytic SFA representation, first used in [42]. This
representation gives a different scaling of the amplitude and harmonic phase with the driving
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field. First, the amplitude of the gth harmonic is proportional to the pth power of the funda-

mental amplitude U(r)P, where p < g reflects the nonperturbative HHG behavior, being
approximately constant for the harmonics in the plateau region. In order to extract the value
of the p exponent, and thus the scaling of the harmonic amplitude with the driving field, we
perform single-atom HHG calculations using the SEA+ approach. We present in Figure 4(a),
the HHG spectra (log scale) driven by an 800 nm laser field for three different peak intensities.

The driving laser pulse is assumed to have a temporal envelope of sin? (mt/NT), where N= 64
cycles and T is the laser period (2.67 fs). The FWHM of the pulse is 61.4 fs. The amplitude of

the field is chosen to give peak intensities of 0.875 X 10M W/em? (red), 1.177 x 10M W/em?

(green), and 1.524 x 1014 W/cm? (blue). In Figure 4(b)—(e), we show the scaling for the peak of
the 17th, 19th, 21st, and 23rd harmonics, respectively, with the driving field amplitude (log
scale). The oscillations of the harmonic peak amplitudes with the driving amplitude are a
known consequence of the interference between the short and long quantum path contribu-
tions [61]. By performing a linear fit out of the logarithmic plot, we extract the p exponent,
being 3.7, 3.9, 3.4, and 3.6 for the 17th, 19th, 21st, and 23rd harmonics, respectively. As
commented above, the value obtained for p is very similar for the harmonics in the plateau
region of the spectrum.
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Figure 4. Scaling of the harmonic amplitude with the driver field. (a) Single-atom HHG spectrum (log scale) calculated
using the SFA+ approach, driven by a 800 nm laser pulse modeled by a sin? envelope with 61.4 fs FWHM, and peak
intensities of 0.875 x 10" W/cm? (red), 1.117 x 10 W/cm? (green), and 1.524 x 10 W/cm? (blue). The scaling of the 17th

(b), 19th (c), 21st (d), and 23rd (e) harmonics with the driver amplitude is fitted to a power p of 3.7, 3.9, 3.4, and 3.6,
respectively.

On the other hand, the phase of the harmonics scales with g times the phase of the driving
field g@(r), and has an additional nonperturbative term, the intrinsic phase, which is propor-

tional to the intensity of the fundamental field aé U(r)|2. The strong-field parameters aé
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depend on the electronic quantum path (j) (short or long) followed by the semiclassical
description of the HHG process (see Section 2.2). They can be calculated from the action of
classical trajectories with recollision energies leading to the considered harmonic [62]. For the
simulations considered in this chapter, the strong-field parameters for the 19th harmonic for

the short (S) and long (L) quantum path contributions are found to be aig =275%x 10" 14

cm? W' and aég =2220x 10" B em2 W,

Taking into account the previous arguments for the description of the high-order harmonics
in the analytic SFA representation, the contribution of the j quantum path (short or long) to
the gth harmonic emitted at a slab located at z, can be written as

| Y2 iq0(p.g,z,) ial U(p.p.z)P
4(p.bz)=| < | [Ulpz)l ™ e T ¥

J

where C is a constant and 1 is the excursion time associated with the j quantum path [75],
affecting the efficiency of HHG due to the quantum diffusion of the electron wave packet.

Once we have the description of the gth harmonic field at the slab, we use Fraunhofer diffraction
theory to calculate the far-field signal. The gth harmonic field at the divergence f and azimuthal
¢ coordinates is given by the Fraunhofer integral

27 o tan feos(p-¢)

EiBo) [ [ pdpag a)wre : (6)

71'2—”[1' tan B cos(p—¢")
%

. o PN ..
For( S| [T oaras 10Ggr e 0dm

where (p’,¢’) represents the near-field polar coordinates and A q is the wavelength of the gth

harmonic related to the fundamental wavelength as 4 q= 4y/q- Now, using (5), we obtain

While this equation is valid for a driving field composed of any combination of Laguerre-
Gaussian modes, let us now consider a driving field composed of a single OAM mode. In this
case, the intensity of the driving does not vary along the azimuthal coordinate, i.e., |U(p’,¢’,
z) I =1 U(p’,z)!, and we can perform the analytic integral over ¢’. By considering the phase
part of the fundamental Laguerre-Gaussian beam in Eq. (1), we finally obtain a compact
formula that includes the dependence on both the fundamental OAM ({) and the quantum
path contribution (j) [28],
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Note that the detected harmonic signal will result from the superposition of short and long
quantum path contributions. We remark that Eq. (8) is valid when the fundamental beam is
composed by a single OAM mode. For any combination of different OAM modes, one should
use Eq. (7) [30].

4, Results: XUV harmonic vortices

Once we have introduced the theoretical methods, we can proceed with the discussion of the
main results of OAM-HHG. First, in Section 4.1, we describe the main properties of the XUV
vortices that are generated. We will concentrate on their OAM content and divergence. Second,
in subsection 4.2, we will analyze how macroscopic phase-matching conditions affect the
process of OAM-HHG. We will observe how short and long quantum path contributions can
be naturally isolated by adjusting the relative position between the gasjet and the driving beam
focus. Finally, in Section 4.3, we will describe the rich spatiotemporal structure of the helical
attosecond beams that emerges when several XUV vortices are synthesized.

4.1. XUV vortices: OAM content and divergence

Let us now investigate the main properties of the XUV vortices generated via HHG. In Figure
5, we present the intensity (top) and phase (bottom) far-field angular profiles of the 17th (a),
19th (b), 21st (c), and 23rd (d) harmonic vortices. These results are obtained using the 3D
quantum SFA simulations, where we have placed the argon jet at the focus position of the LG, ,
mode shown in Figure 3. Two main conclusions arise from these plots. First, the radius of the
annular intensity distribution is similar for all the harmonics, and thus, they are emitted with
similar divergence. Note that some of the harmonics exhibit secondary rings due to phase
matching, as we discuss in detail in subsection 4.2. Second, the phase-plots show that the
topological charge of the gth-order harmonicis g, leading to a simple scaling of the topological
charge with the harmonic order tg=at ({’q being the topological charge of the gth harmonic).

This scaling of OAM in HHG was first predicted theoretically in Ref. [27] and later confirmed
experimentally in Ref. [16]. Note that this simple selection rule follows the energy conservation
law for the harmonic conversion process w g = ao (w being the frequency of the fundamental

field), which was previously found in perturbative OAM harmonic generation [89-92].
However, this simple rule may result unexpected in the nonperturbative regime, since the
intrinsic phase is not directly related to a specific multiphoton channel. Recently, we have
shown that the nonperturbative nature of HHG modifies the selection rule for the OAM build-
up only if the driving beam is composed of different LG,, modes [30]. If pure OAM modes are
used, the OAM build-up in HHG is thus governed by the simple selection rule ¢ q=
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Figure 5. Intensity (top) and phase (bottom) far-field angular profiles of the 17th (a), 19th (b), 21st (c), and 23th (d) har-
monics, obtained with the 3D quantum SFA simulations. The argon gas jet is placed at the focus of a LG, , mode, with a
beam waist of w, =30 um and A, = 800 nm. The amplitude is chosen to give a peak intensity of 1.14x10™ W/cm? at the
focus. Note that the resulting topological charge (obtained from the phase plots) follows the scaling law [, = g and
thus, resulting in [;, = 17 to I,; =23.

It is interesting to note that in the OAM-HHG experiments [16, 26, 29] and theoretical works
[27, 28] performed to date, the divergence of all the harmonics was found to be similar, in
contrast to standard HHG driven by Gaussian beams, where the divergence decreases with
the harmonic order. In fact, this result is a consequence of the OAM build-up law £ q= q? [29].

We can disentangle it from the final expression of our TSM approach, given by Eq. (8). The
dependence on the divergence in the TSM appears in the Bessel function, which is a part of
the amplitude of the integrand of the equation. The order of this Bessel function is directly
related to the OAM of the gth harmonic generated in the process gf¢. The argument, which is
proportional to the divergence, is inversely proportional to the wavelength of the gth harmonic
A " Consequently, both, the order and the argument of the Bessel function, are proportional to

the harmonic order g, which is the reason why the position of the maximum of the amplitude
of the integrand of Eq. (8) is almost invariant with respect to the harmonic order. To prove this
similarity, we show in Figure 6 this amplitude as a function of the divergence for different
harmonic orders [19th (blue), 21st (green), 23rd (red), 25th (cyan), and 27th (purple)]. The
amplitudes have been calculated at the radius at which the function rUr(r,z, = 0) takes the
maximum value. As it can be observed, the signal of all the harmonics rises around g = 6 mrad,
where all of them present a maximum amplitude.

HHG leads to a perfect vortex generation process in terms of its applicability [93], as all these
XUV vortices of topological charge g¢ are emitted with similar size. First, HHG offers a unique
possibility to generate energy-tunable OAM beams, by selecting different harmonic orders (for
example, in Figure 5, from 26.3 to 35.6 eV), which, in principle, could be extended to the soft
X-ray regime if mid-IR drivers were used [31]. Second, HHG provides a unique tool to produce
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OAM-tunable XUV vortices, by directly changing the topological charge of the driving beam
{, or, for example, by using a crossed beam geometry, where the noncollinear beams present
different OAM and wavelength properties [16]. Recently, the use of driving beams carrying a
superposition of different OAM contributions revealed a rich scenario in which XUV vortices
present multiple OAM contributions arising from the nonperturbative behavior of HHG [30],
offering a new route to generate OAM-tunable vortex beams.

= |9 harmonic
| = 21* harmonic
— 23 harmaonic
— 25" harmonic
1 = 27% harmonic

Amplitude (arb. units)

0 5 10 15
Divergence f3 (mrad)

Figure 6. Amplitude of the integrand of Eq. (8), 7,U*(ryz, = 0)],(271fry/A,), for different harmonic orders (q going from
19th to 27th), and TO being the radius where we obtain the maximum of the function rUr(r,z, = 0). The divergence

where the integrand is maximized is very similar for all harmonic orders (§ = 6 mrad). Note that in the order of the
Bessel function, we have considered the OAM build-up law, £ q = q{, which appears to be a necessary condition for

emitting XUV harmonic vortices with similar divergences.

4.2. Phase-matching effects in OAM-HHG

Once we have presented the main properties of the XUV vortices generated via HHG (diver-
gence and OAM content), we study the effect of macroscopic phase matching on their gener-
ation. Harmonic phase-matching conditions are known to depend strongly on the position of
the target with respect to the focus of the driving field [62]. In particular, in standard HHG
experiments with Gaussian beams, short quantum path contributions dominate the detected
HHG emission if the gas target is placed after the focus position. However, if the target is placed
before the focus, long quantum paths dominate for low divergence angles while the short ones
dominate at larger angles [64, 65]. In this section, we discuss the effects of the relative position
between the target and the beam focus in HHG driven by helical-phase beams carrying OAM.
First, we make use of our TSM approach to disentangle the short and long quantum path
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contributions under different phase-matching conditions. Second, we perform a time-frequen-
cy analysis (TFA) to identify the quantum path contributions in the 3D quantum SFA simula-
tions. More information about the phase matching in OAM-HHG can be found in Ref. [28].

4.2.1. Disentangling quantum path contributions with the thin slab model

In Figure 7, we show the intensity profile (log scale) of the 19th harmonic as a function of the
target position along the propagation distance. To this end, the intensity angular profile along
the divergence f for a fixed azimuth ¢ = 0 is shown as a function of the target position z,,

where z, <0 (z, > 0) stands for a target placed before (after) the focus position. Note that the
horizontal axis can be read as the radial axis of the emitted OAM ring. First, we show in panel
(a), the results obtained with the 3D quantum SFA model, where we have considered the target
as a thin slab of 1 um. We observe that both the divergence and the thickness of the harmonic
vortex ring vary substantially with respect to the slab position. Moreover, in addition to the
main intensity structure emitted at 5-6 mrad, we observe additional structures with larger
divergence if z, > 0 and with lower divergence if z, < 0.

(a) 3D SFA quantum (b) TSM - Short ) TSM - Long d) TSM - Short+Long
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Figure 7. Angular dependence of the 19th harmonic as a function of the slab position Z,. Panel (a) shows the result

obtained from the full 3D quantum SFA model. Panels (b-d) are obtained from the TSM, using the same parameters as
in (a), but considering the short quantum paths (b), the long ones (c) and the coherent addition of both of them (d).

In order to get a qualitative explanation of the divergence profiles observed in panel (a) of
Figure 7, we use the thin slab model. To this end, we calculate the 19th harmonic far-field signal
by integrating Eq. (8) with the same beam parameters as used in panel (a), where the pth power

of the harmonic amplitude is p = 3.9 and the strong-field parameters are aig =275x10" M

cm?/W and aﬁg =2220x 10" 13

from different quantum paths with the TSM. Thus, we present the intensity profile of the short
(b), long (c) and short + long (d) quantum path contributions to the 19th harmonic as a
function of z,. Note that in panel (d), short and long contributions are added coherently taking

cm?/W. We can separately obtain the harmonic contributions
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into account the semiclassical excursion times [see Eq. (8)]. The excellent agreement between
the 3D SFA quantum simulations in panel (a) and the short + long TSM results in panel (d)
serves as a validation of the TSM. As a result, we can use the results in panels (b) and (c) to
identify the main features of panel (a) in terms of short and long quantum paths.

19t harmonic
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Figure 8. Far-field spatial intensity profile of the 19th harmonic for a slab placed at seven near-field positions, from z =

-3 mm (left) to Z = 3 mm (right), calculated with the TSM considering (a) short + long, (b) short, and (c) long quantum

path contributions. Whereas short quantum path contributions exhibit similar intensity and structure independently of
the near-field slab location, long ones are more intense if the slab is placed before the focus position. As a consequence,
a rich vortex structure profile is obtained depending on the near-field slab position.

For better interpretation of the results that can be extracted from Figure 7, we represent in
Figure 8 the far-field divergence intensity profile of the 19th harmonic for seven slab positions

z, from z, = — 3 mm to z, = 3 mm, using the TSM and considering (a) short + long, (b) short,

and (c) long quantum path contributions. From Figures 7 and 8, we observe that the emission
dependence on the slab position is completely different for short and long quantum paths,
being the short quantum path contribution the dominant, as expected from the shorter
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excursion time [see Eq. (8)]. On the other hand, the intensity profile obtained from the short
quantum path contributions is symmetric with z, and that of the long ones is asymmetric, being

more intense if z, < 0. This behavior allows us to identify two different phase-matching

regimes depending on the slab position with respect to the focus position. First, when the slab
is placed before the focus (z, < 0), long quantum paths are emitted with smaller divergence

than the short ones. In fact, for z,= < — 2 mm, in Figure 7(a) and (d), we can identify two

well-separated contributions, with similar weight, corresponding to long quantum paths at
low divergence and to short paths at higher divergence. This result becomes evident when
analyzing the first column of Figure 8: two separated rings, from long (inner) and short (outer)
quantum path contributions are obtained. Second, when the slab is placed after the focus
position (z, > 0), the short quantum path contributions dominate at smaller divergence angles

while the long ones generate a less intense wriggle structure at large divergence angles.

As the results presented in Figures 7 and 8 are performed for a thin slab, longitudinal phase-
matching effects are neglected, and we can confirm that the behavior presented for different
target positions is a direct consequence of transverse phase matching [28, 63]. Note that
although in Figure 7(a) we have used an unrealistic 2D gas jet (1 um -thick), when using a
realistic 3D gas jet (500 um-thick) the results are very similar [28].

4.2.2. Quantum path contributions in the 3D quantum SFA simulations: time-frequency analysis

In order to confirm the qualitative picture given by the TSM for the separation of short and
long quantum paths, we perform a time-frequency analysis of the harmonic emission based
on the 3D quantum SFA simulations using a realistic 500 um thick 3D gas jet. The 3D quantum
SFA model gives a full quantum description of the HHG emission but it does not provide an
insight of the semiclassical picture in terms of quantum trajectories. However, with the help
of the TFA, we can resolve the temporal order in which high-order harmonics are emitted, and
thus, it allows us to extract relevant information about the quantum path contributions.

In the TFA of the harmonic emission [94], we select a spectral window in the harmonic
spectrum and take its Fourier transform. By shifting the window to cover the entire harmonic
spectrum, it is possible to resolve the time in which the different harmonics are generated.
Nevertheless, due to the uncertainty principle, we have to be careful when interpreting the
results of the TFA, as the width of the spectral window determines the resolution in time; the
narrower the spectral window is, the less resolution we obtain in the temporal domain. The
TFA has served to reveal unique features of HHG, like for example, the quantum path
interferences due to multiple rescatterings in the HHG process [38, 95]. Asitis usually observed
in HHG calculations, the time evolution of the harmonic emission follows faithfully the
distribution of rescattering energies of classical trajectories. As a consequence, from the TFA
analysis, we can identify the short (long) quantum paths, as the TFA structures with positive
(negative) slope, which give rise to a positive (negative) chirp in the harmonic emission, as
commented in Section 2.2.
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In Figure 9, we present the HHG spectra as a function of the divergence g for a 500 um-thick
gas jet placed 2 mm before (a) and after (b) the focus position, accordingly to the two regimes
identified in Figures 7 and 8. As commented before, we observe that the harmonics exhibit
similar divergence but their structure changes with the gas jet position. In the lower panels of
Figure 9, we present the TFA of the HHG spectra emitted at different divergence g, where a
Gaussian spectral window with FWHM 3w, has been used to perform the TFA.

When the gas jet is placed before the focus (a), two ring structures can be identified, centered
at divergences 3.5 and 6.2 mrad, whose TFA analysis are shown in panels (al) and (a2),
respectively. Whereas the TFA at 3.5 mrad (al) presents structures with negative slope, at 6.2
mrad (a2), it presents structures with positive slope. As a consequence, long quantum paths
are emitted with lower divergence and short ones with higher divergence, in agreement with
the results previously obtained with the TSM in Figures 7 and 8. In addition, note that within
each half-cycle, the long quantum path structures in (al) are delayed in time with respect to
the short ones in (a2), as expected from the semiclassical HHG theory [96].
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Figure 9. Time-frequency analysis based on the 3D quantum SFA model, for the XUV vortices generated in a 3D gas jet
placed 2 mm before (a) and after (b) the focus position of the LG, , beam. The top panels present the angular depend-
ence of the harmonic radiation. The TFA of some particular angles (indicated by the dashed-white lines) are shown at
the bottom panels, revealing the contribution of the short and long quantum paths, through the positive or negative
slopes of the TFA structures, respectively.
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On the other hand, when the gas jet is located after the focus (b), a prominent ring centered at
6.2 mrad and two secondary ones centered at 7.9 and 8.8 mrad are observed. The TFA analyses
at those three divergences are shown in plots (bl) to (b3), respectively. We note that, in
agreement with the TSM of Figures 7 and 8, (b1) is dominated by short quantum path
contributions, whereas (b3) by long ones. Interestingly, the annular structure conformed
around 7.9 mrad, (b2) presents contributions from both short and long quantum paths.

As a result, longitudinal phase matching, included through the 500 um thickness of the gas
jet, does not modify our previous conclusions in realistic gas jets, and thus the angular sepa-
ration of highly-charged HHG vortices from different quantum paths is due to the trans-
verse phase matching. In addition, this analysis through the TFA corroborates the adequacy
of the TSM approach developed in Section 3.2. A rich scenario of XUV harmonic vortices is
obtained, with different intensity structures and temporal properties due to the phase
matching of short and long quantum path contributions. Note that long quantum path con-
tributions are hard to observe experimentally due to their lower weight in the overall har-
monic emission. Whereas with standard Gaussian beams, long paths have been successfully
observed and characterized, the observation of XUV vortices obtained from long quantum
path contributions remains unobserved.

4.3. Helical attosecond pulse trains

Finally, we proceed to study how the XUV vortices obtained from HHG are emitted in the
temporal domain. As introduced in Section 2, one of the most exciting perspectives of HHG is
the possibility of synthesizing XUV pulses of attosecond duration. For the correct synthesis,
the spectrum should approximately satisfy two conditions: its structure should approach to
that of a frequency comb, in which the harmonic intensities are similar, and the relative phase
between the harmonics should be nearly constant. Fortunately, HHG satisfies these two
conditions, and as XUV vortices are emitted with similar divergence in OAM-HHG, the
radiation of several high-order harmonics can be synthesized to produce attosecond pulse
trains.

In Figure 10, we present our simulation results of the temporal evolution of the high-order
harmonics produced when the 500 pm-thick gas jet is centered at 2 mm after the focus position.
Note that, at this position, short quantum path contributions dominate, and the HHG signal
is maximized, as discussed in Section 4.2. We have filtered the low-order harmonics (below
11th) by simulating their transmission through an aluminum filter. First, in panel (a), we
present five snapshots of the transverse intensity distribution of the integrated harmonic signal
within half a cycle of the fundamental laser pulse, i.e., in a time interval of 1.33 fs. We observe
that two well-defined intensity structures rotate in time, with a period of half a cycle.

In order to visualize the spatial structure of the HHG emission, we plot in panel (b) the
spatiotemporal evolution of a given HHG intensity. We observe that a helical attosecond pulse
train is obtained [27], i.e., an attosecond pulse train delayed along the azimuth ¢ according to
the phase variation of the fundamental LG, ; beam. In the right part of panel (b), we show the
attosecond pulse train obtained at four different azimuths (¢=0, /2, m, and 3n/2). Note that
this particular spatiotemporal structure can also be identified as two interwinded helices that
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result from the addition of harmonic vortices with different topological charges [97]. The
number of interwinded helices is given by 6n?, i.e., the order difference between successive
harmonics in the spectrum (én) times the topological charge of the driving beam () [97]. In
our case, £ = 1 and én = 2 as odd-order harmonics are produced, leading to two interwinded
helices. As a consequence, the spatiotemporal structure of the helical attosecond beam can be
sculpted by driving HHG with different topological charges (i.e., modifying ) or wavelength
combinations (and thus changing én).
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Figure 10. Attosecond helical beam structures of the emitted harmonic radiation obtained with the 3D quantum SFA
model, for a 500 pm gas jet placed 2 mm after the focus position. In panel (a), we represent five snapshots of the trans-
versal intensity structure at times equal to 0, 0.12, 0.25, 0.38, and 0.5 times the laser period (T), starting from the center
of the IR pulse. We note that two well-defined intensity structures rotate in time, with a period of half a cycle. In panel
(b), we represent the spatiotemporal structure of the XUV emission, exhibiting an helical attosecond beam composed of

two interwinded helices. The right panels in (b) show the attosecond pulse train at four different azimuths (¢ = 0,

1/2, 1, and 37 /2). From this panel, we observe that the helical attosecond beam is composed by an attosecond pulse
train that is delayed along the azimuthal coordinate.

The attosecond helical beams obtained from OAM-HHG were theoretically predicted in [27]
and have been recently measured experimentally using the RABBITT technique [29]. Note that
the carrier-envelope phase of the driving field is imprinted in the attosecond helical beam along
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the azimuth. If the pulse duration of the driving field is restricted to few cycles, the number of
pulses of the attosecond helical beam changes along the azimuthal direction, from an isolated
pulse, to two pulses [27].

Finally, note that helical attosecond pulse trains with different divergence and chirp can be
obtained by properly selecting the phase-matching properties to maximize the emission from
short or long quantum path contributions [28]. Thus, our results show the possibility of
generating helical attosecond pulse trains with different spatiotemporal structures that could
be selected depending on the application. In these types of helical beams, which can also be
generated using relativistic laser-matter interaction [23, 98], not only the phase but also the
intensity profile possess a helical structure. As a consequence, these beams are able to exchange
OAM in situations where standard Laguerre-Gauss beams cannot, opening an entirely new
light-matter interaction regime [97].

5. Conclusions and outlook

Extreme ultraviolet OAM beams with high spatiotemporal coherence are now produced via
HHG. When focusing an intense infrared OAM beam into a gas target, the HHG process
combines the microscopic quantum mechanics with the macroscopic physics to imprint OAM
into higher-order harmonics of the driving field. For instance, HHG maps the OAM properties
of the driver into the harmonic vortices. When driven by pure vortices, the gth-order harmonic
vortex is produced with topological charge ¢ q= q? (¢ being the topological charge of the

driving vortex beam). In addition, the different harmonic vortices are emitted with similar
divergence, thus allowing their synthesis into attosecond helical beams, unprecedented beams
whose phase and intensity profiles exhibit a helical structure. Thus, the combination of the
properties of OAM beams with the spatiotemporal characteristics of HHG opens an exciting
perspective in ultrafast science.

Harmonic phase matching in the generation of XUV vortices allows for the selection of their
spatiotemporal properties. Since beams carrying OAM have a very unique transverse struc-
ture, transverse phase matching plays a fundamental role in the macroscopic emission. With
the help of a thin slab model, we unveil the role of different quantum path contributions in the
generation of XUV vortices. For instance, the relative position between the gas jet and the beam
focus allows for the spatial selection of XUV vortices produced from short and/or long
quantum path contributions in the HHG process.

It has been recently shown that if OAM-HHG is driven by a combination of vortex beams with
different topological charge, the generated XUV vortices exhibit a rich OAM content, arising
from the nonperturbative behavior of HHG [30]. For instance, experimental methods to
produce vortex beams with well-defined OAM may be imperfect, and such beams with several
OAM contributions are naturally produced. Even when those imperfections are small, the
sensibility of the nonperturbative nature of the HHG makes them visible. Another example
where nonpure OAM beams are present is in the case of beams with fractional OAM, which
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can be generated with spiral phase plates or spatial light modulators [99], or using conical
refraction [100, 101].

In all these situations, the OAM dynamics are much more complex than those presented in
this review. On the other hand, it has been recently shown that spin angular momentum can
be transferred to the XUV harmonics in the HHG process [102], producing circularly polarized
harmonics and attosecond pulses [87, 88, 103, 104]. New scenarios, in which orbital and spin
angular momenta add a new degree of freedom to light-matter interaction, open an exciting
route for the next generation of high-resolution, ultrafast, XUV/X-ray diagnostic tools for
fundamental studies and applications.
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Abstract

Vortex lenses produce special wavefronts with zero-axial intensity, and helical phase
structure. The variations of the phase and amplitude of the vortex produce a circular
flow of energy that allows transmitting orbital angular momentum. This property is
especially in optical trapping, because due to the orbital angular momentum of light,
they have the ability to set the trapped particles into rotation. Vortex lenses engraved in
diffractive optical elements have been proposed in the last few years. These lenses can be
described mathematically as a two-dimensional (2D) function, which expressed in polar
coordinates are the product of two different separable one-dimensional (1D) functions:
One, depends only on the square of radial coordinate, and the other one depends
linearly on the azimuthal coordinate and includes the topological charge. The 1D func-
tion that depends on the radial coordinate is known as a zone plate. Here, vortex lenses,
constructed using different aperiodic zone plates, are reviewed. Their optical properties
are studied numerically by computing the intensity distribution along the optical axis
and the transverse diffraction patterns along the propagation direction. It is shown that
these elements are able to create a chain of optical traps with a tunable separation,
strength and transverse section.

Keywords: optical vortex, optical traps, diffractive optical elements (DOEs), fractal
zone plates, devil’s lenses, Thue-Morse sequence

1. Introduction

Vortex lenses (VLs) produce special wavefronts with zero-axial intensity, and helical structure
with undefined phase in the vortex centre. These structures, called optical vortices [1-3],
constitute an intriguing and growing area of research that combines fundamental theoretical
aspects and novel applied technologies. A fundamental property of vortices is the conservation
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of the topological charge which is defined as the 27t module of the total change of the phase
along a closed curve surrounding the vortex centre. The variations of the phase and amplitude
of the vortex produce a circular flow of energy that allows to carry orbital angular momentum
[4, 5]. This property is useful for several applications, such as in astrophysics [6, 7], transmis-
sion of information [8, 9], microscopy [10], laser engraving [11] and especially in optical traps
[12-16], because due to the orbital angular momentum of light, they have the ability to set the
trapped particles into rotation.

Several methods have been proposed to obtain optical vortices [3, 4, 17-20] being spiral phase
plates (i.e. lenses with a linear phase dependence on the azimuthal angle) and diffractive
optical elements (DOEs) probably the most frequent approach. In fact, due to its simplicity,
they can be employed in multiple applications. In particular, zone plates (ZPs) have found a
great number of new applications in the last few years [21]. A standard amplitude ZP consists
of a series of concentric circular rings of equal area, with alternating transmitting and absorb-
ing zones. This means that along the square of the radial coordinate, a ZP can be thought as a
periodic structure. The focusing effect is created by the constructive interference of waves
passing through this structure.

On the other hand, in recent years different non-periodic and quasi-periodic sequences [22]
have been also employed to design new types of ZPs with curious physical properties. Fractal
zone plates (FrZPs) [23, 24], Fibonacci zone plates (FiZPs) [25, 26], Thue-Morse zone plates
(TMZPs) [27] and some variations of these basic designs are representative examples [28-30].

FrZPs are characterized by its fractal structure along the square of the radial coordinate that
produce multiple foci along the optical axis which are defined by the self-similar Fourier
spectrum of the fractal pupil function [23]. These lenses produce a main focus surrounded by
numerous secondary foci, which together result in a compound focal volume. It has been
demonstrated that these self-similar foci produce reduction of the chromatic aberration under
wideband illumination and increase of depth of field [24].

FiZPs are bifocal ZPs with their foci located at certain axial positions given by the Fibonacci
numbers, being the ‘golden mean’, the ratio of the two focal distances [25]. As the name
indicates, these lenses are designed following an aperiodic structure generated by the
Fibonacci sequence. The focusing and imaging capabilities of Fibonacci lenses have been
experimentally demonstrated under monochromatic illumination [26]; however, these lenses
are affected by the same limitations of conventional ZPs when broadband illumination is
considered, since the twin foci are not self-similar.

TMZPs are based on the deterministic Thue-Morse sequence, which results in a combination of
the FrZP and FiZP. For this reason, this new family of aperiodic ZPs combines the advantages
of fractal ZPs (reduction of the chromatic aberration) and Fibonacci ZPs (bifocusing along the
optical axis) [27].

In this chapter, the combination of a vortex lens and ZPs, constructed using different aperiodic
sequences, in a single element is considered. Their optical properties are investigated numeri-
cally and experimentally. The focusing properties of different combinations of FZPs and vortex
lenses are studied by computing the intensity distribution along the optical axis and the
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transverse diffraction patterns along the propagation direction. The diffracted field of these
vortex lenses was obtained numerically within the Fresnel approximation.

We emphasize that these elements are able to create a chain of optical traps along the optical
axis with a tunable separation, strength and transverse section. We discuss the influence of the
topological charge on the irradiance propagation and also we investigate the variation of the
angular momentum provided by the doughnut-shaped foci.

An optical set-up was implemented to obtain experimental results in which the VLs were
registered in a spatial light modulator (SLM).

We have shown that our VLs are able to generate multiple-plane optical trappings with a
volumetric extension. In this sense, they are superior to conventional vortices, whose extension
is limited to the depth of focus of the beam.

2. Basic theory

The transmittance of a VL can be expressed as the product of two factors being the first one
associated to a given ZP, which has only a radial dependence, and the other one corresponding
to a vortex lens with a linear phase dependence on the azimuthal angle 6.

A ZP can be realized from a one-dimensional (1D) compact-supported periodic function
g(C) as shown in Figure 1, where { = (92 is the normalized square radial coordinate and a is
the external radius of the outermost ring. Therefore, in a binary ZP, every pair of opaque

and transparent zones conforms a period. The area of each period is constant over all
the ZPs.

In a similar way, the aperiodic zone plates that we consider from now on can be constructed by
replacing the periodic function g(C) by either the Cantor function, the Fibonacci sequence or
the Thue-Morse sequence. In fact, when designing VL, each of these sequences can be used to

Mapping Z = (r/a)2__
1 .
C P
/..'/..,-f -
( a ) J////l’ (] -
o(7),

0 1C (b)

Figure 1. Schematic representation of the geometrical construction of a ZP from a periodic binary function. (a) Variable C
mapped as function of 2. (b) Layout of zones on ZP lens.
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define the transmission generating function g(C) with compact support on the interval Ce€[0, 1].

This interval is partitioned in 2S sub-intervals of length dS = 55, and the transmittance value

%
ts,j, which takes at the jth sub-interval, is associated to the value of the element Ds j, being

ts,; = 1 for the transparent zones and ts ; = 0 for the opaque zones.

To study the focusing properties of VLs, we compute the irradiance provided by the transmit-
tance of each lens described in general terms as

#(C, 60) = q(C)explimbyl, Q)

where the azimuthal dependence is characterized by the topological charge m

We consider monochromatic plane wave illumination of wavelength A. Thus, within the
Fresnel approximation the irradiance function is given by

2n 2

1
2 J Jt(C Bo)exp( 12nuC)exp[z4nqu1/2cos(9 6)]dCd6, (2)
00

I(u,v;0) = u

2
—
where u =71

transverse coordinate [23]. By using Eq. (1) and taking into account that

is the dimensionless reduced axial coordinate and v =! is the normalized

2m
f t(C, o) exp (—i2mul) exp [i47tuv(;1/2cos(9—90)]d60 3
= 2mexp [mz (6 + )}]m(élnuvél/z)
Equation 2 is reduced to
1 2
I(u,v) = 4°u? Jq(C, GO)exp(—iZT(uC)]m(i4nqu1/2)dC )]

0

J.»() being the Bessel function of the first kind of order m.

3. Fractal vortex lenses

Two different results were independently obtained by combining spiral phase plates with FrZP
to produce a sequence of focused optical vortices along the propagation direction. In Ref. [31],
the spiral fractal zone plate is generated as a phase-only FrZP modulated by helical phase
structure. Another design of spiral phase plate based on a blazed FrZP, the devil’s lens [32], was
proposed to improve diffraction efficiency of a spiral FrZP. A devil’s lens has a characteristic
surface relief along the radial coordinate which is obtained using the devil’s staircase function
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[33]. It is because of its blazed profile that devil vortex lens has improved diffraction efficiency
with respect to the spiral fractal zone.

The focal volume generated by Fresnel vortex lenses (FrVLs) results in a chain of vortices that
could be used as versatile and very efficient optical tweezers because, in addition to rotating
the trapped particles with high refractive index, other particles with a lower refractive index
can be trapped in the vortex centre. The relative angular velocity of the particles at the different
traps can be changed with different topological charges; the distances between the links of the
chain can be modified with different values of S-parameter.

Following the same approach employed in Figure 1, an FrVL is mathematically obtained by
replacing the periodic sequence by a Cantor structure developed up to certain stage. Let us
consider, for example, the triadic regular Cantor sequence. The construction procedure is
shown in Figure 1a. In the first stage, S = 1 the segment is divided into three parts, and the
middle one is removed. In the second stage, this slicing-and-removing process is repeated
in each one of the remaining two segments from the first stage. This process is repeated in
the following stages. In mathematical terms, the FrVL transmittance function, for a given
stage S, can be expressed by replacing the following generating function of the FrZP in
Eq. (1) [23]:

q(C,S;N) = ﬁrect[Cz—O.S]rect{mod
i=1

) 1 2 | (2N-1)
ClJr(zlxi—l)i’(zzxi—l)f] 2 } ®)

In which the transparent and opaque zones are replaced by pure phase zones differing in 7 for
the design wavelength. In this equation, the function mod(x,y) gives the remainder on divi-
sion of x by .

Typical results are shown in Figure 2b for a fractal vortex lens with topological charge m = 2
and in Figure 2c for an FVL with topological chargem = 3.

(a)

Figure 2. FVL construction: (a) Diagrams of the generation of binary function q(C) for an FZP for N =2 and several values
of S. (b) FVL with m=2. (c) FVL with m=3. In this representation, open and filled segments correspond to phase values
differing in 7t of the generating radially binary function.
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Figure 3. Normalized irradiance contours for the FVL in Figure 1: (a) m = 2 and (b) m = 3.

By using expression (4), we have computed the irradiance provided by these FrVLs at trans-
verse planes along the optical axis. The result is shown in Figure 3.

As we mentioned, the diffraction efficiency of these FVLs can be improved by imposing a
blazed profile to the radial coordinate. This can be done by using the Cantor function, or
devil’s staircase, as a generating q(C) function [32, 34]. The focusing properties of these FVL
were experimentally analysed in [35]. It has been demonstrated that for multiple-plane optical
trappings, they can generate a light beam with axially distributed optical vortices. The trans-
verse patterns appearing along the propagation distance present several concatenated dough-
nut modes as represented in Figure 3.

Besides, the generation of multiple vortex distributions is of interest as demonstrated by the
new methods that have been recently proposed to generate different two-dimensional (2D)
and three-dimensional (3D) arrays of vortices. Different methods have been employed, such as
interferometric techniques using Michelson or Mach-Zehnder interferometers [36] and
Dammann gratings [37]. A simple method to obtain special arrays of vortices is possible by
means of a reconfigurable spatial light modulator (SLM). In fact, the use of an SLM allowed the
possibility to change in a simple way the characteristics of diffractive lenses, such as their focal
length or their topological charge. The implementation of compound 3D optical vortex struc-
tures by means of an array of DVLs was reported in [38] with numerical simulations and
experimental results.

4. Fibonacci vortex lenses

Fibonacci vortex lenses (FiVLs) are constructed using the Fibonacci sequence [22]. This
sequence has been also employed in the development of different photonic devices and appli-
cations [39], such as multilayers and gratings [40], cryptography [41] and photonic crystals
[42].
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Figure 4. FiVL construction: (a) Diagrams of the generation of binary function q(C)for an FiZP and several values of S. (b)
FiVL withS = 7 and m = 2. (c) FiVL with S = 8 and m = 2. In this representation, open and filled segments correspond to
phase values differing in 7t of the generating radially binary function.

The Fibonacci sequence is a set of ordered numbers, F; = {0,1,1,2,3,5,8,13,21,...}, that are
obtained following a simple rule: Starting with two elements (called seeds) Fy =0 and F; =1,
the following numbers of the sequence are obtained as F; +1 = F; + Fj-1,(j = 0,1,2,...). The
ratio of two consecutive elements of the Fibonacci sequence approaches asymptotically an
irrational number known as the golden mean: ¢ = lim j—eF;/Fj.; = (1 +5)/2. Fibonacci
series and the golden mean have been ubiquitously observed in nature and on different
scientific areas [43, 44].

Based on the Fibonacci numbers, a binary Fibonacci sequence can also be generated with two
seed elements, S1 = {A} and Sy = {B/, as shown in Figure 4a. Then, the next order of sequence
is obtained simply as the concatenation of the two previous ones: S;i1 = {5;S;-1/ for j>1.
Consequently, S, = {AB},S; = {ABA},Ss = {ABAAB},Ss = {ABAABABAJ, and so on. It
should be noted that the total number of elements of the order j sequence is F;;1 and that, for
each S, two consecutive ‘B are separated by either one or two ‘A’. Each sequence can be used to
define the binary generating function for the radial phase distribution of the FiVL.

In our case, the function, QDj(C), is defined in the domain [0, 1], which is partitioned in Fj11 sub-
intervals of length d = 1/F;,. Therefore, the function ®;(C) at the ky, sub-interval is either 0 or
7t if the value of the ky, element of the S; sequence, Sy, is ‘A’ or “B’, respectively. Finally, after

performing the coordinate transformation, C = (5)2, the radial part of the transmittance is

obtained as q(C) = exp[i®;(C)] as shown in Figure 1.

An FiVL is defined as a pure phase diffractive element whose phase distribution is given by
DryL(C, O9) = mod27t[D;(C) + mbp). Thus, it combines the azimuthal phase variation that char-
acterizes a vortex lens, with the radial phase distribution that is generated through the
Fibonacci sequence. Figure 4b and c shows the results for S =7 and S = 8 for the topological
charge m = 2.

Compared with a Fresnel zone plates (which, we recall, can be considered periodic struc-
tures along the square radial coordinate (), it can be verified that if both have the same
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Figure 5. Normalized irradiance contours for the FVL in Figure 4: (a) FiVL S =7 with m = 2. (b) FiVL with S = 8,m = 2.

number of elements, Fj, but the position of some zones with different phase has been
interchanged, the FiZP produces a focal splitting of the main focus of the Fresnel zone plate
along the axis. Thus, an FVL with m = 0 can be understood as two Fresnel zone plates
interlaced [45].

The irradiances provided by the lenses are shown in Figure 4. The result is shown in Figure 5.
The integrals were computed using Eq. (4) applying Simpson’s rule with a step length 1/2000.
Note that FiVLs produce twin foci whose locations are coincident with the Fibonacci numbers.
In fact, for Sg FVLs, the first focus is located at u; = 13 = Fj-; and the other one at u, = 21 = F;.
Moreover, the ratio of the focal distances satisfies “2~p. The diameter of these ‘twin’ vortices
provided by FiVLs is related by the golden mean [46], and the diameter of the rings increases
proportionally with the topological charge.

5. Thue-Morse vortex lens

The Thue-Morse sequence [22] is also a binary sequence in which each element is obtained
with the previous one by appending to it its Boolean complement. This sequence has been
applied in several branches of Physics, as, for example, in the context of photonic crystals [47],
quantum wells [48], metamaterials [49] and graphene superlattices [50].

The characteristic function q(C) corresponding to the Thue-Morse sequence is constructed
defining a seed Dy = A from which the following elements in the sequence are obtained by
replacing A by AB and B by BA. In this way, D; = AB, D, = ABB, D3 = BBABAAB,
D4 = ABBABAABBAABABBA, and so on. Figure 6a shows the geometrical construction of
the TM sequence up to order S = 4. When designing Thue-Morse vortex lens (TMVL), each D;
can be used to define the transmission function ¢(C) with compact support on the interval
C€[0,1]. This interval is divided in 2S sub-intervals of length dS = 1/2S, where the transmit-
tance, ts j, of the jth sub-interval is associated to the element Ds ;, as ts ; = 1 when Ds j;s ‘A’, and
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Figure 6. TMVL construction: (a) Diagrams of the generation of binary function q(C) for TMVL and several values of S. (b)
TMVL S = 4 with m = 2. (c) TMVL S =5 with m = 3. In this representation, open and filled segments correspond to
phase values differing in g(C) of the generating radially binary function.
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Figure 7. Normalized irradiance contours for the TMVL in Figure 7: (a) TMVL S = 4 with m = 2. (b) TMVL S = 5 with
m=3.

ts,j = 0 when Ds ; is'B'. Figure 1(b) shows the transmittance pupil function of a TMZP of order
S = 6 and its equivalent periodic ZP. Note that like a conventional ZP the period of a TMZP is
pS = 2dS, where the position of transparent/opaque zones has been interchanged. In mathe-
matical terms, the transmittance function, g(C), can be written as

2 [C—Q—;).S)ds}

q(0) = .ths,]-rect ; (6)
=

Figure 7 shows the axial irradiance provided by TMVLs of orders S = 4 and S = 5. Note that
the Thue-Morse ZP produces a symmetrical splitting of the first-order focus. This zero
irradiance in the middle is due to the destructive interference generated by the two conju-
gated parts of the lens. In this way, like FiVLs, TMVLs are bifocals, but they produce a
sequence of secondary foci around each main focus that have a fractal structure. In fact, it
has been shown that irradiance provided by these lenses with topological charge m =0 is
self-similar [51], that is, the irradiance distribution corresponding to a TMVL of order S is a
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modulated version of the irradiance distribution corresponding to the previous stage, 5-1,
magnified by a factor 2.

In Figure 7, we represent the axial irradiances provided by the TMVLs represented in Figure 6.
It can be seen that TMVLs produce a bifocal structure with fractal characteristic. It can also be
observed that the diameters of these ‘twin’ vortices provided are proportional to the topolog-
ical charge.

6. Experimental results

For the experimental study of the properties of FVLs, we implemented the experimental set-up
shown in Figure 8, where the aperiodic VLs were experimentally implemented in a program-
mable spatial light modulator. The static aberrations caused by the SLM display were charac-
terized with a Shack-Hartmann wavefront sensor, and then compensated as detailed
elsewhere [35]. The vortex-lens performance was studied computing the diffraction patterns
along different planes along the optical axis.

The proposed ZPs were recorded on a spatial light modulator (Holoeye PLUTO, eight-bit grey
level, pixel size 8 um and resolution equal to 1920 x 1080 pixels), calibrated for a 27t phase shift
at A = 633 nm operating in phase-only modulation mode. A linear phase grating was super-
posed to the diffractive lenses on the SLM to avoid the specular reflection and the pixelated
structure of the SLM. This linear phase was compensated by an appropriate tilt of the SLM. A
pin hole (PH) was used to filter high diffraction orders. A scaled image of the lens was
achieved at the L3 lens focal plane (exit pupil). A collimated He-Ne laser beam (A = 633 nm)
was sent to the SLM and the diffracted field was registered with an eight-bit grey-level, charge-
coupled device (CCD) camera (EO-1312M 1/2” CCD Monochrome USB Camera, pixel pitch of

Figure 8. Experimental set-up for characterization and measuring vortices for FVLs.



Fractal Light Vortices 267
http://dx.doi.org/10.5772/66343

WERREERANE

R} 30 00 40 Bk =&l =40 08 40 1]
* (pm) X (pm)

Figure 9. Longitudinal irradiance of different planes produced by S =8 FiVL with m =6 (a) theoretical results, (b)
experimental results. (c and d) Transverse irradiance at the planes indicated by the arrows.

4.65 um, 1280 x 1024 pixels) through a microscope objective (10x Zeiss Plan-Apochromat). The
microscope and the CCD were mounted on a translation stage (Thorlabs LTS 300, range: 300
mm and 5 um precision). The computed and experimental irradiances produced by an S8 FiVL
with m = 6 are shown in Figure 9.

As predicted by the theoretical analysis (Figure 9a), the axial localization of the focal rings
depends on the Fibonacci numbers F; and Fj1, and such focal distances satisfy the following

relationship:% = % ~(]. The diameter of the rings also satisfies ﬁ—;z
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7. Conclusions

A new family of fractal aperiodic VLs with interesting focusing and imaging capabilities has
been presented. The transverse patterns appearing along the propagation distance present
several concatenated doughnut modes. The ability of these VLs to produce multiple vortex
tweezers has been demonstrated. In fact, it was found that contrary to conventional spiral zone
plate, which produces a single vortex, each member of this family generates a delimited chain
of vortices that are axially distributed. The distances between the links of the chain depend on
the level S of the generating function and the radii of the doughnuts increase with the topo-
logical charge. Additionally, the multifocal nature of the lens, resulting from its fractal struc-
ture along the radial coordinate, could provide a high depth of field, especially with wideband
sources.

In the case of FrVL (i.e. Cantor and Devil’s VLs), the evolution of the axial irradiance replicates
the fractality of the pupil. The orbital angular momentum in each link on the chain also
depends on the topological charge but it is nearly independent of its axial location.

Our analysis demonstrated the possibility of simple design procedure arrays of VLs with any
desired range of topological charge. As each individual VL can be understood as a light gear
capable of driving microstructures around its circumference, applications involving particle
transfer and manipulation could be foreseen.

On the other hand, FiVLs and TMVLs are intrinsically bifocal vortex lenses. It was shown that
they produce twin optical vortices along the axial coordinate. The positions of both foci
depend on the two incommensurable periods of the Fibonacci sequence in which the lenses
are based. Moreover, the evolution of the irradiance along the propagation axis reproduces the
fractality of the lens [34]. The diameter of these chains of vortices is proportional to the
topological charge, and their ratio is close to the golden mean. The volumetric distribution of
the diffracted field generated by FiVLs was assessed experimentally using an SLM. An excel-
lent agreement was found between the experimental results and the theoretical predictions.

The peculiar focal volume obtained with DVLs could be exploited as versatile and efficient
optical tweezer, because it can also trap low-index particles in the zero-intensity axial zone of
the doughnut and at the same time can exert a torque on small objects having a high refraction
index. The distances between the links of the vortex chain can be modified with the level S of
the generating function and relative angular velocity of the particles at the trap depends on the
topological charge of the vortex.

Another potential application of these optical vortices arises in X-ray microscopy where its
azimuthal component can be used for detecting the phase component of objects with complex
index of refraction since it acts as a Hilbert phase filter. This feature is especially useful in the
case of biological specimens to provide enhanced contrast.

TMVL produces a couple of self-similar vortex located symmetrically one at each side of the
focus of the equivalent periodic VL. Therefore, under broadband illumination, a TMVL pro-
duces a pair of images with an extended depth of field and a strong reduction in the chromatic
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aberration. In this way, TMVLs combine the characteristics of FrVLs and FiVLs and could be
used in multiple applications including spectral domain optical coherence tomography (OCT)
and X-ray microscopy [35].

Finally, it should be mentioned that all the aperiodic VLs here presented admit fractional
topological charges that break down the symmetry of the foci and produce chains of aniso-
tropic vortex foci.
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Abstract

Partially coherent vortex beam exhibits some unique and interesting properties, for
example, correlation singularities (i.e., ring dislocations) exist in its correlation function,
and one can determine the magnitude of the topological charge of the vortex phase from
the number of the ring dislocations. Modulating the coherence of a vortex beam pro-
vides a convenient way for shaping its focused beam spot, which is useful for material
processing and optical trapping. Furthermore, a partially coherent vortex beam has an
advantage over a partially coherent beam without vortex phase for reducing turbulence-
induced scintillation, which will be useful in free-space optical communications. We
introduce recent theoretical and experimental developments on partially coherent vor-
tex beams.

Keywords: partially coherent vortex beam, generation, propagation, application

1. Introduction

Coherence is an important property of a light beam, which has been investigated widely in the
past few decades [1]. Coherence can be regarded as a consequence of correlations between the
components of the fluctuating electric field at two or more points. Light beam with low
coherence is called partially coherent beam, and such beam has an advantage over a coherent
beam in many applications, such as optical imaging [2—4], optical trapping [5, 6], free-space
optical communications [7, 8], laser radar systems [9, 10] and remote sensing [11]. Before 2000,
most literatures on partially coherent beam were focused on the conventional partially coher-
ent beam named Gaussian Schell-model (GSM) beam [12-16], whose intensity and degree of
coherence satisfy Gaussian distributions. Since 2000, partially coherent beams with prescribed

I m EC H © 2017 The Author(s). Licensee InTech. This chapter is distributed under the terms of the Creative Commons
Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use,
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phase, state of polarization and degree of coherence were investigated widely due to their
extraordinary properties and potential applications [17-31].

Phase is another important property of a light beam, which is characterized by the wavefront
on propagation. Conventional Gaussian beam carries customary quadratic phase with spher-
ical wavefront. Vortex beam, such as Laguerre-Gaussian beam, carries a vortex phase with
helical wavefront. The intensity in the vortex beam center is zero while the phase is undefined,
and this point is called phase singularity. In 1992, Allen et al. found that the vortex beam
carries an orbital angular momentum (OAM) of [7 with [ being the topological charge [32].
Since then, numerous efforts have been devoted to vortex beams, and such beams have been
applied in many applications [33-42], such as atom and particle trapping, optical tweezer,
quantum information process, and laser cooling.

Vortex beam with low coherence is called partially coherent vortex beam, which was first
proposed by Gori et al. [43]. Later, various partially coherent vortex beams were introduced
[44-54]. Partially coherent vortex beam differs in many aspects from a coherent vortex beam,
and it exhibits some unique interesting properties, for example, correlation singularities (i.e.,
ring dislocations) exist in its correlation function (i.e., cross-spectral density or degree of
coherence) [47, 55-59]. Here the correlation singularity is defined as the point where the value
of the cross-spectral density or degree of coherence equal zero, while the corresponding phase
is undefined. Recently, more and more attention is being paid to partially coherent vortex
beams [60-73], more interesting and useful results are being revealed. In this chapter, we will
introduce recent theoretical and experimental developments on partially coherent vortex
beams.

2. Theoretical models for various partially coherent vortex beams

There are different types of partially coherent vortex beams, such as partially coherent beam
with helicoidal modes [43], partially coherent vortex beam with a separable phase [44, 45],
Gaussian Schell-model vortex (GSMV) beam [46], partially coherent LGy beam [47, 48], par-
tially coherent LG,,; beam [49], partially coherent Bessel-Gaussian beam [50], special correlated
partially coherent vortex beam [51, 52] and vector partially coherent vortex beam [53, 54]. Here
we only introduce some models which can be realized in experiment easily.

A scalar partially coherent beam can be characterized by the cross-spectral density (CSD) in
the space-frequency domain or mutual intensity in the space-time domain [1]. For a GSMV
beam, its CSD in the source plane is expressed as follows [46]:

11 +13 17 +13-2r1ry 008 (p=,)
402 255

W(r1,12,01,9,) = exp |- +il(p=9,) | )

where r and ¢ are the radial and azimuthal (angle) coordinates, gy and 6y denotes the beam
width and coherence width of a GSMV beam, respectively, and I denotes the topological
charge. When 0y = o, the GSMV beam reduces to a coherent Gaussian vortex beam.
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The CSD of a partially coherent LG,,; beam in the source plane is expressed as follows [49]:
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where L; denotes the Laguerre polynomial with mode orders p and I. When p = 0, Eq. (2)

reduces to the CSD of a partially coherent LGy beam [47, 48]. When p = 0 and [ = 0, Eq. (2)
reduces to the CSD of the well-known GSM beam [12-16].

As a typical kind of special correlated partially coherent vortex beam, the CSD of a Laguerre-
Gaussian correlated Schell-model vortex (LGCSMV) beam in the source plane is expressed
as [51]:

4+ (r-1,)*
40F 20

W(r, 1) = exp
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e R U

When n =0, Eq. (3) reduces to the CSD of a GSMV beam.

A vector partially coherent beam can be characterized by the CSD matrix in space-frequency
domain or the beam coherence-polarization matrix in the space-time domain [17]. The ele-
ments of the CSD matrix of a vector partially coherent vortex beam with uniform state of
polarization named electromagnetic Gaussian Schell-model vortex (EGSMV) beam in the
source plane are given as [53]:

Wos(eros) = AuAgBugexp |- Foo B @RS \
ap 1,1‘2) = AaADap EXP 452 40§ 262 exp [1 ((p1 (Pz)]’ ( )
@ ap

where A, and A, are the amplitudes of x and y components of the electric field, respectively. o;
is the r.m.s width of the intensity distribution along the i direction, 0y, 6,, and 0y, are the r.m.s
widths of autocorrelation function of the x components of the electric field, of the y compo-
nents of the electric field and of the mutual correlation function of x and y components of the
electric field, respectively. B, = B, = 1, By, = |By | exp (iquy) is the complex correlation coef-
ficient between the x and y components of the electric field with ¢,, being the phase difference
between the x and y components. The nine real parameters A,, Ay, 0x, 0y, Oxx, Oyy, Oxy, |BW\, quy

of an EGSMV beam are shown to satisfy several intrinsic constraints and obey some simplify-
ing assumptions [17].

The elements of the CSD matrix of a vector partially coherent vortex beam with non-uniform
state of polarization named radially polarized partially coherent vortex beam in the source
plane are expressed as [54]:
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3. Propagation of partially coherent vortex beams

Propagation of a partially coherent vortex beam in free space can be studied with the help of
the well-known Huygens-Fresnel integral, and propagation of a partially coherent vortex
beam through a paraxial ABCD optical can be studied with the help of the following general-

ized Collins formula [74]:
2 (27 oo oo
J J J J W(r1, ¢q,72,9,)
0o Jo JoJo

. A*I’% AT% p17‘1 (10)
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where W(p,, ¢;,p,,¢,) is the cross-spectral density in the receiver plane, k = 27/A is the wave
number with A being the optical wavelength, A, B, C, and D are the elements of the transfer
matrix of the paraxial optical system, the asterisk denotes the complex conjugate.

Propagation of a partially coherent vortex beam through turbulent atmosphere can be studied
with the help of the following generalized Huygens-Fresnel integral [75]

Wi(py.p;) = J” J: Ji J: W(ry,72) exp l_ ik(P;;rl)z N ik(pé;rz)zl

—oo

g ) (11)
exp {_¥ [(pl_Pz)z +(p1py) - (r1712) + (”1‘1’2)2} L KS@H(K)dK}dz”lder-

Here @, (k) is the one-dimensional power spectrum of the refractive-index fluctuations of the
atmospheric turbulence, k is the spatial frequency.
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The average intensity and the degree of coherence of a partially coherent vortex beam in the
receiver plane are obtained as:

I(p) =W(p.p), plp1.py) = %‘ "

Coherent vortex beam displays dark hollow beam profile in the source plane or on propaga-
tion in free space. For a partially coherent vortex beam, it also displays dark hollow beam
profile in the source plane, while its beam profile varies on propagation due to the degradation
caused by the source spatial coherence, and one can shape the beam spot of a partially
coherent vortex beam in the focal plane through varying the initial coherence width, for
example, the beam profile of the focused beam spot gradually transforms from a dark hollow
beam profile to a flat-topped beam profile and finally to a Gaussian beam profile when the
coherence width gradually decreases (see Figure 1). Furthermore, when the initial coherence
width is fixed, one also can shape the beam spot of a partially coherent vortex beam through
varying its initial topological charge because the topological charge plays a role of anti-degra-
dation caused by the coherence [46].

For a vector partially coherent beam with nonuniform state of polarization (i.e., radially
polarized partially coherent beam), it is known that such beam always displays radial polari-
zation on propagation (see Figure 2(a1)—(e1)) although its degree of polarization varies. For a
radially polarized partially coherent vortex beam, one finds from [54] that the vortex phase
induces changes of not only the degree of polarization but also the state of polarization (see
Figure 2(a2)—(e2) and (a3)—(e3)) besides rotation of the beam spot, that is, radial polarization
disappears and elliptical polarization appears on propagation. The state of polarization dis-
plays left-handed elliptical polarization around the beam center and right-handed elliptical
polarization outside of the beam center for / >0, and the handedness of the polarization ellipse
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Figure 1. Average intensity of a partially coherent LG beam with [ =2 in the focal plane for different values of the initial
coherence width 0.
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Figure 2. Changes of the state of polarization of a focused radially polarized partially coherent vortex beam on propaga-
tion for different values of the topological charge I.

is reversed for [ <0. Furthermore, the polarization ellipse rotates clockwise for / >0 and anti-
clockwise for I <0 on propagation. Thus, modulating the magnitude and sign of the topological
charge of the vortex phase provides a convenient way for modulating the polarization proper-
ties of a vector partially coherent vortex beam. What is more, the phenomenon of vortex phase-
induced changes of the state of polarization of a radially polarized partially coherent beam
may be used to detect a phase object.

Coherent vortex beam carries phase singularity in the source plane and on propagation. Phase
singularity is defined as the point where the intensity is zero while the phase is undefined.
When the spatial coherence of a vortex beam is reduced, the dark hollow beam profile disap-
pears on propagation due to the degradation caused by the coherence (see Figure 3(a)-(c)).
Thus, a partially coherent vortex beam does not carry phase singularity on propagation, while
an interesting correlation singularity named ring dislocation appears (see Figure 3(d)—(f)).
Here the correlation singularity is defined as the point where the amplitude of the cross-
spectral density W(p,—-p) or degree of coherence p(p,-p) is zero while the corresponding
phase is undefined. It was demonstrated in [47] both theoretically and experimentally that
correlation singularity (i.e., ring dislocation) exists in a partially coherent vortex beam on
propagation. One finds from Figure 3(d)—(f) that the ring dislocation becomes more obvious
with the decrease of the spatial coherence.

The study of optical beam propagation in turbulent atmosphere is a venerable subject. It is
known that the turbulence induces scintillation (i.e., intensity fluctuations), beam wander and
deformation of laser beam, which impedes the applications of free-space optical communica-
tions, optical imaging and remote sensing. Propagation properties of a partially coherent beam
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Figure 3. Far-field intensity distribution and corresponding amplitude and phase distribution of the correlation function
of a partially coherent LGy beam.
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Figure 4. Experimental results of the scintillation index of a GSM or GSMV beam (I =1, 2) at the centroid versus the initial
coherence width after propagating through thermal turbulence.

in turbulent atmosphere have been investigated in detail in the past few decades, and it was
found that a GSM beam has an advantage over a coherent Gaussian beam for reducing
turbulence-induced scintillation and degradation [7, 8]. The scintillation index of a beam in
turbulent atmosphere is defined as follows:

12 = (P (pyp, )/ (pyop, )21 (13)

where I(p,.p,)(I(p,,p,)) and (P*(p,, p,)) represent the instantaneous intensity, the average

intensity and the intensity correlation function of the beam in the receiver plane.

Is it possible to further reduce turbulence-induced scintillation compared to GSM beam?
Recently, propagation properties of a partially coherent vortex beam in turbulent atmosphere
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have been investigated both theoretically and experimentally [60-62]. It was shown in [62] that
a GSMV beam has an advantage over a GSM beam for further reducing turbulence-induced
scintillation (see Figure 4). From Figure 4, one sees that the scintillation index of a GSMV beam
or a GSM beam decreases with the decrease of initial coherence width oy, and the scintillation
index of a GSMV beam is always smaller than that of a GSM beam unless the coherence width
is very small (69 < 0.35mm). When the coherence width is very small, the scintillation index of
a GSMV beam is almost the same with that of a GSM beam, and the phenomenon can be
explained by the fact that the influence of the coherence on the scintillation index plays a
dominant role, while the influence of the vortex phase is negligible when the coherence width
is very small. Thus, the scintillation index of the GSMV beam with extremely low coherence is
similar to that of a GSM beam.

4. Generation of partially coherent vortex beams

Up to now, many different methods have been developed to generate a coherent vortex beam,
such as spiral phase plate [76], transverse mode selection [77], holographic grating [78], spatial
light modulator [79], helical optical fiber [80] and uniaxial crystal [81], while only few papers
were devoted to generation of partially coherent vortex beams [46-48, 51, 53, 54, 73].

One can generate a GSMV beam in experiment with the help of a rotating ground-glass disk,
Gaussian amplitude filter and a spiral phase plate [46]. As shown in Figure 5, a focused laser
beam generated by a He-Ne laser is reflected by a mirror and then illuminates a RGGD,
producing a partially coherent beam with Gaussian statistics. The thin lens L, is used to
collimate the transmitted light, and the GAF is used to transform the intensity of the transmit-
ted light into a Gaussian profile. The transmitted light behind the GAF is a GSM beam. The
coherence width of the GSM beam is determined by the focused beam spot size on the RGGD,
which is controlled by the varying the distance between lens L; and RGGD. After passing

GAF SPP

Y,

Figure 5. Experimental setup for generating a GSMV beam. L;, Ly, thin lenses; M, mirror; RGGD, rotating ground-glass
disk; GAF, Gaussian amplitude filter; SPF, spiral phase plate.
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through a SPP located just behind the GAF, the GSM beam becomes a GSMV beam. It is true
that the beam spot of the generated GSMV beam in the focal plane is shaped by varying its
coherence width (see Figure 6).

One can generate a partially coherent LG, beam in experiment with the help of a rotating
ground-glass disk, Gaussian amplitude filter and a SLM [48]. As shown in Figure 7, the RGGD
and GAF are used to generate a GSM beam. The generated GSM beam goes toward a spatial
light modulator (SLM), which acts as a grating with fork pattern designed by the method of
computer-generated holograms. The first-order diffraction pattern of the beam reflected from
the SLM is regarded as a partially coherent LG, beam and is selected out by a circular
aperture.
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Figure 6. Experimental results of the focused intensity distribution and the corresponding cross line (dotted curve) of the
generated GSMV beam for three different coherence widths. The solid curves are calculated by theoretical formulae.

He-Ne laser

Figure 7. Experimental setup for generating a partially coherent LG, beam. L;, L,, Lg, thin lenses; RGGD, rotating
ground-glass disk; GAF, Gaussian amplitude filter; SLM, spatial light modulator; CA, circular aperture; BPA, beam profile
analyzer.
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Figure 8 shows the experimental setup for generating a LGCSMV beam [25]. A beam emitted
from the He-Ne laser passes through a beam expander, and then it goes toward a SLM. The
first order of the beam from the SLM is a dark hollow beam and is selected out by a circular
aperture. The generated dark hollow beam illuminates a RGGD, producing an incoherent

=]
-
k4

Part | : Part 2

Figure 8. Experimental setup for generating a LGCSMV beam. BE, beam expander; SLM, spatial light modulator; CA,
circular aperture; Ly, Ly, L, thin lenses; RGGD, rotating ground-glass disk; GAF, Gaussian amplitude filter; SPF, spiral
phase plate; BPA, beam profile analyzer.
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Figure 9. Experimental results of the intensity distribution and the corresponding cross line of the generated LGCSM
vortex beam in the focal plane for different values of the coherence width. The solid curve denotes the theoretical results.
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beam with dark hollow beam profile. After passing through free space with length f,, the thin
lens L,, and the GAF, the generated incoherent dark hollow beam becomes a LGCSM beam.
After passing through a SPP, the generated LGCSM beam becomes a LGCSMV beam. Due to
the influence of the special correlation function, the LGCSMV beam exhibits interesting focus-
ing properties, for example, the focused beam spot displays dark hollow beam profile when
the coherence width is very large or very small, and displays flat-topped beam profile of
Gaussian beam profile when the coherence width takes a middle value (see Figure 9), which
are much different from the focusing properties of the conventional partially coherent vortex
beam (see Figures 1 and 6).

In a similar way, experimental generation of an EGSMV beam and a radially polarized par-
tially coherent vortex beam were reported in [53,54], respectively. It was shown that the vortex
phase induces not only the rotation of the beam spot, but also the changes of the beam shape,
the degree of polarization and the state of polarization. Furthermore, it was revealed that the
vortex phase plays a role of resisting the coherence-induced degradation of the intensity
distribution and the coherence-induced depolarization.

More recently, a new experimental technique is developed in [81] to generate partially coherent
vortex beams with arbitrary azimuthal index using only a spatial light modulator (see
Figure 10). This technique is based on digitally simulating the intrinsic randomness of broad-
band light passing through a spiral phase plate, and it provides control over the transverse
coherence length, which will be useful for study of vector singularities in partially coherent fields
or in the fields of optical communications and imaging systems where coherence plays a key role.

Figure 10. Experimental setup for digital generation of partially coherent vortex beam. HeNe Laser; BE: beam expander;
L1-L2: lenses; D: iris diaphragm; SLM: spatial light modulator; BS: beam splitter; DP: Dove prism; M1-M3: mirrors;
CMOS: camera.

5. Determination of the topological charge of a partially coherent
vortex beam

It is known that a vortex beam carries an OAM of /7 with I being the topological charge [32].
Different methods have been developed to determine or measure the topological charge (i.e.,
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OAM) of a coherent vortex beam [82-88]. However, these methods are mainly based on
measuring the intensity distribution of a vortex beam passing through different diffractive
elements or intensity distribution produced by the interference of a vortex beam with a
reference plane wave. For a partially coherent vortex beam, the conventional methods for
measuring the topological charge will be invalid because the intensity distribution is seriously
deformed, while fortunately, some methods have been proposed to measure or determine the
topological charge of a partially coherent vortex beam based on the measurement of the
correlation function recently [65-71].

For a coherent vortex beam, it is known from [88] that the number of dark rings in the Fourier
transform of the intensity of a coherent vortex beam equals to the magnitude of the topological
charge, thus one can determine the magnitude of the topological charge once we obtain the
information of the intensity of a vortex beam. With the decrease of initial coherence width, the
hollow profile of the intensity distribution of a vortex beam in the focal plane or in the far field
disappears gradually and finally becomes a Gaussian beam profile (see Figure 11(a-1)-(a-4)),
and the dark rings of the Fourier transform of the intensity distribution disappear (see
Figure 11(b-1)-(b-4)). Then how to determine the topological charge of a partially coherent
vortex beam? It is shown in [47] that the correlation function of a partially coherent vortex
beam (i.e., partially coherent LGy, beam) displays correlation singularity (i.e., ring dislocation)
in the far field. Here the correlation function denotes the cross-spectral density W(p,-p) or the
degree of coherence u(p,-p). Later in [65,66], it was revealed that for the number of ring
dislocations of a partially coherent LGy, beam in the focal plane or in the far field equals to
the magnitude of the topological charge (see Figure 12). From Figure 12, one sees that the ring

Hi.g]] coherence — 0w coherence

Figure 11. (a-1)-(a-4) Intensity distribution and (b-1)-(b-4) the corresponding Fourier transform of a partially coherent
LGy beam with [ =3 in the focal plane for different state of coherence.



Partially Coherent Vortex Beam: From Theory to Experiment
http://dx.doi.org/10.5772/66323

High coherence e [ ow coherence
d=10mm  4=08mm Jv=0.2mm de=0mm

=2

=3

Figure 12. Distribution of the modulus of the degree of coherence of a partially coherent LGy, beam with different values
of the topological charge [ in the focal plane for different state of coherence.

dislocations in the correlation function does not exist when initial coherence width is large, and
the rings dislocations gradually appear with the decrease of the coherence, and such rings
dislocations even exist in an incoherent LGy, beam. Thus, one can determine the magnitude of
the topological charge of a partially coherent or incoherent LGy, beam through measuring its
correlation function, and this phenomenon is confirmed experimentally in [67]. For a partially
coherent LG, beam, it was demonstrated both theoretically [68] and experimentally [69] that
the number of the ring dislocations equal to 2p+|1| (see Figure 13). Recently, it was predicted in
[70] that one may determine p and [ through measuring the double-correlation function, which
is defined as W(p,2p) or u(p,2p).

Abovementioned literatures are confined to measure the magnitude of the topological charge
of a partially coherent vortex beam. In fact, the sign of the topological charge of vortex phase
also plays an important role in practical applications, for example, the sign of the vortex phase
provides an additional degree of freedom for optical storage and communication [89, 90].
Recently, a simple method for simultaneous determination of the sign and the magnitude of
the topological charge of a partially coherent LGy, beam was proposed. This method is based
on the measurement of the modulus of the degree of coherence of a partially coherent LGy,
beam after propagating through a couple of cylindrical lenses (see Figure 14). It was found that
the distribution of the modulus of the degree of coherence becomes anisotropic, and it rotates
anti-clockwise (or clockwise) during propagation when the sign of the topological charge is
positive (or negative), furthermore, the modulus of the degree of coherence displays fringes
distribution within certain propagation distances and the number of the bring fringes equals to
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Figure 13. Experimental results of the distribution of the modulus of the degree of coherence of a partially coherent LG,
beam in the focal plane for different values of p and /.

RM L,

RE:GTy
-—

Laser

Figure 14. Experimental setup for determining the magnitude and the sign of the topological charge. NDF, neutral-
density filter; BE, beam expander; RM, reflecting mirror; L;, L,, thin lenses; RGGD, rotating ground-glass disk; GAF,
Gaussian amplitude filter; SLM, spatial light modulator; CA, circular aperture; CL;, CL,, cylindrical lenses; BPA, beam
profile analyzer.

2111+1 (see Figure 15). One can extend this method to determine the sign and the magnitude of
the topological charge of a partially coherent LG,,; beam based on the measurement of the
double-correlation function.
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Figure 15. Distribution of the modulus of the degree of coherence of a partially coherent LG, beam after passing through
a couple of cylindrical lenses at different propagation distances with /=2 and 6y = 0.04mm.

6. Application of partially coherent vortex beams

Due to their extraordinary propagation properties, partially coherent vortex beams are useful
in many applications, such as material processing, optical trapping, free-space optical commu-
nications and optical imaging.

It was shown in [46] that one can shape the beam profile of a focused partially coherent vortex
beam through varying its initial spatial coherence width, and one can obtain flat-topped beam
profile, dark hollow beam profile and Gaussian beam profile in the focal plane. The formed
flat-topped beam profile is useful in material processing [91], and in trapping a Rayleigh
particle whose refractive index is larger than that of the ambient [92], and the formed dark
hollow beam profile is useful in trapping a Rayleigh particle whose refractive index is smaller
than that of the ambient [72].

It is known that atmosphere turbulence induces scintillation of laser beam, which impedes
the application of free-space optical communications. It was shown in [93] that partially
coherent beam can be used to reduce turbulence-induced scintillation, and is useful in free-
space optical communications [7, 8]. In [62], it was demonstrated experimentally a partially
coherent vortex beam has an advantage over a partially coherent beam without vortex phase
for reducing turbulence-induced scintillation, thus is expect to be useful in free-space optical
communication.

Finally, we know that both partially coherent beam and vortex beam are useful in super-
resolution imaging [94, 95], one may expect that partially coherent vortex beam has an advan-
tage over partially coherent beam and vortex beam in super-resolution imaging. What is more,
partially coherent vortex beam carries correlation singularities, and one may apply correlation
singularities for information encoding, transfer and decoding.
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7. Summary

We have presented on a review on recent theoretical and experimental developments on
partially coherent vortex beam. The theoretical models, propagation properties, and gen-
eration methods for various partially coherent vortex beams have been illustrated in detail.
Partially coherent vortex beams display many unique and interesting properties, and are
useful in some applications, such as material processing, optical trapping, free-space opti-
cal communications and optical imaging. We believe this field will grow further and
expand rapidly, and more and more interesting results and potential applications will be
revealed.
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Abstract

An oscillating electric dipole in free space emits its energy along straight lines. We have
considered the effect of a nearby interface with a material medium. Interference between
the directly emitted radiation and the reflected radiation leads to intricate flow line
patterns. When the interface is a plane mirror, numerous interference vortices appear,
and when the distance between the dipole and the mirror is not too small, these vortices
lie on four strings. At the center of each vortex is a singularity, and these singularities are
due to the fact that the magnetic field vanishes at these locations. When the interface is a
boundary between dielectric media, reflection leads again to interference. The pattern
for the transmitted radiation depends on whether the medium is thicker or thinner than
the material in which the dipole is embedded. For thicker dielectrics, the field lines bend
toward the normal, reminiscent of, but not the same as, the behavior of optical rays. For
thinner media, oscillation of energy across the interface appears, and above a crossing
point, there is a tiny vortex. We have also considered the case of a dipole in between two
parallel mirrors.

Keywords: vortex, singularity, Poynting vector, dipole radiation, interface, mirror

1. Introduction

The common conception about the propagation of light is that the radiation travels along
straight lines. Such a picture certainly seems to hold for a laser beam and for sunlight. The
success of ray diagrams for the construction of images by lenses and mirrors also supports this
picture. Reflection by and transmission through an interface is another example of a process
that can be described by a ray picture of light. However, light is electromagnetic radiation, and
ultimately any optical phenomenon must be accounted for by a solution of Maxwell’s equations
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for the electric and magnetic fields. In the geometrical optics limit of light propagation [1],
spatial variations on the scale of a wavelength or less are neglected, and optical rays are
defined as the orthogonal trajectories of the wave fronts of a propagating wave. From a
different point of view, we can define the direction of light propagation as the direction of the
energy flow in the radiation field. This direction is determined by the electromagnetic
Poynting vector [2]. It can be shown that in the geometrical optics limit for propagation in
vacuum the field lines of the Poynting vector are straight lines and are identical to the optical
rays, defined with the help of the propagation of wave fronts.

The concept of optical rays breaks down when spatial variations on the scale of a wavelength
or less are of concern, or when coherence in the radiation leads to macroscopic constructive
and destructive interference (as for a diffraction grating). We shall consider a small particle,
like an atom, molecule, or nano-particle, irradiated by a monochromatic laser beam, oscillat-
ing with angular frequency w. We shall assume that the beam is linearly polarized. The
electric field of the laser beam induces an electric dipole moment in the particle, and this
dipole moment oscillates with angular frequency w along the same direction as the electric
field of the immersing beam. The oscillating dipole moment emits electromagnetic radiation
(expressions for the electric and magnetic fields are given below), and the Poynting vector is
easily calculated. It appears that the field lines of the Poynting vector are straight lines,
coming out of the dipole and running radially outward to infinity. This is illustrated in
Figure 1.

The energy flow lines for a free (linear) dipole are straight at all distances. Any deviation from
this radially outgoing pattern is due to the environment of the particle. For instance, when the
particle is embedded in an absorbing medium, the imaginary part of the permittivity is
responsible for a bending of the field lines in the near field toward the dipole axis [3]. Here
we shall consider the case where the particle is located near an interface. Some of the emitted
radiation by the dipole will be incident on the interface, and here reflection and transmission
takes place. The reflected light will interfere with the incident light, and in the far field this
leads to maxima and minima in the radiated power per unit solid angle. The structure of the

d()

Figure 1. The electric dipole moment d(t) oscillates along the direction indicated by the double-headed arrow. The field
lines of the Poynting vector come out of the dipole, and run radially outward. The solid curve is a polar diagram of the
power per unit solid angle. No radiation is emitted along the dipole axis, and the maximum intensity is emitted
perpendicular to the dipole axis.
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angular power distribution of the transmitted light in the far field depends on the value of the
critical angle and the distance between the particle and the surface. Usually, when a traveling
plane wave is incident upon an interface, the transmitted wave is again traveling, and is bent
toward the normal. When the angle of incidence approaches 90°, the transmitted wave is still
traveling, and the angle of transmission is called the critical angle (for transmission). In the
dipole spectrum, evanescent waves are present, and they are still transmitted as traveling
waves, provided the wavelength is not too small. Therefore, above the critical transmission
angle, all transmitted light comes from evanescent dipole waves, and this can lead to a large
lobe in the power distribution above the critical angle [4]. Rather than considering the effects in
the far field, we shall here present results for the power flow in the near field. We shall
illustrate that interference gives rise to interesting flow patterns, including singularities, vorti-
ces, and strings of vortices. We also show that transmission in the near field exhibits interesting
features.

2. Dipole radiation in free space

The oscillating dipole moment can be written as

d(t) = doticos (w t), (1)

where d, is the amplitude of the oscillation, and 1 is a unit vector representing the direction of
oscillation. Let r be the position vector of a field point, with respect to the location of the dipole,
and let r be the length of r. Then, ¥ = r/r is the unit vector into the direction of the field point.
The dimensionless distance between the dipole and the field point is defined as g = k,r, with
ko = w/c the wave number of the light. On this scale, a distance of 27t corresponds to one wave
length. The emitted electric field has the form

E(r,t) = Re[E(r)e "], )

with E(r) the complex amplitude, and a similar expression holds for the magnetic field B(x, ¢).
We define the constant

Ed,
(=2=- 3)

Cdme,”

The dimensionless complex amplitudes e(r) and b(r) of the fields are introduced as

E(r) = Ce(r), 4)

mﬂzgwn. ®)

We then obtain for an electric dipole [5]
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) . in
em—{ﬁﬂfaﬁ+maﬁﬁﬁﬁ(1+s}i, (6)
q 9/) 4

b(r) = (f‘xﬁ)(l +1>ﬁ (7

9)q

The time-averaged Poynting vector for radiation in free space is given by

1 "

S(r) = %Re[E(r) xB(r)"]. 8

For an electric dipole, we split off a factor:

%
“”:ZE°®’ ©))
so that
o(r) = Rele(r) xb(1)"], (10)

With the above expressions for e(r) and b(r), we find

o(r) = —tsin‘a, (11)

and here « is the angle between the dipole axis (e.g., the direction of vector @) and the
observation direction f. Since the vector o(r) is proportional to f, the field lines of the vector
field are straight, and run radially outward from the site of the dipole. This is shown in
Figure 1. No power is emitted along the dipole axis (¢ = 0), and the power per unit solid angle
is maximum in the direction perpendicular to the dipole axis (@ = 71/2).

3. Dipole radiation near a mirror

The simplest interface is a flat, infinite, and perfect mirror. We take the surface of the mirror as
the xy-plane, and the dipole is located on the positive z-axis, at a distance H above the mirror.
The dipole direction vector & makes an angle y with the positive z-axis, and we take u in the
yz-plane. Therefore,

u =e,siny +e,cosy. (12)
The electric field above the mirror is equal to the field of the dipole plus the electric field of an

image dipole located at a distance H below the mirror on the z-axis, as illustrated in Figure 2,
and the same holds for the magnetic field. The dipole moment direction of the image dipole is
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xy plane ¥y

Figure 2. The electric dipole is located at a distance H above a flat mirror (xy-plane), and the image dipole is located at a
distance H below the surface. Vectors r; and r, are the position vectors of the field point with respect to the location of the
dipole and the image dipole, respectively. The field point is represented by the position vector r with respect to the origin
of coordinates. This vector is not shown here.

~im

u =- e;siny +e;cosy. (13)

The complex amplitudes of the electric and magnetic fields of the dipole are given by Egs. (6)
and (7), but with r replaced by the position vector of the field point relative to the dipole
location. We indicate this vector by r;. Let r be the position vector of the field point where we
wish to evaluate the fields. We see from Figure 2 that

1 =r-He,. (14)

The coordinates of the field point only come in through t and g in Egs. (6) and (7), so we
replace t by t1, and g by g; = kor1. Similarly, the fields of the image dipole are found by
replacing r by

1, =r+ He,, (15)

q by g, =kot2, and u by @™ With the fields e(r) and b(r) constructed, the Poynting vector
follows from Eq. (10). It is easy to verify that for z = 0, e.g., just above the mirror surface, the
Poynting vector is along the surface.

4. Computation of field lines

With the above method, the Poynting vector o(r) can be computed for a given field point r. We
shall use dimensionless Cartesian coordinates X = k,x, iy = ko and z = k,z, and the dimension-
less distance h = k,H. The Poynting vector is a function of ¥,  and z. Therefore, it is better to
write g(q) instead of o(r), with q = k,r. We shall do so from now on. The only free parameters
are h and y. A field line of the vector field o(q) is a curve such that for each point q on the
curve the vector o(q) is on the tangent line. Let q(t) be a parameter representation of a field
line, with t an arbitrary dummy variable. Then q(t) must be a solution of
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< a(t) = olq(0) (16)

In Cartesian coordinates this becomes:

& 30) = 020,700,200, (17)

and similarly for ¥(f) and Zz(t), so this is a set of three differential equations. The independent
variable ¢ does not appear explicitly, and such equations are called autonomous. The solution
is determined by an initial point (X,,%,,Zo).. The field line through this point is found by
solving Eq. (16). We set ¢ = 0 at the initial point. The direction of the field line is the direction
along the curve that follows from increasing ¢. So, the field line runs from the initial point into
the direction that corresponds to the solution with ¢ > 0. The solution with ¢t < 0 is the part of
the field line that runs toward the initial point.

Obviously, the differential Eq. (16) will in general need to be solved numerically. An interesting
exception is the case for an arbitrary (elliptical) dipole in free space for which an analytical
solution can be obtained, as reported in Ref. [6]. We use Mathematica to solve the set and
produce the field line pictures. For two-dimensional problems, the routine StreamPlot only
requires the expression for o as a function of X, i and z. The initial points (X,,¥,,Z,) are called
StreamPoints and can be specified. Alternatively, one can let Mathematica select these initial
points. This is much faster, and works well to get an initial picture. However, in this approach
Mathematica cuts off field lines when they get too close together, and that does not necessarily
look too good.

Finally, field lines are determined by the direction of vector o at a point q, and not by its
direction. Therefore, the vector fields o(q) and f(q)o(q), with f(q) an arbitrary positive
function of g, have the same field lines. This can also be seen by making the change of variables
t = f(q)t. We then get

%q(t) = f(a(t)o(q()), (18)

and this equation has the same solutions for the field lines as Eq. (16). It just gives a different
parametrization of the curves. A popular choice is f(q) = 1/|0(q)|, which makes the right-
hand side of Eq. (18) a unit vector. For the mirror problem, the fields diverge in the neighbor-
hood of the dipole, and a good choice seems to be f(q) = 45.

5. Field lines in the symmetry plane

The dipole direction vector i and the direction of its image 4™ are both in the yz-plane. If we
take a field point in the yz-plane, then also t is in the yz-plane, and therefore, e(r) from Eq. (6) is
in the yz-plane, and the same holds for the complex amplitude of the image electric field. From
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Eq. (7), we see that the complex amplitudes of the magnetic dipole field and the magnetic
image field are along the x-axis if the field point is in the yz-plane. Therefore, the Poynting
vector from Eq. (10) is in the yz-plane if the field point is in the yz-plane. Consequently, any
field line through a point in the yz-plane stays in the yz-plane. This plane is the symmetry
plane for the dipole near the mirror. For field lines off the symmetry plane the field lines will be
3D curves, and the flow pattern is reflection symmetric in the yz-plane. Field lines in 3D are
difficult to visualize, so we shall only consider field lines in the symmetry plane.

Figure 3 shows the flow lines of energy for a dipole oscillating along the z-axis (y = 0). The
field line pattern is rotation symmetric around the z-axis. The field lines that run toward the
surface smoothly bend away from the surface upon approach. At the origin of coordinates we
have a singularity, since the field lines that come out of the dipole and run straight down split
there. This point is marked with a white circle. Figure 4 shows the flow pattern for a dipole
oscillating parallel to the surface (y = 1/2). The pattern is reflection symmetric in the z-axis, so
only the region i < 0 is shown. Just left of the dipole are two singularities. It seems that a field

z

iz . )

-10 -5 0

Figure 3. The dipole is located at a distance 1 = 21t above the mirror, and the dipole oscillates along the z-axis.

y

=10 =5 0

Figure 4. The dipole is located at a distance & = 21t above the mirror, and the dipole oscillates parallel to the xy-plane.
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line ends at the lower singularity, but this is essentially a minuscule vortex. The higher of the
two is a singularity where field lines “collide.” There is again a singularity right below the
dipole on the mirror surface, and two other singularities appear at greater distances.

Figure 5 shows the field lines for a dipole oscillating under 45° with the z-axis (y = /4).
Numerous singularities and vortices appear for this case. Vortex c is close to the dipole, and is
similar to the small vortex in Figure 4. Vortices a and b have a greater extent, although they are
still of subwavelength dimension. Some field lines come out of the dipole and swirl around
vortex 4, and some pass by vortex b. Interestingly, there are field lines that emanate from vortex
a and end up at the center of vortex b. This seems to represent energy flowing from vortex a to
vortex b, but that is not the case. Only the dipole is a source for the vector field of the Poynting
vector. The singularity at the point labeled S seems like a bump in the road for the field lines
that pass nearby. It can be shown analytically [7] that this singularity is a point on a singular
circle in the plane of the mirror. The circle goes through the origin of coordinates and singu-
larity S, and singularity S is located at i = -htany. For y = /4 this is at y = -, and for the
case of Figure 5 this is at y = - = —27. To the right of the z-axis, not shown in Figure 5, there
seems to be no interesting structure.

When the dimensionless distance i between the dipole and the surface increases, so does the
number of vortices. In Figures 3-5, this distance was taken as h = 27, corresponding to one
wavelength. In Figure 6, this distance is 1 = 8m, and angle y is the same as in Figure 5. We notice

z

y O
30§ 20 -10 0

Figure 6. The dipole is located at a distance & = 87 above the mirror, and the dipole oscillates under 45° with the z-axis.
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|

Figure 8. Enlargement of a vortex of Figure 6.

numerous vortices in the flow line pattern. The field lines rotate counterclockwise around the
singularities that are close to the z-axis. Figure 7 shows an enlargement of one of these vortices,
and it follows from the pattern that there must be another singularity nearby. The vortices on the
left have a clockwise rotation and Figure 8 shows an enlargement. For the vortices on the left the
field lines come out of the center of the vortex, and for the vortices on the right the field lines end
at the center of the vortex, as in Figures 7 and 8, respectively. In Figure 6, the field lines that start
or end at a vortex are drawn in bold. Many other field lines are present. They run from the
dipole to infinity, either without coming in the neighborhood of the vortices (the four field lines
on top of the picture) or they cross the array of vortices once or twice.

6. Location of the vortices

At a singularity, the Poynting vector vanishes. This can be due to E(r) =0 or B(r) =0 or
E(r) xB(r)" is imaginary. We have found that for singularities that appear when field lines split
or collide, E(r)xB(r)" is imaginary. Singularities at the center of a vortex are due to the
vanishing of the magnetic field. For field lines in the xy-plane, the complex amplitude of the
magnetic field is along the x-axis. For B(r), to be zero, both the real and imaginary part have to
be zero at the same point. With the expressions for the magnetic field of source and image, we
find that Re[B(r),] = 0 leads to

305



306 Vortex Dynamics and Optical Vortices

qlcosr;ﬂ [y cosy + (h-z) siny] + Wgﬂ [ycosy + (h+z)siny] =0, (19)
1 2

and similarly Im[B(r),] = 0 gives

g, sing; + cos g,
0

g, sinq, + cosq,

[y cosy + (h-z) siny] + s

[ycosy+ (h+2)siny] =0. (20)

The solutions of Eq. (19) are curves in the yz-plane, and Eq. (20) also represents a set of curves
in the yz-plane. At intersections between these sets of curves the magnetic field is zero, and this
corresponds to the center of a vortex. Figure 9 shows the curves for the same parameters as

N

+—t—t
[ RISV - |

Figure 10. The vortices of Figure 6 appear at intersections between the solid and dashed curves, and these intersections
are indicated by black dots.
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shown in Figure 5. The solid lines are the solutions of Eq. (19) and the dashed lines are the
solutions of Eq. (20). The three intersections 4, b, and c are the centers of the three vortices in
Figure 5. Interestingly, at the center of the bump on the mirror, labeled S, the magnetic field
also vanishes. This point is located at

y=-htany, z=0, (21)
and it is easy to check that this is indeed a solution of both Eqgs. (19) and (20). Here, the

magnetic field is zero, but there is no vortex. For the case of the parameters for Figure 6, the
solutions of Egs. (19) and (20) are shown in Figure 10.

7. Vortex strings

In Figure 10, the intersections between the solid and dashed curves are not always precisely to
determine and this gets worse with increasing h. By manipulating Egs. (19) and (20), a different
set of equations can be obtained. We find [8]

(919, + 1) cos (g,q,) + (9,79, ) sin (g,=q;)][y cos y + (h + Z) siny]
3
+ (Z—j) (42 +1)[ycosy + (h-Z) siny] = 0, (22)
(919, + 1) sin (q,=q;) = (q,7q;) cos (9,=q,)- (23)

The solid curve in Figure 11 is the solution of Eq. (22) and the dashed curves are the solutions
of Eq. (23). Vortices appear at the intersections. The parameters are the same as for Figure 10.
Interestingly, Eq. (23) is independent of the orientation angle y of the dipole. When v varies, the
solid curve rotates with it, but the dashed curves stay the same. The solid curve starts at the
location of the dipole and runs to point S on the mirror, as can easily be checked from Eq. (21).

Figure 11. The black dots are the intersections between the solid curve and the dashed curves. These points correspond to
the location of vortices, and here we have used the same parameters y and & as for Figure 10.
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Figure 12.

Figure 13. The figure shows vortex strings for y = 7/2 and h = 307.

The vortices in Figure 11 appear to lie on two ‘strings’. The left string starts at the dipole and
runs to point S on the mirror. The second string is in between the left string and the z-axis. It
can be seen from Figure 6 that all the vortices on the left string have a counterclockwise
rotation, as in Figure 7. On the right string the vortices have a clockwise rotation, as in Figure 8.
Figure 12 shows a larger view of the same graph as in Figure 11. The solid line passes the
dipole and continues in the upper right part of the graph. It appears that far away there are
also intersections between the solid curve and the dashed curves, and these correspond also to
the location of vortices. The vortices appear to lie on a third string. It can be shown that these
vortices have a counterclockwise rotation.

The left string ends at point S on the mirror. The location of this point depends on the dipole
angle y, according to Eq. (21). When y increases, the point moves to the left, and for y — /2
the point moves to infinity. Figure 13 shows the string pattern for y = 71/2 and h = 307. The
field line pattern must be reflection symmetric in the z-axis, and so is the string pattern. We see
that a fourth string of vortices appears, and from symmetry it follows that these have a
clockwise rotation. When we look again at Figure 12, the solid curve must intersect the dashed
curves outside the picture in the upper right corner. Therefore, there is a fourth string very far
away, and outside the picture. Apparently, there are always four vortex strings in electric
dipole radiation near a mirror.

8. Dielectric interface

An interesting generalization of the free dipole near the mirror is the case of a dipole embed-
ded in a dielectric medium, and near an interface with another dielectric material. For this
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Figure 14. The figure shows the setup for a dipole embedded in a dielectric material and near an interface with another
dielectric material.

problem, we reverse the z-axis, as compared to Figure 2, and we place the dipole on the
negative z-axis, at a distance H below the interface. This is illustrated in Figure 14. The
dielectric constant of the embedding medium is ¢; and the substrate has dielectric constant
€. The corresponding indices of refraction are n; = ,/¢1 and ny = /&, respectively. The
analysis of this system is considerably more complicated than the mirror problem. For sim-
plicity of notation, we shall assume that the dipole oscillates along the z-axis, e.g., i = e,. The
approach here is to represent the source fields (6) and (7) by an angular spectrum of plane
waves. The reflection and transmission of each partial wave is accounted for by the appropri-
ate Fresnel coefficients. A partial wave can be traveling or evanescent, and in Figure 14 this is
schematically indicated by vectors and dashed parallel lines, respectively. In each triad of
partial source, reflected and transmitted waves the parallel component of each of the three
wave vectors is the same. Upon reflection and transmission only the z-component of a wave
vector can change. Set a = k /k,, which is the dimensionless magnitude of the parallel compo-
nent of each wave vector. The dimensionless z-components of the wave vectors can be
expressed in terms of the functions

vi=/n?-a?, i=1,2. (24)

The wave vector of an incident partial wave of the source field has a z-component of k,v;.
Similarly, the reflected and transmitted waves have wave vectors with z-components —k,v; and
kova, respectively. For a < n;, v; is real, and the corresponding wave is traveling. For a > n;, v;
is positive imaginary, and the corresponding wave is evanescent. The Fresnel reflection and
transmission coefficients for an incident p-polarized plane wave with parameter a are

E2V1—E102
R = 7 25
p(@) &201 + €102 (25)
2
T,(a) = 2219 (26)

N1 E9U1 + €107 '

For the dipole oscillating along the z-axis, all partial waves are p polarized.

The setup is rotation symmetric around the z-axis, so we only need to consider the solution in
the yz-plane, with y > 0. Then the electric field is in the yz-plane, the magnetic field is along the
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x-axis, and the Poynting vector is in the yz-plane. We obtain for the complex amplitudes of the
dimensionless electric and magnetic reflected fields [9]

oo

1 ! .
) = . [do @Ry (a) e olae a2 @)
TR S
bi(t) = =€ [da SR, (@)} (a)e" ), @8)

0

and for the transmitted fields we find

1 T aZ . — —\1,1(v "z
e(r) = = Jdaa T, (a)[eziafo(ay) + e,02]; (a)]e @ o22), (29)
0
< 2 _
bilr) =€ [da T, (@) e o (30)
n 01

Here, |, and |; are Bessel functions. These four fields are integral representations of the
solutions, and, obviously, these integrals need to be computed numerically. On the z-axis we
have ¥ =0, and since J;(0) =0 we see that the magnetic fields vanish on the z-axis. The
magnetic source field, Eq. (7), also vanishes on the z-axis. Therefore, the Poynting vector is
zero on the z-axis, and so the z-axis is a singular line of the flow lines pattern.

For the case of Figure 15, we have n; = 1 and n, = 2. The energy flows from a thinner to a
thicker medium. Upon transmission, the field lines of the Poynting vector bend toward
the normal, just like optical rays would do for this case. However, the angle of incidence and
the angle of transmission for the Poynting vector are not related by Snell’s law, as the

Figure 15. The figure shows the transmission through an interface into a thicker medium.
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corresponding angles for optical rays are. The critical angle for this interface is 30°, and we see
that away from the z-axis the field lines leave the interface under approximately 30°. This
critical angle corresponds to an angle of incidence of 90°, and we see from the figure that the
field lines do not approach the interface under 90°. The reason that the field lines leave the
interface under approximately the critical angle is that the Fresnel transmission coefficient has
a sharp maximum at this angle. The angular spectrum is a superposition of waves with all
angles of incidence, and extends into the evanescent region as well. The transmission coeffi-
cient favors partial waves that approach the interface under about 90°. These are the partial
waves that are on the borderline of the traveling and the evanescent regions of the angular
spectrum.

More interesting is the case for transmission into a thinner medium, as illustrated in Figure 16.
The indices of refraction are 17 = 2 and n, = 1. On crossing the interface, the field lines bend
away from the normal, just like optical rays. We see here that the field lines are more curved
than in Figure 15. Some of the field lines that entered the n, medium bend down, and then
cross the interface again. The field lines run through the 1y material for a short distance and
then bend up and cross the interface again into the n, region. This oscillation of energy back
and forth through the interface persists over long distances. Figure 17 shows an enlargement
of the first dip of the field lines below the interface. We see that a vortex appears in medium 5,

Figure 16.

Figure 17. Enlargement of a part of Figure 16. Just above the first dip of the field lines under the interface a vortex
appears. Above the vortex is a singularity, indicated by a white circle.
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just above the dip of the field lines under the interface. And just above the vortex, we neces-
sarily have a singularity because near this point the field lines run in opposite directions.

9. Dipole in between mirrors

An interesting variation of the mirror problem is the case for a dipole in between parallel
mirrors, as depicted in Figure 18. A second mirror is placed at a distance D above the first
mirror. Now, the dipole has a mirror image in both mirrors. In order to satisfy the boundary
conditions at both mirrors, a mirror image must have again an image in the other mirror, and
so on. This leads to an infinite sequence of images. Let us label the images with m. We then find
that the images are located at

2w = (m+3)D + (-1)"(H-3D), (31)

with m integer. For m = 0, this is the actual dipole in Figure 18. The image with m = -1 is the
image dipole from Figure 2. Images with m even have a dipole orientation vector ttand images

. im . .
with m odd haveu as orientation vector.

This can be combined as

u,, = (-1)"e,siny + e cosy, (32)

for the orientation of image m. The dimensionless distance between the mirrors is denoted by
6 =koD.

Figure 19 shows the energy flow pattern for a horizontal dipole midway between the mirrors.
The distance between the mirrors is 0 = 4n. Most of the radiation is emitted in the vertical
direction. It travels to the mirrors, and there the field lines bend and continue horizontally. No
radiation is emitted along the dipole axis, and we see that the line zZ = 27t is a singular line.
Field lines approach this line from above and below, and then stop at this line. Consequently,
the Poynting vector has to be zero on this line. For Figure 20, we have y = /4 and 6 = 77, and
the dipole is midway between the mirrors. We notice the appearance of two vortices very close
to the dipole (subwavelength distance), and the rotation is counterclockwise for both. Some of

z

z=D

yz plane

=

S(r)

Figure 18. The figure shows the setup for the dipole in between mirrors.
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the field lines run downward to the right swing up turn around (outside the figure) and end
up running to the left. Similarly, some field lines start toward top-left, and then turn around,
swing by the dipole, and then run off to the right. In Figure 21, we have again a horizontal
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Figure 20. The figure shows the flow lines of energy for a dipole midway between the mirrors, and oscillating under 45°
with the z-axis.
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Figure 21. The figure shows the flow lines of energy for a dipole close to the lower mirror and oscillating horizontally.
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dipole, but it is now closer to the mirror on the bottom. Numerous vortices appear in the flow
pattern.

10. Conclusions

An oscillating electric dipole in free space emits its energy along straight lines. Most radiation
is emitted perpendicular to the dipole axis, and none comes out along the dipole axis. We have
studied the effect of a nearby interface on this flow pattern. Reflection of radiation at the
interface leads to interference between the directly emitted radiation and the reflected radia-
tion. A mirror is impenetrable for radiation, and so all radiation bounces back at the interface.
This also implies that the field lines of energy flow must be parallel to the mirror at the mirror
surface. This effect is shown in Figure 3 for a dipole oscillating perpendicular to the surface,
and one wavelength away from the surface. The radiation comes out of the dipole, more or less
as for emission in free space, but at the mirror surface the field lines bend, and the energy flows
away along the mirror surface. For a dipole oscillating parallel to the surface, a typical flow
pattern is shown in Figure 4. Again, at the mirror surface the field lines run away parallel to
the surface, but in between the surface and the dipole several singularities appear, and there is
also a vortex very close to the dipole. For the case shown in Figure 5, the dipole oscillates
under 45° with the normal to the surface, and we see that two large vortices appear and one
very small one. The rotation direction of the energy flow in the two large vortices is in opposite
directions, and some energy flows from one vortex to the other. When the distance between the
dipole and the surface is much larger than a wavelength, numerous tiny (subwavelength)
vortices appear, and we found that the vortices are located on a set of four strings. This is
shown most clearly in Figure 13.

When the surface is an interface between two dielectrics, we also need to consider the radiation
transmitted into the substrate. Here, we only consider the simplest case of a dipole oscillating
perpendicular to the interface. This can be generalized to arbitrary oscillation directions, and
also to the case where the surface is an interface with a layer of material, and this layer is
located on a substrate of yet another kind of material [10]. Figure 15 illustrates a typical case of
transmission into a thicker medium. The field lines bend toward the normal, just like optical
rays would. However, the refraction angle for the flow lines does not follow Snell’s law for
optical rays. Figure 16 shows field lines for transmission into a thinner medium. Now the field
lines bend away from the normal, but some field lines bend so much that they return to the
other side of the interface. There is oscillation of energy back and forth through the interface.
An enlargement is shown in Figure 17, and we observe that a vortex appears just above the
location where the energy goes back and forth through the interface.

We have also considered the case where the oscillating dipole is located in between two
mirrors. For a horizontal dipole, the emitted radiation bends near the surfaces of the two
mirrors, and then flows away horizontally, as shown in Figure 19. For the case in Figure 20,
the dipole oscillates under 45° with the normal. Two vortices appear. Some of the radiation that
is emitted to the bottom-right of the picture originally flows to the right along the surface of the
lower mirror, but then turns around, swings by the dipole, and then continues to the left, along
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the surface of the top mirror. When the dipole is not located midway between the mirrors, as in
Figure 21, numerous vortices appear, and the pattern repeats indefinitely to the left and right
in the range outside the picture.
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Abstract

This chapter describes spin-wave excitations in nanosized dots and rings in the presence
of the vortex state. The special attention is paid to the manifestation of the competition
between exchange and dipolar interactions in the spin-wave spectrum as well as the
correlation between the spectrum and the stability of the vortex. The calculation method
uses the dynamic matrix for an all-discrete system, the numerical diagonalization of
which yields the spectrum of frequencies and spin-wave profiles of normal modes of the
dot. We study in-plane vortices of two types: a circular magnetization in circular dots
and rings and the Landau state in square rings. We examine the influence of the dipolar-
exchange competition and the geometry of the dot on the stability of the vortex and on
the spectrum of spin waves. We show that the lowest-frequency mode profile proves to
be indicative of the dipolar-to-exchange interaction ratio and the vortex stability is
closely related to the spin-wave profile of the soft mode. The negative dispersion rela-
tion is also shown. Our results obtained for in-plane vortices are in qualitative agree-
ment with results for core-vortices obtained from experiments, micromagnetic
simulations, and analytical calculations.

Keywords: magnetic dot, in-plane vortex, spin waves, stability, dipolar-exchange com-
petition

1. Introduction

One of the hottest topics nowadays are small magnetic dots and rings with a thickness in a
range of few tens of nanometers and the diameter ranging from one hundred nanometers to a
few micrometers. A strong interest in such systems originates from their potential applicability
as well as rich physics [1]. The physical properties of magnetic nanodots are related mostly to
the concurrence of two types of magnetic interactions, namely exchange and dipolar ones.
Usually, the coexistence of long- and short-distance interactions leads to new phenomena, such

I m EC H © 2017 The Author(s). Licensee InTech. This chapter is distributed under the terms of the Creative Commons
Attribution License (http://creativecommons.org/licenses/by/3.0), which permits unrestricted use,
open science | open minds distribution, and reproduction in any medium, provided the original work is properly cited. [{cc) X R
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as surface and subsurface localization of the spin waves in layered magnetic systems [2, 3],
opening of the band gaps in magnonic crystals [4, 5], or splitting the spin-wave spectrum into
subbands in patterned multilayers [6, 7]. In the case of exchange and dipolar interactions, the
situation is even more interesting due to competitive effects of these two schematically shown
in Figure 1.

The favorable alignment of two magnetic moments (also called them spins) coupled via
exchange interaction depends on the sign of the so-called exchange integral, ], regardless of
their mutual position. If ] > 0 the spins are parallel (ferromagnetic, FM, coupling) while for
J < 0 the spins are antiparallel (antiferromagnetic, AFM, coupling). Dipolar coupling, on the
other hand, depends on the mutual positions of spins being FM if the spins are aligned one
after another and AFM for spins alongside one another (see Figure 1). As a result, the ferro-
magnetic exchange interaction forces parallel configuration of spins leading to the magnetic
monodomain whereas pure dipolar interaction leads to the in-plane alignment of spins and so-
called labyrinth magnetic structures [8]. Additionally, the dipolar interaction is a long range
one and consequently very sensitive for size and shape of the sample while the exchange
interaction is local. Thus, the competition between these two also depends on the size and
shape of the system.

The concurrence of these to competitive interactions is the origin of the variety of possible
magnetic configurations and leads to the occurrence of magnetic vortices in nanosized dots
and rings [9-12]. In the vortex configuration, a magnetization component lying in the plane of
the dot forms a closure state. Depending on the shape of the system, this in-plane magnetiza-
tion can be realized as a circular magnetization in circular dots and rings or as a Landau state
(closure domain configuration) in square rings, as shown in Figure 2a. In square dots,

FM AFM FM AFM

BRI

exchange dipolar

Figure 1. Exchange vs. dipolar interactions. Preferred configuration of magnetic moments depends on the sign of the
exchange integral | for the exchange interaction while on the alignment of magnetic moments for the dipolar interaction.

(a) Circular dot Square ring Square dot (b)
— iy M, #0
M =0
PR VIPEEN @ =
< -
Circular Landau state  Mixed state Core-vortex  In-plane vortex

magntization

Figure 2. (a) Different preferred configurations of the in-plane magnetization component in dots of different shape. (b)
Core-vortex vs. in-plane vortex.
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according to the simulations [13], the magnetic configuration is a mixture of these two states:
along borders Landau state appears, which is the effect of the minimization of the surface
magnetic charges, while in the central part of the dot, the magnetization is circular as a result
of the tendency to decrease the (local) exchange energy. The area of circular magnetization is
relatively small; therefore, in large-square dots, the Landau state prevails in the major part of
the dot. However, in small dots, the circular in-plane magnetization fails to fit the geometry of
the system only in minor corner regions.

For strong exchange interaction, the circular in-plane configuration is not enough to minimize
the exchange energy at the vortex center (which is not necessary the dot center, however, for
the stable vortex its center is in close vicinity to the center of the dot). As a consequence, spins
at the center are rotated from their in-plane alignment (forced by dipolar interactions) forming
so-called vortex core, a tiny region with a nonzero out-of-plane component of magnetization
(Figure 2b). In typical ferromagnets, such as cobalt or permalloy, the exchange interaction is
strong thus in experiments the vortex core is observed [14-16]. In rings, the center of the vortex
is removed from the sample, thus the magnetization lies in the plane of the dot throughout its
volume [17] except rings with extremely small internal radius [18]. The potential applications
of the magnetic vortex itself increase from the possibility of the switching of core polarity (up
or down) and chirality (the direction of the in-plane magnetization: clockwise, CW, or coun-
terclockwise, CCW), and these two can be switched independently [19, 20].

In square dots, beside the vortex core, domain walls appear as well at the borders between
domains. Roughly speaking, there are two types of domain walls: with and without nonzero
out-of-plane magnetization (Bloch and Néel type, respectively) [21]. Thus, in the first case, the
total out-of-plane magnetization is not zero even without the vortex core. Consequently, the
out-of-plane magnetization can differ from zero in square rings in which the core does not
appear. As we will show later, the preferred type of domain walls depends on the competition
between exchange and dipolar interactions.

There are two types of magnetic excitations in magnetic dots in the vortex state. First one is a
gyrotropic mode, i.e., the precession of the vortex core around the dot center. This is a low-
frequency excitation with the frequency usually in the range of hundreds of MHz, and it can be
utilized to microwave generation [22, 23]. The second type are spin waves; high-frequency
excitations with the frequency of several GHz [24]. The spin-wave excitations are normal
modes of the confined magnetic system similar to the vibration of the membrane. They prove
to be of a key importance for the vortex switching [25], can be used to generate the higher
harmonics of the microwave radiation [26], and have a significant influence on the vortex
stability [27, 28].

In this chapter, we study the stability of the magnetic vortex state and the spin-wave excita-
tions spectrum in two-dimensional (2D) nanosized dots and rings in their dependence on the
competition between dipolar and exchange interactions. We use a very efficient method based
on the discrete version of the Landau-Lifshitz equation. Our theoretical approach is described
in Section 2. In next sections, we present our results starting with the circular dot in which the
in-plane circular vortex is assumed as a magnetic state. In Section 3, we analyze an exemplar
spin-wave spectrum of the dot showing typical effects such as the negative dispersion relation

319



320 Vortex Dynamics and Optical Vortices

and the influence of the lattice symmetry on the spin-wave spectrum. In Section 4, we examine
the stability of the in-plane vortex vs. the dipolar-to-exchange interaction ration (d) and the size
of the dot. The influence of the competition between dipolar end exchange interactions on the
spin-wave spectrum of a dot is studied in Section 5. In next two sections, we consider the
influence of the spin-wave profile of the soft mode on the vortex stability in circular (Section 6)
and square rings (Section 7). Finally, we provide some concluding remarks in Section 8.

2. The model

The object of our study is a dot (ring) cut out of a 2D lattice of elementary magnetic moments
(Figure 3). For circular dots, the external size L is defined as the number of lattice constants in
the diameter of the circle used for cutting out the dot. The internal size of the ring, L', is the
radius of the inner circle (in units of the lattice constant). For square rings, L means the number
of lattice sites along the side of the square. Similarly, L' means the side of the removed square.
In linear approximation used in this work, the magnetic moment Mg, where R is the position
vector, can be expressed as a sum of two components: static, My g, and dynamic, mg, with the
assumption that [mg|<|Mg|, | Mo r|~|Mg|, and mg LM g. For any magnetic moment within the
dot, we can define a local Cartesian coordinate system as follows: unit vector ig is parallel to
the static component My g, unit vector jp is oriented toward the vortex center lying in the plane
of the dot, and unit vector kg is the third Cartesian unit vector being perpendicular to the other
two. In this coordinate system, a dynamic component of the magnetic moment is
mpg = m; rjg + mi rkr, where m; g and my g we will refer to as in-plane and perpendicular
coordinates of the magnetic moment, respectively. For in-plane vortices, the last component is
always perpendicular to the plane of a dot.

The time evolution of any magnetic moment Mp is described by the damping-free Landau-
Lifshitz (LL) equation, which in the linear approximation reads:

iimR = MO,RXhR +mRXHR, (1)
VHo
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Figure 3. Schematic plots of two in-plane vortices typical for two types of rings: (a) a circular magnetization in a circular
ring and (b) closure domains (Landau state) in a square ring. Both rings are based on a 2D square lattice with magnetic
moments (represented by the arrows) arranged in the lattice sites. To the right in figure (a), the local coordinate system
associated with the magnetic moment indicated by the arrow.
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where i is the imaginary unit, y is the gyromagnetic ratio, i, is the vacuum permeability, and w
is the frequency of harmonic oscillations of mg. Hr and hy are static and dynamic components

of the effective field HY' = Hy + hg acting on the magnetic moment M.

In this work, we consider exchange-dipolar systems only thus the effective field consists of two
components:

2 1 3(R-R)(My - (R-R))  pr.
PR RV U (M (RR)
Ho(8lig)” RenN 4na° glp |R-R| |[R-R|

The first term comes from the exchange interaction and can be derived from the Heisenberg
Hamiltonian under the condition of uniform interactions. Since we restrict ourselves to nearest
neighbor (NN) interactions the summation runs over NNs of the magnetic moment Mp. Here |
is the NN exchange integral, (1, is the Bohr magneton, and g is the g-factor. The second term is
a typical dipolar sum over all magnetic moments within the sample except M. The position
vectors R are expressed in the units of the lattice constant a.

From Eq. (1) one can derive the system of equations of motion for dynamic components of all
magnetic moments as follows:

iQmp=— Y hkp-myg+mpr Y ig-ig
R'eNN(R) R eNN(R)
3[(R-R) - kg][(R-R) - kg -my 3[(R-R) -ig][(R-R) -iy] ig-iy
o 3 (PURR) KRB ) ko) o (SRR inl[(RR) i) i
R#R |R—R| ‘R—R‘ R#R |R_R| ‘R_R‘
Qmep =Y jp-mg=—myg ) Ip-ig
R eNN(R) ReNN(R)
3[(R-R) -jg][((R-R) -my| jg-mpg 3[(R-R) -ig][(R-R) -iy] ig-iy
l x [( )]RH( - ) R]_]R' R3 ——y [( ) R”(5 ) R]_ R’ R3 . Q)
R=R |R-R| |R-R| R#R |R-R| |R-R|

where Q) = (guzw)/(2)yS]) is the reduced frequency of a spin-wave excitation, S is the spin (we
assume that all spins within the dot are the same thus any magnetic moment is equal
Mg = gugS), and d is the only material parameter of the model referred to as a dipolar-to-
exchange interaction ratio given by:

(gup)’
d:ggﬁiﬂ%' 3)

The above system of equations can be represented as an eigenvalue problem the matrix of
which is called a dynamic matrix. The diagonalization of the dynamic matrix leads to the
spectrum of frequencies and profiles of normal excitations of the dot. The spin-wave profile is
a spatial distribution of the dynamic components of magnetic moments, i.e., the distribution of
the amplitude of the magnetic moment precession. Dynamic components obtained from diag-
onalization are complex numbers with a phase shift 71/2 between the real and imaginary part,
which gives T/4 shift in time, where T = 2nt/w is a period of oscillations for a given mode.

321



322 Vortex Dynamics and Optical Vortices

Usually, the distribution of these components obtained for the same mode is similar and differ
in the intensity only. Therefore, if the situation is clear, it is sufficient to provide one part (Re or
Im) of the one component (in-plane or out-of-plane) to explain the character of the mode. The
spin-wave profiles in circular dots are marked as (n, m) similarly to the vibrations of a
membrane, i.e., accordingly to the number of nodal lines in the radial (n) and azimuthal (m)
direction. The azimuthal modes occur in pairs: (n, -m) and (n, +m) with both modes of the
same character; thus, in this work we denote them just (n, m), with m denoting |m|.

3. Spin-wave spectrum of a circular dot

In Figure 4a shows an example of the spin-wave spectrum obtained for a circular dot of the
diameter L = 101. The dot is cut out from the square lattice and contains 8000 spins. A magnetic
configuration is assumed to form an in-plane vortex. The spectrum is calculated for the
dipolar-to-exchange interaction ratio d = 0.42. The shape of the spectrum is typical for
exchange-dipolar systems: for low-frequency modes, the shape of the spectrum is determined
by the dipolar interaction, while for the high frequencies by the exchange one. Of course, the
spectrum is discrete, which is clearly seen in the inset where frequencies of 14 lowest modes
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Figure 4. (a) An exemplar spin-wave spectrum calculated for the circular dot of the diameter L = 101 lattice constants
consists of 8000 spins. The in-plane vortex configuration is assumed and the dipolar-to-exchange interaction ratio d is set
to 0.42. The inset shows 14 lowest modes of the spectrum. (b) Spin-wave profiles of 14 lowest modes of the spectrum
shown in (a).
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are presented. Among these modes, one can distinguish a pairs of modes of the same frequen-
cies. For example, modes 1 and 2, 7 and 8, 9 and 10, or 13 and 14 are degenerate in pairs. On the
other hand, modes 3-6, 11 and 12 have unique frequencies.

To investigate this feature, we provide spin-wave profiles of the lowest eight modes in
Figure 4b. As we can see that these 14 modes include seven pairs of modes with the same
absolute value of the azimuthal number. Degenerate modes are of the odd azimuthal number:
(0,3) modes 1 and 2, (0,5) modes 7 and 8, (0,1) modes 9 and 10, and (0,7) modes 13 and 14. In
contrast, for even azimuthal numbers, degeneration is lifted. This originates from the discrete-
ness of the lattice the dot is cut out from. If the symmetry of the profile matches the symmetry
of the lattice, the degeneration is removed. For example, mode 3 has two nodal lines coincide
with high-spin density lines (along the x and y axes in Figure 3a). Its counterpart, i.e., mode 4 is
rotated by 71/4 having antinodal lines along the high-spin density lines. This situation is
analogous to the boundary of the Brillouin zone in the periodic system where the energy gap
appears between two excitations: one having nodes in the potential wells and the other one
having antinodes. Indeed, if the dot is based on the square lattice it can be considered as a
system periodic in the azimuthal direction. A unit cell in this case corresponds to a quarter of
the dot and is delimited by high-spin density lines. In such picture, one-half of the wavelength
of modes (0,2) fits the unit cell with nodes or antinodes at the unit cell boundary. The same rule
holds for hexagonal lattice where the degeneration is lifted if the azimuthal number is divisible
by 3 [29]. It is worth to noting that there is also another type of degeneracy lifting caused by the
coupling of the azimuthal modes with the gyrotropic mode [30, 31] which is not related to the
discreteness of the dot and appears even for first-order azimuthal modes. In our work, this is
not the case since we assume coreless vortex as a magnetic configuration.

For the dot under consideration, radial and azimuthal numbers are related to the wave vector
in the corresponding direction. Thus, the spectrum shown in Figure 4 exhibits negative dis-
persion relation for modes (0,1), (0,2), and (0,3), i.e., for this modes, the frequency decreases
with an increase of azimuthal number. Such negative dispersion was also observed for core-
vortices in circular dots experimentally [32, 33] and by means of analytical calculations [34, 35].
It was found that in a dot of a fixed thickness the increase in the diameter will cause the mode
order to change, namely it will cause the negative dispersion to be stronger (the modes with
higher azimuthal numbers will descend the spectrum). We show that this effect originates in
the influence of the dipolar interaction regardless it is enhanced by the size of the system or by
change of the dipolar-to-exchange interaction ratio.

4. Stability of the in-plane vortex

The dependence of the spin-wave spectrum on d is shown in Figure 5 for the dot under
consideration (L = 101, 8000 spins). For intermediate values of the dipolar-to-exchange inter-
action ratio, there are no zero-frequency modes in the spectrum which means that the assumed
in-plane vortex is a (meta)stable magnetic configuration (see, e.g., our discussion in reference
[36]). Going toward smaller values of d the exchange interaction gains the importance until
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Figure 5. The frequency dependence on the dipolar-to-exchange interaction ratio d (in logarithmic scale) for 36 lowest
modes in the spin-wave spectrum of the circular dot of the diameter L =101 in the in-plane vortex state. The color
assignment is indicated at the right; the colors repeat cyclically for successive modes. There are no zero-frequency modes
between two critical values d; and d, which is indicative for the stability of the assumed magnetic configuration.

d = dy. From this point, the frequency of the lowest mode is zero and the in-plane vortex is no
more stable (or even metastable); the lowest mode becomes the nucleation mode responsible
for the reorientation of the magnetic configuration. The profile of this mode reflects the
tendency of the system to find a new stable state. Since this transition is forced by the exchange
interaction we will call it the exchange-driven reorientation (transition). While d increases,
which means the dipolar interaction gains the importance, another transition appears for
d = d,. In this case, the reorientation is caused by prevailing dipolar interaction; thus, it is
referred to as dipolar-driven reorientation (transition). This behavior reflects the origin of the
vortex state: the competition between dipolar and exchange interaction.

The importance of the dipolar interaction depends, besides its dependence on 4, also on the
size of the system. Therefore, the critical values of 4 should change with the dot size. Figure 6a
shows critical values d; and d, vs. the number of spins, N, in which the dot consists of (which is
equivalent to change of the dot diameter since the system is 2D). The critical value d, (for the
dipolar driven reorientation) clearly depends on N, especially for small dots. Surprisingly, for
the exchange-driven reorientation the critical value d; = 0.1115 and is constant in the whole
range of the dot size, i.e., from 60 to 8000 spins (L = 9-101). (The same value and behavior of d;
is reported in reference [37] where circular dots are studied by means of Monte Carlo simula-
tions.)

To address this behavior of critical values in Figure 6b, we provide profiles of the lowest mode
for two values of d, for d~d; (left profile) and for d=d, (right profile), for L = 23 (408 spins). Both
profiles are localized at the vortex center but the localization near d; is much stronger than for
dp. The reorientation at d; is forced by the exchange interaction which is local and thus the
dynamic interaction (between dynamic components of magnetic moments), confined to the
very center of the dot, is not sensitive to the size of the dot. (It is not sensitive to the shape of
the dot as well [28]). The second transition (d,) is forced by the long-range dipolar interaction
and the dynamic interaction of this type, although localized near the center, “feels” the dot size
even for rather big dots. However, due to the localization this effect fades for larger dots,
which is reflected in the d, curve in Figure 6a.

For typical ferromagnetic materials, the dipolar-to-exchange interaction ratio has very small
value due to strong exchange. For example, using experimental data for ultrathin cobalt film
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Figure 6. (a) Critical values d; and d, vs. the dot size (the number of magnetic moments within the dot, in logarithmic
scale) for circular dot in the in-plane vortex state. (b) Exemplar profiles of the lowest mode in circular dots for d=d; (left
profile) and for d~d, (right profile). Above each profile, its section along the indicated lines.

[38] from the relationship (3) we obtain dc, = 0.00043 which is far below d;. Consequently, in
such materials, the in-plane vortex is unstable regardless the size of the dot (since d; is size
independent).

5. Competition between interactions

As seen from Figure 5, for the majority of modes the frequency decreases with increasing d but
with different rate. As a result, the order of modes in the spectrum changes with d; this effect is
particularly intensive at the bottom of the spectrum. In particular, the mode of the lowest
frequency has different symmetry of its profile in different ranges of d (compare Figure 7).
The modes with the decreasing frequency can be divided into two groups: first one contains
purely azimuthal modes (radial number equal zero). Within this group, the rate of the decreas-
ing frequency grows with the increasing azimuthal number. However, above c.a. 55 GHz, this
rate is visibly lower for another group of modes with the radial number 1. Within this second
group, the situation repeats: for the mode (1,m) the frequency decrease rate is almost the same
as for the mode (0,m) and it grows with increasing m. It shows that the impact of the dipolar-
to-exchange interaction ratio on the mode frequency is determined mainly by its azimuthal
number, the radial number being of little influence.

Besides the localized mode, there is one more mode in Figure 5 the frequency of which acts in
different way than the majority; in the broad range of d its frequency is almost constant. This
mode, called fundamental mode, is an analogue of the uniform excitation [35]. Its profile is
almost uniform within the dots without any nodal lines in azimuthal nor a radial direction
thus it is labeled as (0,0). Highly uniform profile is the origin of the independence of the
frequency of the fundamental mode on d.

As we already noticed that the mode order in the spin-wave spectrum is influenced by the
dipolar-to-exchange interaction ratio and by the size of the dot, thus influences the character of
the lowest mode. Figure 7a shows the dependence of the lowest mode frequency on d for
different size of the dot. Figure 7b and ¢ provides mode profiles for some values of d for two
dot diameters: 51 and 101, respectively. Close to the critical value d; the profile is strongly
localized at the vortex center regardless the dot size. This strong localization together with the
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Figure 7. (a) The dependence of the lowest mode frequency vs. dipolar-to-exchange interaction ratio d (in logarithmic
scale) in circular dots of different diameter L with the in-plane vortex as a magnetic configuration. On every curve, the
crossing between first- and second-order azimuthal modes is marked with a black square (if exists). (b, c) Evolution of the
lowest mode profile with d in dots of diameters 51 and 101, respectively.

short range of the exchange interaction (responsible for the magnetic reorientation below d;)
results in not only the independence of d; on the size and shape of the dot but also the
frequency vs. d dependence is the same for the dot of any size. In this range of the dipolar-to-
exchange interaction ratio, the lowest mode is a soft mode but with growing d its frequency
increases rapidly and the mode ascend the spectrum very fast causing crossings with azi-
muthal modes of decreasing frequencies. After the first crossing, the azimuthal mode becomes
the lowest in the spectrum.

For small dots (L < 100), the mode (0,1) is the lowest one after crossing with the localized
mode. While d continues to increase till next crossing appears and (0,2) mode becomes the
lowest. The point of crossing of these modes shifts to the smaller 4 with increasing size of the
dot (see Figure 7a). Finally, for L = 101, the crossing between modes (0,1) and (0,2) takes place
for lower d than the crossing with the localized mode. In a consequence, the first-order
azimuthal mode is not the lowest one for any d. On the other hand, higher order modes may
have the lowest frequency while d is growing (compare Figure 7b and c).

Here, we observe a general tendency of two interactions in question. The dipolar interaction
favors higher order azimuthal modes. Thus, modes with the increasing azimuthal number m
fall successively to the bottom of the spectrum as this type of interaction gains in importance
regardless of whether their strengthen is due to the size (L) or material (d) of the dot. The
exchange interaction in contrast favors modes with m = 1. Thus, the competition between the
exchange and dipolar interaction manifests itself not only in the preferred magnetic configura-
tion but also in the profile of the lowest frequency modes.
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This rule changes if the vortex is close to unstable, i.e., close to the critical value of 4. In this
case, the soft mode is strongly localized at the vortex center. But even here this localized mode
has nodal lines in the azimuthal direction for strong dipolar interaction and uniform for strong
exchange interaction.

6. Circular rings

In circular rings, the central part of the dot is removed along with the vortex center. This causes
significant reduction in the influence of the exchange interaction and consequently should
result in the stabilization of the in-plane vortex for lower values of the dipolar-to-exchange
interaction ratio. Figure 8a shows the typical dependence of the spin-wave spectrum in circular
rings on d. The exemplar ring has external diameter L =25 and internal one L =2 which
means that only four central magnetic moments are removed from the dot. The overall charac-
ter of the picture is very similar to that for the dot shown in Figure 5 with two exceptions: the
range of the in-plane vortex stability and the behavior of the soft mode above d;. (The decreas-
ing of the frequency with growing d is much faster mostly due to the smaller external diameter.)

Just above d; the frequency of the soft mode increases steeply, as a consequence of increasing
stability of the system, but before first crossing with the azimuthal mode the frequency slows
down and finally becomes almost independent on d. The profile of this mode is shown in
Figure 8b for d = 0.01; it is no more localized. Instead of this, the mode is a fundamental mode
(0,0) being almost uniform within the ring. Due to the lack of the topological defect, there is no
reason for the localization.

Other profiles provided in Figure 8b illustrate the change of the character of the lowest mode.
Even if the external diameter of the ring is rather small, higher order azimuthal modes are the
lowest for large enough d: (0,3) for d = 1.3 and (0,4) for d = 2.0. In full dots these modes could
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Figure 8. (a) The frequency dependence on the dipolar-to-exchange interaction ratio d (in logarithmic scale) for 25 lowest
modes in the spin-wave spectrum of the circular ring of the external diameter L = 25 and the internal one L = 2 in the in-
plane vortex state. (b) The evolution of the lowest mode profile. Profiles are calculated for six values of d marked with
arrows in (a).
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Figure 9. (a) Critical value d; vs. the internal diameter L’ of the circular ring for four external diameters L. The dashed line
in (a) indicates the value of d for Co/Cu(001) calculated from experimental results reported in reference [38]. (b) Spin-wave

profiles of the soft mode in circular rings calculated for d=d for two internal diameters L. The external diameter of rings is
fixed at L = 23. To the right of each profile, its section along the indicated lines.

be the lowest for c.a. 4 times larger diameter which reflects the change of the balance between
exchange and dipolar interaction after removing only few magnetic moments from the center
of the dot.

The removing of these four central magnetic moments has also great impact on the stability of
the in-plane vortex, as it should be expected. The critical value d; decreases from 0.115 for the
full dot down to 0.0052 for the ring under consideration. However, this new critical value is
still much larger than the value of 4 in common ferromagnetic materials. Figure 9a shows the
change of the critical value d; with increasing the internal diameter of the ring for four external
diameters: 23, 33, 43, and 63. In contrast to full dots in the rings d; visibly depends on both
internal and external diameters (though for very small internal diameter the influence of the
external size is weak). The increase in any diameter of the ring enhances the stability of the in-
plane vortex. As a result, this magnetic configuration is stable even for such a material as
cobalt if the ring is large enough (d1 < dco).

The enhancement of the in-plane vortex stability due to the increasing of its internal diameter
is rather obvious if we notice that the local exchange interaction between neighboring mag-
netic moments increases with decreasing distance from the vortex center (due to the change in
the angle between them). In this context, the removal of the bigger circle from the center of the
dot means the decreasing of the exchange interaction at the internal edge of the ring. Of course,
this change in the exchange energy at the border should be visible in spin-wave profiles. To
illustrate this effect, we calculate the profiles of the lowest mode for d~d; for the ring of the
external diameter L = 23 and two different internal diameters, L =2 and L = 8, shown in
Figure 9b. Successive removing of the central part of the dot results in decreasing of the
amplitude of the magnetic moments precession (smaller intensity of the profile) at the internal
edge of the ring. On the other hand, the amplitude is slightly increased in the rest of the ring,
especially at the outer edge. For larger hole in the ring, the profile is almost uniform in radial

direction and d; is very little dependent on L. This nonzero intensity of the spin-wave profile
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reaching the external edge of the ring explains the influence of the external diameter on the
critical value d;.

7. Square rings

In square rings, the in-plane vortex takes the form of the Landau state (closure domain
configuration, see Figure 2). Unlike circular rings, here the magnetization along internal and
external edges has the same conditions (no curvature). Another difference is the existence
of domains walls. To see how these dissimilarities influence the in-plane vortex stability in
Figure 10a we show the critical value d; vs. the internal size L for square rings of different
external size L. Similarly to the circular rings, the removal of the central part of the dot results
in the drop of dy, i.e., the in-plane vortex becomes stable for stronger exchange interaction. The
critical value changes from 0.115 to 0.049. This time, in contrast to the previous case, this value
is constant for broad range of the internal size of the ring. Additionally, d; does not depend on
the external size of the ring as well. Therefore, the in-plane vortex (with the domain walls of
Néel type) is not stable in square rings made from typical ferromagnetic materials.

To explain this behavior, Figure 10b shows spin-wave profiles of the lowest mode for d=d, for
square rings of the external size L =22 and three different internal sizes: L' = 0 (full dot),
L' =2, and L' = 16. Removing of the central part of a dot, even just few magnetic moments,
destroys the central localization of the lowest mode as it was in the case of circular dots, but
now the localization is shifted to the corners of the resultant ring. Such corner-localized profile
is not affected by the change of the size of the ring in large range of both, internal and external
size. Again, the strongly localized spin-wave profile together with the local character of the
exchange interaction causes the critical value of d for the exchange-driven reorientation to be
independent on the size of the system. The high amplitude of the spin wave at the corners
suggests also the increasing of the out-of-plane component of magnetization which means the
formation of the Bloch-type domain walls.
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Figure 10. (a) Critical value d; vs. the internal size L' of the square ring for four external sizes L. (b) Spin-wave profiles of
the soft mode in square rings calculated for d=d; for three internal sizes L'. The external size of rings is fixed at L = 22.
Above each profile, its section along the indicated lines.
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8. Concluding remarks

In this chapter, we have shown our results concerning spin wave normal modes in nanosized
dots and rings in the presence of the in-plane magnetic vortex. In experiments, in-plane
vortices are observed in rings while in full dots made from typical ferromagnetic materials
(e.g., cobalt or permalloy) the vortex core is formed at the vortex center [30]. Our results
obtained for circular dots are consistent with this observation: in-plane vortex is stable in such
a system for very weak exchange interaction, much weaker than in usual ferromagnets. We
obtain the critical dipolar-to-exchange interaction ratio d; = 0.1115 (which corresponds to the
exchange integral | = 0.058 eV) and this value is the same as received from Monte Carlo
simulations in reference [37]. This critical value does not depend on the size of a dot which is
also in agreement with simulations [37].

An interesting finding is the stability of the in-plane vortex in rings. In circular rings, the
removal of a central part of a dot brings the dependence of d; on both diameters of the ring
(external and internal) and, consequently, the in-plane vortex becomes stable even for strong
exchange if the ring is large enough. In square rings, the situation is completely different: d;
does not depend on any size of the ring (except extremely narrow rings). The critical value d is
reduced in comparison with full dots though not enough to stabilize the in-plane vortex.
Therefore, in square rings made from usual ferromagnetic materials, the in-plane vortex is not
stable (due to the preferred type of domain walls).

For the in-plane vortex configuration in full dots we found similar phenomena as reported
from experiments, micromagnetic simulations, and analytical calculations, except those which
arise from the existence of the gyrotropic motion of the vortex core, e.g., the splitting of the
spin-wave frequency due to the coupling to the gyrotropic mode [31]. The qualitative
agreement between results for in-plane and core vortices is an effect of the existence of the
vortex center. Even without the out-of-plane component of the magnetization, the center of
the vortex plays the role of the topological defect in the same manner as the vortex core. This
defect acts as a nucleation center if 4 reaches its critical value and cause the localization of the
soft mode. On the other hand, the properties of the spin waves in the presence of the vortex
originate from the competition between exchange and dipolar interaction; thus the effects such
as negative dispersion relation or diversity of the lowest mode profiles are similar for both
types of vortices: with and without the core.

In our model, the dot is cut out from a discrete lattice which obviously has a consequence in
the results. If the symmetry of azimuthal modes matches the symmetry of the lattice, the
frequency of modes with opposite azimuthal numbers splits. Also the fundamental mode, an
analogue of the uniform excitation, has nonuniform spin-wave profile whose symmetry
reflects the symmetry of the lattice. (A similar effect was observed in micromagnetic simula-
tions due to the artificial discretization of a sample [39-41].) In the case of circular dots and
rings based on the discrete lattice, the edges are not smooth circles and cannot be smoothed as
it is in continuous systems with artificial discretization, e.g., in micromagnetic simulations [42].
With the size of the ring, the edge smoothness increases but even for rather small dots (a dozen
of lattice constants in the diameter) we obtain self-consistent results.
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In this work, the method described in Section 2 is used for 2D dots and rings but its
applicability is far beyond these simple systems. It can be used for 2D or 3D systems of an
arbitrary shape, size, lattice, or magnetic configuration. Moreover, if the exchange interac-
tion is neglected the method can be applied for nonperiodic systems too. Also interactions
taken into account are not limited to dipolar and exchange only (the model with the anisot-
ropy and the external field taken into account is derived in reference [43]). The main disad-
vantage of our approach is the lack of simulations; the assumption, instead of the simulation,
of the magnetic configuration is useful for very simple magnetic configurations only. On the
other hand, in comparison with time-domain simulations, the time of calculations is very
short, and the spin-wave spectrum is obtained directly from diagonalization of the dynamic
matrix (without the usage of the Fourier transformation). For simple magnetic configura-
tions, our results are in perfect agreement with simulations [37, 13, 44]. In the case of more
complicated systems, the simulations should be used for finding the stable magnetic config-
uration and for the simulated configuration the dynamical matrix method can be used to
obtain the spin-wave spectrum.
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